A Complete Bibliograph y of Publications in

Journal of Computational Chemistry:

2000–2009

Nelson H. F. Beeb e

Univ ersit y of Utah

Departmen t of Mathematics, 110 LCB

155 S 1400 E RM 233

Salt Lak e Cit y , UT 84112-0090

USA

T el: +1 801 581 5254

F AX: +1 801 581 4148

E-mail: beebe@math.utah.edu, beebe@acm.org, beebe@computer.org (In ternet)

WWW URL: http://www.math.utah.edu/~beebe/

12 June 2023

V ersion 1.07

Title w ord cross-reference

(Φ, Ψ) [WD04]. (φ, ψ ) [TTB01b]. −2 [ZZZ

+

06]. −4 [ZZZ

+

06]. 1 [FR

OD08].

1/r p

[SG01]. 12 [K

GL07]. $139.00 [Sta00]. 14 [LMGR06, ZGXX06]. 16

[HXD08]. 2 [DMC05, GdAcV

+

07, L

W04b, LXZ06, L

W06, PF06, SF

C04,

WDZS07, YNW05, hYDN

+

08, ZTS09]. 2 ≤ N ≤ 372 [Pul05]. $3 [Lip00]. 3

[BAH

+

02, FR

OD08, GDPCPU07, GdSuM

+

07, HP05, mJlZyL

+

08, KSN01,

L YZ

+

08, MP03b, PF06, SHBD05, SF

C04, TJM

+

03, WLL07a, WDZS07,

XLL

+

02, ZL

Y07]. 3

10

[JS07b]. 3d [Hol05, LD05a, W u06, SZT08]. 4

[FHF

+

01, LLXS02, QB05, WD X

+

02]. 4, 7 [ZWS

+

02]. 4d [ABYM08]. 5

[ZXL

+

04]. 5d [HZ09]. 6 [Han01, LLXS02]. 7 [LMO09]. 8 [KS05a]. 9 [UM03].

[n] [VKP

+

08].

##

[BR V

+

07].

+

[FK

ˇ

S

+

09, GLRL02, GPSP06, GWL07, HDO

+

02, ITS06, KT08, LMO09,

Mc k07b, PV07, Sha02, WWT08, ZWY

+

09, ZL05, dRLMS00].

+2

[PNG08].

−

[Bac09, Dib05, HTN03, L YZ

+

08, Mas01a].

1

1

[A GI

+

07, IS03, LDT

+

02a, XZ04, ZX04, ZLLS04b].

125

[HWFN01].

13

[FHF

+

01, VBS09, ZLD09].

15

[LKA01].

19

[F O04].

1

Σ [BAL

+

01].

1

Σ

+

g

[BAL

+

01].

2

[BAL

+

01, Gog08, PRSMM03, ZWS

+

02].

2+

[AS06, BTP09,

BL00, FHRR07, GPSP06, HLB09, KRLD09, Kri08, R

OG00, TFZR

G01].

2−

[IvSV06, JD09].

2

Π [Gog08].

3

[BPC01, LDT

+

02b].

3+

[BTP09, BL00, Kri09b].

5

[W C08].

57

[HLLN06].

α

[VBS09, CJW

+

09].

•

[Mui05].

I S Q

[Bac09].

M T C P

1 [BRDC02].

n

[ZZZ

+

06].

p+

[GPSP06].

0

[DLD

+

02].

1

[BPC01, DLD

+

02, WLPF05, XWX

C08, YKK09, ZZW09, XWX

C08].

103

[NSO

+

07].

11

[XB08].

12

[WZZ

+

09, XB08].

141

[GYCZ04].

18

[ZZZ

+

06].

2

[Bac09, BAL

+

01, BL00, BBI

+

09, CPJ00, CCCJ09, CTF

C08, DLD

+

02,

DRAS04, DRAS05, Dib05, DMN05, Don08, FJ08, GCCVB00, GBDP05,

GPSP06, HYR06, HK07, Hua09b, IN08, IV04, IvSV06, IS03, JPF

+

00,

mJlZsLyL07, KZY09, KS05a, KKJH08, KBL08, KS05c, LDMR01, LC07,

L WK08, LLXS02, L

W04a, LZZC09, LA

T05, LF02, LDT

+

02b, L WY

+

09,

LMO09, MR02, Mas01a, Mas01b, MGLL03, McD08, Mc k07b, MY08a, NA06,

NyHN06, NHN06, Ow e05, PGNG03, PGRRNG03, PC00, PRSMM03, PLC08,

RA GLL09a, RA

GLL09b, RD00, RDM

+

08, SLL

+

04a, SLL

+

04b, SRE08,

STC

+

08, TJM

+

03, TD08, UCT

+

03, UTT

+

04, VS02, WLLS05, WD

WS06,

WDS06, WLL07a, WDZS07, WLL

+

07b, WD08, XFF06, YTY07, YL W

+

08,

YL WL09, ZY01, ZZL04, ZLLS04b, ZWL

+

05, ZLLS06a, ZLLS06b, ZKZ

+

07,

ZXY03, ZX09, dOMSL01, dRLMS00].

20

[Ber03, CCB04, Ell07, GB02, V ar09, WLPF05, WL09b, ZZZ

+

06].

+

2

[dOMSL01].

−

2

[LMCD09].

2+

2

[GHLK

+

02].

2−

2

[GYMN07].

2A

[YKK09].

3

[BPC01, CPJ00, DRAS04, DMN05, FJ08, GBDP05, GD06, HLLS05, HY

A02,

HDO

+

02, HTN03, ITS06, mJlZsLyL07, mJlZyL

+

08, KZY09, KT08, KKJH08,

KSTC01, LDMR01, LD05a, LMK01, LDC

+

07, L

W04a, L WW

+

06, LF02,

L WY

+

09, MR02, Mas01b, MGLL03, Mc k07b, Mui05, NA06, ON07, PGNG03,

PGRRNG03, RD00, SAS05, SLL

+

04a, SM06, SCP08, TJM

+

03, TK08,

TDK07, UTM

+

02, UTT

+

04, VDM06, WDS06, WLL

+

07b, WD X

+

02,

XDS06a, XFF06, YL W

+

08, YL

WL09, ZJM

+

07, ZZL04, ZLLS06a, ZZW

+

07,

ZZL

+

08, ZXYF09, ZZL

+

09, ZKZ

+

07, ZWS

+

02, ZX08].

3−n

[mJlZyL

+

08, KSN01, WLL07a, WDZS07].

36

[CS01].

4

[DRAS04, DMN05, IN08, IvSV06, JD09, LDMR01, LMK01, Mc k07a,

PHH

+

08, TYN05, TK08, UNM

+

01, UTM

+

02].

4−n

[FHF

+

01, WD X

+

02, XLL

+

02].

5

[GD06, L YZ

+

08, SLL

+

04b, ZZL04, XWX

C08].

50

[ZZvRSC08].

54

[GZ07].

6

[BSJ01, GHLK

+

02, Han01, KRLD09, LDMR01, LZZC09, LA

T05, L YZ

+

08,

RPNJ07, SLL

+

04b, TYN05, XB08].

6−n

[Han01].

60

[CJS

+

03, Ell07, KJP

+

07, Ow e05].

62

[HK07, STC

+

08].

64

[CTF

C08].

4−

64

[CTF

C08].

7

[HY A02, LZZC09].

8

[GZ07, Mc k07a, Mc k07b, PLC08, WLL01].

80

[KSN01].

9

[Mc k07a, Mc k07b, PLC08].

90

[NSO

+

07].

A

[Sha02, KKS04, MK02, ZPL07].

cam

[ZA T07].

car bene

[HA04].

h

[WLPF05].

i

[OS08].

m

[L YZ

+

08].

N

[BP01, BSB05, HTN03, MG00, Ow e05, R

C04, YT04,

DRAS05, FHF

+

01, Han01, HXD08, mJlZyL

+

08, KS05a, KSN01, LLXS02,

LMGR06, LMO09, Mas01a, Mas01b, QB05, TJM

+

03, UM03, WLL07a,

WDZS07, WD X

+

02, XLL

+

02, ZY01, ZXL

+

04, ZXY03, ZGXX06].

S

[WLL01].

x

[K GL07, RA

GLL09a]. A [Dib05]. α

[CMD

+

04, CPML08b, FKU

+

05, IGNH03, KLS02, LZZC09, LD Y

+

08, LLL07,

MCF07, MML

+

06, PCO

+

07b, PCO

+

07a, R

Y09, SWBM08, SBG

+

09a,

TFZR

G01, V an08, W

CF04, ZWPR

+

04]. α

3

[MH09]. β

[A GO

+

02, APG05, BTP09, BCP04, BSP06a, CSJ01, CJW

+

09, CLA

+

00,

ESM06, GTC06, GAS04, HL08, IGNH03, KF03, LL

W02, MCF07, MML

+

06,

MS03, MK02, PP08a, PGC05, PSF

+

08, PMM05, RMP01, SBG

+

09a, SDM02,

TFZR

G01, TK08, ZALMG03, ZHH09]. β

2

[YKK09]. β

2 m [W

CF04]. c

[BS06, JKL08, KK01a, OON01]. · [VS02, ZY01]. χ [OMNH08]. d [ASS

+

02].

Δ [CFR06]. ΔΔ [A GI

+

07]. η

2

[KJP

+

07]. η

6

[FK

ˇ

S

+

09, GM01]. f [ASS

+

02]. g

[KRM

+

02]. γ [HL08, Ik e04, TK08]. k [DL

W06]. λ [CN03, KB09]. ↔

[UCT

+

03]. m = 1 [L YZ

+

08]. μ

3

[KJP

+

07]. N

[BY06, CCK01, GSB09, HT05, HRBKB03, HJCP01, JD09, KK09, KKH

+

07,

KK01a, MMPK01, ZPL07, MGMM07a, MGMM07b, VVBV02]. n = 0

[FHF

+

01, mJlZyL

+

08, KSN01, LLXS02, TJM

+

03, ZZZ

+

06]. n = 1

[Han01, KS05a, UM03, WLL07a, WDZS07, WD X

+

02, XLL

+

02, ZXL

+

04].

n = 1, 2 [DRAS05]. n = 14 [LMGR06]. n = 2 [QB05, ZGXX06]. n = 4

[HXD08]. n = 5 [LMO09]. n = 8 [LMGR06]. nd

10

(n + 1)s

0

[GPSP06]. o

[OSA06]. Φ [SO09]. π [Ang09, BY06, CXZ

+

09, DMZT08, EF

QD09,

GYMN07, HIM07, I INK09, LC09, LFR07, MM05, OO08, RR

CA08, SSS

+

09,

ST01, WRP

+

06, W ou00, WJ00, YTH

+

07, ZGZX07]. π

∗

[Ang09, XZ04, ZX04].

pK

a

[KK08b, SMG09]. Ψ [SO09]. → [Ang09, CMD

+

04, Gog08, HTN03,

L W04a, MGLL03, PGNG03, SOOF05, SLL

+

04b, ZZL04]. s

[A TM

+

07, GR O

+

03]. s/d [Hol05, SZT08]. σ [CXZ

+

09, HIM07]. sp

2

[TTB01a]. V [Ang09]. x = 4 [K

GL07].

-1 [PWFS01, ZPL07]. -2-c halcogena-trans-h ydrindans [HKHN08].

-2-meth ylo xirane [ZPL07]. -34 [PHH

+

08]. -acetaldeh yde [Lu09, Lu09].

-adrenergic-based [YKK09]. -alk anes [VVBV02]. -amino

[CLA

+

00, LD Y

+

08]. -am yloid [MS03]. -arene [FK

ˇ

S

+

09]. -assisted [KT08].

-A TP ase [HLB09]. -based [JD09]. -b enzo diazepinone [SPGS08].

-b enzylideneaniline [BY06]. -blo c k [A TM

+

07, ASS

+

02]. -C [KJP

+

07].

-carb on [KLS02]. -carb oranes [OSA06]. -cen ter [MGMM07a, MGMM07b].

-c hannel [CXZ

+

09]. -cis [GR O

+

03]. -conjugated [LC09, LFR07]. -D

[BAH

+

02]. -dep enden t [PMM05]. -di-substitution [ZWS

+

02].

-dik etiminate [GTC06]. -dik etonate [RMP01]. -dimeth ylcarbamate

[KKH

+

07]. -Dynamics [KB09]. -effect [R

Y09]. -electro cyclization

[ZGZX07]. -electron [BY06]. -electrons [WJ00]. -form yl- [HJCP01].

-form yl-alanine [GSB09]. -form yl-glycine [GSB09].

-form ylglycinamide-w ater [HRBKB03]. -glucans [CMD

+

04]. -glutamine

[W C08]. -H [LLL07]. -Hairpin [ZHH09, CJW

+

09, IGNH03]. -Hairpins

[IGNH03]. -Helical [CPML08b, V an08, PCO

+

07b, PCO

+

07a]. -helices

[IGNH03]. -helix [JS07b]. -h ydrogen [ZGZX07]. -jun [KK01a]. -lactamase

[A GO

+

02, APG05, SDM02]. -lactamases [ESM06, MK02]. -ly ase [PMM05].

-maltotriose [SWBM08]. -mercapto carb o xamides [TFZR

G01]. -metal

[W u06]. -metho xycarb on yl [KK09]. -meth yl [CCK01]. -meth ylacetamide

[MMPK01]. -meth ylimidazole [HT05]. -meth ylo xaziridine [ZPL07]. -Mn

[AZM03]. -p eptide [BSP06a, CSJ01, CLA

+

00, ZALMG03]. -p eptides

[BCP04, LL

W02]. -ph thalo cy anines [LS02]. -pleated [PGC05].

-p orph yrazines [LS02]. -quartz [ZWPR

+

04]. -R [LZZC09]. -radical

[CXZ

+

09, CXZ

+

09]. -scaled [CN03]. -sheet [KF03, PP08a]. -Si [TK08].

-sigmatropic [LLK

C06]. -SO [ZZW09]. -stac k ed [RR

CA08]. -stac king

[WRP

+

06]. -step [DL

W06]. -strand [GAS04]. -substituen ts [PSF

+

08].

-TCNE [GYMN07]. -tensors [KRM

+

02]. -terminal [KK01a]. -the

[VHRR07b]. -TMPyP [AZM03]. -turns [HL08]. -t yp e [OON01].

/As [KS05a]. /CBS [Lu09]. /CCl [ZLLS06a]. /CF [YL

WL09]. /Cs

[GLRL02]. /empirical [CYM02]. /free [BG00]. /Ge [LLXS02]. /GeH

[LLXS02]. /Mn [BL00]. /p oly [BSJ01].

0 [Bic09, CG06, Lip00, Sta00]. 0-470-03735-0 [Bic09]. 0-471-33135-X

[Sta00]. 0-471-96588-X [Lip00].

1 [AJNG01, A

VS09, BPC01, BWE05, KF08, NLL

+

09, SPT

+

03, VVS07,

W C09, WHF08, YT04]. 1- [CUS00]. 1-amino-3-prop enal [FDSA00]. 1-jk

[SPGS08]. 1-naph thoic [CMLS05]. 1-pK [ZCS04]. 1-X-bicyclo [BPC01].

1.0 [A GSF A

+

05]. 10-endop ero xide [CG08]. 10-mem b ered [ZW09]. 1174

[WW C

+

05]. 12 [HDO

+

02]. 12-cro wn-O [HDO

+

02]. 1291 [Ano06a]. 1328

[Ano05b]. 142 [Ano06b]. 1629 [WB04a]. 1Z [Lu09].

2

[BL08, LBG08, MM02, PFR04b, H¨ of05, HTN03, MG00, PO03, R

C04, W

C09].

2-allyl-2 [ZGZX07]. 2-amino-2-imidazoline [XK G

+

05].

2-amino-2-o xazoline [XK G

+

05]. 2-amino-2-thiazoline [XK G

+

05].

2’-aminoarabinon ucleosides [BL08]. 2-Aminopurine [SC01].

2’-aminorib on ucleosides [BL08]. 2’-azido-2’-deo xyrib on ucleoside

[PFR04b]. 2-c hloro- [JKM08]. 2’-deo xyguanosine [MM02].

2’-deo xyrib ose [LBG08]. 2-difluoro ethane [CUS00]. 2-dihalo ethanes

[WFR08]. 2-dih ydro-p yrimidin yl [WJX

+

08]. 2-dimetho xy ethane

[LCGA03]. 2-electron [ABF

+

03]. 2-H [LDC

+

07]. 2-o xazolidones [O

Y01].

2-o xo-1 [WJX

+

08]. 2-o xoimidazoles [JKM08]. 2-pheno xycarb o xylic

[XKKL03]. 2-substituted [OSA06, WW04]. 2-thiouracil [LMGO

+

09]. 2.0

[GZM09]. 21C7 [GLRL02]. 21D8 [UTH

+

03]. 22 [Bof01, Qua01]. 24

[Ano06b]. 25 [Kne05, WB04a, WW C

+

05]. 26 [Ano05b]. 27

[Ano06a, Ano06c]. 28 [HNWF12, V an08]. 2B6 [LCC09]. 2B6-substrate

[LCC09]. 2H [dSV A

+

09]. 2H-tetrazole [dSV A

+

09].

3 [AAP00, KAK

+

09, LEV

+

09, NYTH09, Rud05c]. 3-butadiene

[Hir08, WR07]. 3-dih ydro xyp yridine [YXZ

+

04]. 3-dimeth ylallene

[ZPL07]. 3-fluorobutanal [NSB08]. 3-h ydro xy-2-mercaptop yridine

[YXZ

+

04]. 3-trimeth ylsilyl-1-p yrazoline [LLK

C06]. 311 [Wib04]. 31G

[BR V

+

07]. 31G* [RRP

+

01, FKJ

+

01, NL08]. 31G** [WD04].

31G*/AMBER [FSFK05]. 34 [PHH

+

08]. 3a [HKHN08]. 3D

[DHW

+

08, SGPS09, CGMPT

+

08, CPUGD09, MH08b, VB09]. 3D-c hiral

[CGMPT

+

08]. 3D-RISM [MH08b]. 3D-structure-function [CPUGD09].

3DEX [SHBD05].

4 [Lu09]. 4-carb onate [vDSSvA04]. 4-dih ydrop yridine-based [HSMT04].

4-dimeth ylamino-b enzonitrile [ZH08]. 4-dithiacyclohexane [FD03].

4-dithiane [FD03]. 4-Spinor [PV03]. 43C9 [CBS

+

03]. 45-ns [SO07]. 4d

[CWWS07]. 4R [BISB02]. 4R-h ydro xyproline [BISB02].

5 [LD Y

+

08, PFR04b, PMM05, T

AS07].

5-di-tert-but yl-o-diiminob enzosemiquinonate [Bac09]. 5’-diphosphates

[PFR04b]. 5-hexadiene [P

A05]. 5-hexadiyne-3-enes [PWFS01].

5-hexatrienaldeh yde [ZGZX07]. 5-nitro-3-carb o xyb enziso xazole

[UTH

+

03]. 5’-phosphate [PMM05]. 5’-phosphate-dep enden t [LD Y

+

08].

5-phospho- [R GP

+

07]. 500-MHz [CMD

+

04]. 53A5 [O

VMV04]. 53A6

[CL WL09, O

VMV04].

6 [BR V

+

07, Wib04]. 6-311 [Wib04]. 6-31G [BR V

+

07]. 6-31G*

[FSFK05, RRP

+

01, FKJ

+

01, NL08]. 6-31G** [WD04]. 6-bisphosphatase

[MRS

+

07]. 67-residue [MH09]. 6G [VSW

+

03].

7-sp ecies [W

G02]. 790 [Ano06c]. 7a [HKHN08].

8-nitroguanine [JM07a]. 8-o xoguanine [FPN

+

05, JM07a, Pin03].

9-heterofluorenes [CZFH07].

= [Bac09, CPJ00, CR C

+

08, GHLK

+

02, GPSP06, Han01, HT05, HY

A02,

HKHN08, HZ09, Hua09a, JJK

+

00, KBL08, LS08a, LZZC09, L YZ

+

08, Mar03,

Mc k07a, Mc k07b, OS08, RB01, STC

+

08, WLLS04, WZZ

+

09, WD08, WWS07,

XFF06, ZJM

+

07, ZY01, ZXY03, ZL09b].

A*0201 [W

CF04]. AA [KB02, KDSV02, POJ01, PB05, XL

T07]. AA/L

[K OML08]. Ab-initio [Haf08, HELM09]. abasic [FPN

+

05]. ABEEM

[YZ06]. ABEEM/MM [YZ06]. abilities [O

YH09]. Abilit y

[GM01, RRZA08]. ablation [KZW

+

05]. ablation-mass [KZW

+

05]. ABO

[WD08]. ABSINTH [VP09]. Absolute

[BWE05, ZMZ09, BMRF01, DHF

+

05]. absorption

[MWL

+

08, MSH

+

06a, YXZ

+

04]. abstraction [AST06, CUS00, CUSS03,

GAIMVB01, mJlZsLyL07, L

W04a, LLL07, TGLL07, WLLS04, XLL

+

02]. Ac

[GHLK

+

02]. accelerate [Gon07]. Accelerated

[LSG06, LDG02, FSM09, Har04]. Accelerating [FEV

+

09, LEV

+

09, SPF

+

07].

Acceleration [K

G02]. accelerator [A

TMK03]. acceptance [KBB09].

acceptor [BL06, RM07]. accessibilit y [A

G03, ENM

+

04, GP06, T ot04].

accessible [BHW00, BML

V04, GB04, HHS

+

05, LFBSK07, RP07d,

TSMNG01, TRS02, ZCL09]. accessible-surface-area [ZCL09].

Accompan ying [Ish02]. accoun t [Ma y07, SN06, Vy a01]. Accuracy

[FI I

+

07, GG09, PSMB05, SKK

+

07, UBDPJ04, Bie04b, FKF

G08, JS07b,

K C01b, MK

GA06, MHW04, RK05, SM03, SW06]. Accurate

[ABWT09, BdPRMAI00, EK06, GK09, Gri04, HdS06, HD06, HMSM06,

Ish04, LLZL09, MSH

+

06a, T ot04, WFHP01, WHP02, WHF08, WX09,

ALKH04, Bie04a, BLB09, CGBF05, CF06, GKK07, HdMdS05, JJK

+

00,

Rud05a, Rud05b, Rud05c, V as02, W

CC08, ZFW08, vEMK01]. accurately

[IGL07, SBI08]. acetaldeh yde [Lu09, YLZ08, Lu09]. Acetalization

[R UPH06]. acetals [MGG06]. acetamide [CCK01]. acetate

[GWM08, PGG06]. acetic [MH08a, YT03]. acetonitrile

[ELK

+

09, GJK00, NL07]. acet ylc holine [GCD

+

08, MCK05].

acet ylc holinesterase [MCK05]. acet ylc holinesterase-catalyzed [MCK05].

acet ylene [DLD

+

02]. AcF [GHLK

+

02]. acid [CJK

+

02, CMLS05, CJDK09,

CCK01, DP03, DP04, DLHC06, DHW

+

07, FZL07, HFHL06, HLC09, IT03,

IKYM09, JPF

+

00, JKM08, JCL05, KLB03, LL07, MT03, MMLC05, MSF

+

08,

MH08a, Nak07, NHH05, NLL

+

09, P ac06, RR05, RKH03, SK

GS00, SYC03,

SL04, SBG09b, SWR06, SHK

+

05, UNHYT06, VM02, XSHC06, XLC08,

XL T07, YT03, YXL

+

09, ZZY07, ZZY08, ZOJ

+

06, vDSSvA04]. acid-3

[vDSSvA04]. acid-catalyzed [RR05]. acid-n ucleotide [MSF

+

08]. acidit y

[ELK

+

09]. acids [BE06, CAD

W03, CLA

+

00, FM00, HWTL03, HP04,

IKYM09, KS01a, LD Y

+

08, MB00, MM05, NHH05, OMNH08, PPYS08,

V an02a, XKKL03, YLL

+

09, ZLD09]. AcO [GHLK

+

02]. across

[HZX04, SSM08, SRB06]. act [GM01]. actinide

[AB00, GHLK

+

02, NSO

+

07, VMA03]. Activ ation

[EL06, BGC

+

09, BZL05, CC09, CFER04, KT08, Lu09, PV07, RRS06, Vy a01].

activ e [A

G00, BSDM04, CFR06, CFS

+

09, F CP

+

04a, F CP

+

05, HBM06,

HFS

+

07, HYR06, JHPRSM

+

05, KSK00, KZR

O03, LLL03, MD

A08, PMM06,

RZWS07, SS05, SFR07, TDH06, XLZ08]. activ e-site [SFR07]. activities

[HMMS09, MS04, ZWB09]. activit y

[A GMPR G

+

08, Bou01, CW02, DD08, D

A01, DHW

+

08, DHW

+

09, FTL

V01,

GDPP08, LC09, MRS09, Sha02, WZY04, Zer08]. acylation [MCK05, MK02].

adaptable [KF08]. Adaptation [HLM05]. adapted

[F CP

+

04b, HdS06, HD06, L

WX07, PTC01]. Adaptiv e

[BHW00, HBW00, HBW01, HW03, HLSH05, DK01, GY08, OM04, RNG03,

XW C09, XKKL03, YS00, YK08, ZCS04, ZS04]. Approac hed

[LL07, XSHC06]. approac hes [BP07, Con02, CSD05, COL

+

06, MLJ03,

PSF

+

08, PMM05, RLDI09, RSS09, SM08a, YCW

+

09]. appropriate [Bac07].

appro ximate [Cul08, GB04, Hol05, KS02a, SZT08, SYC03]. appro ximated

[PSF

+

08]. Appro ximately [EA06]. appro ximating [MR04].

appro ximation [AB09, BRS00, BRS01, CLP

+

05, CCK01, Der09, EA08,

GMA04, GWS

+

02, ION07, Kri09a, Lai07, LFSB03a, LFSB03b, LN01,

MTE04, Nee03, OCB02, RP07d, SHSF05, ZFL

+

05]. appro ximations

[Dy a02]. APS [CBC

+

08]. APX [ZJM

+

07]. aqua [RMP01]. aqua- [RMP01].

aqueous [BISB02, CPJ00, CPJ01, CW02, CCK01, D

A01, EK06, FHRR07,

HMW C03, HRR05, HDO

+

02, IV04, IvSV06, JM07b, KEH

+

02, KPR04, Kri08,

Kri09b, LRI

+

02, LR03b, Lo e03, LMIF06, MM02, NL07, PK04, PHRR08,

SH09, SMKM00, SBB02, VP09]. arabinonate [R GP

+

07].

arabinonoh ydro xamate [R GP

+

07]. arbitrary [KH06, LMV07].

arc hitecture [TDK07]. arc hitectures [TYO

+

02]. area

[GCD

+

08, GB04, HHS

+

05, Lab08, LFBSK07, RP07d, VP02, ZCL09]. areas

[BHH

+

09, TRS02]. arene [FK

ˇ

S

+

09, PCMG09, RRZA08]. arene-con taining

[RRZA08]. arginine [

ˇ

CJPZS08, SMGE08]. arginine-b ound [

ˇ

CJPZS08].

argon [BWW

+

08]. argumen t [Ish04]. ARIs [PS09a]. arising [CCSJ00].

armed [KLM

+

09]. ArOCS [ZGXX06]. Aromatic

[CPML08b, PCO

+

07b, V an08, Bor03, FVB08, HLC09, MM05, MGMM07a,

ST01, SMV

+

09, TDK07, VS08, WFHP01, XL

T07, PCO

+

07a].

Aromatic-Bac kb one [CPML08b, V an08, PCO

+

07b, PCO

+

07a].

aromatic-t yp e [HLC09]. Aromaticit y

[BPCD07, FMPS08, JHMB

+

09, JHMB

+

11, L WW

+

06, L TF

+

07, MGMM07b].

Arra y [FJP07, ABF

+

03]. arsenic [ALC08, KS05a, ZXL

+

04]. AR

TE [VB07].

AR TE-QSAR [VB07]. artifacts [CCSJ00]. Artificial

[PS09a, R

WBH09, dVB01, CLC03, Gol09, NINA T

+

07, TCSM03]. arylamide

[VIP

+

06]. ascorbate [HBM06]. ASIC [NYTH09]. aspartic [ZZY08].

Asp ects [HHBH00, MO01, BMRDB01, BRS07, Sie01, TT02]. assem blies

[DF GB09]. assem bly [DPRR05]. Assessing [IB04, F

GR07]. Assessmen t

[BP03, CCWH02, DGI

+

08, KS08, L

WH06, SSS

+

09, WSM

+

08, CKMC04,

FMPS08, GT03, LLS03, SP05, GGT08, GHBB04, TFZR

G01]. assignmen t

[BB05, BMRF01, PRJ02]. assignmen ts [PF06]. assisted

[BA04b, KT08, WJX

+

08]. assists [BM07]. asso ciated [SWR06, TT08].

Asso ciativ e [ABYM08, NL08]. asymmetric [WR07, WFR08].

Async hronous [GLP08]. atmospheric [GCCVB00, PGNG03]. A tom

[RP07a, RM00, BPC01, BR04, BWW

+

08, CCK01, FM00, GWS

+

02, GB04,

HLLS05, IT03, JS07a, mJlZyL

+

08, LMK01, MT03, MB00, PHH

+

08, R

G08,

RS08, SSB

+

03, SBLK01, SLL

+

04a, TGLL07, VK06, V GO

+

07, WLL07a,

WBSR03, WS07, WLL

+

03, YL

WL09]. atom-b ond [VK06]. atom-cen tered

[SSB

+

03]. A tomic [D VP

+

02, FDM00, AS00, Bac07, BS ¸ C

+

01, BCNs07,

BSP06b, BK00, BL

T03, BA

˚

A07, CN03, FS04, GC02, Ish03, JBJB00, JJB02,

KRM

+

02, Kau07, KS01a, K

C01b, Lab08, LMV07, LST08, L

TV08, Nil09,

PGG06, PSMB05, RKA

+

09, SvDS01, TBSM09, UBDPJ04, VZV

G06, V

C04,

XL T07, YOB

+

08, dSGCG00, D VRP

+

03]. atomic-cen tered [TBSM09].

atomistic [CA04, IDMC09, KK01b, RPMP03, SPGS08, ZALMG03]. A toms

[VM07, YK08, AL

TB06, AD00, ASS

+

02, BHTCG07, BKS02, BS03, CMJ08,

CDS09, EdlVR

+

03, FS04, HSF08, mJlZsLyL07, K

GN07, KS02b, LDC

+

07,

Mat03, NSO

+

07, RP07b, RRP

+

01, RLR

+

04, RLER04b, SO09, SNM

+

06,

SF C04, Wil01b, WD X

+

02, XLL

+

02, PFB05]. A toms-in-molecules

[YK08, RLR

+

04]. A

TP [F CP

+

04a, GS04]. A

TP-binding [GS04].

A TP-dep enden t [F CP

+

04a]. A TP ase [HLB09]. attac hmen t

[LBG08, XWX

C08]. attac k [CBS

+

03]. A ttaining

[Rud05a, Rud05b, Rud05c]. attending [HT05]. aug [Wib04]. aug-cc-pVDZ

[Wib04]. Auger [OKE

+

02]. augmen ted

[J

ˇ

CHS07, KDG

+

09, LFK05, MOP

+

07]. autoan tigen [KVS

+

06].

AutoDo c k4 [MHL

+

09]. AutoDo c kT o ols4 [MHL

+

09]. Automated

[CKMC04, LMO09, HR08, LR03a, MM03, VSW

+

03, MHL

+

09]. Automatic

[CHMI05, WK01, A GI

+

00, A GI

+

07]. automaton [XW

C09]. auxiliary

[GKH05, JSHG07]. a v ailable [SCF

+

09]. a v erage [TRS02]. a v eraged

[CP08, PYCD03, PYS05, PC07, PLC08, SMAdV00]. a v erages [Rap06].

a v eraging [BS ¸ C

+

01]. a vian [DLRZ09]. a v oidance [W

CFH02]. axial

[BMRF01, CN05]. axis [OMNH08]. azaglycine [LKJ

+

04]. azide [MSR04].

azides [ZX08]. azido [PFR04b]. azole [SMM

+

08]. azole-bridged

[SMM

+

08]. azurin [PMGL03].

B [OS08, Sta00, WZZ

+

09, WD08, ZZZ

+

06, ALKH04, BAL

+

01, FH01, GL04b,

JS07a, KVS

+

06, LMGR06, Maz01, Pin03, VDM06, ZWB09]. B-DNA

[Maz01, Pin03]. B-domain [JS07a]. B-spline [ALKH04]. B-splines

[GL04b]. B3L YP

[CLP

+

05, FSFK05, HW

GB01, NL08, TCT03, W

C04, WX09]. B3L

YP/6

[FSFK05, NL08]. B3L

YP/6-31G* [NL08]. B3L

YP/6-31G*/AMBER

[FSFK05]. Ba [WD08, XB08]. Bacitracin [Dra00]. bac k [BB05]. Bac kb one

[CPML08b, GKK07, V an08, Adc04, Ano06c, AHGK09, CL

WL09, HSWN01,

KLS02, LKA01, MFB04, MLL08a, PCO

+

07b, SP05, WZW

+

06, YL06,

PCO

+

07a]. bac kw ard [KM07]. bacterial [Ano06b, CPM03, GS04].

bacterio c hloroph ylls [LKT04]. bacteriopheoph ytin [IN01].

bacteriorho dopsin [R

G02]. Bacteroides [SDM02]. Bader

[GHBB04, SKSH07]. Bak er [WB05]. balance [Ano06c, WZW

+

06].

balanced [PB05]. Balancing [CF06]. band [AJ03, JCA

+

02, ZZW09].

Baoshan [JW12]. bare [KT08]. barrier [CR

GN07, KSTC01, LSG06, MG06].

barriers [DBM03, EL06, HFHL06, PBF09]. bars [MDI04]. base

[CCK01, DP04, FZL07, HWTL03, KKMMS04, MMLC05, MSF

+

08, MHS05,

NL08, O

Y01, PG04, PSS

+

04, PSMB05, SK

GS00, SG07a,

ˇ

SBL05, SC01, SYC03].

base-catalyzed [O

Y01]. base-pairing [DP04]. based

[Adc04, AL

TB06, ALB09, AB09, BdPRMAI00, BMRF01, BD

W00, BMTSC01,

CGMPT

+

08, CKR08, CLZ

+

09, CLZX09, CFK08, CHA

+

07, CPUGD09,

CMBC08, CR

GN07, CA04, CSB

+

03, DL

W06, DMLI05, DHW

+

00, DB02,

DD VD09, DHW

+

07, DHW

+

09, D W C

+

03, F CK

+

08, F CP

+

04a, F CP

+

05,

FM00, FZL

+

06, FRLN09, GZL02, GR

CD01, Gon07, GDPCPU07, GDPP08,

Gra07, GAS04, HSMT04, HS07b, HLM05, HZ06a, HZ06b, HMOG07, I IK09,

IR03, JD09, JKI I08, JGVF05, KLS02, KBA

+

04, KK08c, KBK

+

01, Kob03,

KIM

+

09, KZW

+

05, KVS

+

06, LFKL00, LHJ

+

06, Leh06, LXZ06, LJZ

+

07, LH05,

LLM09, LM03, MLL06, MSF

+

08, MSH

+

06a, MBH

+

02, NLL

+

09, NMA

T01,

O VMV04, PS09a, PFR04b, P

A05, P

AS07, PRJ02, PF06, PRDS08, Pul05,

QLHL09, Rao00b, RSE07, RSER09, RLDI09, RSN

+

02, RKA

+

09, R

UPH06,

RRS09, RSS09, Ruv07, SAM06, SKSH07, SGPS09, SPL

+

02, SBB02, SE08].

based [SZW

+

05, TTBM09, T ot04, VSK

+

04, VB09, V

GDSU08, WL09a,

WL00, WS07, WRBV03, XYN

+

06, XL02, YWHZ03, YNW05, hYDN

+

08,

YJF06, YXL

+

09, YKK09, ZCL09, ZL

Y07, ZLD09, ZWB09, dSR08]. basepair

[BCP03]. bases [CCK01, Nak07, R

TG00, RKH03, SL04, WRP

+

06]. basic

[Rud05a]. basicit y [EK06, Lee09]. basins [CFS03, MP03a]. Basis

[AHK02, BRLS08, BRLS12, JJK

+

00, Wib04, ABF

+

03, ALKH04, Bac07,

BY06, BR04, BT00, BSOB05, BR V

+

07, CMJ08, CRS05, Cul04, CGSdST06,

DMZT08, EA08, EdlVR

+

03, EL09, FZL07, GKH05, HdMdS05, HdS06, HD06,

IO08, JSHG07, KK08a, LFK05, Lai07, LMV07, LST08, L

TV08, MV06, Mas04,

MLL

+

08b, MC06, MY08b, MY08a, NSO

+

07, OBBS05, PSC

+

01, P en06,

PFJ

+

03, PSMB05, RRP

+

01, RLRE01, RLER07, SSB

+

03, SNM

+

06, TSSSG08,

VKP

+

08, VB03, V ar09, VK

CK09, WMGK07, WTKM06, W ei08, ZWPR

+

04].

Basis-set [AHK02, MV06, P en06, VK

CK09]. BCC [JBJB00, JJB02]. b e

[HdMdS05, HdS06, HD06, IGL07, STSF02, W

CF04, BP01, L WW

+

06]. b eam

[BAL

+

01]. b earing [NL08]. Bec k e [AAP00]. Bec k e-3 [AAP00]. Bec k e3

[PDS01]. Bec k e3-L

YP [PDS01]. BeH [PRSMV08]. b eha v e [PB02].

b eha vior [Ama02b, Bac05, BISB02, LB05, OO04, RP07c, SBI08]. b eha viors

[LML

+

00]. b eing [OCB02]. b enc hmark [Ano01b, BSB05, DGD

+

05].

Benc hmarking [Hol05, SZT08, WS07]. Bennett [KBB09]. Benzdiynes

[ASY01]. b enzene [BE09, BRLS08, BRLS12, HT05, HR

G07, I INK09,

L WX07, Sc h00, SG07b, ZTP

+

08]. b enzenes [PB05, WRP

+

06]. b enzo

[GLRL02]. b enzo cryptand [WWT08]. b enzo diazepinone [SPGS08].

b enzo dio xoles [MRS09]. b enzoic [BE06]. b enzonitrile [ZH08].

b enzylideneaniline [BY06]. b enzylp enicillin [DSS03]. Beo wulf

[BMRDB01]. Bergman [PWFS01]. Besal ´ u [Bof01, Qua01]. Bessel [DBS08].

Beta [LHI09, BTP09]. Beta-hairpin [LHI09]. b et w een

[AD00, AZM03, BS03, CFR06, DRAS05, EF

QD09, F

G03, FL07, F

O08,

FKM

+

06, FKM

+

07, GWM08, HPP00, HRBKB03, HFHL06, HN02, Hir08,

I INK09, JPCA08, KWK

+

01, KWK

+

02, LDC

+

07, Li01, LL01, LFZS04,

LLL03, LS05b, MST

+

08, MBH

+

02, O

Y01, PSF

+

08, PMPGP05, PS03,

RLRE01, SM08a, SBLK01, Sim07, SWM04, SKK

+

07, SP05, TYN05, TK08,

TDH06, UTM

+

02, UTT

+

04, WLX

+

05, YT03, YQQH09, Y os02, ZZTS09].

b ey ond [CLP

+

05, CCK01, Haf08, PP08b]. BH [QZL

+

04, SAS05]. Bi

[LS08a, WL09b, HZ09]. bi-transition [WL09b]. bias [OM04, SY09]. Biased

[MLG04, KV00]. bicyclic [EBDPM00]. bicyclo [BE07, BPC01]. bifurcation

[CPFL02]. bila y er [CEP07, HNL08, MCR08]. bila y ers [JM07b, R

G08].

bimetallic [W

CS09]. bimolecular [ML00]. binary [Kle02, Kle03, LCSZ09].

Binding

[AB

˚

A04, A GO

+

02, BCP03, R GP

+

07, ABYM08, AM06b, APG05, A

VS09,

BWE05, BSP06b, DLRZ09, Dra00, ECM

+

03, FKU

+

05, GCD

+

08, GS04, HT05,

HNWF07, HNWF12, IO08, JMD

+

02, JZD

+

09, KFB05, KS08, LXW

+

09, MK02,

MHJS06, MLL

+

08b, MRS

+

07, NyHN06, NHN06, O

YH09, OFIK09, PMGL03,

RSP03, R

GG08, RK05, Ruv07, SOOF05, STSF02, SWV

+

05, TGGP

+

00,

V GGMM05, WM04, WHF08, W ou00, XL02, ZGFL01, ZWB09, KEB04].

bino dal [MM07]. bin uclear [GS04, PLC08]. bio [KH01]. bio-molecules

[KH01]. bioactiv e [BLB09, SD09]. bioactivit y [LJZ

+

07, SJJ

+

04].

bioinorganic [MSH

+

06b, SGD06]. bioisosterism [DPM09]. biological

[CCK01, CMGD A C

+

07, GdAcV

+

07, HMMS09, LDTS07, Mac04, TH02,

W CK00, YPNE09, vdV

GDM00]. biologically [CSU05, LLL03, RZWS07].

biomark ers [V

GDSU08]. biomem brane [WEE01]. biomimetic [F

O08].

biomolecular

[BHW00, BBM

+

09, CCD

+

05, CHB

+

05, CvG08, FWH

+

07, JTR05, KAK

+

09,

KYT

+

08, LSO04, O

VMV04, WB04a, WB04b, WB05, WL09a, ZFW08].

biomolecule [ABWT09]. biomolecules [ECM

+

03, Est07, FEVM01,

HMD06, KHY00, MMLC05, QSS01, YNZ

+

08, YJF06]. bionanosystem

[MO09]. bioph ysical [Mat03]. BiO

X [HZ09, Hua09a]. biphen yl [PCMG09].

biradicals [K

C01a]. bis [BLN01, CDL06, PYS05]. bis-heterop en talenes

[CDL06]. bishomoaromaticit y [HW

GB01]. bisphosphatase [MRS

+

07].

bispidine [A CM

+

06]. bits [PM02]. blac k [MBP09]. Blind [GZM09]. blo c k

[A TM

+

07, ASS

+

02]. blo c k ed [RRS09]. blo c k ers [HSMT04]. blo c ks

[SSB

+

03]. blo o d [CR

GN07, HMSM06]. Blue

[CPDZH08, HR

G07, CR02, McD08, SRK

+

00]. blue-shifted [McD08].

Blue-shifting [HR

G07]. BL

YP [TCT03]. b oard [A

TMK03, KAK

+

09]. b oat

[RP09]. b o dies [FS98, FS00a]. b o dy

[CCK01, FI I

+

07, FBDG06, Ik e04, Lo e03, SM03, TKH07, LR03b]. Bofill

[Qua01]. Boltzmann [WB04a, WB05, ABWT09, BHW00, BBP09, BH03,

BF04, BF07, GPN01, GCD

+

08, GGT08, H¨ of05, HBW00, HBW01, KWHH07,

LDG02, NYTH09, PZS04, SA

TO04, VZM

+

08, WB04b]. Bond

[CGMPT

+

08, CR C

+

08, JG03, MGCA07, Ma y07, SH08, WM12, Bic09, BL06,

CMLS05, CPFL02, CPDZH08, CJW

+

09, Cul08, DR09, DGD

+

05, DMZT08,

FH01, F

O08, GYMN07, GR07, GS07, HR

G07, HS07a, Hir08, JPCA08, JP09,

Kle03, KBLP09, LC07, LZZC09, LS08c, LS05b, MG00, OO04, P ac06,

PSC

+

01, P

AS07, PYS05, PV07, Rao00a, RM07, R

CJ02a, RD00, SEKS09,

Sha07, Sim07, SPT

+

03, SWZS04, SMZW05, SSMW09, ST01, SSW

+

07,

TJM

+

03, T ru07, VK06, VBGL

+

00, WHR

G08, WJ00, XWX

C08, vLBBR12].

Bond-based [CGMPT

+

08]. b ond-order [LS08c]. b onded

[CPDZH08, Gon07, HT03, IO08, LB05, LDL

+

09, LZF

+

09, McD08, MH08a,

NBTN04a, NBTN04b, NL08, PHF

C04, ZH08, vEMK01, vE01]. b onding

[AM07, A

G00, Bac04, Bac05, Bac07, BHTCG07, BM07, BSG07, CWWS07,

CQ04, CCK01, EF

QD09, FLK

+

07, FK07b, Jac09, Kau07, KJP

+

07, KBL08,

Kle02, Kle03, K

GD06, L

W07, L

WK08, LDL

+

09, PG01, PYCD03, PLC08,

RPNJ07, RP04, RS07a, RS07b, SM08a, SG07a, SCP08, Wil01a, WD08,

WWS07, XZ04, XK08, Y os02, ZX04, ZW09, ZB07]. b onds

[Bac05, BUMCMRL00, BRS07, CR C

+

08, DR07, HA04, Mit01, NHH05,

OO08, PGG06, PC05, PC07, SO09, SGD06, SJW09, YT04]. Bo ok

[Bic09, Lip00, Sta00, W o o01]. b orane [ZZZ

+

06]. b orate [HT05]. Born

[LFSB03a, BC06, CF06, DLG00, F OL

+

04, F

C06, GZL02, ILB03, Lab08,

LFSB03b, MTE04, MCM04, OCB02, T ot04, XL02, YJF06, ZGFL01, ZWZ09].

Born/v olume [Lab08]. b oroh ydride [QZL

+

04]. Boron

[JBGK08, LMGR05, LMGR06, LX07, L

WLS07, SRS07, ZB07].

Boron-dop ed [JBGK08, L

WLS07]. b oron yls [LMGR05]. BOSS [JTR05].

b oth [HdMdS05, HdS06, HD06]. b ound [

ˇ

CJPZS08, W

C09]. Boundary

[BH03, ABWT09, Ara04, BVW04, BF04, BF07, HH04, KWHH07, QSS01,

TK08, WM06]. b o vine [MBC08]. b o wls [LMGR06]. b o x [LM03, WM06].

b o x-coun ting-based [LM03]. b o xes [MBP09]. Bo yd [Sta00]. Br

[FHF

+

01, HZ09, Hua09a, KBL08, Mar03, RB01, STC

+

08, WLLS04, ZJM

+

07,

ZY01, ZL09b, HY

A02, LDC

+

07, RFSS06, SLL

+

04b, WLLS05, ZZW

+

07].

brain [CR

GN07, HMSM06]. BrCl [WLLS05]. break age [SWR06].

break age/closure [SWR06]. breaking [HRR05, P ac06, VHRR07b]. breast

[V GDSU08]. Breit [Ish03]. bridge [CF C

+

08, P

AS07]. bridged

[LHP01, SMM

+

08]. bridges [KF03]. broadly [PB05]. brok en

[A TH

+

03, BB08]. bromine [WyLG

+

09]. bromine-substituted [WyLG

+

09].

BSSE [GAI06, PSC

+

01, SPDS01, SAM06]. BSSE-corrected [PSC

+

01].

BSSE-free [SAM06]. Buc kminsterfullerene [NRKH02]. buc kycatc her

[W on09]. Buff [KS06]. build [BMTSC01]. build-up [BMTSC01]. Building

[BCIB05, BA

˚

A07, GKK07, HP05, MABM09, PC00, PF

C03, F au01]. built

[GFS05]. bulk

[BA CJCT01, BGC

+

09, EBL

+

08, JBGK08, LZZC09, LLL03, PB04].

bulk-doping [JBGK08]. butadiene [GR O

+

03, Hir08, WR07]. butanal

[NSB08]. butanes [WW04]. but yl [Bac09].

C [Ano00, BAL

+

01, BPC01, BSB05, Bic09, CTF

C08, HK07, mJlZyL

+

08,

KYFW07, KJP

+

07, KSN01, L YZ

+

08, Mc k07a, Mc k07b, Ow e05, SLL

+

04b,

VBS09, WLL01, WD

XS06, WZZ

+

09, XFF06, YHD

+

06, A

TBLS04, Ber03,

CPDZH08, CCB04, CS01, CRSB03, CTF

C08, DGD

+

05, DRAS04, Ell07,

FHF

+

01, GYCZ04, GZ07, GB02, HBM06, HY

A02, HK07, HA04, IN08,

LDMR01, LMK01, Mit01, OO04, PRSMM03, PV07, RD00, RFSS06,

SLL

+

04b, STC

+

08, TYN05, WLPF05, WD

WS06, Wil01b, XDS06a,

XWX C08, ZZL04, ZW09, ZLD09, ZZvRSC08, dRLMS00]. C-PCM

[CRSB03]. C12A [BRDC02]. C12A-p8 [BRDC02]. C96 [ONHN00]. Ca

[WZZ

+

09, WD08, XW

C09, HLB09, PNG08]. cab on yl [R

UPH06]. CaCO

[SCP08]. cage [CS01, KFD06, WLPF05, WL09b]. cages [CJS

+

03, W an09].

calcium [HSMT04, HLB09, LGB

+

09, MHJS06]. calcium-induced

[LGB

+

09]. calculate [BA

CJCT01, CSD04, IS07, Kar01, Kne05, KBLP09,

O V03, RSN

+

02, SFRS01, WW03, YS00]. calculated [BE06, BE07, GG09,

Gra07, LMV07, RSSKB03, RM00, Wib04, WM04, ZXY08, Kle03]. calculates

[A TMK03]. Calculating [Ch u07, CG05, DRMD03, DF04, LN01, MC06,

PDC

+

08, PMM05, RSE07, SYC03, W

CK00]. Calculation

[BK00, CPML08a, DJ04, KKY01, KRM

+

02, LSW

+

01, MT03, MO01,

MRS

+

07, TS05, VM02, V

C04, WKYU01, ZWPR

+

04, BP02, BS ¸ C

+

01, BH03,

ECA06, F OL

+

04, FR

OD08, GKR

G08, GLMV09, GAdGM08, GGT08,

HTK G08, I I02, ITN

+

05, JJK

+

00, KFNH08, LFK05, Li01, LLZL09, MGLO03,

NRKH02, Nil09, OCP02, PZW G

+

04, PRSMV08, RNG03, Rap06, RLER04a,

RKA

+

09, RRF C

+

03, SOOF05, SK

GS00, STSF02, SSM08, SHH07, TZX01b,

TZX01a, TLOG00, TP01b, TRS02, TKN

+

08, UKN04, UIHN09, WLLS05,

WLL

+

07b, WSM

+

08, WM01, X O W

+

00, ZWB09, ZL09b]. Calculations

[YH07, Ano01b, ALKH04, Bac09, BP07, BSOB05, BMRDB01, Blo04, BMB07,

BMRF01, BWI

+

02, CLP09, CMJ08, CN03, CRS05, Chi03, CS03, CMA

+

08,

DB07, DPDG05, DSS03, DMJV05, D W C

+

03, EK O

+

01, EBL

+

08, EL09,

FKF G08, FL08, FMSA06, FR06, F

O04, GJL

+

08, GBDP05, GM04, GWM

+

00,

GBB07, GPSP06, HHBH00, HLLN06, HY

A02, HMSM06, HFHL06, HKHN08,

HT03, HW

GB01, HZ09, Hua09a, Hua09b, ILKR09, IGL07, IPN06, IPN07,

JCA

+

02, JBGK08, J

ˇ

CHS07, K

GL07, KWHH07, KRLD09, KTM02, Kob03,

KBLP09, KS02b, KKS04, LLA01a, LLA01b, LLA01c, LLA01d, LLA03,

LFSB03b, LDC

+

07, LHI09, L

WH06, LC06, LKW04, LZF

+

09, LS05b, LDG02,

LMO09, MMLC05, Maz08, MBL

+

00, MA05, MLCD01, MLJ03, MS01, Mui05,

NYK

+

09, NTH09, NSU

+

02, OBBS05, O

YH05, OS06, OKH

+

02, Oos09,

OKE

+

02, PB06, PMGL03, PVdJB00, PV03]. calculations

[PBZ00, PRSMM02, PSS

+

04, PSMB05, RSP03, RMP01, RP02, RR

CA08,

R OG00, R

WBH09, RS05, RRS07, RJLR06, SBI08, SSB

+

03, SCS07, SBG

+

09a,

SHM04, Sha02, SSL02, SN06, SFRS01, SMG09, SG01, TK08, TY03, UKNS01,

UTM

+

02, VKP

+

08, VZV

G06, V an02b, VE09, VIP

+

06, WL02, WTKM06,

Whe08, W

C04, WHF08, WR07, WFR08, WHG

+

07, WJ00, XLZ08, YTH01,

YK08, YSA

+

03, ZSE08, ZXYF09, ZM03, vGGB00, vdV

GDM00, LFSB03a].

Calibration [OKH

+

02, LLZL09]. calix [RRZA08]. camphor [AST06]. Can

[DSB

+

02, DDBP09, LC07, MSH

+

06b, PB06, SBI08, STSF02, WS07, IGL07,

Mc k07a, W

CF04]. cancer [V

GDSU08]. Candida [R GP

+

07]. candidate

[SF07]. canonical [BP02, EMP07, ITN

+

05, IS07, KM00, Kni00]. CA Os

[PS03]. capabilities [GCD04]. capp ed [CZ05]. caps [ZCZ03]. capsid

[K CL06]. captopril [A GO

+

02, APG05]. capture [YX C

+

07]. Car

[JP09, Sc h04]. carbap enem [BBSS06]. carbazole [YFR05]. carb enes

[HA04]. Carb oh ydrate [KBN02]. carb oh ydrates [A

CLD03, HR08,

KDSV02, LR03a, LCD

A03, LCGA03, LCA03, LH05, MW00, Sto05, KYT

+

08].

Carb on

[KK08c, LMGR05, BSB05, BG07, CZ05, CDPL09, D WS

+

09, GKK07, HT05,

KT08, KLS02, KK01b, LMK01, MMR

VH07, P

AS07, wQZsLyZ02, SRS07,

W an09, WSC09, XWL

+

09, ZKZ

+

07, ZWY

+

09, ZZvRSC08]. carb on-

[ZWY

+

09]. carb on-cen tered [WSC09]. carb on-ric h [CZ05]. carb onate

[vDSSvA04]. Carb on yl

[RD00, DLR

+

08, LL00, LLA01a, LLA01b, LLA01c, LLA01d, LLA03].

carb on yls [BR V

+

07, LMGR05, PLC08]. carb oplatin [WM01]. carb oranes

[JRJ01, OSA06]. carb o xyb enziso xazole [UTH

+

03]. carb o xylates

[

ˇ

CJPZS08]. CarC [BBSS06]. carcinogenic [EL06]. carcinogenicit y [VS08].

Carlo [A GSF AL05, A GSF A

+

05, BR03, BHG03, Der00, F CK

+

08, FKF

G08,

GHH07, HMD06, IM06, IKYM09, KLS02, KM07, KK

C05, LML

+

00, LZA02,

LR W G03, MH09, Nak02, NA06, NCO

+

05, OM04, SK

GS00, SCS07, SBJ08,

SM08b, SWR06, TS05, XK G

+

05, ZCS04]. Carlo-with-Minimization

[NCO

+

05]. carma [Gly06]. carrying [T or02]. Cartesian [LPK07, PHR

+

05].

CAS [PRSMM03, BMB07, JHPRSM

+

05, PRSMM02]. CAS-SCF

[JHPRSM

+

05]. CAS-SDCI [BMB07, PRSMM02]. case [AB00, AS00,

BUMCMRL00, BWW

+

08, BS06, CFS

+

08,

ˇ

CJPZS08, MV06, MDI04, P ac06,

PGG06, PC00, P og03, R

UPH06, SBI08, SN06, V an02a, WRBV03]. cases

[BCF

+

09]. CASPT [PO03]. CASPT2 [KRLD09, WLZ

+

07]. CASSCF

[Bac04, Bac07, DOSG06, WLZ

+

07, dSV A

+

09]. CASSCF/CASPT2

[WLZ

+

07]. Catalysis

[UTH

+

03, D WS

+

09, QZZZ03, TH02, VBGL

+

00, ZDS

+

05]. catalyst

[VBGL

+

00]. catalysts [YX C

+

07]. catalytic

[CGB

+

09, KSK00, LS08b, MS04, NTH00, R

WBH09, SPT

+

03, W

C08, ZA

T07].

catalyzed [AST06, BTP09, GV A TG03, GLH

+

08, HSWW00, MCK05, O

Y01,

PHK G07, RR05, Sie01, TH02, TGLL07, W

CW08, W

CHW09, ZWS

+

09].

catastrophe [P

A05]. cathepsin [ZWB09]. cation [DSB

+

02, Don08, LB08,

OO04, PV07, QZL

+

04, SLR

C01, VL00, WLZ

+

07, WSM

+

08, W ou00, ZL05].

cation-w ater [DSB

+

02]. Cationic [JRJ01, TBG00]. cations

[ALC08, GSB09, GS04, GWL07, HIA03, Hol05, NSB08, RRS06, SZT08,

WWT08, ZWY

+

09]. caused [LPK07, TT08]. ca vities

[BCIB05, BHH

+

09, IME02]. ca vit y [RRZA08, ZFL

+

05]. C

− −

[CJW

+

09].

CBr [FHF

+

01]. CBS [Lu09]. cc [Wib04, GYMN07]. cc-pVTZ [WD04].

CCH [ZKZ

+

07, ZKZ

+

07]. CCl [ZLLS06a, FHF

+

01, WDZS07]. cclib

[OTL08]. CCN [JD

WS06]. CCSD [BBI

+

09, Lu09, PFJ

+

03, PV03]. Cd

[GPSP06, XB08, BMRF01, BBI

+

09]. CD38 [UNHYT06]. CDOCKER

[WRBV03]. Ce [SNM

+

06]. Ceccarelli [Ano06b]. cell

[Gon07, KVS

+

06, KS05c, LEV

+

09]. cell-based [Gon07]. cells [CCCJ09].

cellular [XW

C09]. CeN [VP08]. cen tauric [P

A05]. cen ter [BRS07, GGA00,

IN01, Lai07, MGMM07a, MGMM07b, NR04, OON01, SGPS09, TBG00].

cen tered [CCK01, SSB

+

03, TBSM09, WSC09]. cen ters [GYMN07, JKL08].

cen tral [CGMPT

+

08, CM09]. CeO [CCCJ09]. ceramic [HZX04]. cesium

[HD06]. CF [mJlZsLyL07, YL

WL09, LDC

+

07, gThDjL

+

01, UTM

+

02,

UTT

+

04, WLL

+

07b, YL W

+

08, YL

WL09]. CF

Cl [mJlZsLyL07]. CFF91

[TTB01a]. CFMC [NCO

+

05]. CH

[CPJ00, GBDP05, HTN03, IN08, mJlZyL

+

08, L

W04a, LDT

+

02b, MGLL03,

complemen tarit y [EKB02b]. Complete

[BT00, MLL

+

08b, P og03, PR T

+

07, PR T

+

08, MC06, V ar09, WMR W

+

01].

completeness [AHK02, MV06]. completeness-optimized [MV06].

Complex [DF

GB09, AS06, Bac09, BRS00, BRS01, GC04, HDF

+

07,

HDO

+

02, HMK02, IV04, IvSV06, Ish04, JLHF03, Kle02, KVS

+

06, LB05,

LDL

+

09, MM03, MCF05, MY08b, MY08a, NHN06, P ac06, ZWB09].

complexation [A GI

+

07, HT05, LMMW04, SRK

+

00, SLR

C01]. complexed

[Pin03, SDM02, W

CF04]. Complexes [APG05, AB00, Ano06a, A CM

+

06,

BTP09, BR04, BL06, BM00, BGC

+

09, BZL05, CZ05, CG03, CBC

+

08,

CSB08, CBH

+

03, DPT03, DF04, FRS05, F

O08, FRLN09, FK

ˇ

S

+

09, GTC06,

GL04b, GM01, GPSP06, GPK05, Gri04, GZM09, GWL07, HLLN06, HR

G07,

IN08, IO08, IGL07, JMD

+

02, JD09, J

ˇ

CHS07, KT08, KRM

+

02, KJP

+

07,

LL00, LHJ

+

06, LPP06, LH02, LMGR06, LLS03, LMMW04, L

WZ09, LZF

+

09,

LS05b, Mas04, McD08, MHJS06, MSBS01, MLL

+

08b, NyHN06, NR04,

NMA T01, PGG06, QTdG

+

08, RPNJ07, RMP01, RRF C

+

03, SG07a, SCF

+

09,

SBH02, ST06, SVV

+

08, TGGP

+

00, UM03, VS02, VMA03, VL00, WB07,

WWT08, W on09, ZY01, ZBS03, ZWY

+

09, ZTS09, dVB01]. complexes*

[GK09]. complexit y [BT00, PK05, XSHC06]. Comp onen t

[KBA

+

04, CCT

+

03, GPSP06, JMD

+

02, PVdJB00, PV03, SH02, SM08b,

V an02b, W

G02]. Comp onen t-based [KBA

+

04]. Comp onen ts

[KJVW08, Car02, LL07, TGGP

+

00]. comp osition

[HM06, KWHH07, LL07, P

AS08, XSHC06, XLC08]. Comp ound

[CN05, BR07, HBM06, RD00, XZ05]. comp ounds

[A CLD03, BB08, BLO

+

02, CYM02, D

A01, EBDPM00, ED

AJ04, EBD

+

01,

FJ08, FR

OD08, F

O04, Gol09, Gor01, JLHF03, KFD06, LLA01a, LLA01b,

LLA01c, LLA01d, LLA03, LD05a, L

WK08, L TF

+

07, L

WH06, LCD

A03,

LCGA03, LCA03, LJZ

+

07, LLM09, MDI04, NBTN04a, NBTN04b, PZW G

+

04,

PYCD03, POJ01, R

UPH06, SJJ

+

04, ST01, TTBM09, YCW

+

09, YSA

+

03].

Comprehensiv e [LF02, ZL09b, ZB07, DLR

+

08, JPF

+

00,

ˇ

SBL05].

compression [BG07, MBWP03]. comprising [Rud05b, Rud05c]. Comput

[Bof01, Qua01, V an08]. Computation

[BLL

+

06, Car02, CDD

+

02, FZL07, GS09, LFEdL06, TNS00, A

TMK03,

Gon07, NKIS02, P

AS08, RK05, WZXY07, ZCZ03, vW06]. Computational

[Ano01c, Ano04b, Ano05b, Ano06a, Ano06b, Ano06c, BLMS08, CZ05,

CPUGD09, CMGD A C

+

07, CMCB08, CG05, CA07b, GBL

+

05, GDPCPU07,

GdSuM

+

07, HMK02, LKJ

+

04, LB99, Lip00, MW00, MFR07, O

Y03, P ac06,

SPGS08, vRS98, Sta00, TMBM02, WB04a, WW C

+

05, WXK08, Y ou11,

ZOJ

+

06, ZWB09, Bac04, BG00, BAL

+

01, BTP09, BMRDB01, BZL05,

CMLS05, CFS

+

08, CBC

+

08, CJS

+

03, CRH

+

07, F

G03, FJP07, FD03,

FKRE08, Gan09, GD09, GDPP08, GdAcV

+

07, GGB07a, KYL03, MCF07,

McD03, MH08a, OTL08, O

Y01, OSA06, P an07, PMM05, PWFS01, PRS04,

R GG08, SF07, SM03, STCJ08, TD08, Vis02, VZM

+

08, WSM

+

09, W OC

+

03,

YT03, YT04, YD

WS06, ZZ08, ZGZX07, ZTP

+

08, ZM06, W o o01].

Computationally [KM00, KFZ03]. Computations

[Bou01, Dib05, CLP

+

05, GPK05, Lu09, ME06, P og06, SMZW05, TT08].

compute [BD

W00, RKA

+

09]. computed [PFJ

+

03, PK05, TDH06].

computer [HFSD03, H¨ of05, NK01, PPXP01, PHJ

+

08, TRS02, UIHN09,

VB07, VK

CK09, YNZ

+

08, Zer08]. Computing [HHW

+

03, WL00, BHH

+

09,

DGHR02, DP04, DK01, GLD08, HHS

+

05, KFB05, LM03, MA09, ZP03].

CONAN [SSHT03]. conca v e [W on09]. concen tration [GGT08]. concept

[LSY02, Rao00b, Rud05a]. Conceptual [VB09]. Concerning [F

G03, Bor03].

concerted [LFS

+

07, Mc k07b, NSB08, LLK

C06]. condensed

[CLP09, DGI

+

08, D W C

+

03, FM00, GLMV09, Mor02, SDvG01, ZSK07].

condensed-phase [D W C

+

03]. condition [SK08]. conditions

[BVW04, CEP07, HH04, WM06]. Condon [Ama02a, LMCD09, TP01b].

conduction [SM06]. conductor [DHW

+

00, FZL

+

06]. conductor-lik e

[DHW

+

00, FZL

+

06]. Configuration [LSAS01, SLR

C01, ASS

+

02, BMRF01,

DLD

+

02, KBT03, L

WX07, MLL06, PRSMM02, PRSMV08, SSL02, SWZS04].

configurational [HDF

+

07, HTK

G08]. configurations [MM03, MABM09].

Conformation

[GS04, BY06, BR03, BLB09, DPM09, LXL07, PFJ

+

03, YL06, YZ06].

Conformation-dep enden t [GS04]. Conformational

[AJNG01, AZS

+

04, BLF02, DSS03, HW09, KK09, LRI

+

02, LGB

+

09,

O YK

+

09, OM04, PSDM00, SH09, SMGE08, SSHT03, SR09, TTB01a,

TTB01b, WHR

G08, WW04, BISB02, BMTSC01, BAH

+

02, CN03, CSJ01,

CvG08, CS01, CCP04, CSRST04, CKT

+

08, DDKV07, DSR

+

07, ECA06,

F GR07, F

C06, FD03, GT03, GSB09, HY

A02, IB04, IZA06, JW06, JO02,

KB02, KK08a, KH01, Kle02, KK01a, KF08, LFKL00, LKJ

+

04, LCKL05,

LJKL08, MFB04, Mak08, MH08b, MA05, MGJAAR

C00, NKIS02, OML

+

00,

OGH05, PR T

+

07, PR T

+

08, SPL

+

02, SWBM08, SHBD05, SD09, SSBE06,

W CK00, YXL

+

09, ZA07, CG03, HJCP01, JPF

+

00]. Conformations

[NHH05, CL

WL09, CIB05, yCkHmY08, DBM03, ENM

+

04, FWH

+

07, GBB07,

GB04, HDO

+

02, HP05, LZKT04, MW00, OFB08, OKH

+

02, PC00, PF

C03,

Rao00b, RP09, TLKT00]. conformers

[HS00, HHP04, KAS

+

07, PG01, RSSKB03, TT02, WD04, YXL

+

09]. Congo

[SRK

+

00]. conical [IK00]. conjecture [P og03]. conjugated

[BG00, CZ05, DDBP09, L

YS08, LC09, LFR07, WJ00]. connectivit y

[ED AJ04, P og06]. conquer [AKN07, MLJ03, vdV

GDM00]. consensus

[GP06, JMD

+

02, LLL

+

08, RHL09]. Consequences [RSS09].

considerations [GR

CD01, PB05]. Consisten t [RP02, BWI

+

02, ECM

+

03,

KK08a, KBN02, NUH02, SMD02, VTT

+

08, WM04, XL02]. Constan t

[MCM04, DRMD03, Sc h00, V as02, WLLS05, WLL

+

07b]. constan ts

[Ch u07, F

CW06, GGB07a, GGB07b, HWFN01, JHZ09, Kle03, MMLC05,

MGLL03, MDI04, PJPJdPRMI07, RRF C

+

03, SLL

+

04b, SFRS01, TLOG00,

WD X

+

02, WZXY07, ZXY08]. constrained [COS01, EC06, LFKL00, MM00].

Constraining [AM09, HSWW00]. constrain t

[BL09, FS98, FS00a, KvGH01, YX C

+

07]. constrain ts

[BVW04, Bud07, BRS00, BRS01, ECA06, P en06, PJB

+

07, VMF

+

03].

constructed [Gri06, YCS07]. Constructing [ZBS03]. construction

[HH04, RSN

+

02, TYO

+

02, UIHN09]. con tact [ENM

+

04]. con tained

[LH02, SH07]. con taining

[BS06, FLOD07, FPN

+

05, JPF

+

00, LKJ

+

04, L WW

+

06, LFR07, LLM09,

MSH

+

06b, PF

C03, RRZA08, SL09, STC

+

08, WL04, Wil01b]. con temp orary

[CFS

+

08]. con ten t [CLC03]. con text [KMH02, KBT03, OCP02]. con texts

[Sim07]. Con tin uous

[FZL

+

06, LF04, LFZS04, ZFL

+

05, HHHS01, SM08b, PDC

+

08]. Con tin uum

[F CP

+

04b, MGLO03, ABWT09, BCIB05, CFK08, COL01, CCT

+

03,

COL

+

06, FKL

+

06, FEVM01, FBLO08, GS02, GWS

+

02, HC08, HS01,

HHP04, KKS04, LRI

+

02, LJ04, MWL

+

08, P om04, RSP03, Sc h00, STSF02,

TJE03, VP09, WJX

+

08, Y ¸

CBM00, ZFW08]. con tin uum-solv ation [Sc h00].

con tours [YGZZ05]. con tracted [GS09]. con traction [CGSdST06].

con tribution [BCIB05, CR09a, DBS07, K

C01a, LKA01, PWHF

+

03,

PWHF

+

04, PMPGP05, RI07]. con tributions [CBC

+

08, CR08, CSB

+

03,

COL

+

06, GPK05, HIM07, MGLO03, RM07, SWV

+

05]. Con trol

[Kar06, DB06, LR06, MN02, RS05]. con v en tional [WMW03, WMW04].

Con v ergence

[K GN07, LST08, GG09, L

TV08, LJ04, Mas04, Rud05a, Rud05b, Rud05c].

con v ergen t [P

AS08, Zho06]. Con v erging [GC04, KF02b]. con v ersion

[CC09, CFD04, PHR

+

05, RR05]. con v erting [RM00]. Co ol [BHG03].

co op eration [A

TMK03]. co op erativ e [HLB09, RR

CA08]. co ordinate

[BGC

+

09, HDBD04, Ish02, KT

A03, LN01, R

WBH09]. co ordinated

[GWL07, Sha02, SBH02]. Co ordinates [EA06, Din00, EC06, GKK07,

KSU03, LPK07, NKIS02, QCK01, QCK02, TNS00]. co ordinating [JRJ01].

Co ordination [KZR

O03, Gor01, HXD08, SFR07, TBG00]. co ordinations

[DSB

+

02]. Cop e [P

A05]. cop olymer [CHA

+

07]. cop olymers [YFR05].

copp er

[CR02, DBS07, FNP

+

06, PMGL03, PBZ00, PS03, ZW C

+

09, A CM

+

06].

corann ulene [W on09]. core

[A TM

+

07, CM09, FR06, HXD08, HYR06, HJCP01, ION07, LFK05, LK03,

LK04, NTH09, ON07, P og03, TJM

+

03, TLKT00, TJE03, TKN

+

08, YCS07].

core-excitation [ON07]. core-excited-state [TKN

+

08]. Cornell [RKH03].

Corona virus [LXZ06]. corrected [NTH09, PSC

+

01]. Correction

[Duk01, CF C

+

08, GAI06, Gri06, HK08c, HK08d, IKN08, LBT07, MGLDS00,

Mue01, QCK01, QCK02, SPDS01, STSF02, TKH03, WX09]. corrections

[BF07, Gri04, KSS08, WB07]. correctly [LF04]. corrector [Kol04].

correlate [Kle03]. Correlated [GBB07, BWW

+

08, BL

T03, DBM03,

GPSP06, KMA

+

07, PFB05, TBG00, WMW03, WMW04]. correlating

[NSO

+

07, SNM

+

06]. Correlation [LR W G03, TDH06, AAP00, A GI

+

07,

AS00, BL00, CKT

+

08, EL09, FDM00, GKTS04, HN02, HR08, Hir08, IKN08,

JJK

+

00, JSHG07, K

GN07, KK08a, K

C01b, LMJ02, Mat03, PJPJdPRMI07,

PMC

+

08, SRE08, TKH07, WMW03, WL04, YH09, dSGCG00, WMW04].

correlations [DR09, HHW

+

03]. Corresp ondence [RLRE01]. corrph ycene

[NyHN06]. COSMO [EK06, ELK

+

09, KEH

+

02]. COSMO-RS

[EK06, ELK

+

09, KEH

+

02]. COSMOS90 [SO07]. costs [SSL02]. Coulom b

[WMW04, BWP07, Nee03, WMW03]. coun terions [JD09]. coun terp oise

[GAI06]. coun ting [HYT05, LM03]. Coupled

[BSP06b, MO01, CXZ

+

09, DOSG06, IN08, KSTC01, LMJ02, L

YS08, PSF

+

08,

SSB07, WKYU01, Whe08, XW

C09, SMAdV00]. coupled-cluster

[IN08, KSTC01, Whe08]. coupling

[CR08, D

XW08, GdAcV

+

07, KTM02, KBLP09, LB08, MDI04,

PJPJdPRMI07, QTdG

+

08, RI08, RLDI09, RRF C

+

03, SM08a]. couplings

[BPC01, NR04, TP01b]. CoV [LZ05b]. Co v alen t

[BSG07, BMTFR08, PML03, RS07a, RS07b]. co v alen tly [PHF

C04].

co v erage [SUR

G06]. co v ering [RKH03]. CO

X [W

C09]. CO

X-1 [W

C09].

CO X-2 [W

C09]. CP [ZKZ

+

07]. CPHF [ASW

G07]. Cr [KPR04, Kri08].

Creh uet [Bof01, Qua01]. criteria [Kle03]. criterion

[AL TB06, GLD08, PSDM00]. Critical [GT03, BML

V04, BLN01, BA

˚

A07,

CR C

+

08, CKMC04, FMPS08, LFR

+

04, MP03b]. cross

[Gan09, MY08b, MY08a]. crosscorrelation [HWDB03]. crossed [BAL

+

01].

crossing [LI07]. crossings [LSG06]. crosso v er [KRLD09]. cro wn

[GLRL02, HDO

+

02, L WW

+

06, ZWY

+

09]. cro wn-shap ed [L WW

+

06].

cry ogenic [HN02]. cryptand [WWT08]. Crystal

[K OFF09, V an02a, DPT03, EL09, HN02, KP05, TD08, VVBV02, vDSSvA04,

vEMK01, vE01, DRMD03, FR

OD08, PZW G

+

04]. crystalline

[AS00, CAD

W03, JB04, PZW G

+

04, Wil01a, ZLD09]. crystallographic

[R ON02]. crystals [BCF

+

09, CC07, F

´

A01a, GAdGM08, GBJ03, PMC

+

08,

RD06, WMS06, Wil01b]. Cs [GWL07, GLRL02]. CSA [NCO

+

05]. CSO V

[GPSP06, PMPGP05]. Cu

[BTP09, GPSP06, Sha02, HSF08, NK06, TDK07, W

CS09, ZTP

+

08]. CuN

[ZX08]. cuprates [MDI04]. Curren t [NYTH09, CDPL09, Vis02]. curv ature

[TRS02]. curv ed [ABWT09]. curv es [BBI

+

09, MM07, SSS

+

09, ZL

Y07].

Customized [BD

W00]. cut [BME05]. cutoff [GGT08, KLM

+

09]. CuX

[KBL08]. cy anines [BG00]. cy ano [P

A05]. cy anoacet ylene [YD

WS06].

cy anobiphen yl [CC07]. cy anob oranes [W

CW08]. cy anometh ylidyne

[WDS06]. cycle [ZA

T07]. Cyclic [KJP

+

07, BGJ01a, CLA

+

00, FKM

+

06,

FKM

+

07, JBGK08, LXL07, O YK

+

09, VVS07, W OC

+

03]. cyclic-AMP

[FKM

+

06, FKM

+

07]. cyclization [PWFS01]. cyclizations [SGS03]. cyclo

[TDK07]. cyclo-Cu [TDK07]. cycloalk anes [SSBE06]. cyclobutane

[QZZZ03]. cyclobutene [SRE08]. cyclohexane [MT03, RP09].

Cyclok etones [LLA01b]. cyclononane [SSBE06]. cyclononatriene

[ZSE08]. cyclo o ctatetraene [CPFL02]. cyclop en tadien yl [ML00].

cyclop en tene [SUR

G06]. cyclop eptidic [FL07]. cyclorev ersion [QZZZ03].

CYP2A6 [VB09]. cysteine [CN05, MOP

+

07, PMM06]. cysteine-6

[PMM06]. cysteines [CFR06]. cyto c hrome

[AST06, A

TBLS04, HBM06, JKL08, LCC09, O

YH05, OON01, ZA

T07, BS06].

cytosine [KKMMS04, MD

A08, MHS05, MH08a, SBI08, SG07a, SC01].

cytosine- [MHS05]. cytosine-5-acetic [MH08a]. CZ [CR C

+

08].

D [IS03, PF06, SHBD05, A GO

+

02, BAH

+

02, CPC

+

00, DDBP09, DMC05,

FR OD08, GDPCPU07, GdSuM

+

07, GdAcV

+

07, HP05, L

W04b, LXZ06,

L W06, MP03b, O YK

+

09, RSSKB03, R GP

+

07, SF

C04, YNW05, hYDN

+

08,

ZTS09, vDSSvA04, TGLL07]. D- [A GO

+

02]. D-arabinonate [R GP

+

07].

D-arabinonoh ydro xamate [R GP

+

07]. D-Epitop e-Explorer [SHBD05].

D-erythronic [vDSSvA04]. D-galactose [RSSKB03]. D-QSAR [DMC05].

D-RNA-coupling [GdAcV

+

07]. D/ [PF06]. D180 [NYK

+

09]. d2 cluster

[CCWH02]. damage [FPN

+

05]. dangers [MBP09]. data

[ASW

G07, BRDC02, BK00, CDD

+

02, CR

GN07, F OK

+

04, FM00, HHJ03,

HSWN01, KMH02, KMA

+

07, LEK07, MBWP03, MMP

+

07, PFJ

+

03, PF06,

RLA01, RRS07, RRS09, R

ON02, SY09, SF

C04, W

G02]. database

[DPM09, LFKL00]. databases [BR07, PPXP01]. dativ e [FH01]. Da vid

[W o o01, Ano05b]. da y [GR07]. DD [ZL

Y07]. DD-curv es [ZL

Y07]. Dead

[YFS07, Adc04, GLD08, KUB07, PSDM00]. Dead-end

[YFS07, Adc04, GLD08, KUB07, PSDM00]. deaminase [MD

A08].

dearomatization [HT05]. debates [Ny e07]. decarb o xylase

[HLC09, LLL

+

08]. decarb o xylation [UTH

+

03]. dec k er [RPNJ07].

decomp osable [VZM

+

08]. decomp osition

[BM07, CBH

+

03, FK07a, FPG

+

06, Hir08, KZY09, KN04, LBG08, ML00,

SKDO08, TBSM09, TCR

+

02, ZZL04]. decomp ositions [GPSP06, PBF07].

deco ys [LZ05a, SR

CD03]. defect [ZMH

+

09]. defects [JT08]. Definition

[EA06, LFSB03a, LFSB03b]. Definitions [PBF07]. Definitiv e [dOMSL01].

deformation [GHBB04]. deformations [Din00]. deformed [RLER04b].

degenerate [NUH02]. degradation [PCMG09]. degree [CC09, RLER07].

degrees [DHF

+

05, MZL08]. dehalogenase [NYK

+

09]. deh ydration

[TT02]. deh ydrogenase [SS05]. deh ydrogenases [JJH01].

deh ydrohalogenation [TT02]. deletion [SHH07]. delineate [MP03a].

delo calization [BY06, BI06, FVB08, FS02, Kar06, MGMM07a, MGMM07b,

WMW03, WW03, WMW04, W an09]. deltorphin [OM04, Y A ¸ C

+

02].

deMon2k [GJK

+

06]. denatured [GB04]. dendrimeric [SCG04]. densities

[GY08, GBJ03, HSWW00, K CK

+

08, LMV07, RLR

+

04, VZV

G06, V an02b].

Densit y [BP01, F

G02, Han01, J

ˇ

CHS07, KWK

+

01, KWK

+

02, MSBS01,

QZZZ03, QZL

+

04, VL00, W

CW08, AB00, ABYM08, AEE

+

03, ASY01, Bac09,

BP03, BML

V04, BB08, BA

˚

A07, CLP

+

05, CR C

+

08, CFK08, CRS05, CR08,

CSB08, CA

G07, CPML08a, Cul04, CGSdST06, D VP

+

02, D VRP

+

03, DF04,

ECM

+

03, F

CW06, FZL07, FDM00, FS04, GHLK

+

02, GLRL02, Gri04, Gri06,

GBBH09, GHBB04, HGMB04, HLS07, HNWF07, HNWF12, HN02, Hir08,

Hol05, I I02, ION07, IN08, IB04, ITN

+

05, IS07, JNV08, Jac09, JCA

+

02,

JF G04, K

GL07, KRM

+

02, KN04, KSS08, Kle03, Kni00, KZW

+

05, Kri09a,

KS01b, LRI

+

02, Leh06, L

V08, LMB08, LMGR05, LLS03, L

WH06, LKT04,

LF02, LLZL09, LDL

+

09, LZF

+

09, MP03a, MW09, MS00, NK06, NTH09,

NA T07, OKE

+

02, PSF

+

08, RB01, RK04, RLER04b, RDM

+

08, RR05,

RZWS07, SH07, SZT08, SPT

+

03, SCF

+

09]. densit y

[SLR

C01, SSB07, SW06, TBG00, TST

+

08, TKN

+

08, TKH03, V an02b,

VMA03, VBS09, V

C04, VK

CK09, WRP

+

06, WB07, WZY04, WMR W

+

01,

WL02, W

CHW09, WM04, W

CL05, WZXY07, WM01, XB08, XL02, XPW09,

YTH01, YL09, YK08, YYW07, YLL

+

09, ZZL04, ZH08, Zho06, ZM03,

vGGB00, Haf08, L

WK08, MW00, XYN

+

06, GM01]. densit y-functional

[HNWF07, HNWF12, LLS03, L

WH06, TST

+

08, XB08, Haf08].

densit y/p olarization [YL09]. deo xyguanosine [MM02].

deo xyrib on ucleoside [PFR04b]. deo xyrib ose [LBG08, SA07].

Dep endence [ASS

+

02, MGLL03, BRLS08, BRLS12, BL00, KH06, NK06,

SR09, TJM

+

03, VK

CK09, ZP03, ZXY08, DvG00, DPM09, MG06].

dep endencies [FHF

+

01]. dep endency [OKH

+

02]. dep enden t

[Bac09, CFK08, F

CW06, F CP

+

04a, Gog08, GS04, HNWF07, HNWF12, HS01,

ION07, LD Y

+

08, LDL

+

09, LSW

+

01, MML02, MW09, MY08a, NTH09,

ONHN00, PSF

+

08, TST

+

08, TKN

+

08, Whe08, W

C08, YH07, ZH08, ZM03,

vGGB00, PMM05]. depiction [ZTS09]. dep osit [JG03]. dep osition

[UNM

+

01]. deprotonated [Mas04]. Deriv ation

[EBD

+

01, JF

G04, TT05, TTB01a, EBD

+

01, HZ06a, T or02, T ot04].

deriv ativ e [CNN07]. deriv ativ es [BT00, Bor03, BC06, CJK

+

02, COMR

+

04,

DMC05, DOSG06, FL08, GLRL02, IS03, PSF

+

08, P

A05, QCK01, QCK02,

RP09, SPGS08, SGPS09, Sc h00, STC

+

08, TNS00]. deriv ed

[GBJ03, HSWN01, Ish02, K

ˇ

SB09, KS06, KFNH08, MLJ03, SvDS01, TBSM09,

WMS06]. Deriving [RPMP03]. desaturation [BBSS06]. descreening

[MTE04]. describ e [DDBP09, IDMC09, MSH

+

06b, RLDI09, SBI08].

describing [CM` aGL

+

04, HK08a, HK08b]. Description

[ION07, MHT01, BUMCMRL00, BME05, CL

WL09, CHRL09, Gri04,

HGMB04, SM08a, VMA03]. descriptions [SB08]. descriptor

[CDS09, RSS09, TCSM03, XYN

+

06, ZNLL07]. descriptors

[A GMPR G

+

08, BA

˚

A07, D

A01, ED

AJ04, HM08, HMMS09, Jac09, LXW

+

09,

MGMM07b, R

UPH06, Tie09, TTBM09, W ou00]. Design

[A G03, KV00, BSP06a, BMTSC01, BLMS08, CRH

+

07, CMBC08, DB06,

DHW

+

07, DHW

+

09, GHMP03, Ham07, HM06, HL

TLP09, HLM05, JGVF05,

LFBSK07, LZ05b, LFS

+

07, MWE02, NHH05, PS09a, SPGS08, SRS07,

SHM04, STCJ08, V

GGMM05, VZM

+

08, YFS07, ZZ08, ZL09a]. designed

[GT03]. designing [GD

V03]. Desirabilit y [CMBC08]. Desirabilit y-based

[CMBC08]. desolv ation [HMOG07, SWV

+

05]. Detailed [PB05, WRBV03].

details [GGB07a]. detecting [BHH

+

09]. Detection

[WHH

+

06, BAL

+

01, CMCB08, O

YH09]. determinan t [GS09].

determinan ts [BCP03, Bou00]. Determination [BL

T03, CFR06, CR08,

DLD

+

02, FSS00, V as02, BL08, BR03, BCNs07, BdPRMAI00, CC09, Chi03,

CA GR08, F

AR02, GCCVB00, HP05, Mar03, MGLDS00, MM07, PC00,

PF C03, P

ABK03, RI07, R

TG00, SCF

+

09, TBSM09, vDSSvA04].

determinations [YXL

+

09]. determine

[DD VD09, KUB07, OO08, RI08, YH06]. determined [O

YH05, TDH06].

determining [BY06, D

V02, LR06, PHJ

+

08]. Deterministic [LS05a].

detonation [JWB05]. deto xification [ZWS

+

09]. dev elop ed

[CRS05, KMH02, R

G08]. Dev elopmen t

[A TMK03, BGJ01a, HHJ03, IS07, KSB

+

02, K

OML08, KVL

+

04, LA

T05,

LK03, MSR04, MR

C03, WW C

+

04, WW C

+

05, WS05b, XYN

+

06, Y an04,

BA08, COS01, CMGD A C

+

07, KLB03, NG04, BG03, IKYM09, SM08b].

dev elopmen ts [F CP

+

04b, HS07a, SMD02]. DFT

[BRLS12, ASDP

+

06, A CM

+

06, BWP07, BPC01, BP07, BSB05, BM08, BB08,

BE07, BRLS08, BBSS06, BZL05, CMJ08, CCCJ09, CHA

+

07, CG06, CS03,

CMA

+

08, DGD

+

05, Der09, DDBP09, ESP04, EK O

+

01, EBL

+

08, F

O08,

F O04, FK

ˇ

S

+

09, GCCVB00, GKH05, GPSP06, GKTS04, HLLN06, HT05,

HSWW00, HK07, HZ09, Hua09a, JPF

+

00, Kle02, Kle03, KTM02, Kri09a,

KPZK06, LMV07, L YK

+

04, LDC

+

07, L

WLS07, LS08b, L

WZ09, LS05b,

MML

+

06, MOP

+

07, MGG06, MBWP03, PFJ

+

03, PMPGP05, PMM06,

RM00, SBI08, SWBM08,

ˇ

SBL05, SN06, SCG04, SSBE06, SRB06, Tie09,

VS02, VB09, WMGK07, WLX

+

05, WWT08, WL09b, XLL

+

02, XK G

+

05,

YS00, YK08, ZSE08, ZKZ

+

07, ZWS

+

02, ZWY

+

09]. DFT-D [DDBP09].

DFT/MR

CI [KTM02]. DFTB [ECM

+

03]. di- [CU01, GBB07]. di-arsenic

[KS05a]. diab etes [PS09a]. Diagonalization [LSAS01, BdPRMAI00, PU09].

diagram [Hir08]. diamide [HHP04]. diaminoguanidine [BI06].

diaminosilylenes [TKS

+

01]. diammineplatin um [DMN05]. diamond

[EK O

+

01, JBGK08, ZMH

+

09]. dianionic [OSA06]. diatomic

[ALKH04, F

CW06, TLOG00, WWS07]. diatomics [Cul08]. Diatropicit y

[CdML06]. diazonium [EL06, EL07]. dib orane [wQZsLyZ02].

dibromomethane [LXSF08]. dicarb o xylic [NHH05]. dication [Bac09].

dic hlorides [LHP01]. dic hloromethane [RRZA08]. dic hroic [MM00].

dic hroism [AB08, HKHN08]. dideh ydrop yridine [K

C01a].

dideh ydrop yridinium [K

C01a]. Dielectric [HS01, DRMD03, GS03,

HMW C03, HLLN06, LZZC09, MML02, V as02, ZFW08]. Diels [Hir08].

DIESEL [ME06]. differ [SRK

+

00]. difference [ALC08, Bie04a, Bie04b,

BF04, PMPGP05, PZS04, Rud05a, Rud05b, Rud05c, VZM

+

08]. differences

[CV09, GG09, O

V03, YZ04]. differen t [AB

˚

A04, BL05, CEP07,

CMGD A C

+

07, DSB

+

02, MCF07, MN02, V

C04, WM01]. differen tial [DD08].

differen tly [HSF08]. diffraction [HHJ03, dGWH01]. Diffuse [GS07].

Diffusion [VW04, BZP09, Bie04a, CCCJ09, Rud05a, VW00, PK04].

difluoro ethane [CUS00]. dihalo ethanes [WFR08]. dihedral

[FKZ09, HK08c, OFIK09, YL06]. dih ydro [WJX

+

08]. dih ydro diol

[PCMG09]. dih ydrofolate [GGLR00]. dih ydrogen [Mc k07b].

Dih ydrophospholophosphole [CDL06]. dih ydrop yridine [HSMT04].

dih ydro xyp yridine [YXZ

+

04]. diiminob enzosemiquinonate [Bac09].

diiron [BB08]. dik etiminate [GTC06]. dik etonate [RMP01]. dilute

[HRR05, Kri09b, XZ04]. dilution [D

A01]. dimension [TSMNG01].

dimensional [BP01, Bie04a, CVR08, DHW

+

08, LAR

+

03, LR06, MP03a,

MVLG06, RSS09, SHBD05, W an09]. dimensionalit y [CDGS09].

[A T02, BP00, BB05, CSJ01, DMZT08, EA08, FL08, FKZ09, GHH07, GB04,

HMW C03, HTK

G08, KMA

+

07, K

CL00, Nil09, OD09, Oos09, SA

TO04,

SSM08, TP01b, WM12, YZ04, Ami00, BL09, BP02, BdPRMAI00, CGG06,

CIB05, CY09, CY13, DBS08, F

G02, GJL

+

08, JBJB00, JJB02, KM00, LSO04,

LCKL05, PRSMM02, RKA

+

09, SAM06, SSMW09, TS05, T ot04, WW03,

YXL

+

09, vLBBR12, FS98, FS00a]. efficien tly [IGL07, LR06]. eigen v alue

[SSL02]. eigh t [CWV

+

05]. elastic [AJ03, BED02]. Electric [L

TV08, SF07,

WMS06,

´

ACD

+

03, BSOB05, CM09, Kar06, LST08, Mar03, OBBS05].

electrical [K

CL00]. electride [L WW

+

06]. electro c hemical

[Bie04a, Bie04b, Rud05c]. electro cyclization [ZGZX07]. electrolyte

[CCCJ09, YSJ09, ZCS04]. Electron

[AS00, BK08, BWW

+

08, BLN01, CFS03, FS02, Li01, OON01, PC05, PC07,

TKH07, TD06, ZJM

+

07, AEE

+

03, ABF

+

03, BG03, Bac07, BG00, BY06,

BML V04, BI06, BRS07, BL00, BA

˚

A07, CR C

+

08, CXZ

+

09, CR09a, CHRL09,

CKT

+

08, D VP

+

02, D VRP

+

03, EL09, FLOD07, FR06, FS04, FZL

+

06, FSS00,

GKR G08, GGA00, GR07, GBJ03, HLS07, Hir08, HSWW00, IKN08, ITN

+

05,

IS07, IN01, Jac09, KS05a, KK08c, Kle03, KFD06, Kri09a, KKMMS04, Lai07,

LMV07, Lee09, Leh06, L

V08, LL01, LLXS02, LH02, LB05, LBG08, MLL06,

MGCA07, MGMM07a, MS00, MA09, OKE

+

02, PFB05, P

A05, P

AS07,

QZZZ03, RS07a, RS07b, R

TG00, SF

C04, V

C04, VK

CK09, WMR W

+

01,

W an09, WL00, XWX

C08, Y as08, YCXY03, YH09, ZXL

+

04, PC05].

electron-correlation [YH09]. electron-pair [FS04]. electron-repulsion

[Kri09a]. electron-sharing [BRS07]. electron-transfer [QZZZ03].

electron/four [GYMN07]. electronegativities [dSGCG00].

electronegativit y [ALC08, BCNs07, JVVK09, VK06]. Electronic

[CWWS07, DHM

+

03, FLK

+

07, GGGLL05, Hua09a, IME02, KHY00,

KMM07, K

GD06, LPP06, L TF

+

07, OS08, QB05, RPNJ07, SCP08, W u06,

WWS07, XZ05, AJ03, AEE

+

03, Ama02a, AZS

+

04, A GSF A

+

05, ASS

+

02,

Bac09, BBG

+

04, CM` aGL

+

04, CZFH07, CN05, CNN07, CA

G07, CRSB03,

CSV

+

07, CTF

C08, DD00, FL08, GJL

+

08, GBL

+

05, GM04, HMMS09, HZ09,

Hua09b, Kar01, KRM

+

02, KJP

+

07, KIFK07, KWK

+

00, Kri09a, KPZK06,

L WK08, L

WLS07, L

WZ09, LFR07, LB08, LDL

+

09, LMR VFH

+

09, MK

GA06,

MM02, NYH02, PP08b, PMC

+

08, QCK01, QCK02, RR

CA08, RS05, SSB

+

03,

ˇ

SBL05, TD08, TT01, TD06, TDK07, WMR W

+

01, WLX

+

05, WL00, YXZ

+

04,

YFR05, YS00, ZZY07, ZZS

+

07, ZZY08, ZXYF09, ZX08, ZL05, ZL07, ZL09b,

ZM03, SMKM00]. electrons [HIM07, P og03, WJ00]. electro osmotic

[YSJ09]. electrophilicit y [R

UPH06]. electrophoresis [WWL

+

09].

Electrostatic [CCT

+

03, GYMN07, PK05, PML03, RLER04b, SG07b,

ABWT09, BCNs07, CPUGD09, CHMI05, D

WNB01, F OL

+

04, GY06, GPK05,

GBJ03, KFZ03, KLH

+

04, K CK

+

08, MMPK01, PMB04, PP08b, RLP08,

SMAdV00, SHSF05, V

GDSU08, V

C04, W

CK00, YH06]. electrostatics

[HS01, MLJ03, RSP03, STSF02, VVBV02, WMS06, ZFW08].

electrotop ological [SPGS08]. elemen t

[Ara04, BHW00, BK08, BH03, BF04, HBW00, HBW01, Li01, SRB06].

elemen ts [ABWT09, A TM

+

07, ASS

+

02, Ell07, JGH00, RP07b, RRS09,

VB03, WL04, vW06]. elev ated [TK08]. ELF

[SF C04, CFS03, FSS00, PC05, PC07]. ELI [BWW

+

08]. ELIA [BWW

+

08].

elimination

[Adc04, CFD03, GLD08, GS08, KUB07, Mui05, PSDM00, YFS07].

Elongation [KLM

+

09, MK

GA06]. Elucidating [DBS07]. elucidation

[GZ07, GLH

+

08]. em b edded [CEP07, GGLR00]. em b edding

[Agr03, JNV08, KS02b]. emission [MLCD01, R

GG08]. emitting [LFR07].

Empirical

[CBC

+

08, LS08c, Mac04, SP05, CYM02, FM00, Gri04, GGK

+

08, HRBKB03,

J

ˇ

CHS07, KK08b, LR03a, LLM09, MB00, RKH03, ZNLL07, VBGL

+

00].

emplo ying [MHT01, THHN01]. empt y [CZA03]. enan tiomerization

[Qua07]. encapsulated [WL09b]. enclose [ZBS03]. Encyclop edia

[vRS98, Lip00]. end [Adc04, GLD08, KUB07, PSDM00, YFS07]. endohedral

[KSN01]. endop ero xide [BLO

+

02, CG08]. enediyne [K

C01a]. Energetic

[DRAS04, DRAS05, JW12, RP09, BCP03, ECM

+

03, JD09, K CK

+

08, PBF07,

SLHW09]. Energetics

[KRLD09, AHGK09, DBGV07, Hua09b, ILKR09, LD05a, MFB04, Mas01b,

MOP

+

07, SDCG02, WSC09, ZXY03, ZX09, DLG00]. Energies

[CRSB03, BP02, BWE05, BLL

+

06, BE07, BD

W00, CHA

+

07, CCK01,

CPML08a, CG05, DB07, DMZT08, F OL

+

04, FJP07, FKU

+

05, GS04, GKTS04,

HT05, HY

A02, Hol05, IO08, JJK

+

00, JCL05, JZD

+

09, JG03, JSHG07, J

ˇ

CHS07,

KWK

+

01, KWK

+

02, KSTC01, K

C01b, LN01, LSW

+

01, LFEdL06, MT03,

Mas04, MLL

+

08b, NHH05, PK05, PSF

+

08, RSSKB03, RSE07, RSN

+

02, RM00,

SZT08, STSF02, SYC03, SA07, SLR

C01, TKS

+

01, UBDPJ04, V ar09, V

C04,

W CK00, WLX

+

05, WS05b, WW04, XL

T07, ZMZ09, ZW09, ZM03, vGGB00].

Energy [CBH

+

03, HFHL06, IN08, KLS02, MSF

+

08, NK06, SSB07, WM12,

dSR08, AMR04, AJ03, AB

˚

A04, AE06, AM06b, ABBC01a, ABBC01b,

A GSF AL05, BM07, BCIB05, Ber03, BL05, Blo04, Bof01, BRLS08, BRLS12,

BA CJCT01, BF07, BLB09, CC09, CN03, CCB04, CY09, CY13, CJW

+

09,

Chi03, yCkHmY08, CV09, CMGD A C

+

07, CA04, COL

+

06, DLD

+

02,

DLRZ09, DMJV05, DK01, EGSG00, FSM09, FK07a, FKJ

+

01, FZL

+

06,

GZL02, GMA04, GLMV09, GAdGM08, GG09, GC04, GS02, GS03, GPSP06,

GB02, GWS

+

02, HKMS01, HP01, HR08, HMOG07, IGNH03, ILKR09,

IGL07, IPN06, IPN07, Jac09, JMD

+

02, K

GN07, KN04, KK

C05, KUB07,

KB09, Kob03, K

C01b, Kri09a, Lab08, LR03a, LMK01, LF04, LFZS04, LJ04,

LBG08, LKW04, Lu09, MG06, MCF05, MAF

+

07, Maz08, MH09,

MGJAAR

C00, MGLO03, MRS

+

07, Nak02, NKIS02, NA06]. energy

[OD09, OFB08, ONHN00, OKH

+

02, O

V03, Oos09, PSC

+

01, PMGL03, PK04,

P A T

+

09, PMPGP05, Qua01, RP07a, Rao00b, Rap06, RSE07, RR

CA08,

R WBH09, RHL09, SOOF05, SPDS01, SK

GS00, SPL

+

02, Sc h03, SMGE08,

Sen06, SR

CD03, SSM08, SY09, SG07b, SSMW09, SMD02, SJW09, SSBE06,

TJE03, TGGP

+

00, TCR

+

02, UTH

+

03, VE09, VM02, Vy a01, WL02, WD04,

Whe08, WHF08, XZZ04, YX C

+

07, YZ04, YHD

+

06, ZCZ03, ZZ08, ZGXX06,

vEMK01, vLBBR12, Hir08]. Energy-based [KLS02, MSF

+

08].

energy-consisten t [SMD02]. energy-transfer [MAF

+

07]. energy/one

[Oos09]. energy/one-step [Oos09]. enes [PWFS01]. engine [MVL

+

05].

Enhanced [K

G02, D

AK08, NYTH09]. enhancemen t [AB08].

enhancemen ts [AM06a]. enk ephalin [ZCL09]. enones [SLR

C01]. enough

[V GGMM05]. Ensem ble [Blo04, BS ¸ C

+

01, EMP07, OO06, SM08b, SM03].

ensem bles [GLD08, Ik e04]. ensure [FKF

G08]. en tero virus [K

CL06].

En thalpies [EB04, W

C04, BE06, LS05b, RM00, TTBM09, V

GGMM05].

en thalp y [O

VMV04]. en tire [ZA

T07]. en tropic [CBC

+

08, F

GR07].

en trop y [DHF

+

05, HDF

+

07, HTK

G08, KKH

+

07, LM03, RK05, Ruv07,

STSF02, W

G02]. en umeration [AL01]. En v eloping [BHH

+

09, CV09].

en vironmen t [DFWH05, DPM09, GT03, HFS

+

07, PMM05, GBL

+

05].

en vironmen tal [CMGD A C

+

07, F

GR07, MD

A08, TP01a, VW03].

en vironmen tally [ED

AJ04]. en vironmen ts [MPF00, ZFW08]. enzymatic

[PCMG09]. enzyme

[CFER04, Fie02, GGLR00, GS04, MD

A08, Pin03, TDH06, VB09, ZL09a].

enzymes [BS06, CPUGD09]. enzymic [CG05, TCR

+

02]. Epimerization

[BBSS06]. Epitop e [SHBD05]. epitop es [KVS

+

06, SHBD05]. ep o xide

[Ow e05]. ep o xides [O

Y01]. ep o xy [O

Y03]. ep o xy-amine [O

Y03]. EPR

[SN06]. equalization [BCNs07, JVVK09, VK06]. equation

[AMR04, ABWT09, BHW00, BH03, BF04, BF07, BRS00, BRS01, FS00b,

H¨ of05, HBW00, HBW01, SA

TO04, TW03, V as02, Vis02, Zho06]. equations

[Bie04a, CF04, DOSG06, Har04, KvGH01, LPK07, LMJ02, QNF09, RI07,

Rud05a, Rud05b, Rud05c]. equilibrated [CA07a]. Equilibration [SDCG02].

Equilibration-Morse [SDCG02]. equilibria [F

GR07]. equilibrial [Kli01].

Equilibrium [KSTC01, BBP09, ECA06, KBLP09, LS08b, MMLC05, P

AS08,

ST04, WMGK07]. EQUIP A TH [Kli01]. Equiv alen t

[ZZY07, WBSR03, ZZY08]. equiv alen ts [R

CJ02a, RM00]. ERE [MCF07].

Erratum [ABBC01a, Ano05b, Ano06a, Ano06b, Ano06c, BA04a, BRLS12,

CY13, FS00a, HNWF12, HBW01, HK08a, JHMB

+

11, KWK

+

02, LFSB03a,

LR03b, NBTN04a, PCO

+

07a, PWHF

+

04, RS07a, TZX01b, WB04a, WB05,

WMW04, WW C

+

05]. error [IO08, KMA

+

07, Kob03, Mas04, MDI04, RS05,

Rud05a, Rud05b, Rud05c, TBSM09, VKP

+

08]. error-rank ed [TBSM09].

errors [CS03]. erythronic [vDSSvA04]. ESFF [SYY

+

03]. Essa y

[BHTCG07, FK07b, GR07, Kut07, MGCA07, Ny e07, Sha07, Sim07, T ru07].

established [SB01]. ester [TH02]. esters [POJ01]. estimate

[K C01b, YZ04]. estimated [ZMZ09]. estimates

[GC04, HT05, MDI04, SY09]. estimating [HDF

+

07]. Estimation

[DHF

+

05, ZW09, CV09, DD

VD09, HL

TLP09, K

C01b, PYEA03, Lab08].

estimators [GZL02]. estrogen [FKU

+

05, KBK

+

01]. ethane [DGD

+

05].

ethanes [WyLG

+

09]. ethene [Ang09]. ether

[GLRL02, WD04, WLL

+

03, YL W

+

08]. ethers

[A CLD03, LCD

A03, LCGA03, LCA03, ZWY

+

09]. eth yl [KKH

+

07].

Eth ylene [TBG00, BSJ01, Hir08, NTH00, SBB02]. Euclidean [RRS09].

EUDOC [PPXP01]. Euler [SG01]. ev aluate

[GGB07a, GGB07b, LF04, OSHS03, TSSGS07]. ev aluated

[ABBC01a, ABBC01b, Bof01, Qua01]. ev aluating [F

O08, Con02].

Ev aluation [BML

V04, DR07, KSM05, NMA

T01, O

YH09, VKP

+

08, YSJ09,

Ano05b, A GSF AL05, CGG06, CA

G07, DSR

+

07, DBS08, ESP04,

FMAMVK06, FKZ09, GGA00, HMW

C03, JSHG07, KJVW08, KH06, LMV07,

L YS08, MSH

+

06a, Mor02, PRS04, Sha05, VP02, WL02, Y an04, Y as08,

CBC

+

08, GKTS04, OGH05, ZSK07]. ev aluations [SF05]. Ev ans [SRK

+

00].

EVEBA

T [CZA03]. Ev en [CVVB04, CC07, VVBV02]. Ev en-temp ered

[CVVB04]. evidence [BLO

+

02, IO08, SFR07]. Ev olution

[SPL

+

02, Der09, Mc k07a]. Ev olutionary

[DPRR05, CS02, CKR08, yCkHmY08, DB06, KH05, V GO

+

07, YK00, Y an04].

Ew ald [Ami00, BYQS03, KM00, KSY

+

00]. Exact

[GC02, GHMP03, DLSVY00, TRS02]. examination

[CZA03, LJKL08, QNF09, WL04, AB

˚

A04]. example

[AS00, JHPRSM

+

05, MGLL03]. examples

[CMA

+

08, HBW00, HBW01, SDL

+

09]. exc hange

[AAP00, AKN07, BWI

+

02, EL09, FSM09, F

GR07, FDM00, GLP08, LMIF06,

RRF C

+

03, SM08a, SM08b, WL04, W ei08, NCO

+

05]. exc hange-correlation

[AAP00, EL09, FDM00, WL04]. Excitation

[HKHN08, BMB07, Che01, CG08, Hol05, L

WZ09, LFEdL06, ON07, PSF

+

08,

SZT08, SA07, SLR

C01, XZ04, ZM03, vGGB00]. excitations

[DHM

+

03, ION07, MA09, TJM

+

03, XZ05, ZX04]. Excited

[CHA

+

07, HFS

+

07, Ang09, F

CW06, FDSA00, HNWF07, HNWF12, IR03,

L WX07, LDL

+

09, MW09, NBTN04a, NBTN04b, NTH09, PO03, PSS

+

04,

SBI08, SMKM00, TY03, TKN

+

08, WLZ

+

07, ZH08]. excited-state

[LDL

+

09, NTH09, PSS

+

04]. exclusiv ely [RI08]. exercise [FLK

+

07]. exist

[R Y09]. existence [WPH

+

07]. expanding [Bac07, Bie04a, IZA06].

expansion [AHGK09, GS09, GKH05, HTK

G08, I I02, Ish02, LZZC09,

SvDS01, WBSR03, ZFL

+

05]. expansions

[Bou01, D

WNB01, GC02, JSHG07, RLER04b, SG01]. exp erimen t

[BE09, GBJ03, LS05b, Mat03]. exp erimen tal [BE06, JARM02, LEK07].

exp erimen tally [KBN02, TDH06]. exp erimen ts

[CVR08, HP05, OD09, PC00, PF

C03, SL04]. Explicit

[EC06, PPYS08, RI07, AL01, DMJV05, F

C06, HM02, JZD

+

09, KIFK07,

KIM

+

09, LSO04, PK05, RKA

+

09, WB04a, WB04b, WB05, ZGFL01].

explicit/implicit [LSO04]. exploiting [JSHG07]. exploration

[CSJ01, HLB09, LXW

+

09, LMO09]. exploratory [PGH

+

04]. explore

[ILKR09]. Explorer [SHBD05]. Exploring

[BL05, HPP00, HXLS09, KF08, Sc h03, Tie09, SPL

+

02]. exp onen t

[WTKM06]. exp onen tial [Rud05a, Rud05b, Rud05c]. exp onen tially

[Bie04a]. exp onen ts [MY08b]. exp osure [MML02]. expression [dGWH01].

expressions [TNS00]. Extended

[LMH

+

09, TVL

+

03, Bie04b, Cul04, D

XW08, KUB07, QNF09, SS00, ST01].

Extending [GCD04, MFB04]. extensible [SYY

+

03, GBL

+

05]. Extension

[CR09b, FBLO08, GY08, TBGRJ04]. Extensiv e

[JW12, LB08, SLHW09, YXL

+

09, ZL05, SMG09]. external [CM09, EC06].

extra [L

W07]. extra-v alence [L

W07]. Extracting [HM02]. extraction

[OD09]. extrap olated [KSTC01, V ar09]. extrap olation

[MO09, MC06, PSC

+

01, PFJ

+

03]. extremal [ZZ08]. extremely [GFS05].

Eyring [Ny e07].

F

[CR C

+

08, F

O04, Gog08, HY

A02, HZ09, Hua09a, IV04, KS05a, KBL08, Mar03,

RB01, STC

+

08, UTT

+

04, WLLS04, WLL07a, XLL

+

02, ZY01, ZLLS06b,

ZL09b, HK07, KS05a, RFSS06, SOOF05, Sha02, WD

WS06, YWHZ03].

facilit y [SWZS04]. factor [LMCD09, WL00, XSHC06]. factorization

[EC06]. factors [AST06, SBH02, TP01b]. F A CTS [HC08]. family

[CFS

+

09, DMC05, NA

T07, WTKM06]. F ap ydG [SHD

+

08]. farnesyl

[SFR07]. F ast [JBJB00, JJB02, JSHG07, NG04, RS08, SYC03, SF

C04,

Ami00, A

TMK03, Ano05b, CS02, CR

G01, CHMI05, CZA03, GY08, GKK07,

HH04, HLM05, Ish04, KM00, KLM

+

09, KvGH01, KH06, PZS04, RK05,

San01, SCC04, Sha05, TRS02, VP02, W

CC08, HC08, LZ05a, VLH

+

05].

faster [SF05, AM06a]. faujasite [TLOG00]. faujasite-t yp e [TLOG00]. FB

[DHW

+

09]. FB-QSAR [DHW

+

09]. FBP28WW [P A T

+

09]. FDS [TJE03].

F e [BTP09, HLLN06, HYR06, KRLD09, A

GK03, KT08, DF04, Mc k07a,

Mc k07b, NyHN06, NHN06, PLC08]. feasibilit y [MWE02]. feed [SJJ

+

04].

feed-forw ard [SJJ

+

04]. feedforw ard [LJZ

+

07]. F elix [Ano06a, Ano06a].

F eMo [Mc k07a, Mc k07b]. F ermi [Kri09a, PYCD03, PYS05, PC07, PLC08].

ferro cene [Kan07, MBP09, ZZS

+

07]. ferromagnet [TD08].

ferromagnetism [SK08]. F eS [Mc k07a]. F eynman [RLER07]. Field

[MO01, AS06, A

CLD03, Ano06b, Ano06c, A

TBLS04, BWI

+

02, CLP09,

CL WL09, CPM03, CM09, CGB03, CLA

+

00, CR02, CSU05, DvG00, DPT03,

DRMD03, DFWH05, DMLI05, DGI

+

08, DHW

+

08, D W C

+

03, EBD

+

01,

FHRR07, FBDG06, F

AR02, FM00, GZL02, GMA04, GR O

+

03, GGK

+

08,

HP01, HGMB04, HXLS09, HIM07, HNL08, HMOG07, IDMC09, IT03,

IKYM09, JS07b, JCL05, JM07b, JF

G04, KB02, KSB

+

02, KS06, Kar06,

KFNH08, KT

A03, K

OFF09, KLB03, KYT

+

08, K

OML08, KDSV02, KVL

+

04,

KBN02, LL00, LST08, L

TV08, LFZS04, LA

T05, LH05, LLM09, MT03, MB00,

MM05, MP03b, MBC08, MMMY07, MSR04, MR

C03, MHJS06, NUH02,

NCO

+

05, O

YH05, OMNH08, ONHN00, OKH

+

02, O

VMV04, OBT09, PB04,

PMB04, PS09b, PWHF

+

03, PWHF

+

04, P om04, PHH

+

08, POJ01, PB05,

RSN

+

02, RKH03, SF07, SO09, SDL

+

09, SDvG01, SAS05]. field

[SDCG02, SSS

+

09, SYY

+

03, SHK

+

05, SP05, SK05, T

AS07, TTB01a,

VSW

+

03, V

CM01, VTT

+

08, WK01, WW C

+

04, WW C

+

05, WZW

+

06,

WMS06, Wil01a, Wil01b, XL

T07, YCXY03, ZW C

+

09, vDSSvA04].

field-based [DMLI05]. field-deriv ed [WMS06]. field-induced [CGB03].

fields [AB

˚

A04, Car02, EBD

+

01, HRBKB03, LLM08, Mac04, MFB04,

OSHS03, PK04, PB02, RP07a, RLER04b, R

G08, SL09]. files [FJP07]. fill

[RRZA08]. find [HQ02, WS07]. Finding [BS01, Qua07, GF08, Rao00b]. fine

[VSK

+

04]. fine-grained [VSK

+

04]. fingerprin ts [LHJ

+

06]. Finite

[Ell07, MO01, AB09, ALKH04, BHW00, BP01, Bie04a, Bie04b, BF04,

DRMD03, Der09, GM04, HBW00, HBW01, K

GD06, PZS04, RP07b, Rud05a,

Rud05b, Rud05c, VZM

+

08]. finite-c hain [Der09]. finite-difference

[Bie04a, Bie04b, Rud05a, Rud05b, Rud05c, VZM

+

08]. finite-temp erature

[K GD06]. fire [LDC

+

07]. First

[CS01, HZX04, Hua09b, TK08, WZZ

+

09, WD08, ZDS

+

05, ZXYF09, ZHMW09,

AD00, BP03, CJK

+

02, EBL

+

08, F

O08, GJL

+

08, GD09, JPCA08, KK08c,

L WZ09, LK03, Mc k07b, MLJ03, Rud05b, VP08, WLX

+

05, XWL

+

09, KSB

+

02].

first-order [Rud05b]. First-principle [ZDS

+

05, GJL

+

08]. First-principles

[CS01, HZX04, Hua09b, TK08, WZZ

+

09, WD08, ZXYF09, EBL

+

08, GD09,

WLX

+

05]. first-ro w [AD00, BP03, LK03]. fit [BCNs07, SY09]. fitted

[YOB

+

08]. Fitting [K

C01b, MCF05, W ei08]. fiv e [SBH02, V an02a].

fiv e-co ordinated [SBH02]. fixed [HM06]. fixed-comp osition [HM06].

Flex [GCD04]. flexibilit y [BL08, BCP04, K

G02, KT

A03, MHL

+

09, O

V03].

Flexible

[COS01, NGTB03, YK00, A GI

+

00, A GI

+

07, AJ03, AHGK09, BZP09, BTLP03,

BS08, CCL06, CKMC04, CLH

+

07, DDKV07, GCD04, HW09, JNV08, K

OFF09,

MH08b, SSBE06, TFN04, TP01a, T ot04, VLH

+

05, vEMK01, vE01, TJE03].

flexible-bac kb one [AHGK09]. flexible-ligand [HW09]. flexible-protein

[HW09]. Flo o ding [LSG06]. Fluctuating

[OR05, KMH02, PB04, PMB04, Y os02]. Fluctuation

[MHW04, PC05, SBLK01]. fluctuations [AZS

+

04, WMGK07]. fluid

[BCIB05, CLC09]. fluorene [CHA

+

07, YFR05]. fluorene-p yridine

[CHA

+

07]. fluorene/carbazole [YFR05]. fluorescence

[CHA

+

07, MAF

+

07]. fluorescen t [DHM

+

03, NA

T07, VSW

+

03, XZ05].

fluoride [BSG07, IV04]. fluorides [KS05a]. fluorinated [CUSS03].

fluorob enzene [ZTP

+

08]. fluorobutanal [NSB08]. fluoro carb ons

[JARM02]. fluoroglycine [HS00]. fluorometh ylene [ZLLS04a]. flux

[D AK08, RKA

+

09, Rud05a, Rud05b, Rud05c]. fly [KMA

+

07]. FMO

[F OK

+

04, FKL

+

06, KIM

+

09]. F

O [Gog08]. fo cal [KK08a]. F o c k

[RRS07, TW03, WMW04, AKN07, Bou00, Cul04, DD00, GAdGM08,

HDBD04, MS00, MBWP03, PFJ

+

03, PVdJB00, TYO

+

02, UIHN09, WMW03,

W ei08, YH07, vDSSvA04]. F o c k/Kohn [RRS07]. F o cus [Mat03]. fo cusing

[KBK

+

01]. fold [DB06, ZM06]. folded [CP08, GB04]. F olding [HEP

+

02,

ADM

+

06, CCC03, DvG00, HG08, IM06, JS07a, JIK09, KH05, MLG04, MH09,

Mei02, MWE02, RSER09, RLP08, VW00, VW04, V GO

+

07, ZP03, dSR08].

folds [BS01, ZS04]. follo wing [DLD

+

02, LMO09]. F or-Gly-NH [PC00].

F or-L-Ala-NH [PC00]. F orce [CLP09, JCL05, OMNH08, OBT09, SO09,

SL09, ZW C

+

09, AM07, AS06, A

CLD03, AB

˚

A04, Ano06b, Ano06c, A

TBLS04,

CL WL09, Car02, CPM03, CLA

+

00, CR02, CSU05, DvG00, DGI

+

08,

D W C

+

03, EBD

+

01, FBDG06, F

AR02, FM00, GR O

+

03, GGK

+

08, HP01,

HGMB04, HXLS09, HRBKB03, HFSD03, HNL08, HMOG07, IDMC09, IT03,

IKYM09, JS07b, JM07b, KB02, KSB

+

02, KS06, KFNH08, KT

A03, K

OFF09,

KLB03, KYT

+

08, Kle03, K

OML08, KDSV02, KVL

+

04, KBN02, LLM08,

LL00, LMGO

+

09, LHI09, LA

T05, LH05, LLM09, MT03, MB00, MM05,

Mac04, MFB04, MMLC05, MBC08, MMMY07, MSR04, MR

C03, MHJS06,

NCO

+

05, NMA

T01, O

YH05, OSHS03, ONHN00, OKH

+

02, O

VMV04, PB04,

PMB04, PK04, PS09b, PHH

+

08, POJ01, PB02, PB05, RP07a, RNG03, RI07,

R G08, RKH03, SDL

+

09, SDvG01, SAS05, SDCG02, SF05, SSS

+

09]. force

[SYY

+

03, SHK

+

05, SP05, SMM

+

08, SK05, T

AS07, TTB01a, VSW

+

03,

V CM01, VTT

+

08, WK01, WW C

+

04, WW C

+

05, WZW

+

06, Wil01a, Wil01b,

XL T07]. F orce-field [CLP09, OBT09, SO09, HGMB04, IDMC09, KLB03,

MBC08, NCO

+

05, OKH

+

02, O

VMV04, SP05, V

CM01]. forced

[CA G07, LPB03]. forcefield [Adc04]. forces [BCF

+

09, BH03, HNWF07,

HNWF12, JS07a, LPB03, PK05, RLP08, WB04a, WB04b, WB05]. F orew ord

[DF08, F re00, FJ02, FH06, FS07, Gad03]. form

[A T02, Bac07, BRS01, CR02, LC07]. formaldeh yde [W

CL05]. formalism

[AS00, FLGW00, YCXY03]. formalisms [CF06]. formamide

[I INK09, P ac06]. formamidine [WJX

+

08]. format [TDK07]. F ormate

[

ˇ

CJPZS08, NK06]. F ormate-Ly ase [

ˇ

CJPZS08]. formates [CUSS03].

F ormation [JM07a, RA

GLL09a, RA

GLL09b, BE06, BMTFR08, CS03, EB04,

HIA03, JWB05, Kle02, LLA01c, L YZ

+

08, Nee03, R

CJ02a, RM00, TT08,

TTBM09, W

C04, WX09, ZZW09, dOMSL01, JKM08]. formed

[LL W02, LSW

+

01]. formic [P ac06]. forming [PP08a]. forms [SPT07].

form ulas [Ish02, T or02]. form ulation [BF07, Cul08, PK05]. form yl

[GSB09, HJCP01, PF

C03]. form ylglycinamide [HRBKB03]. forw ard

[KM07, SJJ

+

04]. F our

[SH02, FJ08, GPSP06, Lai07, PVdJB00, PV03, SBH02]. four-

[Lai07, SBH02]. four-cen ters [GYMN07]. F our-comp onen t

[SH02, GPSP06, PVdJB00, PV03]. four-index [PVdJB00]. four-mem b ered

[FJ08]. F ourier [BWP07, CGG06, HLM05, TYN05]. fourth

[Bie04a, Rud05a, Rud05b, Rud05c]. fourth-order

[Bie04a, Rud05a, Rud05b, Rud05c]. FPT [BPC01]. fractal

[P an07, TT08, X O W

+

00]. fractional [MGLO03, SM08b]. fragilis [SDM02].

F ragmen t [DHW

+

09, CFK08, DPM09, F OK

+

04, FKL

+

06, FI I

+

07, FKU

+

05,

FKM

+

06, FKM

+

07, I IK09, KIFK07, MLG04, MLL08a, NYK

+

09, NGTB03,

NG04, OO08, SG07b, ZMZ09, KIM

+

09]. F ragmen t-based [DHW

+

09].

fragmen tal [CSB

+

03]. fragmen tation [Gor01]. fragmen ts

[AM09, D

WNB01, DPRR05, KS01a, L

V08, NG04, PBF07]. F ramew ork

[JGVF05, CR08, EA08, FS04, T

AS07, Tie09]. F ramew ork-based [JGVF05].

F ranc k [Ama02a, LMCD09, TP01b]. F ree

[DLRZ09, GS03, JMD

+

02, MH09, PMGL03, YX C

+

07, AM06b, BG00,

BWE05, BLL

+

06, BCIB05, Blo04, CN03, CM09, CY09, CY13, Chi03, CV09,

CCK01, CMGD A C

+

07, CG05, COL

+

06, DMJV05, FSM09, GZL02, GMA04,

GLMV09, GG09, GC04, GS02, Gra07, GWS

+

02, HKMS01, HR08, HMOG07,

ZZL04, ZZZ

+

06, dRLMS00, CPDZH08, CJW

+

09, CGB03, DLD

+

02, Don08,

EdlVR

+

03, Gog08, HK07, ITS06, LC07, LDC

+

07, LLXS02, LB05, LN01,

LLL07, LS05b, LMO09, MR02, McD08, MY08a, NL08, OO04, PGRRNG03,

PRSMM03, PV07, RFSS06, R

WBH09, SOOF05, SEKS09, SLL

+

04a, WDS06,

WTKM06, W ei08, Wil01b, WD X

+

02, YTY07, ZY01]. H-b onded

[LB05, McD08, NL08]. H-NMR [A GI

+

07]. H5N1 [DLRZ09]. Hairpin

[ZHH09, CJW

+

09, IGNH03, LHI09]. Hairpins [IGNH03, Der00]. Half

[FMAMVK06, PS03, PMM06]. Half-n umerical [FMAMVK06].

half-reaction [PS03, PMM06]. halide [R

C04, CW02]. halides

[AB00, L YK

+

04, LSY02, ZJM

+

07]. Hall [SPGS08]. halo [TT02].

halo-h ydro xyformaldo xime [TT02]. haloacid [NYK

+

09]. haloalk ane

[CS03]. halogen [BS03, FHF

+

01, GGP09, LZF

+

09]. halogen-b onded

[LZF

+

09]. halogenated [STC

+

08, TZX01b, TZX01a]. halogens [TBGRJ04].

halothane [TZX01b, TZX01a]. Hamiltonian

[F GR07, FBLO08, MR02, SAM06, ZWPR

+

04]. Hamiltonians [CV09]. hand

[DF GB09]. handle [GCD04, GM04]. Hansen [BBG

+

04]. Haptic [MR09].

hard [TGGP

+

00, ZHMW09]. hardness [PRS04, TSSGS07, TSSSG08].

hardw are [A

TMK03]. harmonic [CLP

+

05, Ish02, TFN04]. Harris [Cul04].

Hartree [WMW04, AKN07, Bou00, Cul04, DD00, GAdGM08, MS00,

MBWP03, PFJ

+

03, RRS07, WMW03, W ei08, YH07]. HAsXH [LS08a].

ha ving [WJ00]. ha ystac k [BS01]. HBCC [BAL

+

01]. HBOP [O

YH09].

HBr [SLL

+

04b]. HBSITE [O

YH09]. HCCX [Mar03]. HCl [BL06, WDS06].

HCO [JPF

+

00, dRLMS00]. HCO-L-SER-NH [JPF

+

00]. HDMR

[LR W G03, LAR

+

03, LSHR04]. head [HSWN01]. heart [TKH07]. heartland

[Sha07]. heat [dOMSL01]. heats [CS03, JWB05, R

CJ02a, WX09, LLA01c].

hea vier [ZJM

+

07]. hea vy [BPC01, SL09, WL04, ZX08]. hea vy-metal

[ZX08]. HeC [V ar09]. Helical

[CPML08b, V an08, Der00, KF02a, LC09, PCO

+

07b, PCO

+

07a, ZALMG03].

helicenes [VKP

+

08]. helices [IGNH03]. Helix

[BRDC02, JS07b, LI07, PP08a, YS00]. Hellmann [RLER07].

hemagglutinin [DLRZ09]. heme

[A TBLS04, MBM

+

00, O

YH05, R

GZM09, RZWS07]. hemicarcerand

[LMMW04]. hemoglobin [MML

+

06, SO07, Sen06]. Henry

[Sc h00, TLOG00]. hept [STC

+

08]. hept-C [STC

+

08]. heptafluoropropane

[LDC

+

07]. heptagon [STC

+

08]. heptagon-con taining [STC

+

08].

heptap eptide [OM04, Y A ¸ C

+

02]. herbicidal [XYN

+

06]. hER

G [MCR08].

Hess [YH09]. Hessian [KK01a, NKIS02]. Hessian-free [KK01a]. Hessians

[ASW

G07, Ch u07]. heteroaromatic [LLM09]. heterobimetallic [RD00].

hetero c hiral [ZOJ

+

06]. hetero cycles [FSS00, MGMM07b].

heterofluorenes [CZFH07]. heterogeneit y [HS01, ZSC05]. heterogeneous

[F CK

+

08, ZCS04]. heterohelicenes [LC09]. heterolev el [EA08].

heterop en talenes [CDL06]. heterop olymers [SBJ08]. Heuristic

[DMC05, DLHC06, CA

GR08, IZA06]. Heusler [GD09, K

GD06]. hexadiene

[P A05]. hexadiyne [PWFS01]. hexagonal [BK08, L TF

+

07]. Hexahelicene

[LC09]. hexamer [NK01]. hexatrienaldeh yde [ZGZX07]. hexop yranose

[GGK

+

08, LH05]. hexop yranose-based [LH05]. HF

[BRLS12, BRLS08, FKJ

+

01, GKTS04, PMPGP05, WW03]. HF/6 [FKJ

+

01].

HF/6-31G* [FKJ

+

01]. HF/DFT [BRLS12, BRLS08]. HF/MP2

[GKTS04]. HF

CO [JHPRSM

+

05]. Hg [GPSP06, BBI

+

09, WTKM06]. HH

[CM` aGL

+

04]. HI [KKJH08]. Hib ert y [Bic09]. hidden

[FWH

+

07, HL T

+

05, RP07a]. hierarc hic [RRS07]. Hierarc hical

[LMH

+

09, CWV

+

05, DJB02, F OK

+

04, LCC09, UIHN09]. High

[BB08, GAdGM08, LAR

+

03, AZM03, BA

CJCT01, CCWH02, CN05, DPT03,

GL04a, GY08, HGMB04, JBJB00, JJB02, KWK

+

00, KVF

+

07, LR06,

Mc k07a, Mc k07b, MTB09, RP07c, RLER07, RSS09, SSS

+

09, WMR W

+

01,

WS05b, XK08, UTM

+

02]. High-dimensional [LAR

+

03, LR06, RSS09].

high-latency [KVF

+

07]. high-lev el [WS05b]. high-p erformance

[CCWH02, KWK

+

00]. High-precision [GAdGM08]. high-qualit y

[JBJB00, JJB02, SSS

+

09]. high-rank [RP07c]. high-resolution

[GL04a, WMR W

+

01]. High-spin [BB08, DPT03, Mc k07a, Mc k07b].

high-v alen t [AZM03, CN05]. higher [BdPRMAI00, LMGR05]. Highly

[ZFW08, BWW

+

08, CKMC04, CLH

+

07, PPYS08]. Hildebrand [BBG

+

04].

hindering [HFSD03]. HINT [CPUGD09]. Hirshfeld

[D VP

+

02, D VRP

+

03, GHBB04]. histogram [Kob03]. histogram-based

[Kob03]. HIV [AJNG01, A

VS09, BWE05, CLX

C02, DLG00, KF08, NLL

+

09,

SPT

+

03, SVV

+

08, VVS07, WHF08]. HIV-1

[AJNG01, A

VS09, BWE05, KF08, NLL

+

09, SPT

+

03, VVS07, WHF08]. HLA

[KVS

+

06, W

CF04]. HLA-A*0201 [W

CF04]. HLA-DQ2 [KVS

+

06].

HLA-DQ2/DQ7 [KVS

+

06]. HLA-DQ8 [KVS

+

06]. HMLP

[DMC05, DLHC06]. Hob ok en [Bic09]. hOGG1 [Pin03]. hole

[Li01, SZW

+

05]. hole-particle [SZW

+

05]. holes

[PYCD03, PYS05, PC07, PLC08]. homoalanine [MM00]. homo c hiral

[ZOJ

+

06]. homo conjugation [MMLC05]. homogeneous [F CK

+

08, P og03].

homologous [CC07]. homology [K

CL06, KVS

+

06, OO08, SGS03, YKK09].

homop olyp eptides [JS07b]. homotops [TDK07]. Hongxing [Ano06c].

HOO [BL06]. Ho o v er [QNF09]. hormone [HMK02]. host

[CS01, LMMW04, Oos09]. host-guest [Oos09]. Hou [JW12]. HO X

[WLLS04]. HP [V

GDSU08]. HP-lattice [V

GDSU08]. HSAB [PRS04]. Hua

[JW12]. H ¨ uc k el [Kut07]. h uman

[FKU

+

05, HN02, HMK02, LCC09, PDP02, V

GDSU08]. HX [RB01]. Hybrid

[BF04, HTN03, WRP

+

06, ZSK07, AAP00, BG00, BBSS06, DMN03, DDBP09,

F AR02, F AB

+

00, FMSA06, GR O

+

03, GLD08, HHBH00, Han01, ION07,

JPCA08, JIK09, KRM

+

02, KN04, LSO04, L

WZ09, LS05b, MBM

+

00,

MSH

+

06a, PDS01, RDM

+

08, Sza08, THHN01, TFN04, WWL

+

09, XLZ08,

ZZL04]. Hybridized [SJJ

+

04]. h ybrids [GXK09, Kan07]. h ydrate [IME02].

h ydrated [ITS05, XZ04, YSJ09]. h ydrates [EM03a]. Hydration [BZL05,

CF C

+

08, HN02, BLL

+

06, CMD

+

04, GZL02, HB09, HKMS01, HM02, Lab08,

LSW

+

01, MS03, NTH00, O

VMV04, PK04, Pin01, RSP03, UBDPJ04, XL

T07].

h ydration-parametrized [RSP03]. h ydrazines [BLN01]. h ydrazone

[Lu09]. Hydride [GV A TG03, JJH01, LLXS02]. h ydrides

[KS01b, SRB06, dSGCG00]. h ydridotris [HT05]. h ydrindans [HKHN08].

h ydro carb on [CS01, KFD06, LC06, W an09, WEE01]. h ydro carb ons

[Bor03, BS03, EB04, FVB08, LS08c, MGMM07a, SDvG01, VS08, WFHP01,

WJ00, ZKZ

+

07]. Hydro dynamic [BZP09]. Hydrogen

[A G00, Kle03, RP04, XZ04, ZX04, AD00, AST06, BM07, BUMCMRL00,

BL06, CUS00, CUSS03, CPDZH08, CVVB04, CCK01, CDPL09, DR07,

EF QD09, GAIMVB01, HdMdS05, HdS06, HR

G07, HIA03, HT03, HA04,

IO08, JP09, mJlZsLyL07, Kle02, LC07, LDC

+

07, L

W04a, LDL

+

09, Mc k07a,

MH08a, NHH05, OO08, PG01, P ac06, PGG06, P og06, Rao00a, RM07,

SPT

+

03, SJW09, TGLL07, WLLS04, WZZ

+

09, Wil01a, WLL

+

03, XLL

+

02,

YT04, ZSC05, ZW09, ZH08, ZGZX07, ZX09, vEMK01, vE01, Y os02].

h ydrogen-abstraction [WLLS04]. h ydrogen-b ond [RM07, SPT

+

03].

h ydrogen-b onded [CPDZH08, LDL

+

09, MH08a, ZH08, vEMK01, vE01].

Hydrogen-b onding [A

G00, ZW09, Y os02]. h ydrogenase [TDH06].

h ydrolases [OBT09]. h ydrolyses [D WS

+

09, L YK

+

04]. Hydrolysis

[W OC

+

03, DLR

+

08, MBL

+

00, RP04, TH02, WJX

+

08]. h ydrop ero xy

[BL06]. h ydrophilicit y [DLHC06]. Hydrophobic

[MBH

+

02, CJDK09, HJCP01, SDL07]. h ydro xide [CBS

+

03]. h ydro xo

[AZM03]. h ydro xy [YXZ

+

04]. h ydro xy acetone [WXX03].

h ydro xy aromatic [BLO

+

02]. h ydro xyformaldo xime [TT02]. h ydro xyl

[CUS00]. h ydro xylase [HLC09]. h ydro xymatairesinol [SH09].

h ydro xyproline [BISB02, PRKP05]. h yp er [Mar03, vGGB00].

h yp erconjugation [CPDZH08]. h yp erconjugativ e [BPC01].

Hyp erp olarizabilities [MO01, CJK

+

02, L

WZ09, T or02].

h yp erp olarizabilit y [JPCA08, XWL

+

09]. h yp ersurface [SSBE06].

h yp ersurfaces [PSC

+

01]. h yp o c hlorous [JKM08]. h yp othetical [LD05a].

h yp o xan thine [KKMMS04]. h yp o xan thine-cytosine [KKMMS04].

I/O [SSL02]. ICFF [KT

A03]. icosahedral [Ell07, LML

+

00, OSA06]. IDE

[Gan09]. IDEA [DBGV07]. ideal [P an07, STSF02]. ideal-gas [STSF02].

iden tical [CSD05]. Iden tification

[CP09, FWH

+

07, KS05b, PPXP01, SLC

+

09]. iden tify [LHJ

+

06, ZS04].

Iden tifying [CCCJ09, DB02, CLS

+

09, HL T

+

05]. iden tit y

[DSR

+

07, Nee03, R

C04]. idiosyncratic [CMCB08]. I I

[A CM

+

06, DPT03, DF04, FNP

+

06, FK

ˇ

S

+

09, GPK05, LPP06, NK06, Sha02,

TGGP

+

00, WM01, BHW00, BA04b, Ber03, Car02, CSB08, EBD

+

01,

EKB02b, GGB07b, HZ06b, Ish03, JJB02, Kle03, LLA01a, LFZS04, LCD

A03,

LMIF06, MB00, OBBS05, PMB04, PV03, Rud05b, TJM

+

03, TCR

+

02,

WHP02, WNH03, WFR08, vEMK01]. I I I [BB08, DF04, FRS05, KPR04,

VHRR07a, YIN03, CCB04, CG05, KEB04, LLA01b, LCGA03, ZFL

+

05, vE01].

Illustration [KS02a]. image [IC08, XW

C09]. IMiCMO [MS01]. imidazole

[JKM08, PGG06]. imidazoline [XK G

+

05]. imide [CXZ

+

09]. imine

[Bor03, GTC06]. imip enem [SDM02]. imm une [W

CS09]. imm unoglobulin

[Kr´ o03]. IMOMO [VM00]. IMP A CT [BBC

+

05]. Implemen tation

[AKN07, CKW09, DRMD03, KBT03, LI07, PZS04, RNG03, SVT09,

YTH

+

07, BMRDB01, BLMS08, DFWH05, DBS08, FR

OD08, GY06, JNV08,

NBJ04, PZW G

+

04, SAM06, SM08b, TT01, VK06, W

CC08, YCXY03, LLL03,

VW03, YOB

+

08]. implemen tations [FL08]. implemen ted [HP01, MP03b].

implemen ting [OR05]. Implications

[Ano06a, JS07b, KS05c, CBH

+

03, NHH05, ST06]. implicit

[BBHD04, BLL

+

06, GL04a, JS07a, JZD

+

09, KT

A03, Kr´ o03, Lab08, LSO04,

MCM04, PZS04, PPYS08, SBLK01, SL06, WL09a, ZGFL01]. Imp ortance

[CGBF05, ENM

+

04, ZM06, HLC09, JW06, OCB02, PMPGP05, PMM05,

TS05]. imp ortan t [CSU05, ED

AJ04, T or02]. improp er [TNS00]. impro v e

[FSM09, XL

T07]. Impro v ed [CN03, CLA

+

00, Gri03, HQ02, KK08a, KK08b,

LK04, R

CJ02a, SKSH07, TGD05, Wil01a, Wil01b, CMBC08, DSR

+

07,

KDSV02, MP03b, Maz08, MFR07, P

ABK03, PRS04, SDvG01, STSF02,

SHK

+

05, VZM

+

08, LK03, R

CJ02b]. Impro v emen t [SM08b, UKN04, Nee03].

impro v es [CL

WL09, RK05]. Impro ving

[BUMCMRL00, Bie04b, GF08, LJ04, LKW04, GR O

+

03, GP06, SMG09].

in-core [FR06]. inactiv ation [PFR04a]. incidence [YWHZ03]. InCl [ZL05].

Including [IC08, AKN07, DP03, DP04, Gri04, Ish03, LB08, SL09, Wil01a].

Inclusion [HK08a, HK08b, PWHF

+

03, PWHF

+

04]. incomplete

[FWH

+

07, Ish04]. incompressible [ZHMW09]. incorp orate [KT

A03].

Incorp orating [CLS

+

09, DMJV05, HL T

+

05, SLC

+

09, HS01, LL07, RD06].

incorp oration [SM06]. Increasing [ZWZ09, BT00, LJS05, Y A ¸ C

+

02].

indep enden t [FVB08, OTL08, V an02a]. index

[COS01, JLHF03, MBH

+

02, PVdJB00, P og03, YWHZ03, YWH04, YYW07].

indexing [HWDB03]. indicators [BWW

+

08, HIM07]. indices

[BL T03, CGMPT

+

08, FZL07, FMPS08, FVB08, FS04, GDPCPU07,

MGMM07a, MGMM07b, Ma y07, Rao00a, SPGS08, TSMNG01, TSSSG08,

WMW03, WW03, WMW04]. indium [ZL05]. individual [ZM06]. INDO

[PBZ00, TY03]. INDO/SCI [TY03]. indole [LL01]. induced

[CGB03, CMCB08, ED

W07, HIM07, HHP04, KIFK07, LGB

+

09, LBG08,

MLA00, PSF

+

08, RSN

+

02, ST01, ZALMG03]. Induction

[HK08c, HK08d, ZOJ

+

06]. Inductiv e [BE07]. inelastic [BA

CJCT01].

inexact [Har04]. inexp ensiv e [KFZ03]. infinite [D

A01]. Influence

[GSB09, JS07a, JT08, LZA02, BGC

+

09, SBH02, SLR

C01, DB06, EL09].

Information [Ham07, GCB03, HTK

G08, HP05, NL08].

information-b earing [NL08]. infrared

[CVR08, Kle03, LDL

+

09, MGLDS00, TDH06, Zer08]. Inheren t [BYQS03].

inhibition [PFR04b, W

C08]. Inhibitor

[VVS07, BMTFR08, CWV

+

05, FPG

+

06, MBC08, SVV

+

08]. inhibitors

[AJNG01, A GO

+

02, APG05, A

VS09, LLL

+

08, LZ05b, PB06, R GP

+

07, VB09,

VVS07, WZY04, WHF08, ZWB09]. inhibitory [DD08]. inhomogeneous

[MZL08]. initial [MM03, MABM09, Qua07, UNM

+

01]. initialization

[FKF

G08]. initiated [RA

GLL09b]. initiation [GGGLL05]. initio

[AJ03, Ama02a, Ama02b, Ano06b, ASY01, BG03, BG00, BL08, BSB05, BS01,

BL06, BLO

+

02, BSJ01, BZL05, CPJ00, CPM03, CUS00, CU01, CUSS03,

CLC09, CYM02, CJW

+

09, CHRL09, DGD

+

05, D WS

+

09, DPM09, DB06,

Dra00, EM03b, F

G02, F

AR02, F

O08, FNP

+

06, FKU

+

05, FKM

+

06, FKM

+

07,

FK

ˇ

S

+

09, GKR

G08, GD06, GBB07, GGLR00, GKTS04, GPK05, GBBH09,

Haf08, HSF08, HY

A02, HELM09, HSMT04, HMSM06, HFHL06, HS07a,

HTSR04, HRR05, HSWW00, HJCP01, ITS05, ITS06, JCA

+

02, JF

G04,

J

ˇ

CHS07, KSB

+

02, KP05, KFNH08, KK G

+

09, Kle02, KF02a, KIFK07,

KWK

+

00, KPR04, Kri08, Kri09b, LMK01, L YK

+

04, LDC

+

07, LMCD09,

LMB08, LZJ03, L

WLS07, LKT04, LF02, LXSF08, LLL07, LZF

+

09, LMO09,

Mar03, Mas01a, Mas01b, MD

A08, MGLDS00, MLL

+

08b, MM02, MS00,

MA09, MG00, MLCD01, MW00]. initio [MS01, Mor02, ML00, Mui05,

NYK

+

09, OO04, OON01, OS08, ON07, OO08, PP08a, PGNG03,

PGRRNG03, PHRR08, RSSKB03, RSE07, RR

CA08, R

OG00, R

GG08, SS00,

SG07a, SAS05,

ˇ

SBL05, Sha02, SLL

+

04a, SSS

+

09, SRE08, SMKM00,

SMZW05, SK05, SSBE06, T

AS07, TYN05, TZX01b, TZX01a, TGGP

+

00,

TFZR

G01, UCT

+

03, UM03, UTM

+

02, VSK

+

04, VS02, VIP

+

06, WMGK07,

WLLS04, WLL07a, WS05b, W OC

+

03, WD X

+

02, WXX03, W

CL05, XLL

+

02,

YX C

+

07, ZSE08, ZZL04, ZZZ

+

06, ZWZ09, ZGXX06, ZX08, ZWTP

+

08,

ZL09b, vDSSvA04, vEMK01, vE01, CSV

+

07, MDI04, SH07, TBG00]. inner

[P og03]. inner-core [P og03]. inorganic [CMA

+

08, SYY

+

03]. inserted

[BL08]. Insertion [ZZvRSC08, RD00, TBG00]. insigh t [MD

A08]. Insigh ts

[BTP09, PSHP08, SBG

+

09a, MCK05, P

AS07, SGS03]. instabilities

[DD00, vW06]. instabilit y [LPK07]. instead [Lab08]. insulator [RDM

+

08].

insulin [ITN

+

05, KVS

+

06, ZM06]. insulin-B [KVS

+

06]. In tegral

[JCA

+

02, BRS00, BRS01, CC09, CJDK09, CF04, DBS08, GWM08, JP09,

KJVW08, Lab08, MBWP03, SVT09, UKN04, Vy a01, Y as08, PVdJB00].

in tegral-driv en [SVT09]. in tegrals

[ABF

+

03, FL08, FMAMVK06, FR06, GGA00, Ish03, Lai07, RLER04a].

in tegrands [GC03]. in tegrate [MP03a]. In tegrated

[BBC

+

05, HT03, LOL

+

08, MS01, VK

CK09, VM00]. in tegration

[BK00, Blo04, CLF

+

09, ESP04, HW03, JCA

+

02, KBA

+

04, LR W G03, P om04,

RP07b, SY09]. in tegrations [PFB05]. in tegrator [CF06, KM00, QNF09].

in tensities [WKYU01]. In tensit y [T or02]. In tensit y-carrying [T or02].

In ter [HRBKB03, MAF

+

07, RP02, SWV

+

05]. In ter-

[HRBKB03, RP02, SWV

+

05]. in ter-ph yco cy anin [MAF

+

07]. in teracting

[R GG08, YCXY03]. In teraction [BE09, GBBH09, LSAS01, MHS05, R

OG00,

AKN07, AB

˚

A04, AZM03, BRLS08, BRLS12, CLC09, CF04, CF C

+

08,

CPML08a, DLD

+

02, DMZT08, FK07a, FL07, GD

V03, GWM

+

00, GS04,

GKTS04, HZ06a, IDMC09, Ish03, KN04, KBT03, KS05c, LDMR01, L

WX07,

LPB03, MLL06, MN02, Mas04, NTH09, Oos09, PPXP01, PMPGP05,

PRSMM02, PRSMV08, RR

CA08, SK

GS00, SSL02, SYC03, SWZS04, SLR

C01,

TKH03, UTM

+

02, V

C04, WS05b, ZCZ03, ZWP08, EB04, J

ˇ

CHS07, LFZS04].

In teractions [CPML08b, FK

ˇ

S

+

09, V an08, ALC08, A

G00, ASDP

+

06,

A TMK03, Ano05b, AS00, BPC01, BM07, BUMCMRL00, BSJ01, CM` aGL

+

04,

CEP07, DDBP09, EF

QD09, F

´

A01a, F

O08, FNP

+

06, FKM

+

06, FKM

+

07,

GGP09, Gon07, HLC09, HA04, HZ06a, HZ06b, I INK09, IB04, JWB05,

KF02b, KH06, LHJ

+

06, LCC09, LZJ03, LS08c, MM05, MMLC05, MCF07,

NK06, Nil09, PG01, PCO

+

07b, PCO

+

07a, PK05, PNG08, RZWS07, SOOF05,

San01, Sha05, SSS

+

09, SWV

+

05, SG01, SL06, SDL07, SMV

+

09, UTT

+

04,

VW03, WRP

+

06, WPH

+

07, W on09, YT03, YTH

+

07, ZTS09]. in teractiv e

[DF GB09]. in teractiv ely [SB01]. In teratomic

[RD06, AMR04, SS00, SPT07]. in terconnected [SB08]. In tercon v ersion

[OO04]. in tercon v ersions [FD03]. In teresting [Kri09a]. in terface

[CW02, DPDG05, F OK

+

04, GKR

G08, HHBH00, HZX04, JKI I08, KK G

+

09,

LLL03, LPB03, PHJ

+

08, SWM04, TdMSD

+

08, ZCS04, DBGV07].

in terfaced [FKL

+

06]. in terfaces [BSH07, ZZTS09]. in terfacial

[CW02, MWL

+

08, PHJ

+

08]. In terfacing [WHG

+

07]. in terior [SYC08].

in terla y er [ALC08]. in terla y ers [DJT08]. in termediates

[BLO

+

02, BMTFR08, IGNH03, MMMY07, OBT09, WSM

+

09].

In termolecular [PSC

+

01, AS00, CM` aGL

+

04, CLC09, F

´

A01a, FKM

+

06,

FKM

+

07, GGP09, GS04, IGL07, KS05c, LZJ03, Mas04, PMPGP05, RR

CA08,

SPDS01, SJW09, UTM

+

02, UTT

+

04, Wil01a, Wil01b, ZDS

+

05]. In ternal

[EA06, BHH

+

09, CFD03, CFD04, COMR

+

04, DHF

+

05, Din00, HFSD03,

KSU03, KT

A03, LPK07, MGLL03, NKIS02, SWR06, TNS00, WR07, WFR08].

in ternal-rotation [DHF

+

05]. in terparticle [PK05]. In terpla y

[EF QD09, SP05]. in terp olated [YK08]. in terp olation [BB05, IS03].

in terpretation [CPJ00, HLS07, VM07]. in tersection [SSHT03].

in tersections [IK00]. in terv al [LS05a]. in terw all [ZZvRSC08]. In tra

[F

´

A01a, FKM

+

06, FKM

+

07, MAF

+

07]. In tra- [F

´

A01a, FKM

+

06, FKM

+

07].

in tra-ph yco cy anin [MAF

+

07]. In tramolecular [GKTS04, HA04, PG01,

TFZR

G01, A

GK03, BA03, BA04a, FDSA00, HRBKB03, HK08d, Li01,

NHH05, RP02, SWV

+

05, VKP

+

08, VIP

+

06, ZDS

+

05, ZW09, ZH08, Kle02].

In traprotein [MLJ03]. in traresidue [IB04]. in trinsic

[JS07b, JT08, YGZZ05]. in trinsically [NA

T07]. In truder

[CWY09, W

CFH02]. in tuitiv e [PP08b]. in v arian t [Est07, ZL

Y07]. In v erse

[BR03, MLL08a, Nil09]. in v ersion [KSTC01, R

C04, ZSE08]. in v estigate

[D WNB01]. in v estigated [HN02, Kle03, YH09]. In v estigation

[LZZC09, YTH01, AST06, BL00, CW02, CHA

+

07, CG08, F

G03, GS04, Hir08,

JJH01, KYFW07, LH02, LXSF08, NSB08, PV07, QZZZ03, QZL

+

04, RM07,

R C04, R

Y09, SL04, TGGP

+

00, TFZR

G01, UCT

+

03, WL09b, WLZ

+

07,

ZXY08, ZKZ

+

07, ZHMW09, ZGZX07, GBJ03, JBGK08]. In v estigations

[JP09, W

G02]. in v olv emen t [BLO

+

02]. in v olving [LL01, MM05, ZGZX07].

io dides [CM09]. io dine [GWM

+

00]. io dob enzo ylphosphonate

[GWM

+

00]. Ion [D

AK08, BM08, Dra00, EL07, FHRR07, FL07, GWM08,

Gor01, IvSV06, KPR04, Kri08, Kri09b, MSBS01, PPYS08, PHRR08, R

C04,

VHRR07a, VHRR07b, ZZW09, dOMSL01]. ion-pair [R

C04]. ionic [Ang09,

BM08, BSG07, BGJ01a, CF C

+

08, DMJV05, GGT08, HTN03, LR03b, Lo e03].

ionizable [OS06]. ionization [GSB09, KFD06, R

TG00, SVT09].

ionospheric [LSHR04]. ions

[CXZ

+

09, DMJV05, EL06, F

G03, HTSR04, HLB09, JRJ01, KT08, KZR

O03,

LSWB00, LMIF06, MHS05, RMP01, SL09, ZSC05, ZZZ

+

06]. IPR [GZ07].

IR [NRKH02, ZWTP

+

08]. iron [DPT03, GK09, HLLN06, L

WH06,

MSH

+

06b, O

YH05, RJLR06, SW06, TGLL07, TDH06, CN05, LPP06].

iron-con taining [MSH

+

06b]. irregular [ZBS03]. irrelev ance [VVBV02].

ISBN [Bic09, Lip00, Sta00]. ISBN-10 [Bic09]. Iso [GWL07, Rap06].

iso-energy [Rap06]. Iso-guanine [GWL07]. isobaric [SM03, Ste04].

iso con v ersional [CC09, Vy a01]. iso cy anates [O

Y01]. iso cy anide [HT05].

iso cy an urates [O

Y01]. iso electronic [Che01]. isolated [RZWS07]. isomer

[HLLN06]. isomerase [A

GK03, GV A TG03, R GP

+

07]. isomeric

[GCCVB00, XFF06]. isomerism [A CM

+

06]. isomerization

[Lu09, ML00, Qua07]. isomerization/decomp osition [ML00]. Isomers

[Ber03, CCB04, GB02, CDL06, CTF

C08, HY

A02, KYFW07, KZY09, LS08a,

LMO09, Sau04, ZZZ

+

06, ZZvRSC08]. isomorphic [CR

GN07]. isoprene

[Dib05]. isoprene-OH-O [Dib05]. isothermal [SM03, Ste04].

isothermal-isobaric [SM03]. isothianaph thene [CFD04]. isotop e

[GWM08, WD X

+

02, GM04]. isotop ologues [LMB08]. isotropic [BCIB05].

isozymes [W

C09]. issues [Mac04, PHF

C04]. Iterativ e

[PU09, Rao00b, CC09, HZ06a, HZ06b]. itineran t [SM08a]. IV

[AZM03, CN05, CDL06, DMN05, FZL

+

06, LLA01c, LLA03, LCA03].

J [BPC01, Bof01, HNWF12, Kne05, Qua01, V an08]. Jacobi [IR03].

Jacobians [SWR06]. Jahn [Kri08, VDM06]. Jason [WB04a]. Jersey

[Bic09]. Jicun [JW12]. jk [SPGS08]. JNK3 [KK01a]. John

[Ano04a, Bic09, Lip00]. Join t [RP07d, DF06, P

A05]. Jones

[CYM02, FSFK05, Pul05, SCC04, SYC08, YCS07]. Journal

[Ano05b, Ano06a, Ano06b, Ano06c, WB04a, WW C

+

05, Ano01c, Ano04b].

journey [PSCD

+

09]. jun [KK01a]. junction [D

WNB01]. Junmei

[WW C

+

05].

K151 [NYK

+

09]. Kenn y [Sta00]. Kep ert [RMP01]. k ernel

[BRS00, BRS01, DD

VD09, TSSGS07, TSSSG08]. k ernel-based [DD

VD09].

k etene [MGG06]. k etones [LLA01a]. k ey [HEP

+

02]. Kic k [AM09]. Kier

[SPGS08]. Kier-Hall [SPGS08]. kinase

[F CP

+

04a, F CP

+

05, GdSuM

+

07, HL T

+

05, HW09, KK01a, PB06, SWV

+

05].

kinase-c hannel-phosphatase [F CP

+

05]. kinase-sp ecific [HL T

+

05].

kinases [SWM04]. kind [LX07]. kinematic [CSJD04]. kinematics

[CCC03, LFKL00, MLL08a]. kinematics-based [LFKL00]. Kinetic

[mJlZsLyL07, Bie04b, BZL05, GWM08, Jac09, Kri09a, WD X

+

02]. Kinetics

[CUS00, ST04, Gog08, HLSH05, MG06, NSU

+

02, RLP08, UNM

+

01, VW00,

VW04]. kinking [BCP03]. Kirc hhoff [YOB

+

08]. Kirkw o o d [KS06].

[GMA04, HFSD03, LHI09, MMLC05, NMA

T01, RNG03, YCXY03].

meanfield [KRM

+

02]. meaningful [AE06, Bud07]. means

[Bac05, Bie04b, BLF02, Kar06, KBL08, SMAdV00, WKYU01, dOMSL01].

measure [XSHC06, ZHH09, PDC

+

08]. measuremen t [YZ04].

measuremen ts [KBLP09]. measures

[BD W00, D

W08, Ham07, Leh06, PYEA03, PCA

+

08, PDC

+

08]. mec hanical

[A VB00, BISB02, CLP09, CGBF05, CCK01, COL

+

06, D W C

+

03, ECA06,

ESM06, EBD

+

01, FHRR07, F

´

A01a, F AB

+

00, FKU

+

05, GAIMVB01,

GGLR00, JJH01, KKS04, MP03a, MBL

+

00, Sau04, TCR

+

02, VHRR07a,

VHRR07b, XZZ04, XLZ08, YPNE09, ZCZ03, ZA

T07].

mec hanical/molecular

[CGBF05, F

´

A01a, TCR

+

02, VHRR07a, VHRR07b, XLZ08, ZA

T07].

mec hanics [AS06, AS09, AD00, AM06b, A GO

+

02, APG05, BD

W00,

CLF A07, CR02, CSU05, DPT03, DFWH05, D W C

+

03, EC06, FEVM01,

GCD

+

08, GS04, GKTS04, GPK05, HWTL03, J

ˇ

CHS07, KLB03, KZR

O03,

LL00, LLA01a, LLA01b, LLA01c, LLA01d, LLA03, LSWB00, MLA00,

MFB04, MPF00, OSHS03, PRKP05, PS09b, PWHF

+

03, PWHF

+

04, RMP01,

RSE07, RP02, R

OG00, RM00, R GP

+

07, SS00, SHD

+

08, TGGP

+

00,

TFZR

G01, TT05, VSW

+

03, X O W

+

00, YSA

+

03, ZSK07]. mec hanics-based

[BD W00, RSE07]. mec hanics/molecular [MPF00]. Mec hanism

[CJK

+

02, L WY

+

09, PFR04a, Rao00a, AM07, A

GK03, BTP09, BLO

+

02,

BS03, CGB

+

09, CBS

+

03, DBS07, HP04, HLB09, mJlZsLyL07, JD

WS06,

JJH01, LMGO

+

09, LPP06, LL01, LDT

+

02a, LDT

+

02b, L YZ

+

08, LFS

+

07,

MCK05, Mui05, PGNG03, PFR04b, PS03, PMM06, wQZsLyZ02, QZZZ03,

RJLR06, SMKM00, gThDjL

+

01, WD

WS06, W

CW08, W

CHW09, WXX03,

WJX

+

08, YQQH09, ZLLS04b, ZLLS04a, ZLLS05, ZLLS06b, ZKZ

+

07,

ZGZX07, GV A TG03]. mec hanism-based [PFR04b]. mec hanisms

[A GI

+

00, A GI

+

07, BS06, CCCJ09, CG05, ILKR09, KZY09, KKJH08,

LLK C06, MK02, NSB08, R

C04, Sie01, TMBM02]. Mec hanistic

[BMTFR08, SGS03, TT02, Ano06a, ST06, WDS06, XDS06a, ZLLS06a].

media [HLLN06, MM02, SMKM00]. mediated [HIA03]. medium

[FZL

+

06, HXLS09, LF04, LFZS04, SHH07, ZFL

+

05]. medium-resolution

[HXLS09]. medium-sized [SHH07]. melatonin [CKT

+

08]. mellitus

[PS09a]. Melting [LML

+

00, KT02]. mem b ered [FJ08, ZW09]. mem brane

[ALB09, CJDK09, D

AK08, F CP

+

04a, GAS04, ILKR09, JM07b, LPB03,

MHJS06]. mem branes [Ik e04, SSM08, W

C09]. memoriam [Ano00].

memories [WHR

G08]. memory [TYO

+

02]. mercapto carb o xamides

[TFZR

G01]. mercapto carb o xylate [APG05]. mercaptop yridine

[YXZ

+

04]. mercury [FNP

+

06]. Merging [PJPJdPRMI07]. Merz

[JVVK09]. Merz-Kollman-Singh [JVVK09]. mesh

[BYQS03, KM00, KSY

+

00]. mesoscale [RPMP03, ZBS03]. Mesoscopic

[YPNE09]. Met-enk ephalin [ZCL09]. meta

[DDBP09, ION07, ZTP

+

08, Gan09]. meta-di-fluorob enzene [ZTP

+

08].

meta-generalized [ION07]. metab olites [PCMG09]. metab olizing [VB09].

metab otropic [FTL

V01]. metadynamics [BBP09]. Metal

[SGD06, ABYM08, Ano06a, Bac05, BTP09, BS06, BR V

+

07, BM00, BWI

+

02,

CM09, CXZ

+

09, CWWS07, DSB

+

02, Dra00, F

O08, FKRE08, GM01, GS04,

HZX04, Hol05, HSWW00, IC08, JHMB

+

09, JHMB

+

11, JKL08, KT08,

KRM

+

02, KEM08, L

W07, LML

+

00, L

WK08, LMGR06, LS02, L

WZ09,

MSBS01, NR04, PYCD03, PLC08, RRF C

+

03, SL09, SZT08, ST06, T

AS07,

VHRR07b, WB07, WWT08, W u06, YTH01, ZSC05, ZWY

+

09, ZX08].

metal-catalyzed [HSWW00]. metal-free [CM09]. metal-organic [T

AS07].

metal-p orph yrins [LS02]. metal-ric h [L

WK08]. metallic

[ALC08, KWK

+

01, KWK

+

02, SK08, WLX

+

05, WL09b, dVB01]. metallo

[A GO

+

02, APG05]. metallo- [A GO

+

02, APG05]. metallo enzyme

[BSDM04]. metallo enzymes [Sie01]. metallofullerene [CTF

C08, KJP

+

07].

metallofullerenes [KSN01]. metalloproteins [CR09b, SN06]. metals

[BP03, BGJ01b, CM09, LD05a, LK03, LK04, WLX

+

05]. metathesis

[PHK

G07]. Methane [RRS06, CLC09, EL06, EL07, EM03a, HLLN06,

HYR06, IME02, PV07, TMBM02, YQQH09]. methanediamines [CPJ01].

methanol [CCK01, YGLvG06, ZH08, ZWP08]. methionine [BTP09].

Metho d [KFB05, MO01, YGZZ05, AKN07, AB

˚

A04, AE06, Ami00, A

TMK03,

AB09, Ano05b, Ara04, BL09, BWP07, BP01, BVW04, BCNs07, Bie04b,

BH03, BF04, BM00, BGC

+

09, BHG03, BHH

+

09, CC09, CCL06, CSJ01,

CG03, yCkHmY08, CR

G01, CPC

+

00, CA

G07, CA04, DPT03, DRMD03,

DPRR05, DMLI05, DD

VD09, ECM

+

03, F OK

+

04, FKL

+

06, FI I

+

07, F

´

A01a,

F AR02, FS00b, FSFK05, FRLN09, FKU

+

05, GMA04, GS09, GY06, GB04,

HDBD04, Har04, HFS

+

07, HHS

+

05, HNWF07, HNWF12, HQ02, HDF

+

07,

HSWW00, I IK09, IR03, IK00, JO02, JVVK09, KKY01, KDG

+

09, Kar01,

KT A03, KN04, KM00, KLS02, KK

C05, KSY

+

00, KK08c, Kol04, KIM

+

09,

KBB09, KLM

+

09, K

C01b, LSO04, LR W G03, LR06, L

WX07, LZZC09,

LXW

+

09, LCSZ09, LZ05b, MLL06, MK

GA06, MKT04, MBM

+

00, MCF05,

MSH

+

06a, MH08b, MG00, MS01, MY08b]. metho d

[MPF00, MRS

+

07, NKIS02, NA06, NGTB03, NG04, Ny e07, OM04, PHJ

+

08,

P ABK03, PMC

+

08, PZS04, Qua07, RNG03, Rao00b, RSE07, RLR

+

04, RK05,

SK09, SMAdV00, Sc h04, SCC04, SYC08, Sha05, SF05, SG07b, SWZS04,

SVT09, THHN01, TFN04, TVL

+

03, TY03, TKN

+

08, VK06, VZM

+

08, VM00,

Vy a01, WS05a, W

CC08, WW03, WLZ

+

07, WL00, WBSR03, WM04, WX09,

XL02, Y an04, YZ06, YCS07, Y A ¸ C

+

02, YH06, YH07, YH09, YXL

+

09,

ZWS

+

02, ZL09a, vdV

GDM00, JBJB00, KTM02, SR

CD03]. metho d-based

[KIM

+

09]. metho dological [FDSA00, MFR07]. Metho dology

[KS02a, SPL

+

02]. Metho ds

[LSAS01, SB01, AJ03, A

GMPR G

+

08, BB05, BL05, CM` aGL

+

04, CG05,

DLD

+

02, DB07, DMN03, DBM03, DDBP09, F OL

+

04, F

O08, GHLK

+

02,

GHH07, GY08, GD09, GPN01, GGLR00, GHBB04, HTK

G08, IB04, JF

G04,

KK08b, KBL08, Kle02, Kle03, KB09, LMV07, LMB08, LLS03, L

WH06,

LHP01, LK03, LKW04, LZF

+

09, MN02, MZ05, MBWP03, MHT01, MC06,

OFB08, PDC

+

08, PSMB05, Qua04, RSSKB03, R

CJ02b, RK04, SAM06,

Sc h03,

ˇ

SBL05, SYC03, STH02, SE08, SDL07, SSB07, TBG00, TCR

+

02,

TBGRJ04, VMA03, V

C04, VMF

+

03, WMGK07, WMW03, WMW04,

WSM

+

08, W

CL05, WM01, YLL

+

09, ZM03, vDSSvA04]. metho xycarb on yl

[KK09]. Meth yl [CAD

W03, CCK01, DBM03, DMN05, HT05, R

C04,

WLX

+

05, WDZS07, WSM

+

08, WLL

+

03, W

C08, ZLLS05].

meth ylacetamide [MMPK01]. meth ylacet ylene [ZKZ

+

07]. meth ylamine

[LMB08]. meth ylation [EL07, HM08, SLC

+

09]. meth ylene [LFS

+

07].

meth ylenimine [dOMSL01]. meth ylenimmonium [dOMSL01].

meth ylimidazole [HT05]. meth ylo xaziridine [ZPL07]. meth ylo xirane

[ZPL07]. meth yltransferase [W

C08]. MF [DHW

+

08]. MF-3D-QSAR

[DHW

+

08]. Mg [WZZ

+

09, AS06, LST08,

ˇ

SBL05]. Mg-p orphin [

ˇ

SBL05].

mGluR1 [FTL

V01]. MgO [SBG09b]. MHz [CMD

+

04]. MICCs [YGZZ05].

micelles [KS02a]. Mic hael [Ano00]. micro canonical [Rap06].

Microiterations [VMF

+

03]. microscopic [PK04]. microsecond [MST

+

08].

microsolv ation [UM03]. micro w a v e [ZGXX06]. middle [RPNJ07].

migration [HLB09, ZGZX07]. MILCH [BL09]. mimic [WMS06]. minima

[CA04, DLD

+

02, K

G02, X O W

+

00]. Minimal [BWZ08, BVW04, Maz01].

minimization

[EGSG00, OM04, Sen06, W

G02, vEMK01, ABF

+

03, NCO

+

05].

minimizations [dSR08]. minimized [GLD08]. Minim um

[AM06b, AJ03, CZB07, CY09, CY13, SBLK01]. mining [CDD

+

02, K

G02].

minor [BCP03]. misfolded [CP08, WS07]. mispairs [SG07a]. mixed

[F

´

A01a, HELM09, MPF00, MC06]. mixed-v alence [HELM09]. mixing

[AMR04]. mixture [W

G02]. mixtures [FBDG06, NL07, YGLvG06]. MLR

[HSMT04, LLL

+

08]. MM [CGBF05, MPF00, AST06, CR09b, CG05, F

AR02,

FMSA06, FSFK05, GWM08, GC04, GWM

+

00, HHBH00, HBM06, HNR08,

HRR05, HTN03, IV04, IvSV06, ITS05, ITS06, KHF

+

09, KPR04, Kri08,

Kri09b, LLL03, MBM

+

00, MK02, MSH

+

06a, MG00, MLJ03, NGTB03, PB06,

R G02, SBG

+

09a, SN06, SMM

+

08, SVV

+

08, THHN01, TdMSD

+

08, VMF

+

03,

W CC08, WHF08, WHG

+

07, W

C08, YZ06, ZWZ09]. MM-PB

[GC04, WHF08]. MM-PBSA [PB06]. MM2 [KKY01]. MM3

[AD00, LSWB00, YSA

+

03, FH01, Sto05, SBH02, T

AS07]. MM3/MM4

[AD00]. MM4 [AD00, CLF

A07, LLA01d, LLA03, A

CLD03]. MMPBSA

[ZWB09]. MMVB [GR O

+

03]. Mn [AZM03, BL00, GD06, BL00, PYS05].

MNDO [DC02, R

CJ02b, TBGRJ04]. MNDOC [IK00]. Mo

[LZZC09, ML00, DRAS04, DRAS05, LDMR01]. MO/statistical [ML00].

mobilit y [HIM07]. MoCalc [DPDG05]. Mo dal [ES00]. mo de

[EBAN07, HNR08, KSU03, KJP

+

07, KK01a, SFRS01, TVL

+

03].

mo de-sp ecific [SFRS01]. Mo del [CPML08b, Duk01, EL07, V an08, AB08,

ABBC01a, ABBC01b, A TM

+

07, APG05, BG00, BBHD04, BLL

+

06, BT00,

BCIB05, BB08, BLN01, Bof01, BLMS08, CFK08, CF04, CF C

+

08, CP08,

CP09, CRSB03, COMR

+

04, CMGD A C

+

07, CA07b, COL01, COL

+

06,

DL WV07, DHW

+

00, D

AK08, EA08, ED

W07, EK O

+

01, FKL

+

06, F CK

+

08,

FEVM01, F

C06, FBLO08, FZL

+

06, FNP

+

06, GZL02, GL04a, GK09, GJK00,

GKTS04, GGT08, GWS

+

02, HB09, HPL03, HS01, HK08c, HK08d, HHP04,

ILB03, JBJB00, JJB02, JPF

+

00, JBGK08, KSB

+

02, KFZ03, Lab08, LRI

+

02,

LAR

+

03, LFZS04, LJ04, LSHR04, LR06, LK03, LK04, LKA01, MWL

+

08,

MMPK01, MCF05, MBC08, Nak07, NL07, OKE

+

02, PCO

+

07b, PCO

+

07a,

PMB04, PF

C03, P om04, Qua01, RMP01, Sen06, TJE03, TCT03, TGGP

+

00,

T ot04, TT02, VW00, VW04, V

GDSU08, VP09, W

CK00, WKYU01]. mo del

[WS05b, WEE01, W OC

+

03, WJX

+

08, XL02, XZ05, XL

T07, YL09, YPNE09,

YJF06, vDSSvA04, F CP

+

04b]. mo deled [PB05, vDSSvA04]. Mo deling

[ECM

+

03, FRS05, MCR08, Mc k07a, Mc k07b, MTB09, PSCD

+

09, SEKS09,

Sie01, BA03, BA04a, BZP09, BM08, BSH07, CLP09,

ˇ

CJPZS08, DJT08,

DMN05, ED

AJ04, ENM

+

04, GL04a, Gor01, HBM06, HMSM06, HMMS09,

HRBKB03, HP04, Hin00, JM07b, JTR05, K

CL06, KS01a, KJP

+

07, KVS

+

06,

KPZK06, LEK07, LLL

+

08, LFR

+

04, MMLC05, MBM

+

00, MPF00, OFB08,

SPGS08, SGS03, SYY

+

03, SS05, SPF

+

07, Sto05, TTBM09, VBGL

+

00,

XLC08, YKK09, ZBS03, ZMH

+

09, BBC

+

05]. mo delling [PSHP08]. Mo dels

[JB04, AS09, AHGK09, A CM

+

06, CCK01, CPUGD09, CR

GN07, CA04,

CA07a, CCT

+

03, DMN03, DLG00, DR07, DD

VD09, EC06, FWH

+

07, FK07b,

GSB09, GD

V03, GS02, GDPCPU07, GDPP08, GS08, HdMdS05, HdS06,

HD06, HP01, HL T

+

05, HG08, HJCP01, JPF

+

00, KS02a, Kr´ o03, LJKL08,

Leh06, LS08b, LDTS07, MTE04, MA05, MC06, OGH05, O

YH05, PFJ

+

03,

P A05, QSS01, RD06, RSP03, RSER09, RS08, RR05, SBLK01, Sc h00, SSS

+

09,

SRB02, SKK

+

07, SB01, SL06, VBS09, WB04a, WB04b, WB05, WZXY07,

Y ¸ CBM00, YGLvG06, YJF06, YKK09, ZLJS03, ZCL09, ZGFL01, ZLD09,

ZWP08, TDH06]. Mo dern [PB02, FLK

+

07, Pra01]. mo des

[Gra07, LSY02, MGLL03, OR05, T or02]. Mo dification

[HNL08, Vy a01, YWH04, CM09, KFZ03]. Mo dified

[LC06, NTH09, R

C04, A

VS09, CLA

+

00, KKY01, NA06, VVS07, W

CS09].

Mo difying [XL

T07]. Mo dular [EA06]. mo dule [HMD06]. mo duli

[LZZC09]. MOF [T

AS07]. MOF-5 [T

AS07]. Moffitt [Kar01]. moiet y

[LBG08]. Moldyn [RMHK03]. Molecular

[AS09, BBG

+

04, BG07, BD

W00, CLC09, CLF

A07, CCK01, DJT08, EMP07,

FEVM01, FPN

+

05, GJK00, HLB09, Ish03, JTR05, K

ˇ

SB09, KAS

+

07, KLB03,

KIM

+

09, LLA01a, LLA01b, LLA01c, LLA01d, LLA03, LSWB00, MLA00,

Maz01, MO09, MS00, MST

+

08, NBJ04, Pin01, RMP01, RRZA08, SHD

+

08,

SDM02, VSW

+

03, WEE01, YSA

+

03, YGLvG06, YKK09, ZCZ03, ZWS

+

09,

AM09, ARL01, AS06, A

G00, ALB09, AD00, A

GMPR G

+

08, A

TMK03, AM06b,

AB09, A GO

+

02, APG05, AS00, BG03, BP00, BR07, BA08, BB05, BWE05,

BRDC02, BWZ08, BVW04, BT00, BSOB05, BME05, BSJ01, BPCD07,

CMJ08, CC07, CDS09, CCL06, COS01, CW02, CIB05, CDD

+

02, CFK08,

CCSJ00, CGBF05, CF06, CF04, CPC

+

00, CR02, CCP04, CEP07, CMD

+

04,

CSU05, CBH

+

03, DvG00, DB07, DPT03, DFWH05, DF

GB09, DPDG05].

molecular [DSS03, DMC05, DLHC06, DK01, D W C

+

03, ESM06, EKB02a,

EKB02b, FSM09, FHRR07, F

G02, F OK

+

04, FKL

+

06, FI I

+

07, F

´

A01a,

FBDG06, FLOD07, F AB

+

00, FKZ09, FEV

+

09, FKRE08, FNP

+

06, FRLN09,

FKU

+

05, FKM

+

06, FKM

+

07, GL04a, GLP08, GKR

G08, GCCVB00,

GLMV09, GFS05, GLD08, GR

CD01, Gly06, GS02, GS03, Gon07, GSDT09,

GCD

+

08, GS04, GKTS04, GPK05, Ham07, HB09, HHW

G08, HYT05,

HGMB04, HH04, HELM09, HM08, HLS07, HSWN01, HN02, HP04, Hin00,

HIA03, HTK

G08, HK08d, HW03, HTN03, IKN08, ITS05, IC08, Ish04, I IK09,

IKYM09, JS07a, JMD

+

02, JP09, JGVF05, JF

G04, JHPRSM

+

05, KMH02,

KFZ03, KK G

+

09, KM00, K

CL06, KEB04, KK

C05, KSY

+

00, KAK

+

09,

K CK

+

08, KBL08, Kni00, KZR

O03, Kol04, KIFK07, KvGH01, KH06, K

C01b,

Kri09a, KPR04, Kri08, Kri09b, Kr´ o03]. molecular [KKS04, LFK05, LL00,

LSG06, LFSB03a, LFSB03b, LCKL05, LPK07, LJ04, L TF

+

07, LS05a, LKT04,

LM03, LPB03, LEV

+

09, MB00, MFB04, MN02, MBP09, MM03, MABM09,

Mas01a, Mas01b, MD

A08, MVL

+

05, MH08b, MG00, MCM04, MS01, MPF00,

NK01, NYK

+

09, OBBS05, OS06, OO04, OO06, OSHS03, OR05, OCP02,

ON07, OO08, PMGL03, PRKP05, PMB04, PS09b, PBW

+

05, Pin03,

PWHF

+

03, PWHF

+

04, PDS01, P og06, PTC01, PR T

+

07, PR T

+

08, PZS04,

PPYS08, PHH

+

08, PB02, PNG08, QTdG

+

08, QNF09, RP07a, Rao00b, RP02,

RLRE01, RLER04a, RLDI09, RSN

+

02, RMHK03, R

OG00, RM00, R GP

+

07,

RHL09, SF07, SO07, SDL

+

09, SH09, SBJ08, SEKS09, SBG

+

09a, SYY

+

03,

STH02, Ste04, SPF

+

07, SVT09, TJM

+

03, TYN05, TLKT00, TT08, TFN04,

TGGP

+

00, TFZR

G01, TCR

+

02, TT01, TT05, TRS02, TBGRJ04, UTH

+

03].

molecular [UIHN09, VSK

+

04, VW03, V

CM01, VP02, VHRR07a, VHRR07b,

V C04, VM00, W

CF04, WZZ

+

09, WWL

+

09, WTKM06, WMS06, WNH03,

WD08, WSC09, WRBV03, WM01, XLZ08, X O W

+

00, YGZZ05, YX C

+

07,

YL09, YH06, YH07, YZ04, YTH

+

07, ZMZ09, ZA

T07, ZWZ09, ZSK07,

vdV GDM00, BR V

+

07, CLP09, HWTL03, LPP06, LLXS02, LGB

+

09, MCR08].

molecular-dynamics [WD08]. molecular-lo op [PR T

+

07, PR T

+

08].

molecule [ALKH04, BAL

+

01, CLP09, FM00, KK08c, MZ05, NK06, Oos09,

Pin03, R

GG08, SM08b, SF

C04, SSW

+

07, SVV

+

08, WLPF05, WDS06,

XDS06b, ZLLS06a]. molecule-based [KK08c]. Molecules

[LLXS02, BG03, BHTCG07, BG00, BZP09, BT00, BKS02, CLP

+

05, CG03,

Che01, CRSB03, Cul08, DDKV07, DHF

+

05, DR09, DRAS04, Ell07, EK O

+

01,

F CW06, F

´

A01a, FS02, FS04, GCDL

+

05, GCD04, GBBH09, HIM07, HDF

+

07,

IS07, IC08, JVVK09, JG03, K

GN07, KH01, KP05, KK G

+

09, KLH

+

04,

K CK

+

08, K

OFF09, Kol04, KvGH01, Leh06, LZA02, L

YS08, MWL

+

08,

Mat03, MSH

+

06b, MSR04, MA09, MH08b, MBH

+

02, NRKH02, PO03,

P an07, PHJ

+

08, PDS01, PPYS08, PSS

+

04, PSMB05, RLR

+

04, RLER04a,

RLER04b, RRZA08, RZWS07, SD09, SHH07, TLOG00, TD06, T or02,

VKP

+

08, V an02a, VM07, W

CK00, WL04, Wil01b, WR07, WFR08, W ou00,

YT03, YGZZ05, YK08, Y os02, ZZY07, vEMK01, vE01, vGGB00, PFB05].

MOLFDIR [PVdJB00]. Møller

[CPML08a, DSR

+

07, FI I

+

07, Gri03, IN08, JSHG07, V ar09, W

CFH02, YH09].

MOLMAP [HMMS09]. MOLPR

O [VW03]. molyb den um

[BGC

+

09, SS05]. momen t [HK08a, HK08d, HK08b]. momen ts

[D VP

+

02, GdSuM

+

07, MLA00, Mar03, PP08b, RP07c, V

C04, YOB

+

08].

momen tum [GY08, WMR W

+

01]. mono

[CU01, GWL07, MGMM07b, HT05]. mono- [CU01]. monoanion [Bac09].

mono c hloride [ZL05]. mono copp er [GTC06]. mono deriv ativ es [EB04].

monofluoride [LB08]. monohalides [CWWS07]. monoh ydrates [GGP09].

monomer [YX C

+

07, ZM06]. mononitrides [W u06]. monon uclear

[CZ05, GK09]. mono o xygenase [HLLN06, HYR06, TMBM02].

monophosphate [MRS

+

07]. monophosphide [ZKZ

+

07]. monop ole

[ZFL

+

05]. monoprotonated [HA04]. monosacc harides [GGK

+

08].

monosilicide [HXD08]. Monosilicon [YD

WS06].

Monosilicon-substituted [YD

WS06]. monosubstituted

[COMR

+

04, Lee09]. mono xide [GGP09, HT05, YQQH09]. Mon te

[NCO

+

05, SCS07, A GSF AL05, A GSF A

+

05, BR03, BHG03, Der00, F CK

+

08,

FKF G08, GHH07, HMD06, IM06, IKYM09, KLS02, KM07, KK

C05, LML

+

00,

LZA02, LR W G03, MH09, Nak02, NA06, OM04, SK

GS00, SBJ08, SM08b,

SWR06, TS05, XK G

+

05, ZCS04]. Mon te-Carlo [KLS02]. mon tmorillonite

[DJT08]. MoO [LZZC09]. MOPED [SR

CD03]. MORPHY [MP03b].

Morse [SDCG02]. M¨ ossbauer [HLLN06]. most [KAS

+

07]. motif

[HHW

+

03, LLL07]. Motifs [HWTL03, WHH

+

06]. motion

[BRDC02, CCSJ00, LPK07]. motions [HSWN01, KS05b, L

V08]. Mott

[RDM

+

08]. MO

VB [MG00]. mo v e [SM08b]. mo ving [CvG08]. MP2

[WD04, BP02, EA08, FJP07, GCCVB00, GKTS04, IPN06, IPN07, JPF

+

00,

ME06, PFJ

+

03, PMC

+

08, SAM06, WD04]. MP2/cc [WD04].

MP2/cc-pVTZ//MP2/6-31G** [WD04]. MpProp [SKK

+

07]. MPSim

[CWV

+

05]. MR

CI [KTM02, SZW

+

05]. MSINDO

[BGJ01b, JGH00, JW00, NBJ04, SBG09b]. MST

[COL01, CSB

+

03, FBLO08, MBH

+

02]. MST-based [MBH

+

02]. Mullik en

[GHBB04]. m ulti [ABWT09, SL09]. m ulti-region [ABWT09]. m ulti/hea vy

[SL09]. m ultiatom [SSB

+

03]. Multibaric [OO06]. m ultib o dy [CPC

+

00].

Multicanonical [HHHS01, SK

GS00, Y ¸

CBM00, KH01, Y A ¸ C

+

02].

m ulticen ter [DBS08, MS01]. m ulticen tered [D

WNB01, HT03, WBSR03].

m ulticomp onen t [ST04]. m ulticonfiguration [NUH02].

m ulticonfigurational [GD06, PJPJdPRMI07]. m ulticore [KHF

+

09].

Multicut [LSHR04]. Multicut-HDMR [LSHR04]. Multidimensional

[AL01, ARL01, Ch u07, HP05, PC00, PF

C03, RNG03]. Multidimensionalit y

[FVB08]. m ultiensem ble [HKMS01]. m ultiexp onen tial [GC03].

m ultifarious [Sim07]. m ultifield [BRDC02]. m ultigrid [BB05].

Multiisotopic [Gor01]. m ultila y er [LJZ

+

07, SJJ

+

04]. m ultila y ered

[MR04]. m ultilev el [BHW00, HBW00, HBW01, JNV08]. m ultiob jectiv e

[CMBC08]. Multiple

[CLF

+

09, CLZX09, DHW

+

08, JW06, SK09, STH02, BYQS03, CV09, Gol09,

KM00, KH06, LHJ

+

06, MST

+

08, P A T

+

09, STCJ08, X O W

+

00, PYCD03].

m ultiplications [SSB

+

03]. m ultiply [HT03]. m ultip oin t [WS05b].

m ultip olar [D

WNB01]. m ultip ole

[Ami00, A

TMK03, BH03, CR

G01, GY08, KM00, KLM

+

09, Mar03, RP07c,

SF07, SG01, SvDS01, TFZR

G01, V

C04, WL09a, WBSR03, YOB

+

08, ZFL

+

05].

m ultip ole-based [WL09a]. m ultip oles [KS01a, SKK

+

07].

m ultip opulation [HHJ03]. Multireference

[WNH03, CWY09, DLD

+

02, HELM09, KBT03, MLL06, ME06, QTdG

+

08,

UKNS01, UKN04, W

CFH02, dSV A

+

09]. m ultireference-MP2 [ME06].

Multiscale [San01, OFB08]. m ultiscaling [VTT

+

08]. Multisp ecies

[GDPP08]. Multistate [JHPRSM

+

05, FSM09, MST

+

08, YFS07].

m ultithermal [OO06]. m utagenesis [MFR07]. m utan t [DLRZ09].

m utan ts [GDPCPU07, MRS

+

07]. m utase [HHBH00]. m utations [HFS

+

07].

m utual [HTK

G08]. m utual-information [HTK

G08]. MX

O [HT05].

m y oglobin [AZS

+

04]. m y osin [HSWN01].

N [GR07, JD09, KYFW07, KSN01, LS08a, L WW

+

06, Lu09, Mc k07a, Mc k07b,

OS08, Sim07, TK08, WD

XS06, WD08, WJX

+

08, XWX

C08, YHD

+

06, ZY01,

ZXY03, RMHK03, XZ04, ZX04, CPC

+

00, DRAS05, FJ08, FH01, HDO

+

02,

KKH

+

07, KBL08, Lu09, LKA01, McD08, Mc k07b, PF

C03, RFSS06, SN00,

SRE08, WLL01, Wil01b, W

C08, WJX

+

08, ZW09, ZX09]. N’- [WJX

+

08].

N-dimeth yl [WJX

+

08]. N-dimeth ylh ydrazone [Lu09].

N-form yl-serinamide [PF

C03]. NaCl [PK04]. NAMD [PBW

+

05]. Nano

[Est07]. nanoallo y [LJS05]. nano comp osite [DJT08]. nanomaterials

[GJL

+

08]. nanomedicine [PSCD

+

09]. nanoneedles [PSCD

+

09].

nanoparticles [CGG06, KEM08, ZW C

+

09]. nanotub e [KK08c, XWL

+

09].

nanotub es [BG07, ZZvRSC08]. nano wire [KK08c]. naph thalene

[CDPL09, HR

G07, WL09b]. naph thalene-lik e [WL09b]. naph thoic

[CMLS05]. naph th yliso quinoline [BMRF01]. nativ e

[BS01, yCkHmY08, DB02, MMMY07, WS07, ZCL09, ZS04]. nativ e-lik e

[DB02]. Natural [FLGW00, Bac07, GS07, LZ05b, PU09, RD06]. naturally

[CJW

+

09]. Nature [CQ04, SK08, Ang09, KSK00, PYS05]. Nb [WD08]. n b o

[Kar01, BPC01]. NCH [KRLD09]. NCN [LD05a]. NDDO

[CSB

+

03, F

´

A01a]. NDDO-based [CSB

+

03]. near

[BVW04, P

ABK03, YL09, ZS04]. near-minimal-v olume [BVW04].

near-nativ e [ZS04]. near-neigh b or [P

ABK03]. near-solute [YL09].

Nearest [HDF

+

07, HTK

G08]. Nearest-neigh b or [HDF

+

07, HTK

G08].

NEB [GF08]. needle [BS01]. Negativ e [BLO

+

02]. Neglect [Lai07].

neglected [W

CF04]. neigh b or [HDF

+

07, HTK

G08, P

ABK03]. neigh b ors

[RP07d]. nematogenic [CLP09]. neop en t yl [YTY07]. Nernst [D

AK08].

net [BED02]. Net w ork

[KYL03, A

G03, CLC03, Gol09, GDPP08, GAS04, HMSM06, KEB04, LSY02,

MVLG06, NINA T

+

07, SJJ

+

04, SPT

+

03, UIHN09, WX09, LMH

+

09].

net w ork-based [GDPP08, GAS04]. net w orks [BMRDB01, BSH07,

F CK

+

08, KVF

+

07, LJZ

+

07, PS09a, RLA01, TCSM03, V

GDSU08, dVB01].

net w orks-based [PS09a]. Neural

[GAS04, A

G03, CLC03, Gol09, HMSM06, KEB04, LJZ

+

07, NINA T

+

07,

PS09a, RLA01, SJJ

+

04, TCSM03, WX09, dVB01]. neuronal [SBG

+

09a].

[YIN03]. organo cuprate [YIN03]. organometallic

[Gor01, SYY

+

03, TD08, TTBM09]. orien tation [BL00, MWL

+

08]. orien ted

[CRH

+

07, FL08, MVL

+

05, RMHK03]. Origin [JS07b, GYMN07, KMM07].

Orthogonal [Bac07]. orthogonalit y [P en06]. orthogonalized [Lai07].

orthonormalit y [ABF

+

03]. oscillation [CA

G07]. oscillations

[DF06, SMKM00]. oscillator [AB08, LLM09]. other [PS03, VMF

+

03].

outer [BF07, GAS04]. outline [SE08]. o v erall [LZ05a]. o v ercome [Vis02].

o v erdetermined [RI07]. o v erlap [LKW04, SGPS09]. o v erview

[Sc h03, Mac04]. o xazolidones [O

Y01]. o xazoline [XK G

+

05]. o xidase

[BS06, JKL08, WZY04]. o xidases [PS03]. o xidation

[BTP09, DRAS05, GCCVB00, GGGLL05, LB05, RA

GLL09b, SS05, XPW09].

Oxidativ e [DGD

+

05, LL00, PMM06]. o xide [BSJ01, CFS

+

08, CCCJ09,

JD WS06, JT08, LPP06, PV07, RRS06, SBB02, ZCS04]. o xide/electrolyte

[ZCS04]. o xides [ZSC05, ZLLS05]. o xidized [CNN07, CR02].

o xidoreductases [CFS

+

09]. o xidosqualene [SGS03]. o xo [CN05, WJX

+

08].

o xo-p orph yrins [CN05]. o xo carb enium [LSWB00]. o xoguanine

[FPN

+

05, JM07a, Pin03]. o xoh ydro carb ons [Wil01a]. o xoimidazoles

[JKM08]. o xonols [BG00]. o xygen

[GTC06, GWM

+

00, MML

+

06, SO09, WSC09, XPW09]. o xygen-adsorb ed

[XPW09]. o xyl [AZM03]. o xyl- [AZM03]. o xynitrides [WD08]. ozone

[YLZ08].

P [BAL

+

01, Gog08, KZY09, LS08a, Lip00, OS08, QB05, WZZ

+

09, ZY01,

MK02, CCP04, Mit01, RPNJ07, RFSS06, T ot04, KZY09]. P450

[AST06, HBM06, LCC09, ZA

T07]. P450-catalyzed [AST06]. P450nor

[LPP06]. P450s [O

YH05]. p8 [BRDC02]. P Anhar [GBDP05]. pac k age

[A GSF A

+

05, BA

CJCT01, CSV

+

07, GSDT09, IM06, KSY

+

00, Kli01,

KWK

+

00, MABM09, OTL08, PVdJB00, RMHK03]. pac k age-indep enden t

[OTL08]. pac k ed [A

T02]. P ac king [MM03, CM09, CA07b]. P ac kmol

[MABM09]. P

AH [Don08]. P air [FK07a, FS04, GR07, HZX04, KSTC01,

LBT07, MLL06, MGCA07, Nil09, PC05, R

C04, SC01, SYC03, Sim07, PC07].

pairing [DP04, HWTL03, PC05, PC07]. pairlist [HH04].

pairlist-construction [HH04]. pairs

[BM08, CJDK09, FZL07, KKMMS04, P

ABK03, ZZW09]. pairwise

[Ano05b, CLZ

+

09, MTE04, Sha05, VP02, VZM

+

08]. P alermo [V an08].

palladium [W

CW08, W

CHW09]. palladium-catalyzed

[W CW08, W

CHW09]. pancreatic [MBC08]. pap er [JW12, WM12]. para

[ASDP

+

06, K

C01a, ZX09]. para-dideh ydrop yridine [K

C01a].

para-dideh ydrop yridinium [K

C01a]. para-h ydrogen [ZX09]. parado x

[CDGS09]. P arallel

[BWP07, DOSG06, MBWP03, TGGP

+

00, UIHN09, ASW

G07, Ano05b,

A GSF A

+

05, BP02, BWM

+

09, CR

G01, GBDP05, GS04, GKTS04, GPK05,

HHJ03, HHHS01, IS07, IPN06, IPN07, KK

C05, K

OFF09, KVF

+

07, MVL

+

05,

MGJAAR

C00, NKIS02, NG04, Sha05, SPT07, TYO

+

02, TFZR

G01].

P arallelization [GJK

+

06, PVdJB00, PV03, SZW

+

05, UKNS01, CCWH02,

F OK

+

04, F CK

+

08, UKN04, VSK

+

04, vGGB00]. parallelized

[TP01a, VK06]. parallelizing [SO07]. parameter

[BLMS08, CR

G01, CHMI05, HXLS09, MO09, O

VMV04, SHK

+

05, FM00].

P arameterization

[KB02, PNG08, SMM

+

08, TCT03, BGJ01b, FH01, JKL08, JGH00, LSWB00,

MTE04, PB04, RKH03, TGLL07, VSW

+

03, WK01, JJB02, JVVK09].

parameterized [GB04]. parameters

[AAP00, AMR04, Ano06c, A

TBLS04, BBG

+

04, BSDM04, BZL05, CYM02,

DB06, DD

VD09, F

AR02, FSFK05, FRS05, HPL03, KFNH08, K

OML08,

KVL

+

04, K

C01b, MMMY07, MSR04, MR

C03, MLL

+

08b, MC06, O

YH05,

OMNH08, OBT09, PRKP05, RR

CA08, SO09, SEKS09, SR

CD03, SHD

+

08,

SCF

+

09, TT05, TTB01a, V

CM01, VIP

+

06, WZW

+

06, ZSK07].

P arametrization [PDS01, COL01, SBH02, WS05b]. parametrized

[RSP03, T

AS07]. parao xon [ZWS

+

09]. paren t [MDI04, YL W

+

08]. P areto

[STCJ08]. P aris [HP04]. P arr [Kri09a]. P arrinello [JP09, Sc h04]. part

[A GI

+

07, CDS09, ESP04, GDPP08, LLA01d, vDSSvA04, A GI

+

00, Rud05c,

vEMK01, vE01]. P artial [Ik e04, BS ¸ C

+

01, Gol09, K

C01b]. partially [SVT09].

particle [Ano05b, BYQS03, CZB07, GY08, KM00, KSY

+

00, LJZ

+

07, Sha05,

SJJ

+

04, SHH07, SZW

+

05]. particles [BCIB05, WWL

+

09]. particularly

[BS06]. partition [CCK01, CSB

+

03, DP03, GLD08, Gol09, RM07, TS05].

partitioning

[

´

ACD

+

03, D VP

+

02, D VRP

+

03, HMSM06, RP07a, V

C04, WNH03]. path

[ABBC01a, ABBC01b, Blo04, Bof01, CY09, GF08, GWM08, JP09, Kli01,

Qua01, UCT

+

03, V

GB08, WLPF05, WHG

+

07, CY13]. paths [F

G03].

path w a y [LGB

+

09, WLL01]. path w a ys

[AJ03, JW06, LZKT04, MAF

+

07, Qua04, RA

GLL09a, RA

GLL09b]. P attern

[DGHR02, EKB02a, EKB02b, KEB04, A

GMPR G

+

08, HWDB03, dGWH01,

EKB02a]. patterns [CGG06, Gor01]. P auli [Ish03]. PB [GC04, WHF08].

PBCAID [QSS01]. PBSA [PB06]. PbTiO [ZXYF09]. PC

[Ano01b, BMRDB01, HSMT04, OSHS03]. PC-GA-ANN [HSMT04]. PCM

[FKL

+

06, CRSB03]. PCs [HS07b]. Pd [DGD

+

05, GBBH09]. PDDG

[R CJ02b, TBGRJ04]. PDDG/MNDO [R

CJ02b, TBGRJ04]. PDDG/PM3

[R CJ02b, TBGRJ04]. PDE7 [DD08]. p ea [PS03]. p enicillin [MK02].

p enicillin-binding [MK02]. p enicillins [DSS03].

p en tacarb on ylmanganese [PYS05]. p en tanes [BPC01]. PEPCA T

[OML

+

00]. P eptide [Adc04, DHW

+

07, HJCP01, JPF

+

00, ONHN00,

PFJ

+

03, BTP09, BWE05, BSP06a, CL

WL09, CSJ01, CJW

+

09, CLA

+

00,

CP09, DvG00, D

WNB01, GSB09, IGNH03, LHJ

+

06, LL01, MS03, MHT01,

MST

+

08, OGH05, OKH

+

02, PHF

C04, SDL07, T ot04, W

CF04, Wil01b, YZ06,

Y ¸ CBM00, ZALMG03, ZCZ03, WHP02, KVS

+

06]. p eptide/HLA [KVS

+

06].

p eptide/HLA-DQ8 [KVS

+

06]. P eptides

[CPML08b, V an08, Ano06c, BBHD04, BCP04, BAH

+

02, CP08, DJ04, EA08,

HHP04, IKYM09, LKJ

+

04, LL

W02, LXL07, MM00, MC06, OML

+

00,

O YK

+

09, OO08, OM04, PCO

+

07b, PRKP05, PF

C03, SJW09, WZW

+

06,

Y A ¸ C

+

02, ZW09, ZLD09, ZOJ

+

06, PCO

+

07a]. p eptidomimetics [BAH

+

02].

p ercolation [Mei02]. P erfect [W an09, OCB02]. p erfluoro [F

O04].

p erfluorosulfonate [YSJ09]. p erform [ME06, W

CK00, WHG

+

07].

P erformance

[BM00, Cul04, CA04, DMN03, F OL

+

04, JM07b, KPZK06, LLS03, RLDI09,

VBS09, ZM03, AM06a, BL05, BR V

+

07, BLMS08, CCWH02, DF04, DB06,

DGI

+

08, FMPS08, KWK

+

00, KEM08, KS05c, L

WH06, MA09, NYTH09, SF07,

SCF

+

09, Sto05, SBH02, UKN04, WMGK07, WL04, WSM

+

09, WM01, BP07].

P erformances [CLP

+

05]. P erio dic [PMC

+

08, Ami00, BVW04, DRMD03,

FR OD08, HH04, Kau07, KSS08, KAK

+

09, QSS01, SRB06, WM06, ZLD09].

p eripheral [BGC

+

09]. p eriplasmic [CGB

+

09]. p ermeabilit y [CR

GN07].

p ermittivit y [GPN01, PZS04]. p erm utation [SN00]. p ero vskite [WD08].

p ero vskite-t yp e [WD08]. p ero xa [BLO

+

02]. p ero xidase [HBM06].

p ero xidativ e [MRS09]. p ero xides [LLZL09]. p ero xy [Dib05].

p ero xynitrite [JM07a]. p ersonal [Ma y07]. p ersp ectiv e

[KRLD09, LMGO

+

09, PBF09]. p ersp ectiv es [Fie02]. p erturbation

[CWY09, CPML08a, CG05, DRMD03, DSR

+

07, FI I

+

07, Gri03, IN08,

LKW04, MRS

+

07, NUH02, Oos09, PMGL03, P og06, QTdG

+

08, RSE07,

SWZS04, UTH

+

03, UKNS01, UKN04, V ar09, W

CFH02, WNH03, YH09].

p erturbations [O

V03]. p erturb ed [DOSG06, ZZW09]. p esticides

[KEH

+

02]. PH [RD00, DR09, WDS06, MCM04]. pharmaceutical [KV00].

pharmacophore [BA08, JF

G04, LFKL00, HHG

+

09].

pharmacophore-constrained [LFKL00]. phase [BAL

+

01, CPJ00, CPJ01,

DR09, DGI

+

08, D W C

+

03, FBDG06, FM00, GLMV09, JJK

+

00, JHZ09,

KSB

+

02, KT08, KFNH08, KKH

+

07, LRI

+

02, Lee09, LB05, LLL03, MFB04,

Mas01a, Mas01b, MM02, Mor02, POJ01, PV07, wQZsLyZ02, QNF09, RRS06,

R OG00, SMGE08, SDvG01, SMKM00, TK08, TDH06, UCT

+

03, UNM

+

01,

WD04, XKKL03, XK G

+

05, YQQH09, ZALMG03, ZSK07]. phase-space

[QNF09]. phases [ALC08, CLP09, LXSF08, SK05, XB08]. PhAST

[HHG

+

09]. Phe [VKP

+

08]. Phe-Gly-Phe [VKP

+

08]. Phen [ZWS

+

02].

phenol [LL01]. phenols [HM08]. phenomena [KK08c, RSS09].

pheno xycarb o xylic [XKKL03]. phen yl [WZY04]. phen ylalaninamide

[HJCP01]. phen ylalanine [SMV

+

09]. phen ylene [ASDP

+

06]. Philipp e

[Bic09]. phillipsites [LST08]. phonon [EL09]. phosphatase

[A G00, F CP

+

04a, F CP

+

05]. phosphate

[LD Y

+

08, MBL

+

00, PMM05, PHRR08]. phosphates [W OC

+

03].

phosphatidylc holine [CEP07]. phosphine [HT05, LL00, MGLDS00].

phosphinine [FLOD07]. phosphinine-con taining [FLOD07].

phosphininium [L TF

+

07]. phospho [R GP

+

07]. phospho diesterase

[XLZ08]. phospho diesterase-5 [XLZ08]. phosphohistidine [KVL

+

04].

phosphoimidazole [KVL

+

04]. phosphole [LFR07]. phosphole-con taining

[LFR07]. phospholipid [MCR08, R

G08]. phosphomannose [R GP

+

07].

phosphonic [CJK

+

02]. phosphorus [L YK

+

04, L TF

+

07, Mit01].

phosphoryl [ZJM

+

07]. phosphorylation [HL T

+

05]. phosphotriesterase

[KZR

O03, ZWS

+

09]. phosphot yrosyl [OO08]. photoabsorption

[CHRL09]. photoadsorption [ZMH

+

09]. photo catalysts [HZ09].

photo c hemical [Ama02b]. Photo c hemistry [GD06, SRE08].

photo detac hmen t [LMCD09]. photo disso ciation

[JHPRSM

+

05, LXSF08, WXX03]. photo electron [VDM06]. photo emission

[RDM

+

08]. photo excited [SRE08]. photographic [Sha02].

Photoionization [MY08b, MY08a]. photoisomerization [GR O

+

03].

photosyn thesis [Ano06b, CPM03]. photosyn thetic [IN01, OON01].

photo v oltaic [LMR VFH

+

09]. ph thalo cy anine [CM09]. ph thalo cy anines

[LS02]. ph ycobilisomes [MAF

+

07]. ph yco cy anin [MAF

+

07]. ph ylogen y

[LXZ06, ZL

Y07]. ph ysical [BRS07, DHW

+

07, OFB08, OS08, SR

CD03].

ph ysically [AE06]. ph ysico [A

GMPR G

+

08, Mat03, SB01].

ph ysico-c hemical [A

GMPR G

+

08, Mat03]. ph ysico-c hemically [SB01].

ph ysico c hemical [CP08, CP09, FTL

V01, KLH

+

04, KEM08]. ph ysics

[DB02, SPL

+

02, WS07]. ph ysics-based [DB02, SPL

+

02, WS07]. ph ysio

[CDD

+

02]. ph ysio-c hemical [CDD

+

02]. piano [FK

ˇ

S

+

09]. piano-sto ol

[FK

ˇ

S

+

09]. picture [VBGL

+

00]. Piero [Ano06b]. pinacol [YTY07]. Piotr

[Ano06c]. piv ot [ZWY

+

09]. pK [KKS04, ZCS04]. pKa [CFR06, OS06].

planar [CSB08, MMR

VH07, SRS07, SBG09b, W an09]. Planc k [D

AK08].

plane [PSS

+

04, PSMB05, RLDI09, VSK

+

04, XL

T07]. plane-w a v e

[PSS

+

04, VSK

+

04]. plane-w a v e-based [RLDI09]. planew a v e [YK08].

plaster [HP04]. Plasto cy anin [SN06]. platform [Gan09]. platin um

[CSB08, SMM

+

08, WM01]. plausible [CBS

+

03, SB01]. pla y [YJF06].

Pla ystation [LEV

+

09]. pleated [PGC05]. Plesset

[CPML08a, DSR

+

07, FI I

+

07, Gri03, IN08, JSHG07, V ar09, W

CFH02, YH09].

plot [KMH02]. plots [CLZ

+

09, SDL

+

09, SRE08]. PLP [PMM05]. plus

[A GMPR G

+

08, CG05, IKN08]. PM3 [BM00, BSDM04, DC02, GM01,

MSH

+

06b, R

CJ02b, TGLL07, TCT03, TBGRJ04]. PM3-compatible

[BSDM04]. PM3/d [TGLL07]. PM5 [LKT04]. PMF [Mue01]. p o c k et

[BS08, MD

A08, O

YH09]. p o c k et-sp ecific [BS08]. P oin t

[Est07, BCNs07, Bie04a, CR C

+

08, D W C

+

03, GD

V03, GGLR00, K

GL07,

KK08a, KFZ03, MGCA07, SRB02, TBSM09, WMS06, ZMH

+

09].

p oin t-c harge [D W C

+

03, GGLR00, SRB02]. p oin ts

[BML

V04, BA

˚

A07, DLD

+

02, GMA04, HQ02, MP03b]. P oisson

[WB04a, WB05, ABWT09, BHW00, BH03, BF04, BF07, DLG00, D

AK08,

F OL

+

04, GPN01, GCD

+

08, GGT08, H¨ of05, HBW00, HBW01, KWHH07,

LDG02, NYTH09, PZS04, SA

TO04, V as02, VZM

+

08, WB04b, ZGFL01].

P olan yi [Ny e07]. p olar [BA

˚

A07, CYM02, CPML08a, EB04, F

´

A01a,

HLLN06, HSF08, JPF

+

00, PF

C03, ZXYF09]. p olar-neutral [CYM02].

p olarisabilities [ZPL07]. p olarizabilities

[FR OD08, LFK05, L

YS08, MLA00, MY08a, SKK

+

07, T or02, Whe08].

p olarizabilit y

[BP01, HK08a, HK08b, Mar03, Mor02, QCK01, QCK02, vGGB00].

P olarizable [CFK08, LLM09, Nak07, Ano06c, A GO

+

02, APG05, BCIB05,

COL

+

06, DGI

+

08, FKL

+

06, GWM

+

00, GS04, GKTS04, GPK05, HHP04,

JZD

+

09, KSB

+

02, Kol04, LJ04, MMPK01, MBC08, OR05, PWHF

+

03,

PWHF

+

04, P om04, R GP

+

07, TFZR

G01, WZW

+

06, YGLvG06, F CP

+

04b].

p olarization [CGB03, CBH

+

03, ED

W07, GGLR00, GKTS04, HK08a,

HK08b, KFZ03, MR04, Maz08, RP02, SL09, WL09a, YL09]. P olarized

[EdlVR

+

03, BSOB05, OBBS05]. p oly

[ASDP

+

06, BSJ01, CHA

+

07, CFD04, MGMM07b, Qua07, SBB02, ZALMG03].

p oly-isothianaph thene [CFD04]. p oly-para-phen ylene [ASDP

+

06].

p oly acenes [BPCD07]. p oly acet ylene [PM02]. p oly acrylates [LZA02].

p oly alcohols [KBLP09]. p oly atomic [GGB07a, GGB07b, RLER04a].

p oly atomics [TP01b]. p oly azido cubanes [JWB05]. p olyco ordinated

[TGGP

+

00]. p olycyclic [Bor03, CA07b, FVB08, MGMM07a, VS08].

p oly enes [MW09]. P oly eth ylene [BCF

+

09]. p olyk etides [KB02].

P olymer [Mei02, BBG

+

04, CZA03, DJT08, MM07, RRZA08, YSJ09].

p olymeric [F au01, JCA

+

02]. p olymerization [BG07, YX C

+

07]. p olymers

[CFD04, CA04, CA07a, DC02, Der09, Din00, DDBP09, HM01, LAEL01,

OKE

+

02, SHH07, VIP

+

06, YYW07]. p olymorphism [VVBV02].

p olynomial [HDBD04]. p olyn uclear [HYR06, RRF C

+

03]. p oly o xoanions

[LFR

+

04]. p olyp eptide [Cri04]. p olyp eptides

[CPML08a, IB04, KF02a, KF03, Nak02, VP09]. p olyphosphate [MR

C03].

p olythiophene [CA07b]. POPC [JM07b]. P ople [Ano04a, EA08].

p opulation [BL

T03, BPCD07, Pul05]. p opulation-based [Pul05].

p opulations [KBN02]. p orphin [

ˇ

SBL05,

ˇ

SBL05]. p orph ycene [NyHN06].

p orph yrazines [LS02]. p orph yrin

[AZM03, CHRL09, LPP06, NyHN06, NHN06]. p orph yrin-fullerene

[CHRL09]. p orph yrins [CN05, LS02, L

WH06]. p ortable [SH07]. p ositron

[R GG08]. P ossibilities [PRDS08]. p ossibilit y [LMGR05, LBG08, TT05].

P ossible [HIA03, OCP02, WLL01]. p ost [WW03]. p ost-HF [WW03].

p osteriori [SPDS01]. p otassium [MCR08, MHS05]. p oten tial

[AMR04, AE06, ABBC01a, ABBC01b, BCNs07, BL05, Bof01, BBI

+

09,

DMLI05, DMC05, DLHC06, DK01, FSFK05, FKRE08, HPP00, HRBKB03,

HPL03, HFSD03, IS03, IT03, JZD

+

09, LFK05, LMK01, LS08c, MMLC05,

MCF05, Nak07, NG04, NMA

T01, PSC

+

01, Qua01, RD06, RNG03, RHL09,

R TG00, SPDS01, SS00, Sc h03, SMGE08, SSS

+

09, SHH07, SG07b, SBB02,

SJW09, TBSM09, TLKT00, W

CC08, WL09a, W

CK00, WS07, YH06,

YHD

+

06, ZCS04, ZZY07, ZZY08, ZGXX06]. p oten tial-deriv ed [TBSM09].

p oten tials [A TM

+

07, CLC09, CPUGD09, CKW09, DB02, F AB

+

00, FNP

+

06,

GK09, GBJ03, HZX04, HHHS01, HZ06a, IKYM09, KLH

+

04, K CK

+

08,

KK01b, LI07, LHI09, LK03, LK04, LL W

+

09, MCF05, MWE02, OR05,

PML03, RPMP03, RLER04b, SMAdV00, SPT07, V

GDSU08, dSR08].

P o wder [HWDB03, HHJ03, dGWH01]. p o w erful [PSDM00]. pp

[Bic09, Lip00, Sta00]. PQS [BWM

+

09]. PR [A

VS09, VVS07]. Practical

[BMRDB01, PHR

+

05, W o o01, Y ou11, Blo04, Sc h03, SHSF05, SWZS04,

WW03]. precalculated [ZMZ09]. preceding [CSD05]. Precise

[Ami00, Ara04]. precision [CN03, GAdGM08]. precursors

[CFD03, CFD04, DJT08]. predict [HL08, HZ06a, HZ06b, LL07, PB06,

PJPJdPRMI07, XSHC06, XLC08, YMT04]. Predicted

[PDP02, IGL07, JARM02, K

CL06, WS02b, ZCL09, ZGXX06]. Predicting

[DR09, Der00, LKA01, ZLJS03, A

G03, CLX

C02, CR

GN07, IO08, KS02a,

XW C09]. Prediction [A

VS09, CLC03, CKR08, CJDK09, D

A01, ELK

+

09,

F CW06, Gol09, JIK09, KLH

+

04, K CK

+

08, KEH

+

02, KF03, KKS04, LCC09,

NINA T

+

07, OFB08, Sc h00, YCW

+

09, YYW07, AB

˚

A04, BED02, CLF

+

09,

CLA

+

00, DB06, EK06, GP06, GAS04, HEP

+

02, HMSM06, HG08, KZY09,

KP05, KFNH08, KEB04, KK08b, KS08, K

OFF09, KF02a, LEK07, LXW

+

09,

LHP01, LLZL09, LL W

+

09, MSF

+

08, MS04, NCO

+

05, NLL

+

09, PJB

+

07,

QLHL09, R

GG08, TKS

+

01, TLKT00, T ot04, V

GDSU08, WFHP01, WHP02,

WHF08, WX09, ZHH09, A GI

+

07, GCD

+

08, KVS

+

06, ZCS04]. predictions

[BS01, BLB09, CP08, Ruv07, V an02a, ZLD09, vEMK01, vE01]. predictor

[Kol04]. preface [F

A01b]. preferences [GSB09, KK09, LKJ

+

04]. preferred

[D V02]. preliminary [KMH02, PMC

+

08]. Prepro cessing [SHM04].

prerequisite [WHF08]. presence [LZA02, RA

GLL09a]. presen t [GR07].

Presen tation [Rud05a]. preserving [QNF09]. pressure [Car02, MTB09].

pressures [TK08]. primary [HB09, JIK09, KBN02]. primitiv e [MV06].

principle [GJL

+

08, PRS04, ZDS

+

05]. principles

[CS01, EBL

+

08, GD09, HZX04, Hua09b, KK08c, MLJ03, TK08, VP08,

WLX

+

05, WZZ

+

09, WD08, ZXYF09, ZHMW09]. prion [I IK09]. priori

[SPDS01]. prismatic [WL09b]. probabilistic [PJB

+

07]. probabilities

[DP04]. probabilit y [CFS03, DL

W06, GCDL

+

05, Kni00, SK09, SCS07].

prob e [CVR08, DMLI05, TH02, VSW

+

03]. Probing [P A T

+

09, WMGK07].

problem [ABBC01a, ABBC01b, Ano06a, Bof01, CCL06, HL

TLP09, Qua01,

ST06, TKH07, X O W

+

00]. problem-size [HL

TLP09]. Problems

[Y ou11, ABWT09, Mat03, Vis02, W o o01]. Pro cacci [Ano06b]. pro cedure

[AM09, BR03, CA07a, DLSVY00, GP06, KBT03, RS08, SSL02, SMM

+

08,

Y ¸ CBM00, Zho06]. pro cedures [GT03, HSMT04]. pro cess

[BZL05, LGB

+

09, ML00, P ac06]. pro cesses

[Che01, GG09, KEM08, LDTS07]. pro cessing [A GI

+

00, A GI

+

07, FEV

+

09].

pro cessor [LEV

+

09, Y as08]. pro cessors [SPF

+

07]. Pro ducing [KBN02].

pro duct [SFR07, YL W

+

08, YL

WL09]. pro duction [YQQH09]. pro ducts

[KYFW07, LZ05b]. PR OF ASI [IM06]. profile

[Ber03, CCB04, CCP04, GB02, ONHN00, Zho06]. profiles

[AHK02, CMBC08, OD09, YX C

+

07]. program

[AJ03, BBM

+

09, BAH

+

02, DRMD03, GR

CD01, Gly06, GM04, IS07, Kli01,

KWK

+

00, MP03b, ME06, PPXP01, PRJ02, QSS01, RMHK03, SFRS01,

SMZW05, TRS02, UIHN09, VB07, VK

CK09, Zer08, BBC

+

05, BKS02].

programmable [Gan09]. programming [SPT07]. programs

[CCD

+

05, KS08, MBP09, SH07]. pro jection

[FS00b, GKH05, GY06, Qua04, TKN

+

08]. pro jector [MOP

+

07].

pro jector-augmen ted [MOP

+

07]. prok ary otes [WHH

+

06]. prolapse

[HdMdS05, HdS06, HD06, TW03]. proline [BISB02, KK09]. promising

[JRJ01]. promolecular [Leh06]. promolecule [MS00]. promoted

[SBG09b]. promotion [KMM07]. propagator [SVT09]. propanal [RR05].

propanone [RR05]. propargyl [LMK01]. prop ellanes [P

AS07]. prop enal

[FDSA00]. prop ene [BS03]. prop erties

[AB00, AEE

+

03,

´

ACD

+

03, Ara04, AZS

+

04, BG03, BZP09, BT00, BSOB05,

BA CJCT01, CMJ08, CDGS09, CDS09, CPDZH08, CLC09, CVR08, CZFH07,

CDD

+

02, CHA

+

07, CRSB03, CTF

C08, CMA

+

08, DD08, D

XW08, D

WNB01,

D VRP

+

03, DD00, DPM09, DSS03, DHW

+

07, EM03a, EM03b, F au01,

FTL V01, GKR

G08, Hua09a, HJCP01, JPF

+

00, JWB05, JT08, KHY00,

KLH

+

04, KJP

+

07, K

CL00, Kri09a, Kri09b, K

GD06, KPZK06, KK01b,

L TF

+

07, L

WLS07, LC06, LFR07, LLZL09, LMR VFH

+

09, MV06, MM02,

MA09, NA06, NINA T

+

07, NA

T07, OBBS05, OS08, PMB04, PK04, PBF07,

PTC01, PSS

+

04, POJ01, RKA

+

09, SBJ08, SRK

+

00, TZX01b, TZX01a,

T or02, TDK07, UM03, VB09, VK

CK09, VP08, WLX

+

05, WM06, W

CL05,

YFR05, ZY01, ZXYF09, ZWP08, ZX08, ZSK07, ZMH

+

09].

prop erties-based [VB09]. prop ert y [BA

˚

A07, JLHF03, NLL

+

09, PSCD

+

09].

prop ylene [QZL

+

04, RR05]. prop yn yl [Lee09]. prosthetic [A

TBLS04].

protease

[BWE05, CLX

C02, DLG00, LZ05b, NLL

+

09, SPT

+

03, SVV

+

08, WHF08].

protease-inhibitor [SVV

+

08]. Protein

[LEK07, NCO

+

05, PJB

+

07, ADM

+

06, A

G00, AHGK09, BED02, BRDC02,

BML V04, BS01, BSP06b, BS05, BSH07, BLMS08, CCC03, CLX

C02, CLC03,

CL WL09, CLS

+

09, CIB05, CLH

+

07, CKR08, CLF

+

09, CJDK09, yCkHmY08,

CRH

+

07, CPUGD09, CSRST04, DHM

+

03, DPRR05, DB06, DB02, EBAN07,

F OL

+

04, F

C06, FKM

+

06, FKM

+

07, GLD08, GHH07, GL04b, GC04,

GDPCPU07, GdSuM

+

07, GHMP03, GKK07, GZM09, GB04, HEP

+

02,

HFS

+

07, HP01, HS01, HM06, HL

TLP09, HLM05, HL T

+

05, HZ06a, HZ06b,

HG08, HW09, HP05, ILKR09, IM06, I IK09, IT03, JS07a, JMD

+

02, JIK09,

KFB05, KFNH08, KLS02, K

CL06, KHF

+

09, KK01a, KIFK07, KH05, KF08,

LFBSK07, LHJ

+

06, LJKL08, L

V08, LZKT04, LXW

+

09, LL07, L

W06,

MFB04, MKT04, MLG04, MH09, Mei02, MWE02, MLL08a, MHT01, MPF00,

NMA T01, OFB08, OFIK09, PB06, PHR

+

05, PC00, PF

C03]. protein

[PSHP08, PMM05, PB02, PF06, PNG08, QLHL09, RI08, RSER09, RLP08,

RS08, RK05, Ruv07, SHM04, SLC

+

09, SWM04, SWV

+

05, SN06, SR09,

SMG09, STCJ08, SL06, TLKT00, TGD05, VW00, VW04, V GO

+

07,

V GDSU08, V

GGMM05, VZM

+

08, WS05a, WS07, XZZ04, XSHC06, XLC08,

XW C09, Y an04, YL06, YFS07, YPNE09, Y os02, ZP03, ZGFL01, ZS04, ZZ08,

ZTS09, ZM06, dSR08, HLC09, PMB04, ZZTS09]. protein-DNA [PSHP08].

protein-en vironmen t [HFS

+

07]. protein-ligand [LXW

+

09, RK05].

protein-t yrosine [A

G00]. Protein/solv en t [PMB04]. proteinogenic

[IKYM09]. Proteins [LMH

+

09, A

G03, Ano06c, BBHD04, BCP03, BHH

+

09,

CR02, D

WNB01, DMN03, DR07, D

V02, DJ04, DJB02, D W C

+

03, ES00,

Reconstructing [BBP09]. reconstruction

[Adc04, GKK07, KLS02, RS08, TGD05, W

G02]. reco v erin [LGB

+

09]. red

[McD08, SRK

+

00]. red- [McD08]. redesign [GLD08]. redistribution

[ZY01]. RedMD [GSDT09]. redo x [GK09]. Reduced

[BR04, BSOB05, OBBS05, ABBC01a, ABBC01b, BML

V04, Bof01, CNN07,

CP08, DLD

+

02, Ell07, GSDT09, HP01, Qua01, RS08, WEE01].

Reduced-size [BSOB05, OBBS05]. Reducing [PRSMM02, SSL02, SY09].

reductase [CFER04, CGB

+

09, CBC

+

08, DBS07, GGLR00, HLLN06, LPP06,

PCS04, PFR04a, PFR04b, TMBM02]. reduction

[CCCJ09, DBS07, DMN05, HL

TLP09, LR W G03, Mc k07b]. reductiv e [PS03].

reev aluation [Kle03]. Reference

[ZZ08, CF04, CF C

+

08, LZ05a, NUH02, O

V03]. Refinemen t

[HB09, Ruv07, BHW00, MM05]. refinemen ts [GPK05]. Refining

[CL WL09, SB01]. refractiv e [YYW07]. regarding [KZY09]. region

[ABWT09, Ama02a, HHBH00, WEE01]. Regional [TKH03, NTH09].

regions [HYT05, SB08]. regioselectivit y [A

VB00]. Registering [GBL

+

05].

regression [DL

WV07, Gol09, GS08, LCC09, SY09]. Reh ybridization

[AM07]. related [ALC08, A

CLD03, CFD04, K

C01a, LXW

+

09, L

WH06,

LCD A03, LCGA03, LCA03, ML00]. Relation [SM08a, D VRP

+

03].

relationship

[DHW

+

08, DHW

+

09, JPCA08, KWK

+

01, WLX

+

05, KWK

+

02].

relationships

[BA

˚

A07, CDGS09, CDS09, CPUGD09, JLHF03, PSCD

+

09, WZY04].

Relativ e [SWV

+

05, BLB09, CG05, MML

+

06, MRS

+

07, RSE07, ZOJ

+

06].

Relativistic [FHF

+

01, NYH02, NSO

+

07, SNM

+

06, SMD02, WTKM06,

YH09, ASS

+

02, BBI

+

09, Dy a02, GHLK

+

02, GPSP06, HdMdS05, HdS06,

HD06, LF02, SH02, V an02b, VMA03, WL02, YH07]. relax [GFS05].

relaxation [BRDC02, HS01]. relaxed [AEE

+

03, CA07a]. relev ance

[Ano06a, MGCA07, ST06]. reliabilit y [IB04, LKW04]. reliable

[BE06, WHF08]. remo v e [LZ05a]. remo ving [PCS04]. reordering

[TVL

+

03]. reorganization [FZL

+

06, KMM07]. repair [Pin03].

reparameterization [RFSS06]. rep eat [NK01, NL08]. Rep eated [KH01].

Rep eated-annealing [KH01]. replica [FSM09, F

GR07, GLP08, NCO

+

05].

replica-exc hange [F

GR07, NCO

+

05]. Reply

[Bof01, CPML08b, WM12, CSD05]. Represen tation [GPK05, BB08,

CKR08, CF06, JIK09, L

W04b, LXZ06, L

W06, RLR

+

04, WEE01, hYDN

+

08].

represen tations [BML

V04, LAR

+

03, LR06, RS08, SN00, YNW05].

represen tativ e [YLL

+

09, YXL

+

09]. repro duce [VBS09, WS05b].

repro ducing [MFB04]. repulsion [COL

+

06, Kri09a]. repulsions

[HGMB04, PBF09]. repulsiv e [BD

W00, CF C

+

08]. requiremen ts [AM06b].

researc h [JLHF03, PGH

+

04]. residual [RI08]. residue

[MH09, NBTN04b, PMM06, NBTN04a]. residues

[CFS

+

09, DHW

+

07, HJCP01, JPF

+

00, OS06, UNHYT06, XL

T07].

resolution [BS05, BS08, CDGS09, DSR

+

07, GL04a, HXLS09, Nee03,

WMR W

+

01, WS02b]. resolution-of-the-iden tit y [DSR

+

07]. resonance

[BM07, FLGW00, MAF

+

07, WZXY07]. resonances [LMB08, PF06]. RESP

[W CK00]. resp ect [QCK01, QCK02]. resp onse [HG08, OFIK09, vGGB00].

Restrained [SRB02, W

CK00]. restrain t [LI07, LHI09]. restrain ts

[BS08, HWTL03]. restricted [BdPRMAI00]. restrictions [K

ˇ

SB09]. results

[CSD05, LKT04, PFJ

+

03]. Retardation [HP04]. reten tion [R

C04].

reticulum [HLB09]. retinal [BL05, LFEdL06, MSH

+

06a]. Retriev al

[CVR08]. reuptak e [FPG

+

06]. rev eal [DLRZ09]. rev ealed [HW09]. rev eals

[Pin01]. rev erse [AJNG01, ML00]. Rev ersible [DvG00, Kol04, NHN06].

Review [Bic09, CvG08, Lip00, Sta00, W o o01]. Reviews [LB99, Sta00].

Revised [A TM

+

07, SBB02]. revisited [ASY01, CVVB04, PCS04].

Revisiting [GPSP06, JPCA08, LN01]. Rg [ZXY03, ZXY03]. R

GF [HQ02].

rhenium [SBH02]. RHF [EA08, JPF

+

00]. rho damine [VSW

+

03].

rho dium [GLH

+

08, LL00]. rho dium-catalyzed [GLH

+

08].

Rho dopseudomonas [IN01, OON01]. rho dopsin [CEP07, YKK09].

rho dopsin- [YKK09]. rib on uclease [KSK00, W OC

+

03]. Rib on ucleotide

[CFER04, HLLN06, PCS04, PFR04a, PFR04b, TMBM02]. rib ose [SA07].

rib osomal [SB01]. rib ozymes [MMMY07]. ric h [CZ05, L

WK08]. Rigid

[SM03, DPRR05, Din00, ECA06, FS98, FS00a, Ik e04, Leh06, L

V08, KP05].

Rigid-b o dy [SM03, Ik e04]. Ring

[ZSE08, BE09, CDPL09, DC02, DLSVY00, FJ08, RPNJ07, SRE08, ZW09].

ring-structured [DC02]. RISM [MH08b]. riv al [DD

VD09]. RM1

[FBLO08, RFSS06]. RMSD [Kne05, CSD04]. Rn [W ei08]. RNA

[AM06b, D

W08, GdAcV

+

07, LhWX07, LCSZ09, LOL

+

08, MB00, Mak08,

R TG00, SB01, YNW05, ZZTS09]. RNA-ligand [AM06b]. RNA

Cluster

[LOL

+

08]. RNase [R

WBH09]. ro [LN01]. ro-vibrational [LN01]. robust

[GS08, HEP

+

02, YK00]. ROCR [CPJ00]. ro d [BCIB05]. ro d-lik e [BCIB05].

Role

[BCF

+

09, CPJ01, CFS

+

09, CPFL02, Ruv07, SVV

+

08, ZSC05, BY06, CDS09,

CFER04, Kau07, TFZR

G01, VBGL

+

00, YT04, YTY07, YJF06, PMM06].

Roles [ALC08, IN01, NYK

+

09]. roll [FS98, FS00a]. ro om [TD08].

Ro othaan [TW03]. ro ots [BdPRMAI00, Nil09]. Rotamer

[HL TLP09, GHMP03, KBLP09, LFBSK07, SMG09]. Rotamers

[LMH

+

09, SHM04]. rotation [CMLS05, COMR

+

04, DHF

+

05, DBM03,

HFSD03, HK08c, LHI09, LZ05a, MGLL03, OMNH08, PBF09]. Rotational

[CSD05, BVW04, KBN02, TS05]. rotations [IR03]. rotors [WR07, WFR08].

rough [P an07]. rough/fractal [P an07]. roughness [PHJ

+

08]. routes

[GGGLL05]. routine [Kli01]. routines [A

T02]. ro w

[AD00, BP03, BGJ01b, JGH00, LK03, LK04, RRP

+

01, YTH01]. Ro y al

[L WW

+

06]. RS [LAR

+

03, EK06, ELK

+

09, KEH

+

02, LR W G03]. RS-HDMR

[LR W G03]. R

T [TYO

+

02]. Ru [ZWS

+

02]. rule [GR07]. rules [AMR04].

runs [EL07]. ruthenium [FK

ˇ

S

+

09, PHK

G07]. Rydb erg

[PRSMV08, ZM03, dSV A

+

09].

S [BSB05, Bic09, Gog08, HKHN08, JJK

+

00, KYFW07, MGLL03, Mc k07a,

Mc k07b, WWS07, ZJM

+

07, ZY01, XZ04, ZALMG03, DLD

+

02, HTN03,

MVLG06, MG00, R

C04, RFSS06, SN00, WDS06, YT04]. S-net w ork

[MVLG06]. s-tetrazine [XZ04]. SA [GC04, GWS

+

02, WHF08]. SAAP

[IT03, IT03, IKYM09]. SA

C [DHM

+

03, HFS

+

07, HKHN08]. SA

C/SA C

[DHM

+

03]. saddle [DLD

+

02, GMA04, HQ02]. SAFE p [A

VS09, VVS07].

Sakurai [TKN

+

08]. Sakurai-Sugiura [TKN

+

08]. salts

[JHMB

+

09, KWK

+

01, KWK

+

02, JHMB

+

11]. Salv etti [IKN08].

Salv etti-t yp e [IKN08]. SAM [W

C08]. SAM-dep enden t [W

C08].

Sammon [FKZ09]. sampled [IZA06]. Sampling [LZKT04, BHG03, CN03,

CIB05, CY09, CY13, CV09, CvG08, CEP07, DD

VD09, FKZ09, GT03,

HKMS01, IS03, JW06, KH01, KM07, LKW04, Mak08, MH08b, MST

+

08,

Nak02, NA06, RNG03, Rap06, SD09, SMG09, TS05, YL06, ZA07]. sandwic h

[JD09, RPNJ07]. sandwic h-lik e [JD09]. sandwic hed [MHS05].

sarcoplasmic [HLB09]. SARS [LZ05b]. SARS-CoV [LZ05b]. SASMIC

[EA06]. Sason [Bic09]. Sb [LS08a, XB08, XK08]. Scalable

[PBW

+

05, VSK

+

04, Ano05b, KK

C05, Sha05, V GO

+

07]. scalar

[GPSP06, KBLP09, MP03b]. scale [DMN03, JO02, KK01a, MH09, MHW04,

MPF00, ME06, Nak02, NA06, RRS07, SSL02, TYO

+

02, W

CF04, WS07].

scale-transformed [Nak02, NA06]. scaled [CN03, JSHG07]. scaling

[AL01, ARL01, Con02, FR06, GGLR00, GY06, KLM

+

09, LMJ02, OS06, RS05,

SSB

+

03, SHSF05, SKDO08, SP05, TCR

+

02, ZWZ09, vGGB00, vdV

GDM00].

scanning [HMK02, MFR07, SMGE08, ZM06]. scattering

[BA CJCT01, Est07, HSWN01, RMHK03, WKYU01]. SCC [ECM

+

03].

SCC-DFTB [ECM

+

03]. SCF

[JHPRSM

+

05, PFJ

+

03, PVdJB00, SAM06, VZV

G06]. SCH [ZZW

+

07].

sc heme [Bac04, F OK

+

04, IS03, JCA

+

02, JVVK09, LMV07, Maz08,

MSH

+

06b, RKA

+

09, SN00, SHH07, WS05b]. sc hemes

[Bac04, Bac05, Bac07, PRS04, SPDS01]. Sc hley er [Lip00]. SCI [TY03].

SCMP [F

´

A01a]. SCMP-NDDO [F

´

A01a]. ScO [LMCD09]. Scop e

[LFEdL06]. scoring [BS05, GLD08, HZ06a, HZ06b, Mue01, NMA

T01,

OFB08, Ruv07, SBG

+

09a, VVS07]. SCPF [Maz08]. screen [MHW04].

screened [RDM

+

08, VVS07]. screening [DHW

+

00, FZL

+

06, KV00, KSM05,

LFKL00, LZ05b, PRDS08, SHSF05, YOB

+

08]. SCRF [CCT

+

03]. SCUD

[LZ05a]. ScX [WWS07]. SD [WLLS05]. SDCI

[BMB07, PRSMM02, PRSMM03]. Se [HKHN08, JJK

+

00, WWS07]. searc h

[AM09, BR07, BMTSC01, CSJ01, CA04, GLD08, HHG

+

09, HXLS09, HM06,

IZA06, KK01a, LFKL00, MGJAAR

C00, NL08, OGH05, OM04, Pul05, RHL09,

Sau04, SE07, SE08, WK01, ZZ08]. searc hes [CZB07, YXL

+

09]. Searc hing

[SPT07, STC

+

08, CvG08, Nak02, O

YH09, SCC04, SYC08, YCS07]. Second

[BC06, FS04, MO01, A

GK03, DSR

+

07, DOSG06, F

O08, IN08, JSHG07,

LK04, QTdG

+

08, QCK01, QCK02, Rud05a, Rud05b, Rud05c, YTH01, YH09].

second- [LK04, Rud05a, Rud05b, Rud05c, YTH01]. Second-order

[FS04, DSR

+

07, IN08, JSHG07, QTdG

+

08, Rud05c, YH09]. secondary

[CLC03, CLA

+

00, D

W08, DP03, GdAcV

+

07, IGNH03, LhWX07, LCSZ09,

L W06, LOL

+

08, LLL07, MHT01, WPH

+

07, YNW05]. Section

[Ano01c, Ano04b]. sections [MY08b, MY08a]. seedling [PS03]. segmen t

[YS00]. segmen ted [CGSdST06]. segmen ts

[BTLP03, GAS04, KF02a, YMT04]. segregation [Sza08]. Selected

[BMB07, LSAS01, Mat03, PRSMM02, ZOJ

+

06]. Selecting [HXLS09].

selection [HW09]. Selectiv e [TCSM03, XPW09, AM06b, MHL

+

09].

selectivit y [BSP06b, GLRL02, OO08, ZZvRSC08]. Self

[ZA07, BA08, BWI

+

02, ECM

+

03, NUH02, NTH09, NL08, SH07, TKH03,

VTT

+

08, WM04, XL02]. self-asso ciativ e [NL08]. self-consisten t

[BWI

+

02, NUH02, VTT

+

08, WM04, XL02]. self-con tained [SH07].

self-in teraction [NTH09, TKH03]. Self-organizing [ZA07, BA08]. semi

[BBHD04, UKN04, ZNLL07]. semi- [UKN04]. semi-empirical [ZNLL07].

semi-implicit [BBHD04]. Semiautomatic [PRJ02]. semibullv alenes*

[HW GB01]. semiclassical [KM07]. semicore [HZ09]. semidirect

[MBWP03]. Semiempirical [Gri06, LKT04, TT01, BUMCMRL00, BM00,

Der09, DMLI05, FBLO08, F

O08, GGLR00, HMOG07, IK00, JF

G04, KSS08,

KBT03, LMMW04, MAF

+

07, MSH

+

06b, MHT01, Ny e07, RSSKB03, R

CJ02a,

R CJ02b,

ˇ

SBL05, TCR

+

02, TBGRJ04, vdV

GDM00]. semiempirical-DFT

[Der09]. Semiglobal [D

V02]. semimicroscopic [KK08b]. semirigid

[CLP

+

05]. sensitivit y [HLSH05]. sensitization [Sha02]. sensitized

[KS05c]. sensors [BBG

+

04]. Separable [EA06]. separated

[JPCA08, MLL06, WSM

+

09]. separating [CN03]. separation [FBDG06].

sequence [AM06b, CCWH02, CKR08, CLZX09, Dy a02, JIK09, LXZ06,

LSW

+

01, PRJ02, WHH

+

06, ZL

Y07]. sequence-dep enden t [LSW

+

01].

sequence-sp ecific [PRJ02]. sequences [CP09, DL

W06, DL

WV07, Der00,

JIK09, L

W04b, LD05b, L

W06, MCF07, PP08a, hYDN

+

08]. sequen tial

[TT05, ZGZX07]. SER [JPF

+

00]. serially [KMA

+

07]. series

[CC07, KMH02, PDS01]. serinamide [PF

C03]. serine [OBT09]. serotonin

[HLC09]. serv e [Mc k07a]. set

[ABF

+

03, ALKH04, AHK02, BR04, BT00, BSOB05, BR V

+

07, BRLS08,

BRLS12, CMJ08, Che01, DMZT08, EL09, EKB02a, FZL07, FMPS08, GGT08,

HdMdS05, HMSM06, IO08, JJK

+

00, LFK05, MV06, Mas04, MLL

+

08b, MC06,

PSC

+

01, PRKP05, P en06, PFJ

+

03, PSMB05, RRP

+

01, SSB

+

03, SHK

+

05,

TW03, VKP

+

08, V ar09, VK

CK09, WMGK07, Wib04, W

G02, ZWPR

+

04].

set-up [GGT08]. sets

[BY06, BSOB05, CRS05, Cul04, EA08, EdlVR

+

03, GKH05, HdS06, HD06,

IO08, KK08a, LST08, L

TV08, MV06, NSO

+

07, OBBS05, O

VMV04, RLA01,

RLRE01, RLER07, SNM

+

06, VB03, WTKM06, W ei08]. setting [HP04].

setup [ZA

T07]. sev eral [KS05b, XL

T07]. sev oflurane [TZX01a, TZX01b].

SG [CG06]. SG-0 [CG06]. SGB [GZL02]. SGB/NP [GZL02]. SH

[Mas01b, MGLL03, Mui05, SSS

+

09, WLLS05]. SH/ [SSS

+

09]. SH3

[IGNH03]. Shaik [Bic09]. shak e [KFD06, BL09, FS98, FS00a, KvGH01].

shak e-up [KFD06]. Sham [Bou00, RRS07, SH02]. Shannon [LM03]. shap e

[BR07, PRDS08, WM06]. shap e-based [PRDS08]. shap ed [L WW

+

06].

Shap elets [PRDS08]. shap es [BR07, KS02a]. shaping [HJCP01]. shared

[Sim07]. sharing [BRS07, RS07a, RS07b]. SHARPEN [LMH

+

09]. Sha w

[Ano05b]. sheet [KF03, PP08a]. sheets [LL

W02, PGC05]. shell

[DSB

+

02, FS02, F

O08, HB09, PRSMM03]. shielding [CDL06, CDPL09,

HWFN01, MC06, PF

C03, WZXY07, ZPL07, ZXY08, ZLD09]. shift

[Dra00, HP05, LFZS04, MA05, R

G02, WPS02, XZ04, ZFL

+

05]. shifted

[McD08]. shifting [CPFL02, HR

G07]. shifts

[CPDZH08, FVB08, FHF

+

01, F

O04, HWFN01, HLLN06, Kle03, KKS04,

LFS

+

07, LKA01, VBS09, WFHP01, WHP02, WZXY07]. SHOP [YX C

+

07].

SHOP-t yp e [YX C

+

07]. Short [TYN05, GPK05, HGMB04, IKYM09].

short-range [GPK05, HGMB04]. Short-time [TYN05]. shorter [MST

+

08].

Si [BSB05, TK08, WZZ

+

09, YHD

+

06, CJS

+

03, SUR

G06, WL09b]. sialic

[UNHYT06]. SIBF

A [PWHF

+

03, PWHF

+

04, R

OG00]. SIBF

A-LF

[PWHF

+

03, PWHF

+

04]. side [DLHC06, ENM

+

04, GT03, HFHL06, JPF

+

00,

K G02, LL01, MT03, MMLC05, PF

C03, SMG09, VM02, XL

T07, ZM06].

side-c hain [ENM

+

04, GT03, JPF

+

00, K

G02, MT03, PF

C03]. siev e

[PHH

+

08]. siev es [LMV07]. SiF [LA

T05]. sigma [JF

G04, KMM07].

sigmatropic [LLK

C06, LFS

+

07]. SiH [ZZL

+

09]. silastannation

[W CHW09]. SiLi [XFF06, HXD08]. silica [SDCG02]. siliceous

[LST08, L

TV08]. silico [LL W

+

09, MHW04, PHR

+

05]. silicon

[BSB05, HXD08, KZW

+

05, KS01b, LB08, NBJ04, ZLJS03]. silsesquio xanes

[JW00]. silyl [MGG06]. silylenoid [XFF06]. SiMe [XFF06]. similar [BR07].

similarities [HPP00]. Similarit y

[Leh06, LhWX07, ARL01, BPCD07, COS01, Con02, HM08, MBH

+

02, PDS01,

RSS09, YNW05, hYDN

+

08, ZZTS09, dGWH01]. similarit y-based [RSS09].

similarit y/dissimilarit y [hYDN

+

08]. Simple

[MO01, Ste04, A

CLD03, Bac04, BLMS08, GR O

+

03, GD

V03, Gon07, ILB03,

IT03, KS02a, LL W

+

09, MCF05, SF05, BG00]. simplex [D

V02, MCF05].

simplex-annealing [MCF05]. simplified [O

YH05, W OC

+

03]. sim ulate

[LAEL01]. sim ulated

[ADM

+

06, AB08, CCP04, HPP00, RLP08, WM06, W

G02]. Sim ulating

[Fie02]. Sim ulation [FBDG06, WWL

+

09, BBHD04, BVW04, BG07,

BBM

+

09, CCD

+

05, CV09, CHB

+

05, Dra00, EA06, EMP07, FHRR07,

FEV

+

09, FPN

+

05, GS02, GJK00, HN02, HLB09, ITS05, IM06, IKYM09,

JO02, JGVF05, KSY

+

00, KB09, KEM08, KPR04, Kri09b, LMCD09,

LEV

+

09, MLG04, MMMY07, MVL

+

05, MLCD01, MST

+

08, ON07, OBT09,

Pin01, PHH

+

08, SO07, SL06, SDL07, TYN05, VHRR07b, WEE01, XK G

+

05,

Y A ¸ C

+

02, YTH

+

07, ZALMG03, ZWTP

+

08, ZL09b, ZSK07, OBBS05].

Sim ulations

[F CP

+

05, MZL08, A

TMK03, Ano06c, BWE05, BRDC02, Bie04b, BSJ01,

CLP09, CL

WL09, CLC09, CCSJ00, CF06, CPC

+

00, CEP07, CMD

+

04,

CBH

+

03, DHF

+

05, DLRZ09, DF

GB09, Der00, DSS03, D W C

+

03, ESM06,

F GR07, F

G02, F CP

+

04a, F AB

+

00, F

C06, FKZ09, GL04a, GLP08, GWM08,

GHH07, GS03, Gon07, Haf08, HB09, HGMB04, HHHS01, HH04, HM02, HPL03,

Hin00, HFSD03, HTK

G08, HTSR04, HTN03, HMD06, IC08, JNV08, JCL05,

JZD

+

09, KMH02, KFZ03, KM00, KK

C05, KAK

+

09, KvGH01, KH06, Kri08,

Kr´ o03, KBN02, LML

+

00, LSO04, LGB

+

09, LM03, LPB03, MB00, MFB04,

MN02, MABM09, MBC08, MO09, MG00, NK01, NL07, Nil09, OO06, OR05,

PRKP05, PHJ

+

08, PB04, PMB04, PK04, PB02, PNG08, RPMP03, RSER09,

RMHK03, SK09, SDL

+

09, Sc h04, SBG

+

09a, SWR06, SR09, SDM02, V

CM01].

sim ulations [VHRR07a, VP09, WL09a, W

CF04, WZW

+

06, XLZ08, YNZ

+

08,

YGLvG06, ZCS04, ZSC05, ZGFL01, ZWS

+

09, ZWZ09, ZSK07]. sim ulator

[JGVF05, KIM

+

09, MS04, SO07]. sim ultaneous [DD

VD09]. Singh

[JVVK09]. Single [O

V03, BG07, CV09, HSF08, IT03, IKYM09, LFZS04,

WTKM06, XWL

+

09, ZZvRSC08, Mak08]. single-family [WTKM06].

Single-n ucleotide [Mak08]. single-sphere [LFZS04]. Single-step [O

V03].

single-w alled [XWL

+

09, ZZvRSC08]. singles [IN08, WKYU01, dSV A

+

09].

singlet [BLO

+

02, CZ05, CG08, F

G03, LS08a, OSA06]. singlet-dio xygen

[BLO

+

02]. singly [HHW

G08]. Singular [FPG

+

06, TBSM09]. Sir [Ano04a].

Site [CJW

+

09, LLL07, A

G00, CFR06, CFS

+

09, CF04, CF C

+

08, FPN

+

05,

GJK00, GS04, HFS

+

07, HYR06, KSK00, KEB04, KZR

O03, MD

A08, NL07,

NLL

+

09, PMM06, SS05, SPT

+

03, SFR07, TDH06, XLZ08]. sites [APG05,

BSP06b, BSDM04, CLX

C02, CLS

+

09, D

V02, FPN

+

05, FSS00, GD

V03,

HM02, HN02, HL T

+

05, MHJS06, PPXP01, SEKS09, SLC

+

09, Tie09, W ou00].

six [GJK00, NL07]. six-site [GJK00, NL07]. sixth [CGB

+

09]. sizable

[CA G07]. size

[BSOB05, EL09, HL

TLP09, KS02a, KH06, NK06, OBBS05, O

V03, Y A ¸ C

+

02].

sized [SHH07]. Slater

[CVVB04, EdlVR

+

03, GC02, KDG

+

09, RLER04a, VB03]. Slater-t yp e

[CVVB04, EdlVR

+

03, GC02, KDG

+

09, VB03]. sla v e [FR06]. small

[CN03, Che01, CG06, FM00, IME02, IO08, JARM02, KvGH01, Leh06, LZA02,

Oos09, PO03, PBZ00, PDS01, RRS09, RZWS07, SHH07, TYO

+

02, V an02a,

WS02b, ZP03, ZOJ

+

06, ZX09]. small- [SHH07]. smallest [SRS07]. SMAR T

[TTBM09]. SMAR

T-based [TTBM09]. smo oth [GPN01, KSY

+

00, PZS04].

smo oth-particle [KSY

+

00]. smo oth-p ermittivit y [PZS04]. smo othed

[L V08]. smo othing [HPP00, ILB03, WS02a]. snapshot [YNZ

+

08]. SnCl

[RD00]. so dium [FL07, MHS05, YSJ09]. SODOCK [CLH

+

07]. Soft

[yCkHmY08, ASDP

+

06, TLKT00, TJE03, TGGP

+

00]. soft-core

[TLKT00, TJE03]. Soft w are [Ano04b, BA

CJCT01, DvL01, Gly06, JVVK09,

CHB

+

05, GBDP05, KBA

+

04, MMP

+

07, NSU

+

02, BLMS08]. solar [KS05c].

solid [CFS

+

08, CCCJ09, CMA

+

08, EGSG00, Ish02, K CK

+

08, SK05].

solid-state [CMA

+

08]. Solids [vDSSvA04, JB04]. solubilities [SHH07].

solubilit y [BBG

+

04, ED

AJ04, KEH

+

02, LL W

+

09]. solute

[BRLS08, BRLS12, F CP

+

05, LFZS04, MR04, YL09, ZSK07]. solutes

[BLL

+

06, HMSM06]. solution

[ABWT09, BHW00, BP07, BISB02, BH03, CPJ00, CCK01, CRSB03, D

A01,

EK06, ELK

+

09, FHRR07, F

G02, GMA04, HHJ03, HMW

C03, HSWN01,

HRR05, HBW00, HBW01, HDO

+

02, KPR04, Kri08, Kri09b, KBN02, LRI

+

02,

LXSF08, LMIF06, MB00, MH08b, PDP02, PTC01, PHRR08, RNG03,

RRZA08, SH09, SA

TO04, SBB02, TDH06, V as02, VBS09, YH06].

solution-phase [TDH06]. solutions

[Blo04, CPJ01, Lo e03, PK04, VP09, XZ04, XZ05, ZWP08, LR03b]. solv ated

[HTSR04, HRR05, KHY00, QSS01, RSP03, BS ¸ C

+

01]. Solv ation

[COL01, HHP04, WB04a, WB04b, WB05, WD04, BCIB05, CRSB03,

CCT

+

03, COL

+

06, D

V02, DHW

+

00, F OL

+

04, FBLO08, FZL

+

06, GS02,

GS03, GPN01, GWS

+

02, HC08, HLMR06, IV04, IvSV06, KIM

+

09, LF04,

LFZS04, LS08b, MGLO03, O

VMV04, PZS04, PPYS08, RSE07, RP04, Sc h00,

SDL07, VM02, VP09, XL02, ZFL

+

05, ZFL

+

05]. solv ation-effect [SDL07].

solv ato c hromatic [XZ04]. solv e [KvGH01, X O W

+

00, Zho06]. Solv en t

[BA03, BA04b, SMAdV00, ZP03, ZGFL01, A

G03, BHW00, BBHD04,

BML V04, BRLS08, BRLS12, ENM

+

04, FEVM01, F

C06, GZL02, GL04a,

GP06, GB04, HHS

+

05, HN02, JS07a, JZD

+

09, KIFK07, Kr´ o03, KKS04,

Lab08, LRI

+

02, LFBSK07, LSO04, LL01, LFR

+

04, MBC08, MM07, MCM04,

MS01, PMB04, RRZA08, RP07d, SBLK01, STSF02, SHSF05, SL06, TJE03,

TSMNG01, T ot04, VBGL

+

00, WB04a, WB04b, WB05, WWL

+

09, YTY07,

YXZ

+

04, YL09, ZX04, ZCL09, BA04a, FZL

+

06]. solv en t-accessible

[BHW00, BML

V04, HHS

+

05, TSMNG01]. solv en ts [GS03, IT03, THHN01].

Solving [FS00b, H¨ of05, BF04, CCL06, CF04, LMJ02, SA

TO04]. Some

[VE09, FMPS08, JARM02, K

CL06, McD08, Rao00a, Sc h03, WL04, YLL

+

09,

CMA

+

08]. sometimes [BE06]. Song [JW12]. Sons [Bic09, Lip00]. source

[CSV

+

07, GCB03]. so yb ean [TGLL07]. sp [NYK

+

09]. space

[Bie04a, BMTSC01, CSJ01, CvG08, CKT

+

08, CZA03, GT03, HXLS09, JO02,

KF08, LCKL05, LJKL08, Nak02, NA06, OFIK09, PHR

+

05, PBF07, PBF09,

PRSMM02, QNF09, Sc h04, THHN01, V an02a, YL06]. spaces

[JHPRSM

+

05, PRSMM02, PR T

+

07, PR T

+

08, RSS09]. spacing [ZZvRSC08].

spanning [SN00]. Sparkle [FRS05]. Sparkle/AM1 [FRS05]. Sparse

[SSB

+

03, A GSF AL05, LEK07, RS05, RRS07]. sparsit y [JSHG07]. spatial

[Bie04a, Bie04b, RP07b]. sp ecial [KAK

+

09]. sp ecialized [H¨ of05]. sp ecies

[CF C

+

08, DR09, GHLK

+

02, HBM06, KZY09, W

G02, YIN03, LMGR05].

Sp ecific [F

AR02, LR03a, BS08, HL T

+

05, Pin01, PRJ02, SFRS01, TGLL07,

TST

+

08, UIHN09, W

CF04]. sp ecificities [PB06]. sp ecificit y

[CJW

+

09, DLRZ09, LLL07]. sp ecified [F au01]. sp ectra

[Bac09, BA

CJCT01, CNN07, CG08, Gor01, HKHN08, JARM02, K

ˇ

SB09,

KFD06, LDL

+

09, MLCD01, NRKH02, OBBS05, OKE

+

02,

ˇ

SBL05, SN06,

TDH06, WM01, YXZ

+

04, ZGXX06, ZWTP

+

08, dGWH01]. Sp ectral [I I02,

CVR08, GdSuM

+

07, LFZS04, NINA T

+

07, NA

T07, SMKM00, W

G02, ZSK07].

sp ectrometric [KZW

+

05]. sp ectroscopic [Ano06a, F

CW06, K

CL00, ST06].

sp ectroscop y [A CM

+

06, RDM

+

08, VDM06, WMR W

+

01, ZPL07].

sp ectrum [EL09, LMCD09, MWL

+

08, MGLDS00, PRSMM03]. Sp eeding

[KVF

+

07]. sp eedup [BYQS03]. sphere

[HdMdS05, HdS06, HD06, LFZS04, SFR07]. spherical [BCIB05, ZFL

+

05].

[A VB00, BE06, BE07, HM08, HW

GB01, LST08, MMMY07, MRS09, OSA06,

PB05, RP09, TTB01b, WyLG

+

09, WW04, YD

WS06, WFHP01].

Substitution [ZZS

+

07, BSB05, JT06, LFBSK07, SOOF05, SSB07, ZWS

+

02].

substitutional [FSS00]. substitutions [CM09]. substrate

[BMTFR08, LCC09]. subt yp e [FTL

V01]. subunit [OON01]. subunits

[MML

+

06, PHF

C04]. successful [CLA

+

00]. successiv e [IR03].

successiv ely [YK08]. suffice [LL W

+

09]. Sugiura [TKN

+

08]. suitabilit y

[FMSA06]. suitable [GL04a]. sulfate [ZZW09]. sulfation [CLS

+

09]. sulfide

[DLR

+

08, GGGLL05]. sulfon ylurea [XYN

+

06]. sulfo xide

[CFD04, EBDPM00]. sulfur

[BT00, CGB

+

09, SO09, SW06, TTB01a, WS05b, FNP

+

06]. sulfuryl [CQ04].

sum [Bou01, SG01, UKN04]. sum-o v er-states [Bou01]. summation

[Ami00, San01, SG01]. sums [KF02b]. sup er [RP07a]. sup eratoms

[L WW

+

06]. sup ercell [EL09]. sup ercells [MOP

+

07]. sup ercomputers

[VSK

+

04]. sup erconducting [MDI04]. sup ercritical [HTN03].

sup erexc hange [WL00]. sup erimp osition [ZA07]. Sup erlinear [FR06].

sup ermolecule [BA03, BA04a, vDSSvA04]. sup ero xide [PMM06, RJLR06].

sup erp osition

[COS01, CSD05, GR

CD01, GCD04, IO08, Mas04, VKP

+

08, VZV

G06].

sup ershort [XWL

+

09]. Supp ort

[CLX

C02, LJZ

+

07, YMT04, CLS

+

09, HL08, LCC09, QLHL09, Mui05].

supp orted [GTC06, KEM08, SD09]. suppressan ts [LDC

+

07].

supramolecular [AM07, CM` aGL

+

04, W on09]. surface

[ABBC01a, ABBC01b, BML

V04, BL05, Bof01, BHH

+

09, CF06, DLD

+

02,

DR09, EBL

+

08, GZL02, GCD

+

08, GB04, HHS

+

05, HG08, JBGK08, KLH

+

04,

K CK

+

08, Lab08, LMK01, LFBSK07, LJ04, MG06, NK06, P an07, PHJ

+

08,

PFJ

+

03, PTC01, Qua01, RSN

+

02, RP07d, SUR

G06, Sau04, SMGE08, SL06,

SDL07, Sza08, TSMNG01, TRS02, VP02, YHD

+

06, YJF06, ZCS04, ZSC05,

ZCL09, ZGFL01, ZBS03, ZXYF09, ZGXX06, EKB02b]. surface-adsorb ed

[DR09]. surface-doping [JBGK08]. surface-generalized [YJF06]. surfaces

[A TH

+

03, BHW00, BWZ08, DLD

+

02, EKB02a, EKB02b, ENM

+

04, FKJ

+

01,

GSB09, HSF08, HHP04, IC08, IDMC09, JB04, KEB04, MCF05, MS00, PBZ00,

Rap06, RKA

+

09, SPDS01, Sc h03, Sha02, SBG09b, ST04, YJF06, ZBS03].

surrogate [Mc k07a]. surrounding [K

GL07, Y os02]. surv ey [HS07a]. SuSi

[CA04]. SVD [CSD05, W

G02]. SVM

T M

[YMT04]. sw arm

[CZB07, LJZ

+

07, SJJ

+

04, CLH

+

07]. switc h [SF07]. switc hing [GG09].

symmetric [A

T02]. symmetrically [Lai07]. Symmetry

[PDC

+

08, PCA

+

08, BB08, CA

GR08, F CP

+

04b, L

WX07, SZW

+

05, WLPF05,

Ell07, PV03, PTC01]. symmetry-adapted [F CP

+

04b]. Symmetry-driv en

[PV03]. Symmetry-generation [Ell07]. Synergistic [GS08]. syngas

[YQQH09]. syn thase [BBSS06]. syn thesis [HLC09, PHR

+

05, WLL01].

syn thetic [NHH05, W

G02]. system

[BL00, HELM09, HRBKB03, IS03, KYL03, LHJ

+

06, LCGA03, LDTS07,

MM03, PGH

+

04, PRSMM03, Rud05a, YOB

+

08, ZA

T07]. Systematic

[AST06, CS03, KWHH07, Kob03, LSAS01, MV06, PK04, PG04, RS05, WM04,

WZXY07, ZXY08, Dy a02, PWFS01, PV07, SYY

+

03, WK01, EA06, LMH

+

09].

systems [AS00, BHW00, BP01, BME05, BGJ01a, BWI

+

02, CN03, CG06,

CvG08, CCK01, CMGD A C

+

07, D

XW08, DRMD03, Don08, DK01, EGSG00,

Ell07, FZL07, F au01, GLMV09, HT03, JCA

+

02, JTR05, JG03, KSS08,

KK C05, KAK

+

09, KBL08, Kle02, Kle03, Kri09a, LMJ02, LC09, LLL03,

LDG02, MMLC05, MK

GA06, MTB09, MM07, MS01, Oos09, RLDI09,

RSN

+

02, Rud05b, Rud05c, SRS07, SS00, SYY

+

03, SWV

+

05, ST01, TH02,

TT08, WWL

+

09, WNH03, YCXY03, YZ04, vdV

GDM00].

T [BBI

+

09, Lu09, PFJ

+

03, ZKZ

+

07, DLD

+

02, Ik e04, KVS

+

06]. T-cell

[KVS

+

06]. table [Kau07, Nil09, SRB06]. tableaux [SN00]. tables [ARL01].

tabu [MGJAAR

C00, SE07, SE08]. tailoring [BG03, KK G

+

09]. taking

[SN06]. T aN [ZHMW09]. tandem [UNHYT06]. tan talum [Tie09]. target

[FM00]. tautomeric [LS08b]. tautomerism [YXZ

+

04]. tautomerization

[BA03, BA04a, BA04b]. tautomers [HHW

G08, PG04]. TCNE

[GYMN07, TD08]. tCONCOORD [SD09]. tCONCOORD-GUI [SD09].

TD [CHA

+

07, SBI08]. TD-DFT [CHA

+

07, SBI08]. TDDFT [SL04].

TDHF [QCK01, QCK02]. T e [HKHN08, WWS07, HWFN01]. tec hnique

[COS01, GKH05, KLM

+

09, SA

TO04, TS05]. T ec hniques [W o o01, Y ou11,

AM06b, DC02, FSM09, KH05, P A T

+

09, PDS01, VE09, WSM

+

09, vGGB00].

T eller [Kri08, VDM06]. temp erature

[F GR07, JS07a, KT02, K

GD06, MN02, TD08, XK08]. temp eratures

[KK01b, TK08, WHH

+

06]. temp ered [BBP09, CVVB04]. temp ering

[SPT07]. templated [ST04]. tensor [BZP09, BA

˚

A07, RI07]. tensors

[CDL06, KRM

+

02, ZLD09]. term [J

ˇ

CHS07, SP05]. terminal [KK01a].

T erms [Duk01, BML

V04, HP01, LAR

+

03, RP07a, YZ06]. ternary

[Don08, MM07]. territory [Sha07]. tert [Bac09]. tertiary

[CMLS05, PRJ02, PF06, SO07]. tessellation [LJ04, PTC01].

tessellationless [P om04]. test [BCF

+

09, BUMCMRL00, BLN01, BE06,

CF04, FMPS08, KTM02, SBI08, SM03]. T esting

[CM` aGL

+

04, BG03, PZS04, WW C

+

04, WW C

+

05]. tests

[KSB

+

02, NGTB03]. tetraammonium [CW02]. tetraazanaph thalenes

[CdML06]. tetrac hloride [DMN05]. tetraco ordinate

[MMR

VH07, SRS07, W an09]. tetracy ano eth ylene [LH02].

tetracy ano eth ylene-con tained [LH02]. tetracycline [AS06, AS09].

tetrads [MHS05]. tetrahedral [LSY02, OBT09]. tetrah ydroimidazo

[SPGS08]. tetrah ydroimidazo- [SPGS08]. tetrah ydro xouran ylate

[IvSV06]. tetramer [RR

CA08]. T etrao xide [JW12, SLHW09].

tetrap eptide [DSR

+

07]. tetrap eptides [GKTS04]. T etrazine

[JW12, SLHW09, XZ04]. T etrazino [JW12, SLHW09].

T etrazino-T etrazine-T etrao xide [JW12, SLHW09]. tetrazole [dSV A

+

09].

TGSA [GR

CD01, GCD04]. TGSA-Flex [GCD04]. Th [NSO

+

07]. their

[Bac04, Bac05, Bac07, BWZ08, BHH

+

09, D VRP

+

03, FL08, GCD

+

08,

JHMB

+

09, JHMB

+

11, Lee09, Ow e05, PCMG09, SWM04, SRK

+

00, WWT08,

YL WL09, ZXL

+

04, ZWY

+

09]. them [YNW05]. theorem [Kar01, RLER07].

theoretic [SWZS04]. Theoretical

[Ano06a, AZM03, BY06, BI06, Bor03, BS03, CNN07, CFD03, CFD04, CG08,

COMR

+

04, FJ08, FL07, FDSA00, GYCZ04, GLH

+

08, HLLS05, HS00, IGL07,

I IK09, mJlZyL

+

08, JW12, KYFW07, KZY09, KSN01, KS05c, LS08a, LH02,

L WX07, LD Y

+

08, LL

W02, LDT

+

02a, LDT

+

02b, L YZ

+

08, LMR VFH

+

09,

MMLC05, MCK05, MBM

+

00, NBTN04b, OCP02, OKE

+

02, PFR04b,

wQZsLyZ02, R

TG00, RZWS07, SLL

+

04b, SFR07, ST06, TKS

+

01, TJM

+

03,

gThDjL

+

01, VS08, WLL01, WLLS05, WDS06, WD

XS06, WDZS07,

WLL

+

07b, W

CL05, WJX

+

08, XFF06, XKKL03, YTY07, YIN03, YFR05,

YL W

+

08, YQQH09, YL

WL09, YHD

+

06, ZLLS04b, ZLLS04a, ZLLS05,

ZLLS06a, ZLLS06b, ZZW

+

07, ZZL

+

08, ZZL

+

09, ZZW09, ZXY03, ZL07,

BGC

+

09, CN05, DLR

+

08, GXK09, Ham07, HRBKB03, HLMR06, Kan07,

KKMMS04, LC07, LD05a, Lee09, LL01, LLK

C06, LB08, MM02, MDI04,

NTH00, NSB08, Ny e07, OON01, PGRRNG03, PC00, P

AS07]. theoretical

[RA GLL09a, RA

GLL09b, RRS06, RP04, RJLR06, SLHW09, SMV

+

09,

UNHYT06, WLZ

+

07, WSM

+

08, W ou00, XWX

C08, YXZ

+

04, ZL05,

dRLMS00, Li01, NBTN04a, RD00, UNM

+

01, ZPL07, ZLD09]. theoretically

[WS02b]. theories [JHZ09]. Theory

[BBC

+

05, SH08, WM12, AL

TB06, ASDP

+

06, ASY01, BC06, CWY09,

CFK08, CR08, Ch u07, CKW09, CPML08a, Cul08, CGSdST06, DPM09,

DSR

+

07, Ell07, EKB02a, F

CW06, FZL07, F

G02, FI I

+

07, FLGW00, FS04,

FLK

+

07, FZL

+

06, GM01, Gri03, Gri04, Haf08, HSMT04, HS07a, Hol05,

ION07, IKN08, IN08, J

ˇ

CHS07, KSS08, KWK

+

01, KWK

+

02, KK08c,

KZW

+

05, Kut07, LMB08, LF04, LFZS04, LMGR05, LF02, LLZL09, LDL

+

09,

Lu09, MGMM07a, Mat03, MW09, MA09, MH08b, ML00, NYH02, NUH02,

NTH09, OFIK09, OKE

+

02, PFJ

+

03, PSF

+

08, PU09, P

A05, QTdG

+

08, RB01,

RDM

+

08, RZWS07, SH07, SH02, SZT08, SSMW09, SSB07, SW06, TST

+

08,

T ru07, TKN

+

08, TKH03, WRP

+

06, WB07, WZY04, WMR W

+

01, WW03,

W CHW09, WL00, W

CFH02, WNH03, W

CL05, XYN

+

06, XB08, XL02,

XPW09, YCXY03, YH09, YYW07, YLL

+

09, ZZL04, ZH08, Zho06]. theory

[ZFL

+

05, dOMSL01, vGGB00, vLBBR12, Blo04, BE09, CGMPT

+

08,

GGB07a, PFB05, PMC

+

08, SG07b, ZSC05, Bic09]. theory-based [XL02].

Theozyme [UTH

+

03]. there [KT02]. thermal

[LZZC09, LLK

C06, Lu09, SFRS01, WXK08]. Thermally [ZALMG03].

Thermo c hemical [BT00]. thermo c hemistry [LLXS02, ZXL

+

04].

Thermo dynamic [NA06, WR07, WFR08, ZWP08, Blo04, BZL05, KS05b,

KK01b, LC06, LLZL09, RK05, SY09]. thermo dynamical [KZY09].

Thermo dynamics

[UNM

+

01, HFSD03, JMD

+

02, MH09, NSU

+

02, PCMG09]. thermo electric

[XK08]. thermostats [MZL08]. these [LL00]. thiamin [LS08b]. thiazoline

[XK G

+

05]. thio [MMMY07, TTB01b]. thio-substituted

[MMMY07, TTB01b]. thioacetalization [R

UPH06]. thioamide [LKJ

+

04].

thioamide-con taining [LKJ

+

04]. thio ether [SFR07]. thiolate

[DMN05, SGD06]. thiomandelate [APG05]. thiop eptides

[TTB01a, TTB01b]. thiophene [KTM02, PSF

+

08, RR

CA08].

thiophosphoryl [ZJM

+

07]. thioredo xin [CFR06, CFS

+

09]. thiouracil

[LMGO

+

09]. third

[BGJ01b, Gri03, JGH00, K

GN07, LK04, RRP

+

01, YTH01]. third-order

[Gri03]. third-ro w [BGJ01b, JGH00, LK04, RRP

+

01, YTH01]. Thomas

[Kri09a]. thorium [AB00]. threading [BS08]. three

[BY06, BP01, Bie04a, BB08, BGC

+

09, CV09, DHW

+

08, FI I

+

07, FLOD07,

GD V03, HK08c, KBLP09, Lai07, MP03a, MVLG06, SHBD05, W an09].

three-b o dy [FI I

+

07]. three-b ond [KBLP09]. three-cen ter [Lai07].

three-co ordinate [BGC

+

09]. three-dimensional

[BP01, MP03a, MVLG06, SHBD05, W an09]. three-p oin t [Bie04a].

threshold [Mei02]. th ymidine [LBG08]. th ymine

[KKMMS04, MHS05, NBTN04a, NBTN04b, Pin01]. th ymine- [MHS05].

TIBO [AJNG01, SGPS09]. TiCl [UNM

+

01]. tigh t

[ECM

+

03, HNWF07, HNWF12, WM04, XL02]. tigh t-binding

[HNWF07, HNWF12, WM04, XL02]. tilt [LHI09]. TIM [A

GK03, LD05a].

Time [Bac09, CP08, Gog08, Kol04, LDL

+

09, Whe08, ZH08, BYQS03,

CFK08, CPC

+

00, DF06, F

CW06, HNWF07, HNWF12, HS01, ION07,

KMH02, KM00, KH06, MW09, NTH09, PK05, PSF

+

08, TYN05, TST

+

08,

TKN

+

08, YH07, ZWZ09, ZM03, vGGB00]. Time-a v eraged [CP08].

Time-dep enden t [Bac09, Gog08, LDL

+

09, Whe08, ZH08, CFK08, F

CW06,

HNWF07, HNWF12, HS01, ION07, MW09, NTH09, PSF

+

08, TST

+

08,

TKN

+

08, YH07, ZM03, vGGB00]. time-frequency [DF06].

Time-rev ersible [Kol04]. time-step [KM00]. times [DD

VD09]. timescale

[MST

+

08]. TiN [JD09]. TINKER

T M

[Sto05]. TiO [FHRR07]. TIP4P

[HPL03, THHN01]. tires [LMGR06]. titanium [UNM

+

01]. Tl

[VHRR07b, VHRR07a]. TlN [ZX08]. TlX [ZL09b]. tm [BM00, GM01].

TMPyP [AZM03]. toluene [GCCVB00]. tomograph y [R

GG08]. to ol

[ALB09,

´

ACD

+

03, CCL06, CA07b, Gra07, HHG

+

09, LAEL01, LOL

+

08,

NSU

+

02, OML

+

00, Pra01]. to olkit [Hin00]. to ols [MRS09, Ny e07]. top o

[GR CD01, GCD04]. top o-geometrical [GR

CD01, GCD04]. top ological

[CA GR08, DRAS04, DRAS05, FSS00, GDPCPU07, HM08, JLHF03, MP03a,

RP07c, RP07b, SF

C04, YWHZ03, ZSE08, ZNLL07]. T op ology

[RSER09, F CP

+

05, GdAcV

+

07, Kle03, KF03, KBL08]. T op ology-based

[RSER09]. T ork [CG03]. torsion [Ano06c, CIB05, FWH

+

07, FKZ09,

MGLDS00, OMNH08, PHR

+

05, TNS00, WZW

+

06]. T orsional

[PSF

+

08, DHF

+

05, FPG

+

06]. torsions [SP05]. total [RP07a]. to xicit y

[CMCB08]. Tp [HT05]. TpMX

O [HT05]. trace [KLS02]. tracing [Kli01].

trac king [HNR08]. training [A

G03, LJZ

+

07, LSY02, SJJ

+

04]. tra jectories

[Ham07, MST

+

08]. tra jectory [Qua07]. trans

[BZL05, CSB08, HKHN08, KMM07]. trans- [BZL05]. transamination

[LD Y

+

08]. transcriptase [AJNG01]. transfer

[A GK03, BA03, BLN01, BL00, CXZ

+

09, CHRL09, FDSA00, FZL

+

06, GWM08,

GV A TG03, GGLR00, HFHL06, IN01, JJH01, LLM08, LMGO

+

09, Li01, LL01,

LH02, LB05, LLS03, MT03, MAF

+

07, Mc k07b, OON01, PGG06, PMPGP05,

QZZZ03, Rao00a, SL09, TBG00, WL00, W

C08, YS00, ZY01, ZH08, BA04a].

T ransferabilit y

[CSB

+

03, TT05, FDM00, KS01a, OSHS03, RSP03, TFZR

G01]. T ransferable

[WBSR03, HXLS09]. transferase [SFR07]. transferred [GFS05]. transfers

[XK G

+

05]. T ransform [BWP07, HLM05, ON07, QLHL09, TYN05].

transform-based [HLM05]. transformation [PVdJB00].

transformational [CN03]. transformations [WSM

+

09]. transformed

[Nak02, NA06, vDSSvA04]. T ransition

[FKRE08, LMGR06, TH02, ABYM08, ABBC01a, ABBC01b, Ano06a, Bac05,

BP03, BS06, Bof01, BR V

+

07, BM00, BGJ01b, CWWS07, Ch u07, DL

W06,

Dib05, EL07, GHH07, GM01, Hol05, JHZ09, KRM

+

02, L

W07, LD05a, LH02,

LGB

+

09, L

WZ09, LK03, LK04, NR04, PYCD03, Qua01, Qua07, RRF C

+

03,

SK09, SZT08, ST06, TKS

+

01, WB07, WL09b, YTH01, ZALMG03].

transition-metal [Ano06a, ST06]. transitions

[CZ05, F

C06, JW06, O YK

+

09, SMKM00]. T ranslation [RLER05].

transmem brane [GAS04, YMT04]. transp ort

[Ara04, CM09, F CP

+

04a, F CP

+

05, KK08c]. treating [MA09]. treatmen t

[BCF

+

09, BZL05, CLA

+

00, CBH

+

03, HC08, HHBH00, IB04, JB04, KS05b,

K CL00, LS08c, MFB04, MR02, MGLL03, RI07, RP02, XL02]. treatmen ts

[CEP07, D

WNB01]. tree [GY08]. treeco de [DK01]. T rends [SRB06].

triangulation [BHH

+

09]. triazines [ZX04]. triazolinones [WZY04].

trib enzo [GLRL02]. tric hloroacetaldeh yde [CU01]. trico ordinated

[L TF

+

07]. trigonal [JHMB

+

09, JHMB

+

11]. trimer [LZJ03, RR

CA08].

trimers [ABYM08, VS02]. trimeth ylamine [CPDZH08]. trimeth ylsilyl

[LLK

C06]. triosephosphate [A

GK03]. trip eptide [VKP

+

08].

triphosphate [GS04]. triple [PP08a, RPNJ07]. triple-dec k er [RPNJ07].

triplet [CZ05, CG08, FDSA00, LS08a, OSA06]. trip o dal [HA04].

trisacc haride [GBB07]. tRNA [GGT08]. truncated [KK08a]. T runcation

[RRS09, MN02]. T rypan [SRK

+

00]. T rypsin [JZD

+

09, CWV

+

05, MBC08].

T rypsin-ligand [JZD

+

09]. tryptophan [HLC09, Li01, LL01, MM05]. Tsi

[XFF06]. TTTO [JW12, SLHW09]. tubular [FL07]. T uczek [Ano06a].

tumor [W

CF04]. tumor-sp ecific [W

CF04]. T uning [JHMB

+

09, JHMB

+

11].

tunneling [Ch u07, MKT04, R

WBH09, SFRS01]. TURBOMOLE [LLL03].

turns [HL08]. Tw o

[PFB05, Y as08, AMR04, AHK02, BRS07, BE09, CVR08, CCK01, DHF

+

05,

FBDG06, FR06, GGP09, GYMN07, GGA00, HK08c, JJK

+

00, KAS

+

07, KT02,

Lai07, LDC

+

07, L WW

+

06, Sen06, Sto05, V an02a, V an02b, YFR05, dSR08].

t w o- [Lai07]. t w o-b o dy [FBDG06]. t w o-cen ter [BRS07, GGA00].

t w o-comp onen t [V an02b]. t w o-dimensional [CVR08]. Tw o-electron

[PFB05, Y as08, FR06, GYMN07, GGA00, Lai07].

t w o-electron/four-cen ters [GYMN07]. t w o-state [KT02, Sen06]. t yp e

[Bie04a, CXZ

+

09, CJDK09, CVVB04, EdlVR

+

03, GC02, Gri06, HLC09,

IKN08, KDG

+

09, Leh06, MY08a, OON01, SDL

+

09, TW03, TLOG00, VB03,

WD08, YX C

+

07]. t yp es [BY06, GGP09, KS05b, MLL

+

08b]. T ypical

[SMV

+

09, MLL

+

08b]. t yrosine [A

G00, CLS

+

09, LRI

+

02, Li01, LL01, OO08].

U [Han01, CCCJ09, GHLK

+

02, RLDI09]. ubiquinone [IN01]. ubiquitin

[KIFK07]. UCSF [PGH

+

04]. UF [Han01]. UK [Lip00]. ulcerogenic

[CMBC08]. ultra [ZHMW09]. ultra-incompressible [ZHMW09]. Ultrafast

[BR07]. ultrasoft [PSS

+

04, PSMB05]. um brella [RNG03]. un biased

[Pul05, SYC08]. uncertain t y [SY09]. unconstrained [DMN03].

uncorrected [PSC

+

01]. understand [DSB

+

02]. Understanding

[CA GR08, CDPL09, BRS07, ZZW09, CFER04, HP04]. Unicorns [FK07b].

Unified [GDPP08, CMGD A C

+

07]. uniform

[HdMdS05, HdS06, HD06, Rap06]. Unimolecular

[ML00, FS00b, KZY09, ZZL04]. unique [KT02]. unit [VM07, Y as08].

unitary [KBT03]. units

[CXZ

+

09, FEV

+

09, HP05, NK01, NL08, PC00, PF

C03]. Univ ersal

[DHW

+

00, HdMdS05]. Unortho do x [KBB09]. unph ysical [O

V03].

UNRES [HXLS09, NCO

+

05]. unrestricted [YH07]. unsaturated

[BS03, KFD06, MTB09, W an09, ZKZ

+

07]. Un usual [XK08]. UO

[IV04, IvSV06, RDM

+

08]. Up date [BKS02]. up dated [Ch u07]. Up dates

[Ano04b, BA

CJCT01, DvL01, Gly06, JVVK09]. up on [OFIK09]. uracil

[LMGO

+

09, MSBS01, MHS05]. uracil-base [MHS05]. uran yl [IV04]. Urea

[SK05, AS00, VVS07]. ureases [ESM06]. Use [BWI

+

02, D

W08, W ou00,

ALB09, F

C06, JNV08, Kli01, MR

C03, OCP02, PRKP05, PRS04, R

CJ02a,

RSN

+

02, Ruv07, SH07, SVT09, V

GGMM05, YTH01, YZ04]. used

[DvG00, ESP04, HdMdS05, HdS06, HD06]. user [DPDG05, JKI I08]. uses

[KBB09]. Using

[CSD04, FSM09, HL08, Kne05, LL07, MO01, OSHS03, QLHL09, SWR06,

XSHC06, XLC08, X O W

+

00, Adc04, AJ03, ABWT09, AM06b, AS00, BWP07,

BML V04, BVW04, BME05, BGC

+

09, Bud07, CL

WL09, CN03, CSJ01,

CLC09, CKR08, CLA

+

00, Ch u07, CP08, CP09, CCP04, CPML08a,

CGSdST06, DLD

+

02, D

WNB01, DR09, D VP

+

02, DB06, DB02, DMJV05,

EK O

+

01, EKB02a, EM03b, F

CW06, FMPS08, FBDG06, F AB

+

00, FEVM01,

FR06, FSFK05, GMA04, GL04b, GdSuM

+

07, GPSP06, GGLR00, Haf08,

HWDB03, Han01, HSMT04, HMSM06, HMMS09, HG08, HHP04, I I02, IS07,

IS03, IT03, IK00, JBGK08, JIK09, JVVK09, JTR05, JF

G04, JSHG07,

KRM

+

02, KK G

+

09, KM00, KLH

+

04, KK08c, K

OFF09, Kle02, Kle03,

KBT03, KKS04, Lab08, LCKL05, LCC09, LZ05a, LLL

+

08, LZZC09, LS05a,

LZ05b, LSY02, LKW04, MWL

+

08, MT03, MMLC05, MKT04]. using

[MV06, MBP09, MOP

+

07, MTE04, MRS09, MRS

+

07, NCO

+

05, NINA T

+

07,

OFB08, OKE

+

02, PMB04, PS09a, P A T

+

09, PP08b, PDS01, PZS04, PSS

+

04,

RI07, RI08, RMP01, R

G08, R

ON02, SDL

+

09, SPGS08, SSB

+

03, Sc h00,

SR CD03, SBG

+

09a, SY09, SPT07, SMV

+

09, TP01a, Tie09, TCSM03,

UBDPJ04, VSW

+

03, V an02a, WLZ

+

07, WL00, WEE01, W

G02, W OC

+

03,

W CS09, XL

T07, YK00, YYW07, ZCS04, ZBS03, ZWP08, ZHH09,

vdV GDM00, PRSMM02]. utilit y [KMH02]. utilization [GS08, DMLI05].

utilizing [NYTH09, W an09].

v [Lip00, ZZW09, GBJ03, Kri09b, PF

C03, TD08]. v acancy [ZMH

+

09].

v acuum [BISB02]. V alence

[L W07, SH08, T ru07, WM12, Bic09, BL

T03, Cul08, EA08, HELM09, HS07a,

Ma y07, MG00, PRSMV08, SWZS04, SMZW05, SSMW09, SSW

+

07,

VBGL

+

00, WMR W

+

01, WJ00, dSV A

+

09, vLBBR12]. v alen t

[AZM03, CN05, GWL07]. V alidation [BA

˚

A07, V

CM01, A GI

+

00, DGD

+

05,

JJB02, JCL05, JVVK09, MSR04, MTE04, SRB06, APG05, HZ06b, NGTB03].

v alinamide [HJCP01]. v alue [FPG

+

06, TBSM09]. v alues

[OS06, PMPGP05]. v anadium [PV07, Tie09]. v ap or [PHJ

+

08, UNM

+

01].

v ariable [CFS

+

09, GS08, WHR

G08]. v ariables [SWR06]. v ariance

[Blo04, LR W G03]. v ariate [LR06]. V ariation

[AAP00, NA

T07, PGG06, Rao00a, Vy a01]. V ariational

[MR02, AB09, Ch u07, GY06, HdMdS05, HdS06, HD06, RS07a, RS07b].

V ariations [TGGP

+

00]. v ariet y [

ˇ

SBL05]. v arious

[BP07, HMMS09, IT03, Kr´ o03, KS01b, MLL

+

08b, PP08a, PFJ

+

03, PMM05,

RR05, WHH

+

06, ZCL09]. v arying [CC09]. V

ASP [Haf08]. VBSCF

[vLBBR12]. V

CH [Sta00]. VDD [GHBB04, GHBB04]. v ector

[CLX

C02, CLS

+

09, HL08, LCC09, LJZ

+

07, QLHL09, YMT04]. v ectorizing

[SO07]. v ectors [BWI

+

02]. v ersatile [KF08, TdMSD

+

08]. v ersion

[HDBD04]. v ersions [Sto05]. v ersus [ABYM08, ALC08, BSG07, BB08,

JS07b, JBGK08, LST08, L

TV08, PSMB05, V an02b]. V ertical

[PRSMM03, SA07, CG08, L

WX07, LFEdL06, SLR

C01, TKS

+

01]. VI [HP05].

via [BA03, BA04a, Bou01, BRS00, BRS01, CZB07, CA

G07, DF

GB09,

Hua09a, JP09, KSB

+

02, KRLD09, LMO09, SMM

+

08, SG01, ZPL07].

Viabilt y [KK01b]. viable [LMGR05]. Vibalizer [Gra07]. vibrating [Y os02].

vibration [CCL06, LSY02, ZWPR

+

04]. Vibrational [BP07, CLP

+

05, LC09,

NR04, WB07, BR V

+

07, DB07, GBDP05, Gra07, Han01, HNR08, JARM02,

LMB08, LN01, MR02, NRKH02, NA

T07, PZW G

+

04, T or02, WM04, WM01].

vibrations [CPDZH08, DR09, K

CL00, vE01]. vibronic [TP01b]. view

[CSJD04, Jac09, JMD

+

02, MGCA07]. VI I I [EBD

+

01]. vin yl [YYW07].

vin ylphosphine [MGLDS00]. viridis} [IN01, OON01]. virtual

[GFS05, KSM05, LZ05b, PRDS08, YOB

+

08]. virus

[AJNG01, DLRZ09, K

CL06]. viscosit y [ZP03]. Visualization

[MMP

+

07, RP07b, ARL01, KYL03, PGH

+

04]. Visually [SD09]. VMD

[Pra01]. VMF

CI [CCL06]. V

O [PV07]. v oltammetry [KJP

+

07]. V olume

[Sta00, BVW04, Lab08, LFSB03a, LFSB03b, Mue01, QNF09].

v olume-preserving [QNF09]. v olumes [BHH

+

09, Rao00b, SBLK01].

V oronoi [GHBB04, MVLG06, SBLK01]. VP1 [K

CL06]. VPP700 [KSY

+

00].

Vpu [KF08]. vs [CXZ

+

09, LLK

C06, MA05, SCG04, Wib04].

Addicoat:2008:A VD

[ABYM08] Matthew A. Addicoat, Mark A. Bun tine, Brian Y ates, and

Gregory F. Metha. Asso ciativ e v ersus disso ciativ e binding of

CO to 4d transition metal trimers: a densit y functional study .

Journal of Computational Chemistry, 29(9):1497–1506, July

15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Angy an:2003:OTO

[

´

ACD

+

03] J´ anos G.

´

Angy´ an, Christophe Chip ot, F ran¸ cois Dehez,

Christof H¨ attig, Georg Jansen, and Claude Millot. OPEP:

a to ol for the optimal partitioning of electric prop erties. Jour-

nal of Computational Chemistry, 24(8):997–1008, June 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Allinger:2003:AEC

[A CLD03] Norman L. Allinger, Kuo-Hsiang Chen, Jenn-Huei Lii, and

Kathleen A. Durkin. Alcohols, ethers, carb oh ydrates, and

related comp ounds. I. The MM4 force field for simple com-

p ounds. Journal of Computational Chemistry, 24(12):1447–

1472, Septem b er 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

A tanaso v:2006:DMC

[A CM

+

06] Mihail A tanaso v, P eter Com ba, Bo do Martin, V era M ¨ uller,

Gopalan Ra jaraman, Heidi Roh w er, and Steffen W under-

lic h. DFT mo dels for copp er(I I) bispidine complexes: Struc-

tures, stabilities, isomerism, spin distribution, and sp ec-

troscop y . Journal of Computational Chemistry, 27(12):1263–

1277, Septem b er 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Allinger:2000:VWE

[AD00] Norman L. Allinger and Kathleen A. Durkin. V an der W aals

effects b et w een h ydrogen and first-ro w atoms in molecular me-

c hanics (MM3/MM4). Journal of Computational Chemistry,

21(14):1229–1242, No v em b er 15, 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Adco c k:2004:PBR

[Adc04] Stew art A. Adco c k. P eptide bac kb one reconstruction using

dead-end elimination and a kno wledge-based forcefield. Jour-

nal of Computational Chemistry, 25(1):16–27, Jan uary 15,

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Agostini:2006:GSA

[ADM

+

06] Fla via P

. Agostini, Diogo De O. Soares-Pin to, Marcelo A.

Moret, Carla Osthoff, and P edro G. P ascutti. Generalized

sim ulated annealing applied to protein folding studies. Jour-

nal of Computational Chemistry, 27(11):1142–1155, August

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Alonso:2006:PMM

[AE06] Jos ´ e Luis Alonso and P ablo Ec henique. A ph ysically meaning-

ful metho d for the comparison of p oten tial energy functions.

Journal of Computational Chemistry, 27(2):238–252, Jan uary

30, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Alk orta:2003:CED

[AEE

+

03] Ib on Alk orta, Jose Elguero, Enrique Espinosa, Ignasi Mata,

and Elies Molins. Comparison of electron densit y prop erties in

frozen and relaxed electronic distributions. Journal of Com-

putational Chemistry, 24(4):416–421, Marc h 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Alham bra:2000:HBI

[A G00] Cristobal Alham bra and Jiali Gao. Hydrogen-b onding in ter-

actions in the activ e site of a lo w molecular w eigh t protein-

t yrosine phosphatase. Journal of Computational Chemistry,

21(13):1192–1203, Octob er 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ahmad:2003:DTN

[A G03] Shandar Ahmad and M. Mic hael Gromiha. Design and train-

ing of a neural net w ork for predicting the solv en t accessibil-

it y of proteins. Journal of Computational Chemistry, 24(11):

1313–1320, August 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Alcaro:2000:QF A

[A GI

+

00] S. Alcaro, F. Gasparrini, O. Incani, S. Mecucci, D. Misiti,

M. Pierini, and C. Villani. A “quasi-flexible” automatic do c k-

ing pro cessing for studying stereoselectiv e recognition mec ha-

nisms. P art I. Proto col v alidation. Journal of Computational

Chemistry, 21(7):515–530, Ma y 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Alcaro:2007:QF A

[A GI

+

07] S. Alcaro, F. Gasparrini, O. Incani, L. Caglioti, M. Pierini,

and C. Villani. “quasi flexible” automatic do c king pro cessing

for studying stereoselectiv e recognition mec hanisms, part 2:

Prediction of ΔΔG of complexation and

1

H-NMR NOE corre-

lation. Journal of Computational Chemistry, 28(6):1119–1128,

April 30, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Alagona:2003:IMS

[A GK03] Giuliano Alagona, Caterina Ghio, and P eter A. Kollman. The

in tramolecular mec hanism for the second proton transfer in

triosephosphate isomerase (TIM): a QM/FE approac h. Jour-

nal of Computational Chemistry, 24(1):46–56, Jan uary 15,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Alv arez-Ginarte:2008:APR

[A GMPR G

+

08] Y oanna Mar ´ ıa Alv arez-Ginarte, Y o v ani Marrero-P once,

Jos ´ e Alb erto Ruiz-Garc ´ ıa, Luis Alb erto Mon tero-Cabrera,

Jose Man uel Garc ´ ıa De La V ega, P edro Noheda Marin, Rac hel

Cresp o-Otero, F rancisco T orrens Zaragoza, and Ram´ on

Garc ´ ıa-Domenec h. Applying pattern recognition metho ds plus

quan tum and ph ysico-c hemical molecular descriptors to an-

alyze the anab olic activit y of structurally div erse steroids.

Journal of Computational Chemistry, 29(3):317–333, F ebru-

ary 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

An ton y:2002:BDC

[A GO

+

02] Jens An ton y , Nohad Gresh, Lars Olsen, Lars Hemmingsen,

Christopher J. Sc hofield, and Rogert Bauer. Binding of D- and

L-captopril inhibitors to metallo-β -lactamase studied b y p o-

larizable molecular mec hanics and quan tum mec hanics. Jour-

nal of Computational Chemistry, 23(13):1281–1296, Octob er

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Agrafiotis:2003:SPE

[Agr03] Dimitris K. Agrafiotis. Sto c hastic pro ximit y em b edding. Jour-

nal of Computational Chemistry, 24(10):1215–1221, July 30,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Aspuru-Guzik:2005:ZPQ

[A GSF A

+

05] Al´ an Aspuru-Guzik, Romelia Salom´ on-F errer, Brian Austin,

Raul P erusqu ´ ıa-Flores, Mary A. Griffin, Ricardo A. Oliv a,

Da vid Skinner, Dominik Domin, and William A. Lester Jr.

Zori 1.0: a parallel quan tum Mon te Carlo electronic structure

pac k age. Journal of Computational Chemistry, 26(8):856–862,

June 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Aspuru-Guzik:2005:SAE

[A GSF AL05] Al´ an Aspuru-Guzik, Romelia Salom´ on-F errer, Brian Austin,

and William A. Lester Jr. A sparse algorithm for the ev alua-

tion of the lo cal energy in quan tum Mon te Carlo. Journal of

Computational Chemistry, 26(7):708–715, Ma y 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Apgar:2009:CEM

[AHGK09] James R. Apgar, Seungso o Hahn, Gev org Grigory an, and

Am y E. Keating. Cluster expansion mo dels for flexible-

bac kb one protein energetics. Journal of Computational Chem-

istry, 30(15):2402–2413, No v em b er 30, 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Auer:2002:BSC

[AHK02] Alexander A. Auer, T rygv e Helgak er, and Wim Klopp er.

Basis-set completeness profiles in t w o dimensions. Journal

of Computational Chemistry, 23(3):420–425, F ebruary 2002.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Alfonso:2003:FNE

[AJ03] Dominic R. Alfonso and Kenneth D. Jordan. A flexible n udged

elastic band program for optimization of minim um energy

path w a ys using ab initio electronic structure metho ds. Jour-

nal of Computational Chemistry, 24(8):990–996, June 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Abrahao-Junior:2001:CAH

[AJNG01] Odon ´ ırio Abrah~ ao-J ´ unior, P aulo G. B. D. Nascimen to, and

S ´ ergio E. Galem b ec k. Conformational analysis of the HIV-

1 virus rev erse transcriptase nonn ucleoside inhibitors: TIBO

and nevirapine. Journal of Computational Chemistry, 22(15):

1817–1829, No v em b er 30, 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ak ama:2007:IDC

[AKN07] T omok o Ak ama, Masato Koba y ashi, and Hiromi Nak ai. Imple-

men tation of divide-and-conquer metho d including Hartree–

F o c k exc hange in teraction. Journal of Computational Chem-

istry, 28(12):2003–2012, Septem b er 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Agrafiotis:2001:MSC

[AL01] Dimitris K. Agrafiotis and Victor S. Lobano v. Multidimen-

sional scaling of com binatorial libraries without explicit en u-

meration. Journal of Computational Chemistry, 22(14):1712–

1722, No v em b er 15, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Allen:2009:GMG

[ALB09] William J. Allen, Justin A. Lemkul, and Da vid R. Bev an.

GridMA

T-MD: a grid-based mem brane analysis to ol for use

with molecular dynamics. Journal of Computational Chem-

istry, 30(12):1952–1958, Septem b er 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Aleman y:2008:R CE

[ALC08] P ere Aleman y , Miquel Llunell, and Enric Canadell. Roles of

cations, electronegativit y difference, and anionic in terla y er in-

teractions in the metallic v ersus nonmetallic c haracter of Zin tl

phases related to arsenic. Journal of Computational Chem-

istry, 29(13):2144–2153, Octob er 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Artem y ev:2004:FBS

[ALKH04] A. N. Artem y ev, E. V. Lude ~ na, V. V. Karasiev, and A. J.

Hern´ andez. A finite B-spline basis set for accurate diatomic

molecule calculations. Journal of Computational Chemistry,

25(3):368–374, F ebruary 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Alcoba:2006:OLC

[AL TB06] Diego R. Alcoba, Luis Lain, Alicia T orre, and Rob erto C.

Bo c hicc hio. An orbital lo calization criterion based on the the-

ory of “fuzzy” atoms. Journal of Computational Chemistry,

27(5):596–608, April 15, 2006. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Allen:2006:DPE

[AM06a] Benjamin D. Allen and Stephen L. Ma y o. Dramatic p erfor-

mance enhancemen ts for the F

ASTER optimization algorithm.

Journal of Computational Chemistry, 27(10):1071–1075, July

30, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Anderson:2006:MSR

[AM06b] P eter C. Anderson and Sandro Mecozzi. Minim um sequence

requiremen ts for selectiv e RNA-ligand binding: a molecu-

lar mec hanics algorithm using molecular dynamics and free-

energy tec hniques. Journal of Computational Chemistry, 27

(14):1631–1640, No v em b er 15, 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Alabugin:2007:R GM

[AM07] Igor V. Alabugin and Mariappan Manoharan. Reh ybridiza-

tion as a general mec hanism for maximizing c hemical and

supramolecular b onding and a driving force for c hemical re-

actions. Journal of Computational Chemistry, 28(1):373–390,

Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Addicoat:2009:K CS

[AM09] Matthew A. Addicoat and Gregory F. Metha. Kic k: Con-

straining a sto c hastic searc h pro cedure with molecular frag-

men ts. Journal of Computational Chemistry, 30(1):57–64,

Jan uary 15, 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Amatatsu:2002:ISE

[Ama02a] Y oshiaki Amatatsu. Ab initio study on the electronic struc-

tures of st yrene in the F ranc k–Condon region. Journal of Com-

putational Chemistry, 23(9):928–937, July 15, 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Amatatsu:2002:ISP

[Ama02b] Y oshiaki Amatatsu. Ab initio study on the photo c hemical

b eha vior of st yrene. Journal of Computational Chemistry, 23

(10):950–956, July 30, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Amisaki:2000:PEE

[Ami00] T ak ashi Amisaki. Precise and efficien t Ew ald summation for

p erio dic fast m ultip ole metho d. Journal of Computational

Chemistry, 21(12):1075–1087, Septem b er 2000. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Al-Matar:2004:GEM

[AMR04] Ali Khalaf Al-Matar and Da vid A. Ro c kstra w. A generat-

ing equation for mixing rules and t w o new mixing rules for

in teratomic p oten tial energy parameters. Journal of Compu-

tational Chemistry, 25(5):660–668, April 15, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Angeli:2009:NIE

[Ang09] Celestino Angeli. On the nature of the π → π

∗

ionic excited

states: the V state of ethene as a protot yp e. Journal of Com-

putational Chemistry, 30(8):1319–1333, June 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:2000:MMC

[Ano00] Anon ymous. In memoriam: Mic hael C. Zerner. Journal of

Computational Chemistry, 21(8):591, June 2000. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:2001:A

[Ano01a] Anon ymous. AIM2000. Journal of Computational Chemistry,

22(5):545–559, April 15, 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Altun:2006:SQM

[AST06] Ahmet Altun, Sason Shaik, and W alter Thiel. Systematic

QM/MM in v estigation of factors that affect the cyto c hrome

P450-catalyzed h ydrogen abstraction of camphor. Journal

of Computational Chemistry, 27(12):1324–1337, Septem b er

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Alexeev:2007:PDD

[ASW

G07] Y uri Alexeev, Mic hael W. Sc hmidt, Theresa L. Windus, and

Mark S. Gordon. A parallel distributed data CPHF algorithm

for analytic Hessians. Journal of Computational Chemistry,

28(10):1685–1694, July 30, 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Arulmozhira ja:2001:BRI

[ASY01] Sundaram Arulmozhira ja, T adatak e Sato, and Akira Y ab e.

Benzdiynes revisited: ab initio and densit y functional theory .

Journal of Computational Chemistry, 22(9):923–930, July 15,

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ahlric hs:2002:ELA

[A T02] Reinhart Ahlric hs and Kakha Tsereteli. Efficien t linear alge-

bra routines for symmetric matrices stored in pac k ed form.

Journal of Computational Chemistry, 23(2):306–309, Jan uary

30, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Autenrieth:2004:CFF

[A TBLS04] F elix Autenrieth, Emad T a jkhorshid, Jerome Baudry

, and

Zaida Luthey-Sc h ulten. Classical force field parameters for the

heme prosthetic group of cyto c hrome c. Journal of Computa-

tional Chemistry, 25(13):1613–1622, Octob er 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Aquino:2003:A OS

[A TH

+

03] Ad ´ elia J. A. Aquino, Daniel T unega, Georg Hab erhauer, Mar-

tin H. Gerzab ek, and Hans Lisc hk a. Adsorption of organic

substances on brok en cla y surfaces: a quan tum c hemical

study

. Journal of Computational Chemistry, 24(15):1853–

1863, No v em b er 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Anjima:2007:RMC

[A TM

+

07] Hidenori Anjima, Shin y a Tsuk amoto, Hirotoshi Mori, Masaki

Mine, Mariusz Klobuk o wski, and Eisaku Miy oshi. Revised

mo del core p oten tials of s-blo c k elemen ts. Journal of Com-

putational Chemistry, 28(15):2424–2430, No v em b er 30, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Amisaki:2003:DHA

[A TMK03] T ak ashi Amisaki, Shinjiro T o y o da, Hiroh Miy aga w a, and Ku-

nihiro Kitam ura. Dev elopmen t of hardw are accelerator for

molecular dynamics sim ulations: a computation b oard that

calculates non b onded in teractions in co op eration with fast

m ultip ole metho d. Journal of Computational Chemistry, 24

(5):582–592, April 15, 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Arnaud:2000:QMS

[A VB00] Roger Arnaud, V alen tina V etere, and Vincenzo Barone. Quan-

tum mec hanical study of regioselectivit y of radical additions to

substituted olefins. Journal of Computational Chemistry, 21

(8):675–691, June 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Arenas:2009:P AB

[A VS09] Miguel Arenas, M. Carmen Villa v erde, and F redy Sussman.

Prediction and analysis of binding affinities for c hemically di-

v erse HIV-1 PR inhibitors b y the mo dified SAFE p approac h.

Journal of Computational Chemistry, 30(8):1229–1240, June

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Arnaud:2003:TSI

[AZM03] Philipp e Arnaud, Kryst yna Zakrzewsk a, and Bernard Meu-

nier. Theoretical study of the in teraction b et w een a high-

v alen t manganese p orph yrin o xyl-(h ydro xo)-Mn(IV)-TMPyP

and double-stranded DNA. Journal of Computational Chem-

istry, 24(7):797–805, Ma y 2003. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Asc hi:2004:CFE

[AZS

+

04] Massimiliano Asc hi, Costan tino Zazza, Riccardo Sp ezia, Ce-

cilia Bossa, Alfredo Di Nola, Maurizio P aci, and Andrea

Amadei. Conformational fluctuations and electronic prop er-

ties in m y oglobin. Journal of Computational Chemistry, 25

(7):974–984, Ma y 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Balata:2003:SEG

[BA03] B ¨ ulen t Balata and Viktory a Aviy en te. Solv en t effects on

glycine. I. A sup ermolecule mo deling of tautomerization via

in tramolecular proton transfer. Journal of Computational

Chemistry, 24(14):1789–1802, No v em b er 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

See erratum [BA04a ].

Balata:2004:ESE

[BA04a] B ¨ ulen t Balata and Viktory a Aviy en te. Erratum: Solv en t ef-

fects on glycine. I. A sup ermolecule mo deling of tautomer-

ization via in tramolecular proton transfer. Journal of Com-

putational Chemistry, 25(1):151, Jan uary 15, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

See [BA03 ].

Balta:2004:SEG

[BA04b] B ¨ ulen t Balta and Viktory a Aviy en te. Solv en t effects on glycine

I I. W ater-assisted tautomerization. Journal of Computational

Chemistry, 25(5):690–703, April 15, 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bandy opadh y a y:2008:SO A

[BA08] Deepak Bandy opadh y a y and Dimitris K. Agrafiotis. A self-

organizing algorithm for molecular alignmen t and pharma-

cophore dev elopmen t. Journal of Computational Chemistry,

29(6):965–982, April 30, 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Buttingsrud:2007:V CP

[BA

˚

A07] B ˚ ard Buttingsrud, Bjørn K. Alsb erg, and P er-Olof

˚

Astrand.

V alidation of critical p oin ts in the electron densit y as descrip-

tors b y building quan titativ e structure–prop ert y relationships

for the atomic p olar tensor. Journal of Computational Chem-

istry, 28(13):2130–2139, Octob er 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bac hler:2004:SCS

[Bac04] Vinzenz Bac hler. A simple computational sc heme for ob-

taining lo calized b onding sc hemes and their w eigh ts from a

CASSCF w a v e function. Journal of Computational Chem-

istry, 25(3):343–367, F ebruary 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Bac hler:2005:BTM

[Bac05] Vinzenz Bac hler. The b eha vior of transition metal nitrido

b onds to w ards protonation rationalized b y means of lo calized

b onding sc hemes and their w eigh ts. Journal of Computational

Chemistry, 26(6):532–551, April 30, 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bac hler:2007:ONA

[Bac07] Vinzenz Bac hler. Orthogonal natural atomic orbitals form

an appropriate one-electron basis for expanding CASSCF

w a v e functions in to lo calized b onding sc hemes and their

w eigh ts. Journal of Computational Chemistry, 28(12):2013–

2019, Septem b er 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bac hler:2009:TDD

[Bac09] Vinzenz Bac hler. Time-dep enden t densit y functional calcula-

tions on the electronic sp ectra of the neutral nic k el complex

[Ni(L

I S Q

)

2

] (L

I S Q

= 3,5-di-tert-but yl-o-diiminob enzosemiquinonate(1

−

))

and its monoanion and dication. Journal of Computational

Chemistry, 30(13):2087–2098, Octob er 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Borras-Almenar:2001:SNU

[BA CJCT01] J. J. Borr´ as-Almenar, J. M. Clemen te-Juan, E. Coronado, and

B. S. Tsuk erblat. Soft w are news and up dates: MAGPACK: a

pac k age to calculate the energy lev els, bulk magnetic prop er-

ties, and inelastic neutron scattering sp ectra of high n uclear-

it y spin clusters. Journal of Computational Chemistry, 22(9):

985–991, July 15, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bultinc k:2002:GPD

[BAH

+

02] P atric k Bultinc k, Stijn August ynen, Hans W. Hilb ers, Ed E.

Moret, and Jan P . T ollenaere. Generate: a program for 3-D

structure generation and conformational analysis of p eptides

and p eptidomimetics. Journal of Computational Chemistry,

23(7):746–754, Ma y 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Balucani:2001:GPD

[BAL

+

01] N. Balucani, O. Asv an y , Y. T. Lee, R. I. Kaiser, N. Galland,

M. T. Ra y ez, and Y. Hannac hi. Gas-phase detection of the

HBCC (X

1

Σ) molecule: a com bined crossed b eam and com-

putational study of the B(

2

P) + C

2

H

2

(

1

Σ

+

g

) reaction. Jour-

nal of Computational Chemistry, 22(13):1359–1365, Octob er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Banerjee:2005:ECA

[BB05] Sanja y Banerjee and John A. Board Jr. Efficien t c harge assign-

men t and bac k in terp olation in m ultigrid metho ds for molec-

ular dynamics. Journal of Computational Chemistry, 26(9):

957–967, July 15, 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Binning:2008:HSV

[BB08] R. C. Binning Jr. and Daniel E. Bacelo. High-spin v ersus

brok en symmetry — effect of DFT spin densit y represen ta-

tion on the geometries of three diiron (I I I) mo del comp ounds.

Journal of Computational Chemistry, 29(5):716–723, April 15,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Banks:2005:IMP

[BBC

+

05] Ja y L. Banks, Hege S. Beard, Yixiang Cao, Art E. Cho,

W olfgang Damm, Ram y F arid, An thon y K. F elts, Thomas A.

Halgren, Daniel T. Mainz, Jon R. Maple, Rob ert Murph y ,

Dean M. Philipp, Matthew P

. Repasky

, Linda Y. Zhang,

Bruce J. Berne, Ric hard A. F riesner, Emilio Gallicc hio, and

Ronald M. Levy

. In tegrated Mo deling Program, Applied

Chemical Theory (IMP A CT). Journal of Computational

Chemistry, 26(16):1752–1780, Decem b er 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Belmares:2004:HHS

[BBG

+

04] M. Belmares, M. Blanco, W. A. Go ddard I I I, R. B. Ross,

G. Caldw ell, S.-H. Chou, J. Pham, P

. M. Olofson, and Cristina

Thomas. Hildebrand and Hansen solubilit y parameters from

molecular dynamics with applications to electronic nose p oly-

mer sensors. Journal of Computational Chemistry, 25(15):

1814–1826, No v em b er 30, 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Basdev an t:2004:SIS

[BBHD04] Nathalie Basdev an t, Daniel Borgis, and T ap Ha-Duong. A

semi-implicit solv en t mo del for the sim ulation of p eptides and

proteins. Journal of Computational Chemistry, 25(8):1015–

1029, June 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bucinsky:2009:REG

[BBI

+

09] Luk´ a ˇ s Bu ˇ cinsk ´ y, Stanisla v Biskupi ˇ c, Mic hal Il ˇ cin, Vladim ´ ır

Luk e ˇ s, and Viliam Laurinc. On relativistic effects in ground

state p oten tial curv es of Zn

2

, Cd

2

, and Hg

2 dimers. A

CCSD(T) study

. Journal of Computational Chemistry, 30(1):

65–74, Jan uary 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bro oks:2009:CBS

[BBM

+

09] B. R. Bro oks, C. L. Bro oks I I I, A. D. Mac k erell Jr., L. Nils-

son, R. J. P etrella, B. Roux, Y. W on, G. Arc hon tis, C. Bar-

tels, S. Boresc h, A. Caflisc h, L. Ca v es, Q. Cui, A. R. Dinner,

M. F eig, S. Fisc her, J. Gao, M. Ho doscek, W. Im, K. Kucz-

era, T. Lazaridis, J. Ma, V. Ov c hinnik o v, E. P aci, R. W.

P astor, C. B. P ost, J. Z. Pu, M. Sc haefer, B. Tidor, R. M.

V enable, H. L. W o o dco c k, X. W u, W. Y ang, D. M. Y ork, and

M. Karplus. CHARMM: the biomolecular sim ulation program.

Journal of Computational Chemistry, 30(10):1545–1614, July

30, 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Bonomi:2009:REB

[BBP09] M. Bonomi, A. Barducci, and M. P arrinello. Reconstructing

the equilibrium Boltzmann distribution from w ell-temp ered

metadynamics. Journal of Computational Chemistry, 30(11):

1615–1621, August 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Boro wski:2006:EDC

[BBSS06] T omasz Boro wski, Ew a Bro cla wik, Christopher J. Sc hofield,

and P er E. M. Siegbahn. Epimerization and desaturation b y

carbap enem syn thase (CarC). A h ybrid DFT study

. Journal

of Computational Chemistry, 27(6):740–748, April 30, 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Bro wn:2006:SDG

[BC06] Russell A. Bro wn and Da vid A. Case. Second deriv ativ es in

generalized Born theory

. Journal of Computational Chemistry,

27(14):1662–1675, No v em b er 15, 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Barone:2009:RET

[BCF

+

09] Vincenzo Barone, Maurizio Casarin, Daniel F orrer, Mic hele

P a v one, Mauro Sam bi, and Andrea Vittadini. Role and effec-

tiv e treatmen t of disp ersiv e forces in materials: P oly eth ylene

and graphite crystals as test cases. Journal of Computational

Chemistry, 30(6):934–939, April 30, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Benzi:2005:BCF

[BCIB05] Caterina Benzi, Maurizio Cossi, Rob erto Improta, and Vin-

cenzo Barone. Building ca vities in a fluid of spherical or ro d-

lik e particles: a con tribution to the solv ation free energy in

isotropic and anisotropic p olarizable con tin uum mo del. Jour-

nal of Computational Chemistry, 26(11):1096–1105, August

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Beren te:2007:CEE

[BCNs07] Imre Beren te, Eszter Czinki, and G´ ab or N´ ara y-szab´ o. A

com bined electronegativit y equalization and electrostatic p o-

ten tial fit metho d for the determination of atomic p oin t

c harges. Journal of Computational Chemistry, 28(12):1936–

1942, Septem b er 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bordner:2003:BES

[BH03] A. J. Bordner and G. A. Hub er. Boundary elemen t solu-

tion of the linear P oisson–Boltzmann equation and a m ul-

tip ole metho d for the rapid calculation of forces on macro-

molecules in solution. Journal of Computational Chemistry,

24(3):353–367, F ebruary 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Bro wn:2003:CWN

[BHG03] Scott Bro wn and T eresa Head-Gordon. Co ol w alking: a new

Mark o v c hain Mon te Carlo sampling metho d. Journal of Com-

putational Chemistry, 24(1):68–76, Jan uary 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Busa:2009:ETM

[BHH

+

09] J´ an Bu ˇ sa, Sh ura Ha yry an, Chin-Kun Hu, Jarosla v Sk ˇ riv´ anek,

and Ming-Ch y a W u. En v eloping triangulation metho d for de-

tecting in ternal ca vities in proteins and algorithm for comput-

ing their surface areas and v olumes. Journal of Computational

Chemistry, 30(3):346–357, F ebruary 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bader:2007:ECB

[BHTCG07] R. F. W. Bader, J. Hern´ andez-T rujillo, and F. Cort ´ es-

Guzm´ an. Essa y: Chemical b onding: from Lewis to atoms

in molecules. Journal of Computational Chemistry, 28(1):4–

14, Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bak er:2000:AMF

[BHW00] N. Bak er, M. Holst, and F. W ang. Adaptiv e m ultilev el fi-

nite elemen t solution of the P oisson–Boltzmann equation I I.

Refinemen t at solv en t-accessible surfaces in biomolecular sys-

tems. Journal of Computational Chemistry, 21(15):1343–1352,

No v em b er 30, 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bharatam:2006:TSE

[BI06] Prasad V. Bharatam and P ansy Iqbal. Theoretical studies on

electron delo calization in diaminoguanidine. Journal of Com-

putational Chemistry, 27(3):334–343, F ebruary 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bic k elhaupt:2009:BRB

[Bic09] F. Matthias Bic k elhaupt. Bo ok review: A chemist’s guide

to valenc e b ond the ory, b y Sason S. Shaik and Philipp e C.

Hib ert y , John Wiley & Sons, Inc., Hob ok en, New Jersey

, 2008,

311 pp. ISBN-10 0-470-03735-0. Journal of Computational

Chemistry, 30(16):2784, Decem b er 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bieniasz:2004:F O A

[Bie04a] Les la w K. Bieniasz. A fourth-order accurate, Numero v-

t yp e, three-p oin t finite-difference discretization of electro-

c hemical reaction-diffusion equations on non uniform (exp o-

nen tially expanding) spatial grids in one-dimensional space

geometry

. Journal of Computational Chemistry, 25(12):1515–

1521, Septem b er 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bieniasz:2004:IAS

[Bie04b] Les la w K. Bieniasz. Impro ving the accuracy of the spatial

discretization in finite-difference electro c hemical kinetic sim-

ulations, b y means of the extended Numero v metho d. Jour-

nal of Computational Chemistry, 25(8):1075–1083, June 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Benzi:2002:QMS

[BISB02] Caterina Benzi, Rob erto Improta, Gio v anni Scalmani, and

Vincenzo Barone. Quan tum mec hanical study of the confor-

mational b eha vior of proline and 4R-h ydro xyproline dip eptide

analogues in v acuum and in aqueous solution. Journal of Com-

putational Chemistry, 23(3):341–350, F ebruary 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Biegler-Konig:2000:CAI

[BK00] F riedric h Biegler-K¨ onig. Calculation of atomic in tegration

data. Journal of Computational Chemistry, 21(12):1040–1048,

Septem b er 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Barano v:2008:ELH

[BK08] A. I. Barano v and M. Kohout. Electron lo calizabilit y for

hexagonal elemen t structures. Journal of Computational

Chemistry, 29(13):2161–2171, Octob er 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Biegler-Konig:2002:UAP

[BKS02] F riedric h Biegler-K¨ onig and Jens Sc h¨ on b ohm. Up date of the

AIM2000-Program for atoms in molecules. Journal of Com-

putational Chemistry, 23(15):1489–1494, No v em b er 30, 2002.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Bu:2000:ODD

[BL00] Y uxiang Bu and Chengbu Liu. The orien tation and distance-

dep endence analysis of the electron transfer reactivit y: an

electron correlation lev el in v estigation of Mn

2+

(H

2

O)

2

/

Mn

3+

(H

2

O)

2 system. Journal of Computational Chemistry,

21(15):1387–1404, No v em b er 30, 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Blomgren:2005:EPE

[BL05] F redrik Blomgren and Sv en Larsson. Exploring the p oten tial

energy surface of retinal, a comparison of the p erformance of

differen t metho ds. Journal of Computational Chemistry, 26

(7):738–742, Ma y 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bil:2006:HRH

[BL06] Andrzej Bil and Zdzis la w Lata jk a. The h ydrop ero xy radical as

a h ydrogen b ond acceptor. HOO HCl complexes — ab initio

study

. Journal of Computational Chemistry, 27(3):287–295,

F ebruary 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Barb e:2008:IDF

[BL08] Sophie Barb e and Marc Le Bret. Ab initio determina-

tion of the flexibilit y of 2’-aminorib on ucleosides and 2’-

aminoarabinon ucleosides inserted in duplexes. Journal of

Computational Chemistry, 29(9):1353–1363, July 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Bailey:2009:MSE

[BL09] A. G. Bailey and C. P

. Lo w e. MILCH SHAKE: an efficien t

metho d for constrain t dynamics applied to alk anes. Journal

of Computational Chemistry, 30(15):2485–2493, No v em b er 30,

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Butler:2009:T AR

[BLB09] Keith T. Butler, F. Ja vier Luque, and Xa vier Barril. T o w ard

accurate relativ e energy predictions of the bioactiv e confor-

mation of drugs. Journal of Computational Chemistry, 30(4):

601–610, Marc h 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bruni:2002:CAN

[BLF02] Aline Tha ´ ıs Bruni, Vitor B. P

. Leite, and M´ arcia M. C. F er-

reira. Conformational analysis: a new approac h b y means of

c hemometrics. Journal of Computational Chemistry, 23(2):

222–236, Jan uary 30, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Basilevsky:2006:CHF

[BLL

+

06] Mikhail V. Basilevsky

, Igor V. Leon t y ev, Sofia V. Lusc hekina,

Olga A. Kondak o v a, and Vladimir B. Sulimo v. Computation

of h ydration free energies of organic solutes with an implicit

w ater mo del. Journal of Computational Chemistry, 27(5):552–

570, April 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Busc h:2008:CPD

[BLMS08] Marcel Sc hmidt Am Busc h, Anne Lop es, Da vid Mignon, and

Thomas Simonson. Computational protein design: Soft w are

implemen tation, parameter optimization, and p erformance of

a simple mo del. Journal of Computational Chemistry, 29(7):

1092–1102, Ma y 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Blomgren:2001:ETB

[BLN01] F redrik Blomgren, Sv en Larsson, and Stephen F. Nelsen. Elec-

tron transfer in bis(h ydrazines), a critical test for application

of the Marcus mo del. Journal of Computational Chemistry, 22

(6):655–664, April 30, 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Bobro wski:2002:ISM

[BLO

+

02] Maciej Bobro wski, Adam Liw o, Stanis la w O ldziej, Dan uta

Jeziorek, and T adeusz Osso wski. Ab initio study of the mec h-

anism of singlet-dio xygen addition to h ydro xy aromatic com-

p ounds: Negativ e evidence for the in v olv emen t of p ero xa and

endop ero xide in termediates. Journal of Computational Chem-

istry, 23(11):1076–1089, August 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Blondel:2004:EVF

[Blo04] Arnaud Blondel. Ensem ble v ariance in free energy calcula-

tions b y thermo dynamic in tegration: Theory

, optimal “Al-

c hemical” path, and practical solutions. Journal of Compu-

tational Chemistry, 25(7):985–993, Ma y 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bo c hicc hio:2003:D A V

[BL T03] R. Bo c hicc hio, L. Lain, and A. T orre. Determination of

atomic v alence indices from p opulation analyses at correlated

lev el. Journal of Computational Chemistry, 24(15):1902–1909,

No v em b er 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bosque:2000:PSP

[BM00] Ram´ on Bosque and F eliu Maseras. P erformance of the

semiempirical PM3 (tm) metho d in the geometry optimiza-

tion of transition metal complexes. Journal of Computational

Chemistry, 21(7):562–571, Ma y 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bec k:2007:HRA

[BM07] John F rederic k Bec k and Yirong Mo. Ho w resonance as-

sists h ydrogen b onding in teractions: an energy decomp osition

analysis. Journal of Computational Chemistry, 28(1):455–466,

Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bessac:2008:DMR

[BM08] F abienne Bessac and F eliu Maseras. DFT mo deling of reactiv-

it y in an ionic liquid: Ho w man y ion pairs? Journal of Com-

putational Chemistry, 29(6):892–899, April 30, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bories:2007:SEC

[BMB07] Beno ^ ıt Bories, Daniel Ma ynau, and Marie-Laure Bonnet. Se-

lected excitation for CAS-SDCI calculations. Journal of Com-

putational Chemistry, 28(3):632–643, F ebruary 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Borini:2005:CF C

[BME05] Stefano Borini, Daniel Ma ynau, and Stefano Ev angelisti. A

com bined freeze-and-cut strategy for the description of large

molecular systems using a lo calized orbitals approac h. Jour-

nal of Computational Chemistry, 26(10):1042–1051, July 30,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Becue:2004:EPS

[BML

V04] A. Becue, N. Meurice, L. Leherte, and D. P . V ercauteren. Ev al-

uation of the protein solv en t-accessible surface using reduced

represen tations in terms of critical p oin ts of the electron den-

sit y . Journal of Computational Chemistry, 25(9):1117–1126,

July 15, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Beuv e-Mery:2001:P A C

[BMRDB01] Daniel Beuv e-Mery

, Mehdi Rahman, Philipp e Ducarme, and

Rob ert Brasseur. Practical asp ects of computational c hem-

istry calculations through PC net w orks: the RAMSES–

Beo wulf implemen tation. Journal of Computational Chem-

istry, 22(2):172–177, Jan uary 30, 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bringmann:2001:MBC

[BMRF01] Gerhard Bringmann, J¨ org M ¨ uhlbac her, Charlotte Repges, and

J¨ org Fleisc hhauer. MD-based CD calculations for the assign-

men t of the absolute axial configuration of the naph th yliso-

quinoline alk aloid dioncoph ylline A. Journal of Computational

Chemistry, 22(12):1273–1278, Septem b er 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bras:2008:MSF

[BMTFR08] Nat ´ ercia F. Br´ as, Sara A. Moura-T amames, P edro A. F ernan-

des, and Maria J. Ramos. Mec hanistic studies on the forma-

tion of glycosidase-substrate and glycosidase-inhibitor co v a-

len t in termediates. Journal of Computational Chemistry, 29

(15):2565–2574, No v em b er 30, 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Budin:2001:SBL

[BMTSC01] Nicolas Budin, Nicolas Ma jeux, Catherine T enette-Souaille,

and Amedeo Caflisc h. Structure-based ligand design b y a

build-up approac h and genetic algorithm searc h in conforma-

tional space. Journal of Computational Chemistry, 22(16):

1956–1970, Decem b er 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Bofill:2001:R CQ

[Bof01] Josep Maria Bofill. Reply on the commen t “On the quadratic

reaction path ev aluated in a reduced p oten tial energy sur-

face mo del and the problem to lo cate transition states” [b y

J. M. Anglada, E. Besal ´ u, J. M. Bofill, and R. Creh uet, J

Comput Chem 2001, 22, 4, 387–406]. Journal of Computa-

tional Chemistry, 22(5):541–544, April 15, 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic). See

[ABBC01b, Qua01 ].

Borosky:2003:TSC

[Bor03] Gabriela L. Borosky

. Theoretical study concerning the reactiv-

it y of imine deriv ativ es of p olycyclic aromatic h ydro carb ons.

Journal of Computational Chemistry, 24(5):601–608, April 15,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Bour:2000:CHF

[Bou00] P etr Bou ˇ r. Comparison of Hartree–F o c k and Kohn–Sham

determinan ts as w a v e functions. Journal of Computational

Chemistry, 21(1):8–16, Jan uary 15, 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bour:2001:CR O

[Bou01] P etr Bou ˇ r. Computations of the Raman optical activit y via the

sum-o v er-states expansions. Journal of Computational Chem-

istry, 22(4):426–435, Marc h 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

p erformance of the new 6-31G

##

basis set: Molecular struc-

tures and vibrational frequencies of transition metal carb on yls.

Journal of Computational Chemistry, 28(4):778–782, Marc h

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Betancourt:2001:FNH

[BS01] Marcos R. Betancourt and Jeffrey Sk olnic k. Finding the nee-

dle in a ha ystac k: educing nativ e folds from am biguous ab

initio protein structure predictions. Journal of Computational

Chemistry, 22(3):339–353, F ebruary 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Brana:2003:T AM

[BS03] P edro Bra ~ na and Jos ´ e A. Sordo. Theoretical approac h to the

mec hanism of reactions b et w een halogen atoms and unsatu-

rated h ydro carb ons: the Cl + prop ene reaction. Journal of

Computational Chemistry, 24(16):2044–2062, Decem b er 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Bindew ald:2005:SFD

[BS05] Ec k art Bindew ald and Jeffrey Sk olnic k. A scoring function

for do c king ligands to lo w-resolution protein structures. Jour-

nal of Computational Chemistry, 26(4):374–383, Marc h 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Blom b erg:2006:QCA

[BS06] Margareta R. A. Blom b erg and P er E. M. Siegbahn. Quan-

tum c hemistry applied to the mec hanisms of transition metal

con taining enzymes — Cyto c hrome c o xidase, a particularly

c hallenging case. Journal of Computational Chemistry, 27(12):

1373–1384, Septem b er 2006. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Brylinski:2008:QDL

[BS08] Mic hal Brylinski and Jeffrey Sk olnic k. Q-Do c k: Lo w-

resolution flexible ligand do c king with p o c k et-sp ecific thread-

ing restrain ts. Journal of Computational Chemistry, 29(10):

1574–1588, July 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ben to:2005:IDB

[BSB05] A. P atr ´ ıcia Ben to, Miquel Sol` a, and F. Matthias Bic k elhaupt.

Ab initio and DFT b enc hmark study for n ucleophilic substi-

tution at carb on (S

N

2@C) and silicon (S

N

2@Si). Journal of

Computational Chemistry, 26(14):1497–1504, No v em b er 15,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Basma:2001:SEA

[BS ¸ C

+

01] M. Basma, S. Sundara, D. ¸

Calgan, T. V ernali, and R. J.

W o o ds. Solv ated ensem ble a v eraging in the calculation of par-

tial atomic c harges. Journal of Computational Chemistry, 22

(11):1125–1137, August 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Brothers:2004:PCZ

[BSDM04] Edw ard N. Brothers, Dimas Suarez, Da vid W. Deerfield I I,

and Kenneth M. Merz Jr. PM3-compatible zinc parameters

optimized for metallo enzyme activ e sites. Journal of Com-

putational Chemistry, 25(14):1677–1692, No v em b er 15, 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Bic k elhaupt:2007:CVI

[BSG07] F. M. Bic k elhaupt, M. Sol` a, and C. F onseca Guerra. Co v alen t

v ersus ionic b onding in alk alimetal fluoride oligomers. Jour-

nal of Computational Chemistry, 28(1):238–250, Jan uary 15,

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Bui:2007:W AM

[BSH07] Huynh-Hoa Bui, Alexandra J. Sc hiew e, and Ian S. Ha w orth.

W A TGEN: an algorithm for mo deling w ater net w orks at

protein–protein in terfaces. Journal of Computational Chem-

istry, 28(14):2241–2251, No v em b er 15, 2007. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Boro din:2001:IQC

[BSJ01] Oleg Boro din, Gran t D. Smith, and Ric hard L. Jaffe. Ab ini-

tio quan tum c hemistry and molecular dynamics sim ulations

studies of LiPF

6

/p oly(eth ylene o xide) in teractions. Journal

of Computational Chemistry, 22(6):641–654, April 30, 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Benk o v a:2005:RSP

[BSOB05] Zuzana Benk o v a, Andrzej J. Sadlej, Roma E. Oak es, and

Stev en E. J. Bell. Reduced-size p olarized basis sets for cal-

culations of molecular electric prop erties. I. The basis set gen-

eration. Journal of Computational Chemistry, 26(2):145–153,

Jan uary 30, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bek e:2006:TRD

[BSP06a] T am´ as Bek e, Csaba Somlai, and Andr´ as P erczel. T o w ard a

rational design of β -p eptide structures. Journal of Compu-

tational Chemistry, 27(1):20–38, Jan uary 15, 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bhat:2006:CA C

[BSP06b] Sathesh Bhat, T raian Sulea, and Enrico O. Purisima. Cou-

pled atomic c harge selectivit y for optimal ligand-c harge dis-

tributions at protein binding sites. Journal of Computational

Chemistry, 27(16):1899–1907, Decem b er 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Benassi:2000:CBS

[BT00] Rois Benassi and F ernando T addei. Complete basis set mo del

c hemistry applied to molecules of increasing molecular com-

plexit y: Thermo c hemical prop erties of organic sulfur deriv a-

tiv es. Journal of Computational Chemistry, 21(15):1405–1418,

No v em b er 30, 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bastard:2003:DMF

[BTLP03] Karine Bastard, Aur ´ elien Th ureau, Ric hard La v ery , and

Chan tal Pr ´ ev ost. Do c king macromolecules with flexible seg-

men ts. Journal of Computational Chemistry, 24(15):1910–

1920, No v em b er 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Barman:2009:IMM

[BTP09] Argh y a Barman, W o o dy T a v es, and Ra jeev Prabhak ar. In-

sigh ts in to the mec hanism of methionine o xidation catalyzed

b y metal (Cu

2+

, Zn

2+

, and F e

3+

) — am yloid b eta (Aβ ) p ep-

tide complexes: a computational study

. Journal of Compu-

tational Chemistry, 30(9):1405–1413, July 15, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Budzelaar:2007:GOU

[Bud07] P eter H. M. Budzelaar. Geometry optimization using general-

ized, c hemically meaningful constrain ts. Journal of Computa-

tional Chemistry, 28(13):2226–2236, Octob er 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bernal-Uruc h urtu:2000:IDH

[BUMCMRL00] M. I. Bernal-Uruc h urtu, M. T. C. Martins-Costa, C. Millot,

and M. F. Ruiz-L´ op ez. Impro ving description of h ydrogen

b onds at the semiempirical lev el: w ater–w ater in teractions as

test case. Journal of Computational Chemistry, 21(7):572–

581, Ma y 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bekk er:2004:MON

[BVW04] Henk Bekk er, Jur P . V an Den Berg, and Tsjerk A. W assenaar.

A metho d to obtain a near-minimal-v olume molecular sim ula-

tion of a macromolecule, using p erio dic b oundary conditions

and rotational constrain ts. Journal of Computational Chem-

istry, 25(8):1037–1046, June 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Bartels:2005:AFE

[BWE05] Christian Bartels, Armin Widmer, and Claus Ehrhardt. Ab-

solute free energies of binding of p eptide analogs to the HIV-

1 protease from molecular dynamics sim ulations. Journal

of Computational Chemistry, 26(12):1294–1305, Septem b er

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Buenk er:2002:UEM

[BWI

+

02] R. J. Buenk er, J. L. Whitten, E. I. Izgoro dina, H.-P

. Lieb er-

mann, and D. B. Kokh. Use of exc hange maximization to

generate starting v ectors for self-consisten t field calculations

on metal cluster/adsorbate systems. Journal of Computational

Chemistry, 23(10):943–949, July 30, 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bak er:2009:QCP

[BWM

+

09] Jon Bak er, Krzysztof W olinski, Massimo Malagoli, Don

Kinghorn, P a w el W olinski, G´ ab or Magy arfalvi, Sv ein Saeb o,

T omasz Jano wski, and P eter Pula y . Quan tum c hemistry in

parallel with PQS. Journal of Computational Chemistry, 30

(2):317–335, Jan uary 30, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Bak er:2007:PDG

[BWP07] Jon Bak er, Krzysztof W olinski, and P eter Pula y . P arallel DFT

gradien ts using the F ourier T ransform Coulom b metho d. Jour-

nal of Computational Chemistry, 28(16):2581–2588, Decem b er

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Bezugly:2008:ELI

[BWW

+

08] Viktor Bezugly , P a w el Wielgus, F rank R. W agner, Mirosla v

Kohout, and Y uri Grin. Electron lo calizabilit y indicators ELI

and ELIA: the case of highly correlated w a v efunctions for the

argon atom. Journal of Computational Chemistry, 29(8):1198–

1207, June 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bates:2008:MMS

[BWZ08] P

. W. Bates, G. W. W ei, and Shan Zhao. Minimal molecu-

lar surfaces and their applications. Journal of Computational

Chemistry, 29(3):380–391, F ebruary 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bao:2006:TSR

[BY06] P eng Bao and Zhong-Heng Y u. Theoretical studies on the

role of π -electron delo calization in determining the confor-

mation of N -b enzylideneaniline with three t yp es of LMO ba-

sis sets. Journal of Computational Chemistry, 27(7):809–824,

Ma y 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Barash:2003:ISL

[BYQS03] Dann y Barash, Linjing Y ang, Xiaoliang Qian, and T amar

Sc hlic k. Inheren t sp eedup limitations in m ultiple time step/

particle mesh Ew ald algorithms. Journal of Computational

Chemistry, 24(1):77–88, Jan uary 15, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Burda:2005:HP A

[BZL05] Jarosla v V. Burda, Mic hal Zeizinger, and Jerzy Leszczynski.

Hydration pro cess as an activ ation of trans- and cisplatin com-

plexes in an ticancer treatmen t. DFT and ab initio computa-

tional study of thermo dynamic and kinetic parameters. Jour-

nal of Computational Chemistry, 26(9):907–914, July 15, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Barone:2009:HMD

[BZP09] Vincenzo Barone, Mirco Zerb etto, and An tonino P olimeno.

Hydro dynamic mo deling of diffusion tensor prop erties of flex-

ible molecules. Journal of Computational Chemistry, 30(1):

2–13, Jan uary 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Curco:2004:PSM

[CA04] Da vid Curc´ o and Carlos Alem´ an. P erformance of SuSi: a

metho d for generating atomistic mo dels of amorphous p oly-

mers based on a random searc h of energy minima. Journal

of Computational Chemistry, 25(6):790–798, April 30, 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Curco:2007:CGP

[CA07a] Da vid Curc´ o and Carlos Alem´ an. Coarse-graining: a pro-

cedure to generate equilibrated and relaxed mo dels of amor-

phous p olymers. Journal of Computational Chemistry, 28(12):

1929–1935, Septem b er 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Curco:2007:CTM

[CA07b] Da vid Curc´ o and Carlos Alem´ an. Computational to ol to

mo del the pac king of p olycyclic c hains: Structural analysis of

amorphous p olythiophene. Journal of Computational Chem-

istry, 28(10):1743–1749, July 30, 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Chatfield:2003:MDC

[CAD

W03] Da vid C. Chatfield, Alb erto Augsten, Cassian D’Cunha, and

Sergio E. W ong. Meth yl dynamics in crystalline amino acids:

MD and NMR. Journal of Computational Chemistry, 24(9):

1052–1058, July 15, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Con te:2007:DEF

[CA G07] R. Con te, G. P

. Arrighini, and C. Guidotti. Direct ev aluation

via forced oscillation metho d of the electronic state densit y of

sizable clusters. Journal of Computational Chemistry, 28(2):

584–593, Jan uary 30, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Con treras:2008:UTS

[CA GR08] M. L. Con treras, J. Alv arez, D. Gua jardo, and R. Rozas. Un-

derstanding top ological symmetry: a heuristic approac h to its

determination. Journal of Computational Chemistry, 29(4):

588–600, Marc h 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Carp en ter:2002:CPC

[Car02] John E. Carp en ter. Computation of pressure comp onen ts due

to Class I I force fields. Journal of Computational Chemistry,

23(6):667–672, April 30, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Chang:2008:EEC

[CBC

+

08] Max W. Chang, Ric hard K. Belew, Kate S. Carroll, Arth ur J.

Olson, and Da vid S. Go o dsell. Empirical en tropic con tribu-

tions in computational do c king: Ev aluation in APS reduc-

tase complexes. Journal of Computational Chemistry, 29(11):

1753–1761, August 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Curutc het:2003:EDM

[CBH

+

03] Carles Curutc het, Josep Mar ´ ıa Bofill, Bego ~ na Hern´ andez,

Mo desto Orozco, and F. Ja vier Luque. Energy decomp osi-

tion in molecular complexes: Implications for the treatmen t

of p olarization in molecular sim ulations. Journal of Computa-

tional Chemistry, 24(10):1263–1275, July 30, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cuesta:2006:DT

[CdML06] I. Garc ´ ıa Cuesta, A. S´ anc hez de Mer´ as, and P

. Lazzeretti. Di-

atropicit y of tetraazanaph thalenes. Journal of Computational

Chemistry, 27(16):1980–1989, Decem b er 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cuesta:2009:UR C

[CDPL09] Inmaculada Gar ´ ıca Cuesta, Alfredo S´ anc hez De Mer´ as, Ste-

fano P elloni, and P aolo Lazzeretti. Understanding the ring

curren t effects on magnetic shielding of h ydrogen and carb on

n uclei in naph thalene and an thracene. Journal of Computa-

tional Chemistry, 30(4):551–564, Marc h 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Carb o-Dorca:2009:NQSb

[CDS09] Ramon Carb´ o-Dorca and Ana Gallegos Saliner. Notes on

quan titativ e structure-prop erties relationships (QSPR) part

2: the role of the n um b er of atoms as a molecular descrip-

tor. Journal of Computational Chemistry, 30(13):2099–2104,

Octob er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cordomi:2007:EDT

[CEP07] Arnau Cordom ´ ı, Olle Edholm, and Juan J. P erez. Effect of

differen t treatmen ts of long-range in teractions and sampling

conditions in molecular dynamic sim ulations of rho dopsin em-

b edded in a dipalmito yl phosphatidylc holine bila y er. Journal

of Computational Chemistry, 28(6):1017–1030, April 30, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ch uev:2004:W AS

[CF04] Gennady N. Ch uev and Maxim V. F edoro v. W a v elet algo-

rithm for solving in tegral equations of molecular liquids. A test

for the reference in teraction site mo del. Journal of Compu-

tational Chemistry, 25(11):1369–1377, August 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cho c holouso v a:2006:BAR

[CF06] Jana Cho c holou ˇ so v´ a and Mic hael F eig. Balancing an accurate

represen tation of the molecular surface in generalized Born for-

malisms with in tegrator stabilit y in molecular dynamics sim u-

lations. Journal of Computational Chemistry, 27(6):719–729,

April 30, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ch uev:2008:HIS

[CF C

+

08] Gennady N. Ch uev, Maxim V. F edoro v, Sandro Chio do, Nino

Russo, and Emilia Sicilia. Hydration of ionic sp ecies studied

b y the reference in teraction site mo del with a repulsiv e bridge

correction. Journal of Computational Chemistry, 29(14):2406–

2415, No v em b er 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Claes:2003:TSI

[CFD03] L. Claes, J.-P . F ran¸ cois, and M. S. Deleuze. Theoretical study

of the in ternal elimination reactions of xan thate precursors.

Journal of Computational Chemistry, 24(16):2023–2031, De-

cem b er 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Claes:2004:TSI

[CFD04] Luc Claes, Jean-Pierre F ran¸ cois, and Mic hael S. Deleuze. The-

oretical study of the in ternal con v ersion of sulfo xide precur-

sors of p oly-isothianaph thene and related p olymers. Journal

of Computational Chemistry, 25(1):40–50, Jan uary 15, 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Cerqueira:2004:RAE

[CFER04] Nuno M. F. S. A. Cerqueira, P edro Alexandrino F ernandes,

Leif A. Eriksson, and Maria Jo~ ao Ramos. Rib on ucleotide ac-

tiv ation b y enzyme rib on ucleotide reductase: Understanding

the role of the enzyme. Journal of Computational Chemistry,

25(16):2031–2037, Decem b er 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Chiba:2008:PCM

[CFK08] Mahito Chiba, Dmitri G. F edoro v, and Kazuo Kitaura. P olar-

izable con tin uum mo del with the fragmen t molecular orbital-

based time-dep enden t densit y functional theory

. Journal of

Computational Chemistry, 29(16):2667–2676, Decem b er 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Carv alho:2006:DBA

[CFR06] Alexandra T. P

. Carv alho, P

. A. F ernandes, and Maria J.

Ramos. Determination of the ΔpKa b et w een the activ e site

cysteines of thioredo xin and DsbA. Journal of Computational

Chemistry, 27(8):966–975, June 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Chamorro:2003:EPD

[CFS03] E. Chamorro, P . F uen tealba, and A. Sa vin. Electron proba-

bilit y distribution in AIM and ELF basins. Journal of Com-

putational Chemistry, 24(4):496–504, Marc h 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Catlo w:2008:ZOC

[CFS

+

08] C. Ric hard A. Catlo w, Sam uel A. F renc h, Alexey A. Sok ol,

Ab dullah A. Al-Sunaidi, and Scott M. W o o dley

. Zinc o xide:

a case study in con temp orary computational solid state c hem-

istry

. Journal of Computational Chemistry, 29(13):2234–2249,

Octob er 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Carv alho:2009:R V A

[CFS

+

09] Alexandra T. P

. Carv alho, P edro A. F ernandes, Marcel Sw art,

Jo ost N. P . V an Stralen, F. Matthias Bic k elhaupt, and

Maria J. Ramos. Role of the v ariable activ e site residues in

the function of thioredo xin family o xidoreductases. Journal

of Computational Chemistry, 30(5):710–724, April 15, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Chang:2003:TCA

[CG03] Chia-En Chang and Mic hael K. Gilson. T ork: Conforma-

tional analysis metho d for molecules and complexes. Jour-

nal of Computational Chemistry, 24(16):1987–1998, Decem b er

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Cummins:2005:CMS

[CG05] P eter L. Cummins and Jill E. Gready

. Computational meth-

o ds for the study of enzymic reaction mec hanisms I I I: a p er-

turbation plus QM/MM approac h for calculating relativ e free

energies of protonation. Journal of Computational Chemistry,

26(6):561–568, April 30, 2005. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Chien:2006:SSS

[CG06] Siu-Hung Chien and P eter M. W. Gill. SG-0: a small standard

grid for DFT quadrature on large systems. Journal of Com-

putational Chemistry, 27(6):730–739, April 30, 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Corral:2008:TIA

[CG08] In ´ es Corral and Leticia Gonz´ alez. Theoretical in v estigation of

an thracene-9,10-endop ero xide v ertical singlet and triplet exci-

tation sp ectra. Journal of Computational Chemistry, 29(12):

1982–1991, Septem b er 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Chong:2003:SGF

[CGB03] Delano P

. Chong, Myrta Gr ¨ uning, and Ev ert Jan Baerends.

STO and GTO field-induced p olarization functions for H to

Kr. Journal of Computational Chemistry, 24(13):1582–1591,

Octob er 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cerqueira:2009:ESS

[CGB

+

09] N. M. F. S. A. Cerqueira, P

. J. Gonzalez, C. D. Brondino,

M. J. Rom~ ao, C. C. Rom~ ao, I. Moura, and J. J. G. Moura.

The effect of the sixth sulfur ligand in the catalytic mec hanism

of p eriplasmic nitrate reductase. Journal of Computational

Chemistry, 30(15):2466–2484, No v em b er 30, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cho:2005:IA C

[CGBF05] Art E. Cho, Victor Guallar, Bruce J. Berne, and Ric hard F ries-

ner. Imp ortance of accurate c harges in molecular do c king:

Quan tum mec hanical/molecular mec hanical (QM/MM) ap-

proac h. Journal of Computational Chemistry, 26(9):915–931,

July 15, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cerv ellino:2006:EEF

[CGG06] An tonio Cerv ellino, Cinzia Giannini, and An tonietta Guagliardi.

On the efficien t ev aluation of F ourier patterns for nanoparti-

cles and clusters. Journal of Computational Chemistry, 27(9):

995–1008, July 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Castillo-Garit:2008:BBC

[CGMPT

+

08] Juan A. Castillo-Garit, Y o v ani Marrero-P once, F rancisco

T orrens, Ram´ on Garc ´ ıa-Domenec h, and Vicen te Romero-

Zaldiv ar. Bond-based 3D-c hiral linear indices: Theory and

QSAR applications to cen tral c hiralit y co dification. Journal

of Computational Chemistry, 29(15):2500–2512, No v em b er 30,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Custo dio:2006:ASC

[CGSdST06] Rog ´ erio Custo dio, Andr ´ e Sev ero P ereira Gomes, F abr ´ ıcio Ronil

Sensato, and J ´ ulio Murilo dos San tos T rev as. Analysis of the

segmen ted con traction of basis functions using densit y ma-

trix theory

. Journal of Computational Chemistry, 27(15):

1822–1829, No v em b er 30, 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Chidthong:2007:ESP

[CHA

+

07] Rungtiw a Chidthong, Supa Hannongbua, Adelia J. A. Aquino,

P eter W olsc hann, and Hans Lisc hk a. Excited state prop erties,

fluorescence energies, and lifetime of a p oly(fluorene-p yridine)

cop olymer, based on TD-DFT in v estigation. Journal of Com-

putational Chemistry, 28(10):1735–1742, July 30, 2007. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Christen:2005:GSB

[CHB

+

05] Markus Christen, Philipp e H. H ¨ unen b erger, Dirk Bak o wies,

Riccardo Baron, Roland B ¨ urgi, Daan P

. Geerk e, Tim N. Heinz,

Mik a A. Kastenholz, Vincen t Kr¨ autler, Chris Oosten brink,

Christine P eter, Daniel T rzesniak, and Wilfred F. v an Gun-

steren. The GR

OMOS soft w are for biomolecular sim ulation:

GR OMOS05. Journal of Computational Chemistry, 26(16):

1719–1751, Decem b er 2005. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Chesn ut:2001:LFS

[Che01] D. B. Chesn ut. Lo calization function study of excitation pro-

cesses in a set of small iso electronic molecules. Journal of

Computational Chemistry, 22(14):1702–1711, No v em b er 15,

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Chip ot:2003:RDC

[Chi03] Christophe Chip ot. Rational determination of c harge distribu-

tions for free energy calculations. Journal of Computational

Chemistry, 24(4):409–415, Marc h 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cro c k er:2005:MAP

[CHMI05] Mic hael S. Cro c k er, Scott S. Hampton, Thierry Matthey

, and

Jes ´ us A. Izaguirre. MDSimAid: Automatic parameter opti-

mization in fast electrostatic algorithms. Journal of Compu-

tational Chemistry, 26(10):1021–1031, July 30, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cramariuc:2009:IDP

[CHRL09] Oana Cramariuc, T erttu I. Hukk a, T apio T. Ran tala, and

Helge Lemmet yinen. Ab initio description of photoabsorption

and electron transfer in a doubly-link ed p orph yrin-fullerene

dy ad. Journal of Computational Chemistry, 30(8):1194–1201,

June 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Ch uang:2007:CR C

[Ch u07] Y ao-Y uan Ch uang. Calculating rate constan ts with up dated

Hessians using v ariational transition state theory with m ulti-

dimensional tunneling. Journal of Computational Chemistry,

28(11):1809–1816, August 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Chen:2005:A T A

[CIB05] Jianhan Chen, W onpil Im, and Charles L. Bro oks I I I. Applica-

tion of torsion angle molecular dynamics for efficien t sampling

of protein conformations. Journal of Computational Chem-

istry, 26(15):1565–1578, No v em b er 30, 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Chen:2009:PIM

[CJDK09] Ke Chen, Yingfu Jiang, Li Du, and Luk asz Kurgan. Prediction

of in tegral mem brane protein t yp e b y collo cated h ydrophobic

amino acid pairs. Journal of Computational Chemistry, 30(1):

163–172, Jan uary 15, 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Calaminici:2002:MLF

[CJK

+

02] P atrizia Calaminici, Karl Jug, Andreas M. K¨ oster, C ´ ecile

Arb ez-Gindre, and Constan tinos G. Screttas. Mec hanism for

large first h yp erp olarizabilities of phosphonic acid stilb ene

deriv ativ es. Journal of Computational Chemistry, 23(2):291–

297, Jan uary 30, 2002. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Condic-Jurkic:2008:MAB

[

ˇ

CJPZS08] Karmen

ˇ

Condi ´ c-Jurki ´ c, V. T amara P erc h y onok, Hendrik

Zipse, and Da vid M. Smith. On the mo deling of arginine-

b ound carb o xylates: a case study with Pyruv ate F ormate-

Ly ase. Journal of Computational Chemistry, 29(14):2425–

2433, No v em b er 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Chen:2003:SSS

[CJS

+

03] Zhongfang Chen, Haijun Jiao, Gotthard Seifert, Anselm H. C.

Horn, Dengk e Y u, Tim Clark, W alter Thiel, and P aul v on

Ragu ´ e Sc hley er. The structure and stabilit y of Si

60 and Ge

60

cages: a computational study

. Journal of Computational

Chemistry, 24(8):948–953, June 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cheng:2009:SSC

[CJW

+

09] W an-Ch un Cheng, So onmin Jang, Chen-Chang W u, Ren-Jie

Lin, Hsiu-F eng Lu, and F eng-Yin Li. Site sp ecificit y of the

α

C

− −

H b ond disso ciation energy for a naturally o ccurring

β -hairpin p eptide — an ab initio study

. Journal of Compu-

tational Chemistry, 30(3):407–414, F ebruary 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cramer:2001:W AE

[CKF01] Christopher J. Cramer, Anne-Marie Kelterer, and Alfred D.

F renc h. When anomeric effects collide. Journal of Compu-

tational Chemistry, 22(11):1194–1204, August 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

an t colon y algorithm. Journal of Computational Chemistry,

30(13):2031–2038, Octob er 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Chen:2009:CTS

[CM09] Sh uang Chen and Jing Ma. Charge transp ort in stac king

metal and metal-free ph thalo cy anine io dides. Effects of pac k-

ing, dopan ts, external electric field, cen tral metals, core mo d-

ification, and substitutions. Journal of Computational Chem-

istry, 30(13):1959–1972, Octob er 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cun y:2008:DCQ

[CMA

+

08] Jerome Cun y , Sabri Messaoudi, V eronique Alonzo, Eric F uret,

Jean-F ran¸ cois Halet, Eric Le F ur, Sharon E. Ash bro ok,

Chris J. Pic k ard, Regis Gautier, and Lauren t Le P olles. DFT

calculations of quadrup olar solid-state NMR prop erties: Some

examples in solid-state inorganic c hemistry

. Journal of Com-

putational Chemistry, 29(13):2279–2287, Octob er 2008. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Casadesus:2004:TES

[CM` aGL

+

04] Ricard Casades ´ us, Miquel Moreno, ` angels Gonz´ alez-Lafon t,

Jos ´ e M. Lluc h, and Matthew P

. Repasky . T esting electronic

structure metho ds for describing in termolecular H· · ·H in ter-

actions in supramolecular c hemistry

. Journal of Computa-

tional Chemistry, 25(1):99–105, Jan uary 15, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cruz-Mon teagudo:2008:DBM

[CMBC08] Ma yk el Cruz-Mon teagudo, F ernanda Borges, and M. Nat´ alia

D. S. Cordeiro. Desirabilit y-based m ultiob jectiv e optimization

for global QSAR studies: Application to the design of no v el

NSAIDs with impro v ed analgesic, an tiinflammatory

, and ul-

cerogenic profiles. Journal of Computational Chemistry, 29

(14):2445–2459, No v em b er 15, 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Cruz-Mon teagudo:2008:CCA

[CMCB08] Ma yk el Cruz-Mon teagudo, M. Nat´ alia D. S. Cordeiro, and F er-

nanda Borges. Computational c hemistry approac h for the

early detection of drug-induced idiosyncratic liv er to xicit y .

Journal of Computational Chemistry, 29(4):533–549, Marc h

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Corzana:2004:HSL

[CMD

+

04] F rancisco Corzana, Mohammed S. Mota wia, Catherine Herv ´ e

Du P enhoat, Serge P erez, Sarah M. Tsc hamp el, Rob ert J.

W o o ds, and Søren B. Engelsen. A h ydration study of (1→4)

and (1→6) link ed α-glucans b y comparativ e 10 ns molecular

dynamics sim ulations and 500-MHz NMR. Journal of Com-

putational Chemistry, 25(4):573–586, Marc h 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cruz-Mon teagudo:2007:CCD

[CMGD A C

+

07] Ma yk el Cruz-Mon teagudo, Hum b erto Gonz´ alez-D ´ ıaz, Guillerm

´ ın

Ag ¨ uero-Chap ´ ın, Lourdes San tana, F ernanda Borges, Elena Rosa

Dom ´ ınguez, Gianni P o dda, and Eugenio Uriarte. Computa-

tional c hemistry dev elopmen t of a unified free energy Mark o v

mo del for the distribution of 1300 c hemicals to 38 differen t

en vironmen tal or biological systems. Journal of Computa-

tional Chemistry, 28(11):1909–1923, August 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Camiletti:2008:GBS

[CMJ08] G. G. Camiletti, S. F. Mac hado, and F. E. Jorge. Gaussian

basis set of double zeta qualit y for atoms K through Kr: Ap-

plication in DFT calculations of molecular prop erties. Journal

of Computational Chemistry, 29(14):2434–2444, No v em b er 15,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Camp omanes:2005:SBR

[CMLS05] P ablo Camp omanes, M. Isab el Men ´ endez, Ram´ on L´ op ez, and

T om´ as L. Sordo. Stereo dynamics of b ond rotation in tertiary

1-naph thoic acid amides: a computational study

. Journal of

Computational Chemistry, 26(4):365–373, Marc h 2005. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Carlsson:2003:IPE

[CN03] P eter Carlsson and Lennart Nilsson. Impro v ed precision and

efficiency of free energy calculations for small systems using

λ-scaled atomic masses and separating conformational and

transformational sampling. Journal of Computational Chem-

istry, 24(12):1383–1389, Septem b er 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cho e:2005:EA C

[CN05] Y o ong-Kee Cho e and Shigeru Nagase. Effect of the axial

cysteine ligand on the electronic structure and reactivit y of

high-v alen t iron(IV) o xo-p orph yrins (Comp ound I): a theo-

retical study

. Journal of Computational Chemistry, 26(15):

1600–1611, No v em b er 30, 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Cho e:2007:TSE

[CNN07] Y o ong-Kee Cho e, Shigeru Nagase, and Kic hisuk e Nishimoto.

Theoretical study of the electronic sp ectra of o xidized and re-

duced states of lumifla vin and its deriv ativ e. Journal of Com-

putational Chemistry, 28(4):727–739, Marc h 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Curutc het:2001:SOP

[COL01] Carles Curutc het, Mo desto Orozco, and F. Ja vier Luque. Sol-

v ation in o ctanol: parametrization of the con tin uum MST

mo del. Journal of Computational Chemistry, 22(11):1180–

1193, August 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Curutc het:2006:DR C

[COL

+

06] Carles Curutc het, Mo desto Orozco, F. Ja vier Luque, Benedetta

Menn ucci, and Jacop o T omasi. Disp ersion and repulsion con-

tributions to the solv ation free energy: Comparison of quan-

tum mec hanical and classical approac hes in the p olarizable

con tin uum mo del. Journal of Computational Chemistry, 27

(15):1769–1780, No v em b er 30, 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Cresp o-Otero:2004:TMI

[COMR

+

04] Rac hel Cresp o-Otero, Luis A. Mon tero, Giselle Rosquete,

J. Alexander P adr´ on-Garc ´ ıa, and Ra ´ ul H. Gonz´ alez-Jon te.

Theoretical mo del of in ternal rotation in monosubstituted

deriv ativ es of furfural. Journal of Computational Chemistry,

25(3):429–438, F ebruary 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Constans:2002:LSA

[Con02] P ere Constans. Linear scaling approac hes to quan tum macro-

molecular similarit y: Ev aluating the similarit y function. Jour-

nal of Computational Chemistry, 23(14):1305–1313, No v em b er

15, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Chae:2001:FMS

[COS01] Chong Hak Chae, Dong Gw eon Oh, and Whanc h ul Shin. Flex-

ible molecular sup erp osition: dev elopmen t of a com bined sim-

ilarit y index and application of the constrained optimization

tec hnique. Journal of Computational Chemistry, 22(8):888–

900, June 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Clark e:2008:T AP

[CP08] Oliv er J. Clark e and Martin J. P ark er. Time-a v eraged predic-

tions of folded and misfolded p eptides using a reduced ph ysic-

o c hemical mo del. Journal of Computational Chemistry, 29(7):

1177–1185, Ma y 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Clark e:2009:IAP

[CP09] Oliv er J. Clark e and Martin J. P ark er. Iden tification of am y-

loidogenic p eptide sequences using a coarse-grained ph ysico-

c hemical mo del. Journal of Computational Chemistry, 30(4):

621–630, Marc h 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ch un:2000:MDM

[CPC

+

00] Hon M. Ch un, Carlos E. P adilla, Dono v an N. Chin, Masak atsu

W atanab e, V aleri I. Karlo v, Ho w ard E. Alp er, Keto So osaar,

Kim B. Blair, Oren M. Bec k er, Leo S. D. Ca v es, Rob ert Na-

gle, Da vid N. Haney

, and Barry L. F armer. MBO(N)D: a

m ultib o dy metho d for long-time molecular dynamics sim ula-

tions. Journal of Computational Chemistry, 21(3):159–184,

F ebruary 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chandra:2008:BSC

[CPDZH08] Asit K. Chandra, Salma P arv een, Sub o jit Das, and Th ´ er ` ese

Zeegers-Huysk ens. Blue shifts of the C H stretc hing vibrations

in h ydrogen-b onded and protonated trimeth ylamine. Effect of

h yp erconjugation on b ond prop erties. Journal of Computa-

tional Chemistry, 29(9):1490–1496, July 15, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Castano:2002:RBB

[CPFL02] Obis Casta ~ no, Ra ´ ul P almeiro, Luis Man uel F rutos, and Jos ´ e

Luisandr ´ es. Role of bifurcation in the b ond shifting of cyclo o c-

tatetraene. Journal of Computational Chemistry, 23(7):732–

736, Ma y 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Carballeira:2000:I IG

[CPJ00] Luis Carballeira and Ignacio P ´ erez-Juste. An ab initio in ter-

pretation in gas phase and aqueous solution of the generalized

anomeric effect in R

− −

O

− −

CR

2

− −

NR

2

(R = H, CH

3

).

Journal of Computational Chemistry, 21(6):462–477, April 30,

2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Carballeira:2001:RAE

[CPJ01] Luis Carballeira and Ignacio P ´ erez-Juste. Role of the anomeric

effect in methanediamines in the gas phase and aqueous so-

lutions. Journal of Computational Chemistry, 22(2):135–150,

Jan uary 30, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ceccarelli:2003:IFF

[CPM03] Matteo Ceccarelli, Piero Pro cacci, and Massimo Marc hi. An

ab initio force field for the cofactors of bacterial photosyn the-

sis. Journal of Computational Chemistry, 24(2):129–142, Jan-

uary 30, 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See erratum [Ano06b] and commen ts

[V an08, CPML08b ].

Cson tos:2008:CWP

[CPML08a] J´ ozsef Cson tos, Nic holas Y. P alermo, Ric hard F. Murph y , and

S´ andor Lo v as. Calculation of w eakly p olar in teraction ener-

gies in p olyp eptides using densit y functional and lo cal Møller–

Plesset p erturbation theory

. Journal of Computational Chem-

istry, 29(8):1344–1352, June 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Cson tos:2008:R CA

[CPML08b] J´ ozsef Cson tos, Nic holas Y. P alermo, Ric hard F. Murph y , and

S´ andor Lo v as. Reply to “Commen t on Aromatic-Bac kb one

In teractions in Mo del α-Helical P eptides”. Journal of Com-

putational Chemistry, 29(1):4–7, Jan uary 15, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

See [V an08 ].

Concu:2009:CCS

[CPUGD09] Riccardo Concu, Gianni P o dda, Eugenio Uriarte, and Hum-

b erto Gonz´ alez-D ´ ıaz. Computational c hemistry study of 3D-

structure-function relationships for enzymes based on Mark o v

mo dels for protein electrostatic, HINT, and v an der W aals

p oten tials. Journal of Computational Chemistry, 30(9):1510–

1520, July 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Chesn ut:2004:NBS

[CQ04] D. B. Chesn ut and L. D. Quin. Nature of b onding in the

sulfuryl group. Journal of Computational Chemistry, 25(5):

734–738, April 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Com ba:2002:NMM

[CR02] P eter Com ba and Rainer Remen yi. A new molecular me-

c hanics force field for the o xidized form of blue copp er pro-

teins. Journal of Computational Chemistry, 23(7):697–705,

Ma y 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Chio do:2008:DSO

[CR08] Sandro Chio do and Nino Russo. Determination of spin-orbit

coupling con tributions in the framew ork of densit y functional

theory

. Journal of Computational Chemistry, 29(6):912–920,

April 30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chio do:2009:OES

[CR09a] Sandro G. Chio do and Nino Russo. One-electron spin-orbit

con tribution b y effectiv e n uclear c harges. Journal of Compu-

tational Chemistry, 30(5):832–839, April 15, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cho:2009:EQM

[CR09b] Art E. Cho and Da vid Rinaldo. Extension of QM/MM do c king

and its applications to metalloproteins. Journal of Computa-

tional Chemistry, 30(16):2609–2616, Decem b er 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Castillo:2008:BLE

[CR C

+

08] Norb erto Castillo, Katherine N. Rob ertson, S. C. Choi, Rus-

sell J. Bo yd, and Osv ald Knop. Bond length and the elec-

tron densit y at the b ond critical p oin t: X

− −

X, Z

− −

Z, and

C

− −

Z b onds (X = Li–F, Z = Na–Cl). Journal of Compu-

tational Chemistry, 29(3):367–379, F ebruary 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Choi:2001:NPO

[CR G01] Cheol Ho Choi, Klaus Rueden b erg, and Mark S. Gordon. New

parallel optimal-parameter fast m ultip ole metho d (OPFMM).

Journal of Computational Chemistry, 22(13):1484–1501, Oc-

tob er 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Cuadrado:2007:QMB

[CR GN07] Man uel Urbano Cuadrado, Irene Luque Ruiz, and Miguel

´

Angel

G´ omez-Nieto. QSAR mo dels based on isomorphic and noni-

somorphic data fusion for predicting the blo o d brain barrier

p ermeabilit y . Journal of Computational Chemistry, 28(7):

1252–1260, Ma y 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Cho wdry:2007:OOL

[CRH

+

07] Arnab B. Cho wdry

, Kim b erly A. Reynolds, Melinda S. Hanes,

Mark V o orhies, Na vin P ok ala, and T racy M. Handel. An

ob ject-orien ted library for computational protein design. Jour-

nal of Computational Chemistry, 28(14):2378–2388, No v em b er

15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Cripp en:2004:CDG

[Cri04] Gordon M. Cripp en. Cluster distance geometry of p olyp eptide

c hains. Journal of Computational Chemistry, 25(10):1305–

1312, July 30, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Cullen:2008:ADM

[Cul08] John Cullen. An appro ximate diatomics in molecules form u-

lation of generalized v alence b ond theory

. Journal of Com-

putational Chemistry, 29(4):497–504, Marc h 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Chandra:2000:KHA

[CUS00] Asit K. Chandra, T adafumi Uc himaru, and Masaaki Sugie.

Kinetics of the h ydrogen abstraction reactions of 1,1- and 1,2-

difluoro ethane with h ydro xyl radical: an ab initio study

. Jour-

nal of Computational Chemistry, 21(14):1305–1318, No v em b er

15, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Chandra:2003:ISS

[CUSS03] Asit K. Chandra, T adafumi Uc himaru, Masaaki Sugie, and

Akira Sekiy a. Ab initio study on the structures of fluori-

nated formates and h ydrogen abstraction reaction with OH

radical. Journal of Computational Chemistry, 24(3):396–407,

F ebruary 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Christ:2009:CTE

[CV09] Clara D. Christ and Wilfred F. V an Gunsteren. Compari-

son of three en v eloping distribution sampling Hamiltonians for

the estimation of m ultiple free energy differences from a sin-

gle sim ulation. Journal of Computational Chemistry, 30(11):

1664–1679, August 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Christen:2008:SSD

[CvG08] Markus Christen and Wilfred F. v an Gunsteren. On searc hing

in, sampling of, and dynamically mo ving through conforma-

tional space of biomolecular systems: a review. Journal of

Computational Chemistry, 29(2):157–166, Jan uary 30, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Chelli:2008:RSD

[CVR08] Riccardo Chelli, Victor V. V olk o v, and Rob erto Righini.

Retriev al of sp ectral and dynamic prop erties from t w o-

dimensional infrared pump-prob e exp erimen ts. Journal of

Computational Chemistry, 29(9):1507–1516, July 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Chong:2004:ETS

[CVVB04] Delano P

. Chong, Erik V an Len the, Stan V an Gisb ergen, and

Ev ert Jan Baerends. Ev en-temp ered Slater-t yp e orbitals re-

visited: F rom h ydrogen to krypton. Journal of Computational

Chemistry, 25(8):1030–1036, June 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Chaumon t:2002:MQT

[CW02] Alain Chaumon t and Georges Wipff. Macrotricyclic quater-

nary tetraammonium receptors: Halide anion recognition and

in terfacial activit y at an aqueous in terface. A molecular dy-

namics in v estigation. Journal of Computational Chemistry,

23(16):1532–1543, Decem b er 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Cho:2005:MDH

[CWV

+

05] Art E. Cho, John A. W endel, Nagara jan V aidehi, P eter M.

Kek enes-Husk ey , W ely B. Floriano, Prabal K. Maiti, and

William A. Go ddard I I I. The MPSim–Do c k hierarc hical

do c king algorithm: Application to the eigh t trypsin inhibitor

co crystals. Journal of Computational Chemistry, 26(1):48–71,

Jan uary 15, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cheng:2007:ESC

[CWWS07] L. Cheng, M. Y. W ang, Z. J. W u, and Z. M. Su. Electronic

structures and c hemical b onding in 4d transition metal mono-

halides. Journal of Computational Chemistry, 28(13):2190–

2202, Octob er 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Camac ho:2009:ISM

[CWY09] Cristopher Camac ho, Henryk A. Witek, and Shigey oshi Y a-

mamoto. In truder states in m ultireference p erturbation the-

ory: the ground state of manganese dimer. Journal of Com-

putational Chemistry, 30(3):468–478, F ebruary 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Chen:2009:EMI

[CXZ

+

09] Xiaoh ua Chen, Dianxiang Xing, Liang Zhang, Rob ert I.

Cukier, and Y uxiang Bu. Effect of metal ions on radical t yp e

and proton-coupled electron transfer c hannel: σ -Radical vs π -

radical and σ -c hannel vs π -c hannel in the imide units. Jour-

nal of Computational Chemistry, 30(16):2694–2705, Decem b er

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Chen:2009:PR W

[CY09] Mengen Chen and W ei Y ang. On-the-path random w alk sam-

pling for efficien t optimization of minim um free-energy path.

Journal of Computational Chemistry, 30(11):1649–1653, Au-

gust 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic). See erratum [CY13 ].

Chen:2013:EPR

[CY13] M. E. Chen and W. Y ang. Erratum: On-the-path random

w alk sampling for efficien t optimization of minim um free en-

ergy path. Journal of Computational Chemistry, 34(27):2400,

Octob er 15, 2013. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See [CY09 ].

Chen:2002:CIS

[CYM02] I. Jen Chen, Daxu Yin, and Alexander D. MacKerell Jr.

Com bined ab initio /empirical approac h for optimization

of Lennard-Jones parameters for p olar-neutral comp ounds.

Journal of Computational Chemistry, 23(2):199–213, Jan uary

30, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Cao:2005:CAS

[CZ05] Zexing Cao and Qianer Zhang. Computational analyses

of singlet–singlet and singlet–triplet transitions in monon u-

clear gold-capp ed carb on-ric h conjugated complexes. Jour-

nal of Computational Chemistry, 26(12):1214–1221, Septem-

b er 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Curco:2003:EFS

[CZA03] Da vid Curc´ o, Da vid Zan uy , and Carlos Alem´ an. EVEBA

T: a

fast strategy for the examination of the empt y space in p oly-

mer matrices. Journal of Computational Chemistry, 24(10):

1208–1214, July 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Call:2007:GMS

[CZB07] Seth T. Call, Dmitry Y u. Zubarev, and Alexander I. Boldyrev.

Global minim um structure searc hes via particle sw arm opti-

mization. Journal of Computational Chemistry, 28(7):1177–

1186, Ma y 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chen:2007:SEO

[CZFH07] Run-F eng Chen, Chao Zheng, Qu-Li F an, and W ei Huang.

Structural, electronic, and optical prop erties of 9-heterofluorenes:

a quan tum c hemical study

. Journal of Computational Chem-

istry, 28(13):2091–2101, Octob er 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Delgado:2001:PID

[D A01] Eduardo J. Delgado and Jo el B. Alderete. Prediction of infi-

nite dilution activit y co efficien ts of c hlorinated organic com-

p ounds in aqueous solution from quan tum-c hemical descrip-

tors. Journal of Computational Chemistry, 22(15):1851–1856,

No v em b er 30, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Dyrk a:2008:IFT

[D AK08] Witold Dyrk a, Andy T. Augousti, and Ma lgorzata Kotul-

sk a. Ion flux through mem brane c hannels — an enhanced

algorithm for the P oisson–Nernst–Planc k mo del. Journal

of Computational Chemistry, 29(12):1876–1888, Septem b er

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Domin y:2002:INL

[DB02] Brian N. Domin y and Charles L. Bro oks I I I. Iden tifying

nativ e-lik e protein structures using ph ysics-based p oten tials.

Journal of Computational Chemistry, 23(1):147–160, Jan uary

15, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Djurdjevic:2006:IPF

[DB06] Dusan P

. Djurdjevic and Mark J. Biggs. Ab initio protein fold

prediction using ev olutionary algorithms: Influence of design

and con trol parameters on p erformance. Journal of Compu-

tational Chemistry, 27(11):1177–1195, August 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Danecek:2007:CNS

[DB07] P etr Dan ˘ e ˇ cek and P etr Bou ˇ r. Comparison of the n umerical

stabilit y of metho ds for anharmonic calculations of vibrational

molecular energies. Journal of Computational Chemistry, 28

(10):1617–1624, July 30, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Duca:2007:I ID

[DBGV07] D. Duca, G. Barone, S. Giuffrida, and Zs. V arga. IDEA: In-

terface dynamics and energetics algorithm. Journal of Com-

putational Chemistry, 28(15):2483–2499, No v em b er 30, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

DelRio:2003:RMR

[DBM03] Alb erto Del Rio, Ab dou Boucekkine, and Jean Meinnel. Re-

assessmen t of meth yl rotation barriers and conformations b y

correlated quan tum c hemistry metho ds. Journal of Computa-

tional Chemistry, 24(16):2093–2100, Decem b er 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

DeMaroth y:2007:EMR

[DBS07] S. A. De Maroth y, M. R. A. Blom b erg, and P

. E. M. Sieg-

bahn. Elucidating the mec hanism for the reduction of nitrite

b y copp er nitrite reductase — a con tribution from quan tum

c hemical studies. Journal of Computational Chemistry, 28(2):

528–539, Jan uary 30, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Duret:2008:SEI

[DBS08] Stefan Duret, Ahmed Bouferguene, and Hassan Safouhi.

Strategies for an efficien t implemen tation of the Gauss–Bessel

quadrature for the ev aluation of m ulticen ter in tegral o v er

STFs. Journal of Computational Chemistry, 29(6):934–944,

April 30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Da vila:2002:AMT

[DC02] L. Y. A. D´ avila and M. J. Caldas. Applicabilit y of MNDO

tec hniques AM1 and PM3 to ring-structured p olymers. Jour-

nal of Computational Chemistry, 23(12):1135–1142, Septem-

b er 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Dehareng:2000:HFI

[DD00] Dominique Dehareng and Georges Div e. Hartree–F o c k insta-

bilities and electronic prop erties. Journal of Computational

Chemistry, 21(6):483–504, April 30, 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Daga:2008:SPS

[DD08] P ank a j R. Daga and Rob ert J. Do erksen. Stereo electronic

prop erties of spiro quinazolinones in differen tial PDE7 in-

hibitory activit y . Journal of Computational Chemistry, 29

(12):1945–1954, Septem b er 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Dkhissi:2009:CHM

[DDBP09] Ahmed Dkhissi, Jean Marie Duc ´ er ´ e, Ralf Blossey

, and Claude

P ouc han. Can the h ybrid meta GGA and DFT-D metho ds de-

scrib e the stac king in teractions in conjugated p olymers? Jour-

nal of Computational Chemistry, 30(8):1179–1184, June 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Daey aert:2007:AA C

[DDKV07] F rits Daey aert, Marc De Jonge, Luc Ko ymans, and Maarten

Vink ers. An an t algorithm for the conformational analysis of

flexible molecules. Journal of Computational Chemistry, 28

(5):890–898, April 15, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Donc k els:2009:KBM

[DD VD09] Brec h t M. R. Donc k els, Dirk J. W. De P au w, P eter A. V an-

rolleghem, and Bernard De Baets. A k ernel-based metho d to

determine optimal sampling times for the sim ultaneous esti-

mation of the parameters of riv al mathematical mo dels. Jour-

nal of Computational Chemistry, 30(13):2064–2077, Octob er

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Derreumaux:2000:PHH

[Der00] Philipp e Derreumaux. Predicting helical hairpins from se-

quences b y Mon te Carlo sim ulations. Journal of Computa-

tional Chemistry, 21(7):582–589, Ma y 2000. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Derosa:2009:CSD

[Der09] P edro A. Derosa. A com bined semiempirical-DFT study of

oligomers within the finite-c hain appro ximation, ev olution

from oligomers to p olymers. Journal of Computational Chem-

istry, 30(8):1220–1228, June 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Deeth:2004:PND

[DF04] Rob ert J. Deeth and Natalie F ey . The p erformance of non-

h ybrid densit y functionals for calculating the structures and

spin states of F e(I I) and F e(I I I) complexes. Journal of Com-

putational Chemistry, 25(15):1840–1848, No v em b er 30, 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Daro wic ki:2006:JTF

[DF06] K. Daro wic ki and W. F elisiak. On the join t time-frequency

c haracteristics of c hemical oscillations. Journal of Compu-

tational Chemistry, 27(8):961–965, June 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Dronsk o wski:2008:F

[DF08] Ric hard Dronsk o wski and Gernot F renking. F orew ord. Jour-

nal of Computational Chemistry, 29(13):2039–2043, Octob er

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Delalande:2009:CMA

[DF GB09] Olivier Delalande, Nicolas F ´ erey

, Gilles Grasseau, and Marc

Baaden. Complex molecular assem blies at hand via in terac-

tiv e sim ulations. Journal of Computational Chemistry, 30(15):

Duan:2001:A TC

[DK01] Zhong-Hui Duan and Rob ert Krasn y . An adaptiv e treeco de for

computing non b onded p oten tial energy in classical molecular

systems. Journal of Computational Chemistry, 22(2):184–195,

Jan uary 30, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Dallos:2002:DEM

[DLD

+

02] Mic hal Dallos, Hans Lisc hk a, Elizete V en tura Do Mon te,

Mic hael Hirsc h, and W olfgang Quapp. Determination of en-

ergy minima and saddle p oin ts using m ultireference configu-

ration in teraction metho ds in com bination with reduced gra-

dien t follo wing: the S

0 surface of H

2

CO and the T

1 and T

2

surfaces of acet ylene. Journal of Computational Chemistry, 23

(5):576–583, April 15, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Da vid:2000:CGB

[DLG00] Lauren t Da vid, Ra y Luo, and Mic hael K. Gilson. Compari-

son of generalized Born and P oisson mo dels: Energetics and

dynamics of HIV protease. Journal of Computational Chem-

istry, 21(4):295–309, Marc h 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Du:2006:HML

[DLHC06] Qi-Shi Du, Da-P eng Li, W en-Zhang He, and Kuo-Chen

Chou. Heuristic molecular lip ophilicit y p oten tial (HMLP):

Lip ophilicit y and h ydrophilicit y of amino acid side c hains.

Journal of Computational Chemistry, 27(6):685–692, April 30,

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Deng:2008:CTS

[DLR

+

08] Chao Deng, Qiang-Gen Li, Yi Ren, Ning-Bew W ong, San-Y an

Ch u, and Hua-Jie Zh u. A comprehensiv e theoretical study on

the h ydrolysis of carb on yl sulfide in the neutral w ater. Journal

of Computational Chemistry, 29(3):466–480, F ebruary 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Das:2009:FES

[DLRZ09] P a y el Das, Jingyuan Li, Aja y K. Ro yyuru, and Ruhong Zhou.

F ree energy sim ulations rev eal a double m utan t a vian H5N1

virus hemagglutinin with altered receptor binding sp ecificit y .

Journal of Computational Chemistry, 30(11):1654–1663, Au-

gust 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

DiBenedetto:2000:NPE

[DLSVY00] M. D. Di Benedetto, P

. Lucib ello, A. L. Sangio v anni-

Vincen telli, and K. Y amaguc hi. A new pro cedure for exact

ring closure. Journal of Computational Chemistry, 21(10):

870–881, July 30, 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Dai:2006:NCD

[DL W06] Qi Dai, Xiao-Qing Liu, and Tian-Ming W ang. Numerical c har-

acterization of DNA sequences based on the k -step Mark o v

c hain transition probabilit y . Journal of Computational Chem-

istry, 27(15):1830–1842, No v em b er 30, 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Dai:2007:LRM

[DL WV07] Qi Dai, Xiao-Qing Liu, Tian-Ming W ang, and Damir V ukice-

vic. Linear regression mo del of DNA sequences and its ap-

plication. Journal of Computational Chemistry, 28(8):1434–

1445, June 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Du:2005:HML

[DMC05] Qishi Du, P

. G. Mezey

, and Kuo-Chen Chou. Heuristic molec-

ular lip ophilicit y p oten tial (HMLP): a 2D-QSAR study to

LADH of molecular family p yrazole and deriv ativ es. Journal

of Computational Chemistry, 26(5):461–470, April 15, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Donnini:2005:IEI

[DMJV05] Serena Donnini, Alan E. Mark, Andr ´ e H. Juffer, and Alessan-

dra Villa. Incorp orating the effect of ionic strength in free

energy calculations using explicit ions. Journal of Computa-

tional Chemistry, 26(2):115–122, Jan uary 30, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Dixon:2005:QUS

[DMLI05] Stev e Dixon, Kenneth M. Merz Jr., Giorgio Lauri, and

James C. Ianni. QMQSAR: Utilization of a semiempirical

prob e p oten tial in a field-based QSAR metho d. Journal

of Computational Chemistry, 26(1):23–34, Jan uary 15, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Das:2003:PHM

[DMN03] B. Das, H. Meiro vitc h, and I. M. Na v on. P erformance of h y-

brid metho ds for large-scale unconstrained optimization as ap-

plied to mo dels of proteins. Journal of Computational Chem-

istry, 24(10):1222–1231, July 30, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Dobrogorsk aia-Mereau:2005:QCM

[DMN05] Ia. I. Dobrogorsk aia-M ´ ereau and A. V. Nem ukhin. Quan tum

c hemical mo deling of the reduction of cis-diammineplatin um(IV)

tetrac hloride [Pt(NH

3

)

2

Cl

4

] b y meth yl thiolate anion. Jour-

nal of Computational Chemistry, 26(9):865–870, July 15, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ding:2008:EBF

[DMZT08] Y un Ding, Y e Mei, John Z. H. Zhang, and F u-Ming T ao. Ef-

ficien t b ond function basis set for π -π in teraction energies.

Journal of Computational Chemistry, 29(2):275–279, Jan uary

30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

deOliv eira:2001:DHF

[dOMSL01] Gl ^ enisson de Oliv eira, Jan M. L. Martin, Indira K. C. Silw al,

and Jo el F. Liebman. Definitiv e heat of formation of meth ylen-

imine, CH

2

NH, and of meth ylenimmonium ion, CH

2

NH

+

2

, b y

means of W2 theory

. Journal of Computational Chemistry,

22(13):1297–1305, Octob er 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Donc hev:2008:NET

[Don08] Alexander G. Donc hev. Nonadditiv e effects in ternary H

2

–

cation–P

AH systems. Journal of Computational Chemistry,

29(11):1733–1739, August 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Dudley:2006:PCP

[DOSG06] Timoth y J. Dudley

, Ry an M. Olson, Mic hael W. Sc hmidt,

and Mark S. Gordon. P arallel coupled p erturb ed CASSCF

equations and analytic CASSCF second deriv ativ es. Journal

of Computational Chemistry, 27(3):352–362, F ebruary 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Dirks:2003:PF A

[DP03] Rob ert M. Dirks and Niles A. Pierce. A partition function

algorithm for n ucleic acid secondary structure including pseu-

doknots. Journal of Computational Chemistry, 24(13):1664–

1677, Octob er 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Dirks:2004:A CN

[DP04] Rob ert M. Dirks and Niles A. Pierce. An algorithm for com-

puting n ucleic acid base-pairing probabilities including pseu-

doknots. Journal of Computational Chemistry, 25(10):1295–

1304, July 30, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Depizzol:2005:MNG

[DPDG05] Daniela Bertolini Depizzol, Marcia Helena Moreira P aiv a, Thi-

ago Oliv eira Dos San tos, and Anderson Coser Gaudio. Mo-

Calc: a new graphical user in terface for molecular calculations.

Journal of Computational Chemistry, 26(2):142–144, Jan uary

30, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Dev ereux:2009:TIF

[DPM09] Mic hael Dev ereux, P aul L. A. P op elier, and Iain M. McLa y .

T o w ard an ab initio fragmen t database for bioisosterism: De-

p endence of QCT prop erties on lev el of theory

, conformation,

and c hemical en vironmen t. Journal of Computational Chem-

istry, 30(8):1300–1318, June 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

DeSanc ho:2005:EMA

[DPRR05] Da vid De Sanc ho, Lidia Prieto, Ana M. Rubio, and An tonio

Rey . Ev olutionary metho d for the assem bly of rigid protein

fragmen ts. Journal of Computational Chemistry, 26(2):131–

141, Jan uary 30, 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Darkho vskii:2003:LHS

[DPT03] M. B. Darkho vskii, I. V. Pletnev, and A. L. Tc hougr ´ eeff. Lo w-

and high-spin iron (I I) complexes studied b y effectiv e crystal

field metho d com bined with molecular mec hanics. Journal

of Computational Chemistry, 24(14):1703–1719, No v em b er 15,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

DeSanc ho:2007:ECG

[DR07] Da vid De Sanc ho and An tonio Rey

. Ev aluation of coarse

grained mo dels for h ydrogen b onds in proteins. Journal of

Computational Chemistry, 28(7):1187–1199, Ma y 2007. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Das:2009:PPV

[DR09] Ujjal Das and Krishnan Ragha v ac hari. Predicting PH vibra-

tions of gas phase molecules and surface-adsorb ed sp ecies us-

ing b ond length-frequency correlations. Journal of Compu-

tational Chemistry, 30(12):1872–1881, Septem b er 2009. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Drablos:2000:ISC

[Dra00] Finn Drabløs. Ab initio sim ulation of c hemical shift effects

from metal ion binding in Bacitracin A. Journal of Com-

putational Chemistry, 21(1):1–7, Jan uary 15, 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

DelCarmenMic helini:2004:ET A

[DRAS04] Maria Del Carmen Mic helini, Nino Russo, Mohammad Esma ¨ ıl

Alikhani, and Bernard Silvi. Energetic and top ological anal-

ysis of the reaction of Mo and Mo

2 with NH

3

, C

2

H

2

, and

C

2

H

4 molecules. Journal of Computational Chemistry, 25(13):

1647–1655, Octob er 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

DelCarmenMic helini:2005:ET A

[DRAS05] Maria Del Carmen Mic helini, Nino Russo, Mohammad Esma ¨ ıl

Alikhani, and Bernard Silvi. Energetic and top ological anal-

yses of the o xidation reaction b et w een Mo

n

(n = 1, 2) and

N

2

O. Journal of Computational Chemistry, 26(12):1284–1293,

Septem b er 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

delRio:2000:TSR

[dRLMS00] E. del R ´ ıo, R. L´ op ez, M. I. Men ´ endez, and T. L. Sordo. A the-

oretical study of the reaction of HCO

+

with C

2

H

2

. Journal

of Computational Chemistry, 21(1):35–42, Jan uary 15, 2000.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Darrigan:2003:IFF

[DRMD03] Clo vis Darrigan, Mic hel R ´ erat, Giusepp e Mallia, and Rob erto

Do v esi. Implemen tation of the finite field p erturbation metho d

in the CR YST AL program for calculating the dielectric con-

stan t of p erio dic systems. Journal of Computational Chem-

istry, 24(11):1305–1312, August 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Derepas:2002:CWU

[DSB

+

02] A.-L. Derepas, J.-M. Soudan, V. Brenner, J.-P

. Dognon, and

Ph. Milli ´ e. Can w e understand the differen t co ordinations and

structures of closed-shell metal cation-w ater clusters? Jour-

nal of Computational Chemistry, 23(10):1013–1030, July 30,

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

deSouza:2000:CP A

[dSGCG00] Hermes F. de Souza, P aulo H. Guadagnini, Rog ´ erio Custo dio,

and John D. Go ddard. The correlation of proton affinities

with atomic c harges and electronegativities for the group 14

to 17 h ydrides. Journal of Computational Chemistry, 21(13):

1119–1131, Octob er 2000. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Distasio:2007:IAA

[DSR

+

07] Rob ert A. Distasio, Jr., Ry an P

. Steele, Y oung Min Rhee, Yi-

han Shao, and Martin Head-Gordon. An impro v ed algorithm

for analytical gradien t ev aluation in resolution-of-the-iden tit y

second-order Møller–Plesset p erturbation theory: Application

to alanine tetrap eptide conformational analysis. Journal of

Computational Chemistry, 28(5):839–856, April 15, 2007. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

deSanc ho:2008:EMC

[dSR08] Da vid de Sanc ho and An tonio Rey

. Energy minimizations with

a com bination of t w o kno wledge-based p oten tials for protein

folding. Journal of Computational Chemistry, 29(10):1684–

1692, July 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Diaz:2003:CPP

[DSS03] Natalia D ´ ıaz, Dimas Su´ arez, and T om´ as L. Sordo. Confor-

mational prop erties of p enicillins: Quan tum c hemical calcu-

lations and molecular dynamics sim ulations of b enzylp eni-

cillin. Journal of Computational Chemistry, 24(15):1864–1873,

No v em b er 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

deSouza:2009:CMC

[dSV A

+

09] Miguel A. F. de Souza, Elizete V en tura, Regiane C. M. U.

Ara ´ ujo, Mozart N. Ramos, and Silmar A. do Mon te. CASSCF

and m ultireference CI with singles and doubles study of lo w-

lying v alence and Rydb erg states of 2H-tetrazole. Journal of

Computational Chemistry, 30(7):1075–1081, Ma y 2009. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Duk e:2001:CSO

[Duk01] Brian J. Duk e. Choice of spin–orbit correction terms in Gaus-

sian mo del c hemistries. Journal of Computational Chemistry,

22(13):1552–1556, Octob er 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

El-Bergmi:2000:SNB

[EBDPM00] Redouan El-Bergmi, J. A. Dobado, Dolores P ortal, and

Jos ´ e Molina Molina. Stabilization in neutral bicyclic sulfo x-

ide comp ounds. Journal of Computational Chemistry, 21(4):

322–327, Marc h 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ev aresto v:2008:FPD

[EBL

+

08] R. A. Ev aresto v, A. V. Bandura, M. V. Losev, E. A. Ko-

tomin, Y u. F. Zh uk o vskii, and D. Bo c haro v. A first-principles

DFT study of UN bulk and (001) surface: Comparativ e LCA O

and PW calculations. Journal of Computational Chemistry,

29(13):2079–2087, Octob er 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ec henique:2006:EFE

[EC06] P ablo Ec henique and Iv´ an Calv o. Explicit factorization of ex-

ternal co ordinates in constrained statistical mec hanics mo d-

els. Journal of Computational Chemistry, 27(14):1748–1755,

No v em b er 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ec henique:2006:QMC

[ECA06] P ablo Ec henique, Iv´ an Calv o, and J. L. Alonso. Quan-

tum mec hanical calculation of the effects of stiff and rigid

constrain ts in the conformational equilibrium of the alanine

dip eptide. Journal of Computational Chemistry, 27(14):1733–

1747, No v em b er 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Elstner:2003:MZB

[ECM

+

03] Marcus Elstner, Qiang Cui, P etra Munih, Efthimios Kaxi-

ras, Thomas F rauenheim, and Martin Karplus. Mo deling zinc

in biomolecules with the self consisten t c harge-densit y func-

tional tigh t binding (SCC-DFTB) metho d: Applications to

structural and energetic analysis. Journal of Computational

Chemistry, 24(5):565–581, April 15, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Estrada:2004:QCD

[ED AJ04] Ernesto Estrada, Eduardo J. Delgado, Jo el B. Alderete, and

Gonzalo A. Ja ~ na. Quan tum-connectivit y descriptors in mo d-

eling solubilit y of en vironmen tally imp ortan t organic com-

p ounds. Journal of Computational Chemistry, 25(14):1787–

1796, No v em b er 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ema:2003:PBS

[EdlVR

+

03] I. Ema, J. M. Garc ´ ıa de la V ega, G. Ram ´ ırez, R. L´ op ez,

J. F ern´ andez Rico, H. Meissner, and J. P aldus. P olarized ba-

sis sets of Slater-t yp e orbitals: H to Ne atoms. Journal of

Computational Chemistry, 24(7):859–868, Ma y 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Elking:2007:GID

[ED W07] Dennis Elking, T om Darden, and Rob ert J. W o o ds. Gaussian

induced dip ole p olarization mo del. Journal of Computational

Chemistry, 28(7):1261–1274, Ma y 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Escudero:2009:IBA

[EF QD09] Daniel Escudero, An tonio F ron tera, Da vid Qui ~ nonero, and

P ere M. Dey` a. In terpla y b et w een anion-π and h ydrogen b ond-

ing in teractions. Journal of Computational Chemistry, 30(1):

75–82, Jan uary 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Eb el:2000:GEM

[EGSG00] Den ton S. Eb el, Mark S. Ghiorso, Ric hard O. Sac k, and

La wrence Grossman. Gibbs energy minimization in gas + liq-

uid + solid systems. Journal of Computational Chemistry, 21

(4):247–256, Marc h 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ec k ert:2006:APB

[EK06] F rank Ec k ert and Andreas Klam t. Accurate prediction of ba-

sicit y in aqueous solution with COSMO-RS. Journal of Com-

putational Chemistry, 27(1):11–19, Jan uary 15, 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Exner:2002:PRSa

[EKB02a] Thomas E. Exner, Matthias Keil, and J ¨ urgen Bric kmann. P at-

tern recognition strategies for molecular surfaces. I. P attern

generation using fuzzy set theory

. Journal of Computational

Chemistry, 23(12):1176–1187, Septem b er 2002. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Exner:2002:PRSb

[EKB02b] Thomas E. Exner, Matthias Keil, and J ¨ urgen Bric kmann. P at-

tern recognition strategies for molecular surfaces. I I. Surface

complemen tarit y . Journal of Computational Chemistry, 23

(12):1188–1197, Septem b er 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Endo:2001:AXX

[EK O

+

01] K. Endo, S. Koizumi, T. Otsuk a, M. Suhara, T. Morohasi,

E. Z. Kurmaev, and D. P

. Chong. Analysis of XPS and XES

of diamond and graphite b y DFT calculations using mo del

molecules. Journal of Computational Chemistry, 22(1):102–

108, Jan uary 15, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ek ana y ak e:2006:ABD

[EL06] Kaushaly a S. Ek ana y ak e and Pierre R. Lebreton. Activ ation

barriers for DNA alkylation b y carcinogenic methane diazo-

nium ions. Journal of Computational Chemistry, 27(3):277–

286, F ebruary 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ek ana y ak e:2007:MTS

[EL07] Kaushaly a S. Ek ana y ak e and Pierre R. Lebreton. Mo del

transition states for methane diazonium ion meth ylation of

guanine runs in oligomeric DNA. Journal of Computational

Chemistry, 28(14):2352–2365, No v em b er 15, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ev aresto v:2009:AEL

[EL09] R. A. Ev aresto v and M. V. Losev. All-electron LCA

O calcula-

tions of the LiF crystal phonon sp ectrum: Influence of the ba-

sis set, the exc hange-correlation functional, and the sup ercell

size. Journal of Computational Chemistry, 30(16):2645–2655,

Decem b er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ec k ert:2009:P AA

[ELK

+

09] F rank Ec k ert, Iv o Leito, Iv ari Kaljurand, Agnes K ¨ utt, An-

dreas Klam t, and Mic hael Diedenhofen. Prediction of acidit y

in acetonitrile solution with COSMO-RS. Journal of Compu-

tational Chemistry, 30(5):799–810, April 15, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ellzey:2007:F GT

[Ell07] M. L. Ellzey Jr. Finite group theory for large systems. 3.

Symmetry-generation of reduced matrix elemen ts for icosahe-

dral C

20 and C

60 molecules. Journal of Computational Chem-

istry, 28(4):811–817, Marc h 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

English:2003:SDP

[EM03a] Niall J. English and J. M. D. Macelro y . Structural and dy-

namical prop erties of methane clathrate h ydrates. Journal of

Computational Chemistry, 24(13):1569–1581, Octob er 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Exner:2003:IQP

[EM03b] Thomas E. Exner and P aul G. Mezey

. Ab initio qualit y prop-

erties for macromolecules using the ADMA approac h. Jour-

nal of Computational Chemistry, 24(16):1980–1986, Decem b er

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Eslami:2007:MDS

[EMP07] Hossein Eslami and Florian M ¨ uller-Plathe. Molecular dynam-

ics sim ulation in the grand canonical ensem ble. Journal of

Computational Chemistry, 28(10):1763–1773, July 30, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ey al:2004:ISA

[ENM

+

04] Eran Ey al, Rafael Na jmano vic h, Brendan J. Mcconk ey , Mar-

vin Edelman, and Vladimir Sob olev. Imp ortance of solv en t

accessibilit y and con tact surfaces in mo deling side-c hain con-

formations in proteins. Journal of Computational Chemistry,

25(5):712–724, April 15, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Elezgara y:2000:MDP

[ES00] J. Elezgara y and Y. H. Sanejouand. Mo dal dynamics of pro-

teins in w ater. Journal of Computational Chemistry, 21(14):

1274–1282, No v em b er 15, 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Estiu:2006:QMM

[ESM06] Guillermina Estiu, Dimas Su´ arez, and Kenneth M. Merz.

Quan tum mec hanical and molecular dynamics sim ulations

of ureases and Zn β -lactamases. Journal of Computational

Chemistry, 27(12):1240–1262, Septem b er 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

El-Sherbin y:2004:ERP

[ESP04] Aisha El-Sherbin y and Ra ymond A. P oirier. An ev aluation

of the radial part of n umerical in tegration commonly used

in DFT. Journal of Computational Chemistry, 25(11):1378–

1384, August 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Estrada:2007:PSN

[Est07] Ernesto Estrada. P oin t scattering: a new geometric in v arian t

with applications from (Nano)clusters to biomolecules. Jour-

nal of Computational Chemistry, 28(4):767–777, Marc h 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

F erenczy:2001:I I I

[F

´

A01a] Gy¨ orgy G. F erenczy and J´ anos G.

´

Angy´ an. In tra- and in-

termolecular in teractions in crystals of p olar molecules. A

study b y the mixed quan tum mec hanical/molecular mec hani-

cal SCMP-NDDO metho d. Journal of Computational Chem-

istry, 22(14):1679–1690, No v em b er 15, 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F renking:2001:EP

[F A01b] Gernot F renking and Norman L. Allinger. Editors’ preface.

Journal of Computational Chemistry, 22(13):vii–viii, Octob er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Field:2000:DLM

[F AB

+

00] Martin J. Field, Marc Alb e, C ´ eline Bret, Fla vien Proust-De

Martin, and Aline Thomas. The dynamo library for molecular

sim ulations using h ybrid quan tum mec hanical and molecular

mec hanical p oten tials. Journal of Computational Chemistry,

21(12):1088–1100, Septem b er 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F erre:2002:SFF

[F AR02] Nicolas F err ´ e, Xa vier Assfeld, and Jean-Louis Riv ail. Sp ecific

force field parameters determination for the h ybrid ab initio

QM/MM LSCF metho d. Journal of Computational Chem-

istry, 23(6):610–624, April 30, 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F aulon:2001:SGC

[F au01] Jean-Loup F aulon. Sto c hastic generator of c hemical struc-

ture. 4. Building p olymeric systems with sp ecified prop erties.

Journal of Computational Chemistry, 22(6):580–590, April 30,

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

F errari:2006:SPS

[FBDG06] E. S. F errari, R. C. Burton, R. J. Da v ey , and A. Ga v ezzotti.

Sim ulation of phase separation in alcohol/w ater mixtures us-

ing t w o-b o dy force field and standard molecular dynamics.

Journal of Computational Chemistry, 27(11):1211–1219, Au-

gust 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F orti:2008:EMC

[FBLO08] Fla vio F orti, Xa vier Barril, F. Ja vier Luque, and Mo desto

Orozco. Extension of the MST con tin uum solv ation mo del

to the RM1 semiempirical Hamiltonian. Journal of Compu-

tational Chemistry, 29(4):578–587, Marc h 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F renking:2009:EN

[FBS09] Gernot F renking, Charles L. Bro oks I I I, and Shigey oshi Sakiki.

Editors’ note. Journal of Computational Chemistry, 30(1):1,

Jan uary 15, 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F ormanec k:2006:UGB

[F C06] Mark S. F ormanec k and Qiang Cui. The use of a generalized

Born mo del for the analysis of protein conformational transi-

tions: a comparativ e study with explicit solv en t sim ulations

for c hemotaxis Y protein (CheY). Journal of Computational

Chemistry, 27(16):1923–1943, Decem b er 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F eldmann:2008:MWB

[F CK

+

08] Mic hael T. F eldmann, Julian C. Cummings, Da vid R. Ken t

IV, Ric hard P

. Muller, and William A. Go ddard I I I. Manager–

w ork er-based mo del for the parallelization of quan tum Mon te

Carlo on heterogeneous and homogeneous net w orks. Journal

of Computational Chemistry, 29(1):8–16, Jan uary 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Fiat y:2004:AD A

[F CP

+

04a] K. Fiat y , C. Charcosset, B. P errin, R. Couturier, and

B. Ma ¨ ısterrena. A

TP-dep enden t activ e transp ort sim ulations

based on a phosphatase–c hannel–kinase mem brane structure.

Journal of Computational Chemistry, 25(10):1264–1276, July

30, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F rediani:2004:NDS

[F CP

+

04b] Luca F rediani, Rob erto Cammi, Christian S. P omelli, Ja-

cop o T omasi, and Kenneth Ruud. New dev elopmen ts in the

symmetry-adapted algorithm of the P olarizable Con tin uum

Mo del. Journal of Computational Chemistry, 25(3):375–385,

F ebruary 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Fiat y:2005:SA T

[F CP

+

05] K. Fiat y , C. Charcosset, B. P errin, R. Couturier, and

B. Ma ¨ ısterrena. Sim ulations of the activ e transp ort of a neu-

tral solute based on a kinase-c hannel-phosphatase top ology .

Journal of Computational Chemistry, 26(3):201–213, F ebru-

ary 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F alzon:2006:PSC

[F CW06] Chan tal T. F alzon, Delano P

. Chong, and F eng W ang. Predic-

tion of sp ectroscopic constan ts for diatomic molecules in the

ground and excited states using time-dep enden t densit y func-

tional theory

. Journal of Computational Chemistry, 27(2):

F edoro v:2007:PIE

[FK07a] Dmitri G. F edoro v and Kazuo Kitaura. P air in teraction energy

decomp osition analysis. Journal of Computational Chemistry,

28(1):222–237, Jan uary 15, 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F renking:2007:EUW

[FK07b] Gernot F renking and Andreas Krapp. Essa y: Unicorns in the

w orld of c hemical b onding mo dels. Journal of Computational

Chemistry, 28(1):15–24, Jan uary 15, 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Fisher:2008:OIA

[FKF

G08] Daniel R. Fisher, Da vid R. Ken t IV, Mic hael T. F eldmann,

and William A. Go ddard I I I. An optimized initialization al-

gorithm to ensure accuracy in quan tum Mon te Carlo calcu-

lations. Journal of Computational Chemistry, 29(14):2335–

2343, No v em b er 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

F renc h:2001:HES

[FKJ

+

01] Alfred D. F renc h, Anne-Marie Kelterer, Glenn P

. Johnson,

Mic hael K. Do wd, and Christopher J. Cramer. HF/6-31G*

energy surfaces for disacc haride analogs. Journal of Compu-

tational Chemistry, 22(1):65–78, Jan uary 15, 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F edoro v:2006:PCM

[FKL

+

06] Dmitri G. F edoro v, Kazuo Kitaura, Hui Li, Jan H. Jensen,

and Mark S. Gordon. The p olarizable con tin uum mo del

(PCM) in terfaced with the fragmen t molecular orbital metho d

(FMO). Journal of Computational Chemistry, 27(8):976–985,

June 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F ukuza w a:2006:I I I

[FKM

+

06] Kaori F ukuza w a, Y uto Komeiji, Y uji Mo c hizuki, Akifumi

Kato, T atsuy a Nak ano, and Shigenori T anak a. In tra- and in-

termolecular in teractions b et w een cyclic-AMP receptor pro-

tein and DNA: ab initio fragmen t molecular orbital study .

Journal of Computational Chemistry, 27(8):948–960, June

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

F ukuza w a:2007:I I I

[FKM

+

07] Kaori F ukuza w a, Y uto Komeiji, Y uji Mo c hizuki, Akifumi

Kato, T atsuy a Nak ano, and Shigenori T anak a. In tra- and in-

termolecular in teractions b et w een cyclic-AMP receptor pro-

tein and DNA: ab initio fragmen t molecular orbital study .

Journal of Computational Chemistry, 28(13):2237–2239, Oc-

tob er 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F ritsc h:2008:TMD

[FKRE08] Daniel F ritsc h, Klaus Ko ep ernik, Man uel Ric h ter, and Hel-

m ut Esc hrig. T ransition metal dimers as p oten tial molecular

magnets: a c hallenge to computational c hemistry

. Journal of

Computational Chemistry, 29(13):2210–2219, Octob er 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

F utera:2009:IPS

[FK

ˇ

S

+

09] Zden ˘ ek F utera, Julia Klenk o, Judit E.

ˇ

Sp oner, Ji ˇ r ´ ı

ˇ

Sp oner, and

Jarosla v V. Burda. In teractions of the “piano-sto ol” [ruthe-

nium(I I) (η

6

-arene)(en)CL]

+

complexes with w ater and n ucle-

obases; ab initio and DFT study

. Journal of Computational

Chemistry, 30(12):1758–1770, Septem b er 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F ukuza w a:2005:IQM

[FKU

+

05] Kaori F ukuza w a, Kazuo Kitaura, Masami Ueba y asi, Kotok o

Nak ata, Tsuguc hik a Kamin uma, and T atsuy a Nak ano. Ab

initio quan tum mec hanical study of the binding energies of

h uman estrogen receptor α with its ligands: an application of

fragmen t molecular orbital metho d. Journal of Computational

Chemistry, 26(1):1–10, Jan uary 15, 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

F ric k enhaus:2009:EES

[FKZ09] Stephan F ric k enhaus, Sriniv asaragha v an Kannan, and Martin

Zac harias. Efficien t ev aluation of sampling qualit y of molecu-

lar dynamics sim ulations b y clustering of dihedral torsion an-

gles and Sammon mapping. Journal of Computational Chem-

istry, 30(3):479–492, F ebruary 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F erran te:2007:TSI

[FL07] F rancesco F erran te and Gianfranco La Manna. Theoretical

study of the in teraction b et w een so dium ion and a cyclop ep-

tidic tubular structure. Journal of Computational Chemistry,

28(13):2085–2090, Octob er 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Flo c k e:2008:EEI

[FL08] N. Flo c k e and V. Lotric h. Efficien t electronic in tegrals and

their generalized deriv ativ es for ob ject orien ted implemen ta-

tions of electronic structure calculations. Journal of Computa-

tional Chemistry, 29(16):2722–2736, Decem b er 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F eldgus:2000:NR T

[FLGW00] Stev en F eldgus, Clark R. Landis, Eric D. Glendening, and

F rank W einhold. Natural resonance theory

. I. General for-

malism. Journal of Computational Chemistry, 21(5):411–413,

April 15, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F renking:2007:ESC

[FLK

+

07] Gernot F renking, Christoph Losc hen, Andreas Krapp, Stefan

F au, and Stev en H. Strauss. Electronic structure of CO —

an exercise in mo dern c hemical b onding theory

. Journal of

Computational Chemistry, 28(1):117–126, Jan uary 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

F erro:2007:MES

[FLOD07] V. R. F erro, R. L´ op ez, S. Omar, and J. M. Garc ´ ıa De La V ega.

On the molecular electron structure of three phosphinine-

con taining macro cycles. Journal of Computational Chemistry,

28(5):958–966, April 15, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

F olopp e:2000:AAE

[FM00] Nicolas F olopp e and Alexander D. MacKerell, Jr. All-atom

empirical force field for n ucleic acids: I. P arameter optimiza-

tion based on small molecule and condensed phase macro-

molecular target data. Journal of Computational Chemistry,

21(2):86–104, Jan uary 30, 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Flores-Moreno:2006:HNE

[FMAMVK06] Rob erto Flores-Moreno, Ro drigo J. Alv arez-Mendez, Alb erto

V ela, and Andreas M. K¨ oster. Half-n umerical ev aluation of

pseudop oten tial in tegrals. Journal of Computational Chem-

istry, 27(9):1009–1019, July 15, 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

F eixas:2008:PSA

[FMPS08] F erran F eixas, Eduard Matito, Jordi P oater, and Miquel Sol` a.

On the p erformance of some aromaticit y indices: a critical

assessmen t using a test set. Journal of Computational Chem-

istry, 29(10):1543–1554, July 30, 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

F ornili:2006:SSL

[FMSA06] Arianna F ornili, Y ohann Moreau, Maurizio Sironi, and Xa vier

Assfeld. On the suitabilit y of strictly lo calized orbitals for h y-

brid QM/MM calculations. Journal of Computational Chem-

istry, 27(4):515–523, Marc h 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F uc hs:2006:NMP

[FNP

+

06] Jean-F ran¸ cois F uc hs, Hristo Nedev, Da vid P oger, Mic hel

F errand, V al ´ erie Brenner, Jean-Pierre Dognon, and Serge

Crouzy

. New mo del p oten tials for sulfur–copp er(I) and sulfur–

mercury(I I) in teractions in proteins: F rom ab initio to molec-

ular dynamics. Journal of Computational Chemistry, 27(7):

837–856, Ma y 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

F uk a y a:2004:DGC

[F O04] Haruhik o F uk a y a and T aizo Ono. DFT–GIA

O calculations of

19

F NMR c hemical shifts for p erfluoro comp ounds. Journal

of Computational Chemistry, 25(1):51–60, Jan uary 15, 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

F rison:2008:CSS

[F O08] Gilles F rison and Gilles Ohanessian. A comparativ e study

of semiempirical, ab initio, and DFT metho ds in ev aluating

metal–ligand b ond strength, proton affinit y , and in teractions

b et w een first and second shell ligands in Zn-biomimetic com-

plexes. Journal of Computational Chemistry, 29(3):416–433,

F ebruary 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F edoro v:2004:NHP

[F OK

+

04] Dmitri G. F edoro v, Ry an M. Olson, Kazuo Kitaura, Mark S.

Gordon, and Shiro Koseki. A new hierarc hical paralleliza-

tion sc heme: Generalized distributed data in terface (GDDI),

and an application to the fragmen t molecular orbital metho d

(FMO). Journal of Computational Chemistry, 25(6):872–880,

April 30, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F eig:2004:PCG

[F OL

+

04] Mic hael F eig, Alexey On ufriev, Mic hael S. Lee, W onpil Im,

Da vid A. Case, and Charles L. Bro oks I I I. P erformance com-

parison of generalized Born and P oisson metho ds in the calcu-

lation of electrostatic solv ation energies for protein structures.

Journal of Computational Chemistry, 25(2):265–284, Jan uary

30, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Fioren tino:2006:SVD

[FPG

+

06] Anna Fioren tino, Deepangi P andit, Kathleen M. Gilb ert,

Milind Misra, Rose Dios, and Carol A. V enanzi. Singular v alue

decomp osition of torsional angles of analogs of the dopamine

reuptak e inhibitor GBR 12909. Journal of Computational

Chemistry, 27(5):609–620, April 15, 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

F ujimoto:2005:MDS

[FPN

+

05] Hirofumi F ujimoto, Mirosla v Pinak, T oshiyuki Nemoto, P eter

O’Neill, Etsuo Kume, Kimiaki Saito, and Hideaki Maek a w a.

Molecular dynamics sim ulation of clustered DNA damage sites

con taining 8-o xoguanine and abasic site. Journal of Compu-

tational Chemistry, 26(8):788–798, June 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F ossgaard:2006:SSM

[FR06] Eirik F ossg ˚ ard and Kenneth Ruud. Sup erlinear scaling in

master-sla v e quan tum c hemical calculations using in-core stor-

age of t w o-electron in tegrals. Journal of Computational Chem-

istry, 27(3):326–333, F ebruary 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F renking:2000:F

[F re00] Gernot F renking. F orew ord. Journal of Computational Chem-

istry, 21(16):v, Decem b er 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F uhrmann:2009:NMG

[FRLN09] Jan F uhrmann, Alexander Rurainski, Hans-P eter Lenhof, and

Dirk Neumann. A new metho d for the gradien t-based opti-

mization of molecular complexes. Journal of Computational

Chemistry, 30(9):1371–1378, July 15, 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F errero:2008:CSP

[FR OD08] Mauro F errero, Mic hel R ´ erat, Rob erto Orlando, and Rob erto

Do v esi. The calculation of static p olarizabilities of 1–3D p eri-

o dic comp ounds. the implemen tation in the CR YST AL co de.

Journal of Computational Chemistry, 29(9):1450–1459, July

15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F reire:2005:MLC

[FRS05] Ricardo O. F reire, Gerd B. Ro c ha, and Alfredo M. Simas.

Mo deling lan thanide complexes: Sparkle/AM1 parameters for

ytterbium (I I I). Journal of Computational Chemistry, 26(14):

1524–1528, No v em b er 15, 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F orester:1998:SRR

[FS98] Timoth y R. F orester and William Smith. SHAKE, rattle, and

roll: Efficien t constrain t algorithms for link ed rigid b o dies.

Journal of Computational Chemistry, 19(1):102–111, Jan uary

15, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic). See erratum [FS00a].

F orester:2000:ESR

[FS00a] Timoth y R. F orester and William Smith. Erratum: SHAKE,

rattle, and roll: Efficien t constrain t algorithms for link ed rigid

b o dies. Journal of Computational Chemistry, 21(2):157, Jan-

uary 30, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See [FS98 ].

F rank com b e:2000:SUM

[FS00b] T erry J. F rank com b e and Sean C. Smith. Solving the uni-

molecular master equation with a w eigh ted subspace pro jec-

tion metho d. Journal of Computational Chemistry, 21(8):592–

606, June 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F radera:2002:ELD

[FS02] Xa vier F radera and Miquel Sol` a. Electron lo calization and de-

lo calization in op en-shell molecules. Journal of Computational

Chemistry, 23(14):1347–1356, No v em b er 15, 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F radera:2004:SO A

[FS04] Xa vier F radera and Miquel Sol` a. Second-order atomic F ukui

indices from the electron-pair densit y in the framew ork of the

atoms in molecules theory

. Journal of Computational Chem-

istry, 25(3):439–446, F ebruary 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

F renking:2007:F

[FS07] Gernot F renking and Sason Shaik. F orew ord. Journal of Com-

putational Chemistry, 28(1):1–3, Jan uary 15, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

F reindorf:2005:LJP

[FSFK05] Marek F reindorf, Yihan Shao, Thomas R. F urlani, and Jing

Kong. Lennard-Jones parameters for the com bined QM/MM

metho d using the B3L

YP/6-31G*/AMBER p oten tial. Jour-

nal of Computational Chemistry, 26(12):1270–1278, Septem-

b er 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Computational Chemistry, 26(7):743–754, Ma y 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Grim w o o d:2003:WFD

[GBJ03] Daniel J. Grim w o o d, Ian Bythew a y , and Dylan Ja y atilak a.

W a v e functions deriv ed from exp erimen t. V. In v estigation of

electron densities, electrostatic p oten tials, and electron lo cal-

ization functions for noncen trosymmetric crystals. Journal of

Computational Chemistry, 24(4):470–483, Marc h 2003. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gdanitz:2005:RAE

[GBL

+

05] Rob ert J. Gdanitz, Gary D. Blac k, Carina S. Lansing, Bruce J.

P almer, and Karen L. Sc h uc hardt. Registering the Amica elec-

tronic structure co de in the Extensible Computational Chem-

istry En vironmen t. Journal of Computational Chemistry, 26

(3):214–225, F ebruary 2005. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Gomes:2002:EGE

[GC02] Andr ´ e Sev ero P ereira Gomes and Rog ´ erio Custo dio. Exact

Gaussian expansions of Slater-t yp e atomic orbitals. Journal

of Computational Chemistry, 23(10):1007–1012, July 30, 2002.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gill:2003:R QM

[GC03] P eter M. W. Gill and Siu-Hung Chien. Radial quadrature

for m ultiexp onen tial in tegrands. Journal of Computational

Chemistry, 24(6):732–740, April 30, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gohlk e:2004:CFE

[GC04] Holger Gohlk e and Da vid A. Case. Con v erging free energy es-

timates: MM-PB(GB)SA studies on the protein–protein com-

plex Ras–Raf. Journal of Computational Chemistry, 25(2):

238–250, Jan uary 30, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Gatti:2003:CIS

[GCB03] Carlo Gatti, F austo Cargnoni, and Luca Bertini. Chemical in-

formation from the source function. Journal of Computational

Chemistry, 24(4):422–436, Marc h 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Garcia-Cruz:2000:DMM

[GCCVB00] Isidoro Garc ´ ıa-Cruz, Miguel Castro, and Annik Vivier-Bunge.

DFT and MP2 molecular orbital determination of OH–

toluene–O

2 isomeric structures in the atmospheric o xidation of

toluene. Journal of Computational Chemistry, 21(9):716–730,

July 15, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Girones:2004:TFE

[GCD04] Xa vier Giron ´ es and Ramon Carb´ o-Dorca. TGSA-Flex: Ex-

tending the capabilities of the T op o-Geometrical sup erp osition

algorithm to handle flexible molecules. Journal of Computa-

tional Chemistry, 25(2):153–159, Jan uary 30, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Grazioso:2008:ANA

[GCD

+

08] Gio v anni Grazioso, Andrea Ca v alli, Marco De Amici, Maurizio

Recanatini, and Carlo De Mic heli. Alpha7 nicotinic acet yl-

c holine receptor agonists: Prediction of their binding affin-

it y through a molecular mec hanics P oisson–Boltzmann surface

area approac h. Journal of Computational Chemistry, 29(15):

2593–2602, No v em b er 30, 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Gallegos:2005:MPD

[GCDL

+

05] A. Gallegos, R. Carb´ o-Dorca, F. Lo dier, E. Canc ` es, and

A. Sa vin. Maximal probabilit y domains in linear molecules.

Journal of Computational Chemistry, 26(5):455–460, April 15,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Gonzalez:2006:PCM

[GD06] Leticia Gonz´ alez and Chan tal Daniel. Photo c hemistry of

CH

3

Mn(CO)

5

: a m ulticonfigurational ab initio study

. Journal

of Computational Chemistry, 27(15):1781–1786, No v em b er 30,

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Gillessen:2009:CSF

[GD09] Mic hael Gilleßen and Ric hard Dronsk o wski. A com binatorial

study of full Heusler allo ys b y first-principles computational

metho ds. Journal of Computational Chemistry, 30(8):1290–

1299, June 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Gonzalez-diaz:2007:R CN

[GdAcV

+

07] Hum b erto Gonz´ alez-d ´ ıaz, Guillerm ´ ın Ag ¨ uero-c hapin, Ja vier

V arona, Reinaldo Molina, Gio v anna Delogu, Lourdes San tana,

Eugenio Uriarte, and Gianni P o dda. 2D-RNA-coupling n um-

b ers: a new computational c hemistry approac h to link sec-

ondary structure top ology with biological function. Journal

of Computational Chemistry, 28(6):1049–1056, April 30, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gonzalez-Diaz:2007:CCC

[GDPCPU07] Hum b erto Gonz´ alez-D ´ ıaz, Y unierkis P ´ erez-Castillo, Gianni

P o dda, and Eugenio Uriarte. Computational c hemistry

comparison of stable/nonstable protein m utan ts classifica-

tion mo dels based on 3D and top ological indices. Journal

of Computational Chemistry, 28(12):1990–1995, Septem b er

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Gonzalez-Diaz:2008:UQN

[GDPP08] Hum b erto Gonz´ alez-D

´

iaz and F rancisco J. Prado-Prado. Uni-

fied QSAR and net w ork-based computational c hemistry ap-

proac h to an timicrobials, part 1: Multisp ecies activit y mo dels

for an tifungals. Journal of Computational Chemistry, 29(4):

656–667, Marc h 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gonzalez-diaz:2007:CCA

[GdSuM

+

07] Hum b erto Gonz´ alez-d ´ ıaz, Liane Sa ´ ız-urra, Reinaldo Molina,

Y enn y Gonz´ alez-d ´ ıaz, and Angeles S´ anc hez-gonz´ alez. Com-

putational c hemistry approac h to protein kinase recognition

using 3D sto c hastic v an der W aals sp ectral momen ts. Jour-

nal of Computational Chemistry, 28(6):1042–1048, April 30,

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Glattli:2003:NAD

[GD V03] Alice Gl¨ attli, Xa vier Daura, and Wilfred F. V an Gunsteren.

A no v el approac h for designing simple p oin t c harge mo dels for

liquid w ater with three in teraction sites. Journal of Compu-

tational Chemistry, 24(9):1087–1096, July 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Galv an:2008:IEN

[GF08] Ignacio Fdez. Galv´ an and Martin J. Field. Impro ving the effi-

ciency of the NEB reaction path finding algorithm. Journal of

Computational Chemistry, 29(1):139–143, Jan uary 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Genoni:2005:O V O

[GFS05] Alessandro Genoni, Arianna F ornili, and Maurizio Sironi. Op-

timal virtual orbitals to relax w a v e functions built up with

transferred extremely lo calized molecular orbitals. Journal of

Computational Chemistry, 26(8):827–835, June 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Go ette:2009:A CF

[GG09] Maik Go ette and Helm ut Grubm ¨ uller. Accuracy and con v er-

gence of free energy differences calculated from nonequilibrium

switc hing pro cesses. Journal of Computational Chemistry, 30

(3):447–456, F ebruary 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Gill:2000:RET

[GGA00] P eter M. W. Gill, Andrew T. B. Gilb ert, and T erry R. Adams.

Rapid ev aluation of t w o-cen ter t w o-electron in tegrals. Jour-

nal of Computational Chemistry, 21(16):1505–1510, Decem b er

2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Gonzalez:2007:AERa

[GGB07a] Ja vier Gonz´ alez, Xa vier Gim ´ enez, and Josep Maria Bofill. Al-

gorithm to ev aluate rate constan ts for p oly atomic c hemical

reactions. I. Theory and computational details. Journal of

Computational Chemistry, 28(13):2102–2110, Octob er 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gonzalez:2007:AERb

[GGB07b] Ja vier Gonz´ alez, Xa vier Gim ´ enez, and Josep Maria Bofill. Al-

gorithm to ev aluate rate constan ts for p oly atomic c hemical

reactions. I I. Applications. Journal of Computational Chem-

istry, 28(13):2111–2121, Octob er 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gonzalez-Garcia:2005:ESS

[GGGLL05] N ´ uria Gonz´ alez-Garc ´ ıa,

`

Angels Gonz´ alez-Lafon t, and Jos ´ e M.

Lluc h. Electronic structure study of the initiation routes of the

dimeth yl sulfide o xidation b y OH. Journal of Computational

Chemistry, 26(6):569–583, April 30, 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Guv enc h:2008:AEF

[GGK

+

08] Olgun Guv enc h, Shannon N. Greene, Ganesh Kamath,

John W. Brady

, Ric hard M. V enable, Ric hard W. P astor,

and Alexander D. Mac k erell Jr. Additiv e empirical force field

for hexop yranose monosacc harides. Journal of Computational

Chemistry, 29(15):2543–2564, No v em b er 30, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Greatbanks:2000:CEP

[GGLR00] Stephen P

. Greatbanks, Jill E. Gready

, Aja y C. Lima y e, and

Alistair P

. Rendell. Comparison of enzyme p olarization of lig-

ands and c harge-transfer effects for dih ydrofolate reductase

using p oin t-c harge em b edded ab initio quan tum mec hanical

and linear-scaling semiempirical quan tum mec hanical meth-

o ds. Journal of Computational Chemistry, 21(9):788–811, July

15, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Galv ez:2009:CTT

[GGP09] Oscar G´ alv ez, P edro C. G´ omez, and Luis F. P acios. Character-

ization of t w o t yp es of in termolecular in teractions on halogen

mono xide monoh ydrates. Journal of Computational Chem-

istry, 30(15):2538–2549, No v em b er 30, 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gruziel:2008:PBM

[GGT08] Magdalena Gruziel, P a w el Gro c ho wski, and Joanna T rylsk a.

The P oisson–Boltzmann mo del for tRNA: Assessmen t of the

calculation set-up and ionic concen tration cutoff. Journal

of Computational Chemistry, 29(12):1970–1981, Septem b er

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Guerra:2004:VDD

[GHBB04] C ´ elia F onseca Guerra, Jan-Willem Handgraaf, Ev ert Jan

Baerends, and F. Matthias Bic k elhaupt. V oronoi deformation

densit y (VDD) c harges: Assessmen t of the Mullik en, Bader,

Hirshfeld, W einhold, and VDD metho ds for c harge analysis.

Journal of Computational Chemistry, 25(2):189–210, Jan uary

30, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gh ulghazary an:2007:ECW

[GHH07] Rub en G. Gh ulghazary an, Sh ura Ha yry an, and Chin-Kun Hu.

Efficien t com bination of W ang–Landau and transition ma-

trix Mon te Carlo metho ds for protein sim ulations. Journal

of Computational Chemistry, 28(3):715–726, F ebruary 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Garcia-Hernandez:2002:CSR

[GHLK

+

02] Maite Garc ´ ıa-Hern´ andez, Christa Lauterbac h, Sv en Kr ¨ uger,

Alexei Matv eev, and Notk er R¨ osc h. Comparativ e study of rel-

ativistic densit y functional metho ds applied to actinide sp ecies

AcO

2+

2 and AcF

6 for Ac = U, Np. Journal of Computational

Chemistry, 23(8):834–846, June 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gordon:2003:ER O

[GHMP03] D. Benjamin Gordon, Geoffrey K. Hom, Stephen L. Ma y o,

and Niles A. Pierce. Exact rotamer optimization for protein

design. Journal of Computational Chemistry, 24(2):232–243,

Jan uary 30, 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Grabuleda:2000:MDS

[GJK00] Xa vier Grabuleda, Carlos Jaime, and P eter A. Kollman.

Molecular dynamics sim ulation studies of liquid acetonitrile:

New six-site mo del. Journal of Computational Chemistry, 21

(10):901–908, July 30, 2000. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Geudtner:2006:PDC

[GJK

+

06] Gerald Geudtner, Florian Janetzk o, Andreas M. K¨ oster, Al-

b erto V ela, and P atrizia Calaminici. P arallelization of the

deMon2k co de. Journal of Computational Chemistry, 27(4):

483–490, Marc h 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gao:2008:EFP

[GJL

+

08] Bin Gao, Jun Jiang, Kai Liu, Ziyu W u, W ei Lu, and Yi Luo.

An efficien t first-principle approac h for electronic structures

calculations of nanomaterials. Journal of Computational

Chemistry, 29(3):434–444, F ebruary 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Galst y an:2009:ARP

[GK09] Artur Galst y an and Ernst-W alter Knapp. Accurate redo x p o-

ten tials of monon uclear iron, manganese, and nic k el mo del

complexes*. Journal of Computational Chemistry, 30(2):203–

211, Jan uary 30, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gotz:2005:O AB

[GKH05] Andreas W. G¨ otz, Christian Kollmar, and Bernd A. Hess. Op-

timization of auxiliary basis sets for the LEDO expansion and

a pro jection tec hnique for LEDO–DFT. Journal of Compu-

tational Chemistry, 26(12):1242–1253, Septem b er 2005. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gron t:2007:BBQ

[GKK07] Dominik Gron t, Sebastian Kmiecik, and Andrzej Kolinski.

Bac kb one building from quadrilaterals: a fast and accurate

algorithm for protein bac kb one reconstruction from alpha car-

b on co ordinates. Journal of Computational Chemistry, 28(9):

1593–1597, July 15, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ganesh:2008:WWI

[GKR

G08] V. Ganesh, Rit wik Ka v athek ar, An uja Rahalk ar, and Shrid-

har R. Gadre. W ebProp: W eb in terface for ab initio calcula-

tion of molecular one-electron prop erties. Journal of Compu-

tational Chemistry, 27(5):621–626, April 15, 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gresh:2005:RZI

[GPK05] Nohad Gresh, Jean-Philip Piquemal, and Morris Krauss. Rep-

resen tation of Zn(I I) complexes in p olarizable molecular me-

c hanics. F urther refinemen ts of the electrostatic and short-

range con tributions. Comparisons with parallel ab initio com-

putations. Journal of Computational Chemistry, 26(11):1113–

1130, August 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gran t:2001:SPF

[GPN01] J. Andrew Gran t, Barry T. Pic kup, and An thon y Nic holls. A

smo oth p ermittivit y function for P oisson–Boltzmann solv ation

metho ds. Journal of Computational Chemistry, 22(6):608–

640, April 30, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gourlaouen:2006:R GM

[GPSP06] Christophe Gourlaouen, Jean-Philip Piquemal, T rond Saue,

and Olivier P arisel. Revisiting the geometry of nd

10

(n + 1)s

0

[M(H

2

O)] p+

complexes using four-comp onen t relativistic DFT

calculations and scalar relativistic correlated CSO

V energy

decomp ositions (M p+

= Cu

+

, Zn

2+

, Ag

+

, Cd

2+

, Au

+

, Hg

2+

).

Journal of Computational Chemistry, 27(2):142–156, Jan uary

30, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gillespie:2007:EGL

[GR07] R. J. Gillespie and E. A. Robinson. Essa y: Gilb ert N. Lewis

and the c hemical b ond: the electron pair and the o ctet rule

from 1916 to the presen t da y . Journal of Computational Chem-

istry, 28(1):87–97, Jan uary 15, 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Grafton:2007:VFW

[Gra07] An thon y K. Grafton. Vibalizer: a free, W eb-based to ol for

rapid, quan titativ e comparison and analysis of calculated vi-

brational mo des. Journal of Computational Chemistry, 28(7):

1290–1305, Ma y 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Girones:2001:TMS

[GR CD01] Xa vier Giron ´ es, Da vid Rob ert, and Ramon Carb´ o-Dorca.

TGSA: a molecular sup erp osition program based on top o-

geometrical considerations. Journal of Computational Chem-

istry, 22(2):255–263, Jan uary 30, 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Grimme:2003:ITO

[Gri03] Stefan Grimme. Impro v ed third-order Møller–Plesset p ertur-

bation theory

. Journal of Computational Chemistry, 24(13):

1529–1537, Octob er 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Grimme:2004:AD V

[Gri04] Stefan Grimme. Accurate description of v an der W aals com-

plexes b y densit y functional theory including empirical correc-

tions. Journal of Computational Chemistry, 25(12):1463–1473,

Septem b er 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Grimme:2006:SGT

[Gri06] Stefan Grimme. Semiempirical GGA-t yp e densit y functional

constructed with a long-range disp ersion correction. Journal

of Computational Chemistry, 27(15):1787–1799, No v em b er 30,

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Gara v elli:2003:SAI

[GR O

+

03] Marco Gara v elli, F abrizio Ruggeri, F ran¸ cois Ogliaro, Mic hael J.

Bearpark, F ernando Bernardi, Massimo Olivucci, and

Mic hael A. Robb. A simple approac h for impro ving the h ybrid

MMVB force field: Application to the photoisomerization of

s-cis butadiene. Journal of Computational Chemistry, 24(11):

1357–1363, August 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Goncalv es:2002:NAF

[GS02] P aulo F. B. Gon¸ calv es and Hub ert Stassen. New approac h to

free energy of solv ation applying con tin uum mo dels to molec-

ular dynamics sim ulation. Journal of Computational Chem-

istry, 23(7):706–714, Ma y 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Goncalv es:2003:FES

[GS03] P aulo F. B. Gon¸ calv es and Hub ert Stassen. F ree energy of sol-

v ation from molecular dynamics sim ulations for lo w dielectric

solv en ts. Journal of Computational Chemistry, 24(14):1758–

1765, No v em b er 15, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gresh:2004:CDI

[GS04] Nohad Gresh and Gen-Bin Shi. Conformation-dep enden t in-

termolecular in teraction energies of the triphosphate anion

with div alen t metal cations. Application to the A

TP-binding

site of a bin uclear bacterial enzyme. A parallel quan tum c hem-

ical and p olarizable molecular mec hanics in v estigation. Jour-

nal of Computational Chemistry, 25(2):160–168, Jan uary 30,

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Go o dman:2007:DFN

[GS07] Lionel Go o dman and Ronald R. Sauers. Diffuse functions

in natural b ond orbital analysis. Journal of Computational

Chemistry, 28(1):269–275, Jan uary 15, 2007. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Grohmann:2008:TR Q

[GS08] Rainer Grohmann and T orsten Sc hindler. T o w ard robust

QSPR mo dels: Synergistic utilization of robust regression and

v ariable elimination. Journal of Computational Chemistry, 29

(6):847–860, April 30, 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Gidofalvi:2009:CDE

[GS09] Gergely Gidofalvi and Ron Shepard. Computation of determi-

nan t expansion co efficien ts within the graphically con tracted

function metho d. Journal of Computational Chemistry, 30

(15):2414–2419, No v em b er 30, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Gil:2009:I IC

[GSB09] Adri` a Gil, Mariona So dup e, and Juan Bertran. Influence of

ionization on the conformational preferences of p eptide mo d-

els. Ramac handran surfaces of N -form yl-glycine amide and

N -form yl-alanine amide radical cations. Journal of Compu-

tational Chemistry, 30(12):1771–1784, Septem b er 2009. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gorec ki:2009:RRM

[GSDT09] Adam G´ orec ki, Marcin Szyp o wski, Maciej D lugosz, and

Joanna T rylsk a. RedMD — reduced molecular dynamics pac k-

age. Journal of Computational Chemistry, 30(14):2364–2373,

No v em b er 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gautier:2003:CAS

[GT03] R. Gautier and P . T uff ´ ery . Critical assessmen t of side-c hain

conformational space sampling pro cedures designed for quan-

tifying the effect of side-c hain en vironmen t. Journal of Com-

putational Chemistry, 24(15):1950–1961, No v em b er 30, 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gherman:2006:CSR

[GTC06] Benjamin F. Gherman, William B. T olman, and Christo-

pher J. Cramer. Characterization of the structure and re-

activit y of mono copp er–o xygen complexes supp orted b y β -

dik etiminate and anilido-imine ligands. Journal of Computa-

tional Chemistry, 27(16):1950–1961, Decem b er 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

T ao:2001:TSR

[gThDjL

+

01] Y u guo T ao, Yi hong Ding, Jian jun Liu, Ze sheng Li,

Xu ri Huang, and Chia-Ch ung Sun. Theoretical study on

reaction mec hanism of the CF radical with nitrogen dio xide.

Journal of Computational Chemistry, 22(16):1907–1919, De-

cem b er 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Garcia-Vilo ca:2003:HTC

[GV A TG03] Mireia Garcia-Vilo ca, Crist´ obal Alham bra, Donald G. T ruh-

lar, and Jiali Gao. Hydride transfer catalyzed b y xylose iso-

merase: Mec hanism and quan tum effects. Journal of Compu-

tational Chemistry, 24(2):177–190, Jan uary 30, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gu:2007:IGQ

[GWL07] Jiande Gu, Jing W ang, and Jerzy Leszczynski. Iso-guanine

quin tet complexes co ordinated b y mono v alen t cations (Na

+

,

K

+

, Rb

+

, and Cs

+

). Journal of Computational Chemistry,

28(11):1790–1795, August 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Go o ding:2000:FPQ

[GWM

+

00] Stuart R. Go o ding, P eter J. Winn, Ric hard I. Mau-

rer, Gy¨ orgy G. F erenczy

, John R. Miller, Ja yne E. Har-

ris, D. V aughan Griffiths, and Christopher A. Reynolds.

F ully p olarizable QM/MM calculations: an application to

the non b onded io dine–o xygen in teraction in dimeth yl-2-

io dob enzo ylphosphonate. Journal of Computational Chem-

istry, 21(6):478–482, April 30, 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Gao:2008:CQM

[GWM08] Jiali Gao, Kin-Yiu W ong, and Dan T. Ma jor. Com bined QM/

MM and path in tegral sim ulations of kinetic isotop e effects in

the proton transfer reaction b et w een nitro ethane and acetate

ion in w ater. Journal of Computational Chemistry, 29(4):514–

522, Marc h 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Guv enc h:2002:AF A

[GWS

+

02] Olgun Guv enc h, J¨ org W eiser, P eter Shenkin, Istv´ an Kolossv´ ary ,

and W. Clark Still. Application of the frozen atom appro x-

imation to the GB/SA con tin uum mo del for solv ation free

energy

. Journal of Computational Chemistry, 23(2):214–221,

Jan uary 30, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Gao:2009:TSF

[GXK09] Guoh ua Gao, Xiang Xu, and Hong Seok Kang. A theoretical

study on fullerene-dizinco cene h ybrids. Journal of Compu-

tational Chemistry, 30(6):978–982, April 30, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gregersen:2006:CSI

[GY06] Bren t A. Gregersen and Darrin M. Y ork. A c harge-scaling

implemen tation of the v ariational electrostatic pro jection

metho d. Journal of Computational Chemistry, 27(1):103–115,

Jan uary 15, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Giese:2008:EA T

[GY08] Timoth y J. Giese and Darrin M. Y ork. Extension of adaptiv e

tree co de and fast m ultip ole metho ds to high angular mo-

men tum particle c harge densities. Journal of Computational

Chemistry, 29(12):1895–1904, Septem b er 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gao:2004:TSS

[GYCZ04] Xingfa Gao, Hui Y uan, Zhenling Chen, and Y uliang Zhao.

Theoretical studies of structures and stabilities of a new o dd-

n um b ered fullerene dimer: C

141

. Journal of Computational

Chemistry, 25(16):2023–2030, Decem b er 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Garcia-Y oldi:2007:OTE

[GYMN07] I ~ nigo Garc ´ ıa-Y oldi, F ernando Mota, and Juan J. No v oa. The

origin of the t w o-electron/four-cen ters C

− −

C b ond in π -

TCNE

2−

2 dimers: Electrostatic or disp ersion? Journal of

Computational Chemistry, 28(1):326–334, Jan uary 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gao:2007:WSN

[GZ07] Xingfa Gao and Y uliang Zhao. The w a y of stabilizing non-

IPR fullerenes and structural elucidation of C

54

Cl

8

. Jour-

nal of Computational Chemistry, 28(4):795–801, Marc h 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gallicc hio:2002:SNH

[GZL02] Emilio Gallicc hio, Linda Y u Zhang, and Ronald M. Levy

. The

SGB/NP h ydration free energy mo del based on the surface

generalized Born solv en t reaction field and no v el nonp olar

h ydration free energy estimators. Journal of Computational

Chemistry, 23(5):517–529, April 15, 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Grosdidier:2009:BDP

[GZM09] Aur ´ elien Grosdidier, Vincen t Zo ete, and Olivier Mic hielin.

Blind do c king of 260 protein–ligand complexes with EADo c k

2.0. Journal of Computational Chemistry, 30(13):2021–2030,

Octob er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ho w ard:2004:ICH

[HA04] Si^ an T. Ho w ard and Colin D. Ab erneth y . In tramolecular C

H. . . C

car bene h ydrogen b onds and comp eting in teractions in

monoprotonated trip o dal carb enes. Journal of Computational

Chemistry, 25(5):649–659, April 15, 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hafner:2008:ISM

[Haf08] J ¨ urgen Hafner. Ab-initio sim ulations of materials using V

ASP:

Densit y-functional theory and b ey ond. Journal of Computa-

tional Chemistry, 29(13):2044–2078, Octob er 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hamac her:2007:ITM

[Ham07] K. Hamac her. Information theoretical measures to analyze

tra jectories in rational molecular design. Journal of Computa-

tional Chemistry, 28(16):2576–2580, Decem b er 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Han:2001:DFS

[Han01] Y oung-Kyu Han. Densit y functional studies of AnF

6

(An =

U, Np, and Pu) and UF

6−n

Cl

n

(n = 1–6) using h ybrid func-

tionals: geometries and vibrational frequencies. Journal of

Computational Chemistry, 22(16):2010–2017, Decem b er 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Harrison:2004:KSA

[Har04] Rob ert J. Harrison. Krylo v subspace accelerated inexact New-

ton metho d for linear and nonlinear equations. Journal of

Computational Chemistry, 25(3):328–334, F ebruary 2004. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Huang:2008:APP

[HG08] Liang-Tsung Huang and M. Mic hael Gromiha. Analysis and

prediction of protein folding rates using quadratic resp onse

surface mo dels. Journal of Computational Chemistry, 29(10):

1675–1683, July 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ha y es:2004:FFD

[HGMB04] Joseph M. Ha y es, James C. Greer, and Da vid A. Morton-

Blak e. A force-field description of short-range repulsions for

high densit y alk ane molecular dynamics sim ulations. Jour-

nal of Computational Chemistry, 25(16):1953–1966, Decem b er

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Heinz:2004:FPC

[HH04] Tim N. Heinz and Philipp e H. H ¨ unen b erger. A fast pairlist-

construction algorithm for molecular sim ulations under p eri-

o dic b oundary conditions. Journal of Computational Chem-

istry, 25(12):1474–1486, Septem b er 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hall:2000:AHQ

[HHBH00] Ric hard J. Hall, Sally A. Hindle, Neil A. Burton, and Ian H.

Hillier. Asp ects of h ybrid QM/MM calculations: the treat-

men t of the QM/MM in terface region and geometry optimiza-

tion with an application to c horismate m utase. Journal of

Computational Chemistry, 21(16):1433–1441, Decem b er 2000.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Hahnk e:2009:PP A

[HHG

+

09] V olk er H¨ ahnk e, Bettina Hofmann, T omisla v Grgat, Ewgenij

Prosc hak, Dieter Steinhilb er, and Gisb ert Sc hneider. PhAST:

Pharmacophore alignmen t searc h to ol. Journal of Compu-

tational Chemistry, 30(5):761–771, April 15, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ha yry an:2001:MPS

[HHHS01] Sh ura Ha yry an, Chin-Kun Hu, Sh un-Y un Hu, and Rung-Ji

Shang. Multicanonical parallel sim ulations of proteins with

con tin uous p oten tials. Journal of Computational Chemistry,

22(12):1287–1296, Septem b er 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Hab ershon:2003:DMP

[HHJ03] Scott Hab ershon, Kenneth D. M. Harris, and Ro y L. Johnston.

Dev elopmen t of a m ultip opulation parallel genetic algorithm

for structure solution from p o wder diffraction data. Journal

of Computational Chemistry, 24(14):1766–1774, No v em b er 15,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hudaky:2004:SMI

[HHP04] Ilona Hud´ aky , P ´ eter Hud´ aky , and Andr´ as P erczel. Solv a-

tion mo del induced structural c hanges in p eptides. A quan tum

c hemical study on Ramac handran surfaces and conformers of

alanine diamide using the p olarizable con tin uum mo del. Jour-

nal of Computational Chemistry, 25(12):1522–1531, Septem-

b er 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Ha yry an:2005:NAM

[HHS

+

05] Sh ura Ha yry an, Chin-Kun Hu, Jarosla v Sk ˇ riv´ anek, Edik

Ha yry ane, and Imric h P ok orn ´ y. A new analytical metho d for

computing solv en t-accessible surface area of macromolecules

and its gradien ts. Journal of Computational Chemistry, 26

(4):334–343, Marc h 2005. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Horng:2003:CMC

[HHW

+

03] Jorng-Tzong Horng, Hsien-Da Huang, Shih-Hsien W ang,

Ming-Y ou Chen, Shir-Ly Huang, and Jenn-Kang Hw ang.

Computing motif correlations in proteins. Journal of Compu-

tational Chemistry, 24(16):2032–2043, Decem b er 2003. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Haranczyk:2008:SSO

[HHW

G08] Maciej Haranczyk, John Hollida y , P eter Willett, and Maciej

Guto wski. Structure and singly o ccupied molecular orbital

analysis of anionic tautomers of guanine. Journal of Com-

putational Chemistry, 29(8):1277–1291, June 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hirama:2003:PMH

[HIA03] Mutsumi Hirama, T oshimasa Ishida, and Jun-Ic hi Aihara.

P ossible molecular h ydrogen formation mediated b y the rad-

ical cations of an thracene and p yrene. Journal of Compu-

tational Chemistry, 24(12):1378–1382, Septem b er 2003. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Heine:2007:CIM

[HIM07] Thomas Heine, Rafael Islas, and Gabriel Merino. σ and π

con tributions to the induced magnetic field: Indicators for

the mobilit y of electrons in molecules. Journal of Computa-

tional Chemistry, 28(1):302–309, Jan uary 15, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hinsen:2000:MMT

[Hin00] Konrad Hinsen. The molecular mo deling to olkit: a new ap-

proac h to molecular sim ulations. Journal of Computational

Chemistry, 21(2):79–85, Jan uary 30, 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hirao:2008:RBO

[Hir08] Ha jime Hirao. A reactiv e b ond orbital in v estigation of the

Diels–Alder reaction b et w een 1,3-butadiene and eth ylene: En-

ergy decomp osition, state correlation diagram, and electron

densit y analyses. Journal of Computational Chemistry, 29(9):

1399–1407, July 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Hudaky:2001:PMX

[HJCP01] P ´ eter Hud´ aky , Imre J´ akli, A ttila G. Cs´ asz´ ar, and Andr´ as

P erczel. P eptide mo dels XXXI. Conformational prop erties

of h ydrophobic residues shaping the core of proteins. An

ab initio study of N -form yl- L-v alinamide and N -form yl- L-

phen ylalaninamide. Journal of Computational Chemistry, 22

(7):732–751, Ma y 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Hou:2007:DSD

[HK07] Jin Qiang Hou and Hong Seok Kang. A DFT study on the

dimerization of C

62

, H

2

C

62

, and F

2

C

62

. Journal of Computa-

tional Chemistry, 28(8):1417–1426, June 2007. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Holt:2008:EIQ

[HK08a] Asb jørn Holt and Gunnar Karlstr¨ om. Erratum: Inclusion of

the quadrup ole momen t when describing p olarization. The ef-

fect of the dip ole-quadrup ole p olarizabilit y . Journal of Com-

putational Chemistry, 29(14):2485–2486, No v em b er 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic). See [HK08b ].

Holt:2008:IQM

[HK08b] Asb jørn Holt and Gunnar Karlstr¨ om. Inclusion of the

quadrup ole momen t when describing p olarization. The effect

of the dip ole-quadrup ole p olarizabilit y . Journal of Compu-

tational Chemistry, 29(12):2033–2038, Septem b er 2008. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic). See erratum [HK08a ].

Holt:2008:ICM

[HK08c] Asb jørn Holt and Gunnar Karlstrøm. Induction correction

mo del for rotation of t w o or three dihedral angles. Jour-

nal of Computational Chemistry, 29(12):1905–1911, Septem-

b er 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Holt:2008:I IC

[HK08d] Asb jørn Holt and Gunnar Karlstr¨ om. An in tramolecular in-

duction correction mo del of the molecular dip ole momen t.

Journal of Computational Chemistry, 29(7):1084–1091, Ma y

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Honda:2008:ECD

[HKHN08] Y asushi Honda, A tsushi Kurihara, Masahik o Hada, and Hi-

roshi Nak atsuji. Excitation and circular dic hroism sp ectra of

(-)-(3a S, 7a S)-2-c halcogena-trans-h ydrindans (Ch = S, Se,

T e): SA

C and SA

C–CI calculations. Journal of Computa-

tional Chemistry, 29(4):612–621, Marc h 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Han:2001:AMS

[HKMS01] Kyu-Kw ang Han, Ki Hae Kim, Byung Jin Mhin, and Hy eon S.

Son. Application of the m ultiensem ble sampling to the h ydra-

tion free energy

. Journal of Computational Chemistry, 22(10):

1004–1009, July 30, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Hu:2008:USV

[HL08] Xiuzhen Hu and Qianzhong Li. Using supp ort v ector mac hine

to predict β - and γ -turns in proteins. Journal of Compu-

tational Chemistry, 29(12):1867–1875, Septem b er 2008. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Huang:2009:MDS

[HLB09] Y ongqi Huang, Huifang Li, and Y uxiang Bu. Molecular dy-

namics sim ulation exploration of co op erativ e migration mec h-

anism of calcium ions in sarcoplasmic reticulum Ca

2+

-A TP ase.

Journal of Computational Chemistry, 30(13):2136–2145, Oc-

tob er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Hofto:2009:IA T

[HLC09] Laura R. Hofto, Caroline E. Lee, and Mauricio Cafiero. The

imp ortance of aromatic-t yp e in teractions in serotonin syn the-

sis: Protein–ligand in teractions in tryptophan h ydro xylase

and aromatic amino acid decarb o xylase. Journal of Com-

putational Chemistry, 30(7):1111–1115, Ma y 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Han:2006:DCM

[HLLN06] W en-Ge Han, Tiqing Liu, Timoth y Lo v ell, and Louis No o dle-

man. DFT calculations of

57

F e M¨ ossbauer isomer shifts and

quadrup ole splittings for iron complexes in p olar dielectric

media: Applications to methane mono o xygenase and rib on u-

cleotide reductase. Journal of Computational Chemistry, 27

(12):1292–1306, Septem b er 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

He:2005:TSR

[HLLS05] Hong-Qing He, Jing-Y ao Liu, Ze-Sheng Li, and Chia-Ch ung

Sun. Theoretical study for the reaction of CH

3

OCl with Cl

atom. Journal of Computational Chemistry, 26(6):642–650,

April 30, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Huang:2005:AFF

[HLM05] P o-Ssu Huang, John J. Lo v e, and Stephen L. Ma y o. Adapta-

tion of a fast F ourier transform-based do c king algorithm for

protein design. Journal of Computational Chemistry, 26(12):

1222–1232, Septem b er 2005. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Hugosson:2006:CTS

[HLMR06] H ˚ ak an W. Hugosson, Alessandro Laio, P atric k Maurer, and

Ursula Rothlisb erger. A comparativ e theoretical study of

dip eptide solv ation in w ater. Journal of Computational Chem-

istry, 27(5):672–684, April 15, 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Henn:2007:CIM

[HLS07] Julian Henn, Dirk Leusser, and Dietmar Stalk e. Chemical in-

terpretation of molecular electron densit y distributions. Jour-

nal of Computational Chemistry, 28(14):2317–2324, No v em-

b er 15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Horenk o:2005:AAN

[HLSH05] Illia Horenk o, S¨ onk e Lorenz, Christof Sc h ¨ utte, and Wilhelm

Huisinga. Adaptiv e approac h for nonlinear sensitivit y analysis

of reaction kinetics. Journal of Computational Chemistry, 26

(9):941–948, July 15, 2005. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Huang:2005:IHM

[HL T

+

05] Hsien-Da Huang, Tzong-Yi Lee, Shih-W ei Tzeng, Li-Cheng

W u, Jorng-Tzong Horng, Ann-Ping Tsou, and Kuan-Tsae

Huang. Incorp orating hidden Mark o v mo dels for iden tify-

ing protein kinase-sp ecific phosphorylation sites. Journal of

Computational Chemistry, 26(10):1032–1041, July 30, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Hong:2009:R OP

[HL TLP09] Eun-Jong Hong, Shaun M. Lipp o w, Bruce Tidor, and T om´ as

Lozano-P ´ erez. Rotamer optimization for protein design

through MAP estimation and problem-size reduction. Jour-

nal of Computational Chemistry, 30(12):1923–1945, Septem-

b er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Hauc k:2001:GSS

[HM01] J. Hauc k and K. Mik a. Ground-state structures of p olymers.

Journal of Computational Chemistry, 22(16):1944–1955, De-

cem b er 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Henc hman:2002:EHS

[HM02] Ric hard H. Henc hman and J. Andrew McCammon. Extract-

ing h ydration sites around proteins from explicit w ater sim u-

lations. Journal of Computational Chemistry, 23(9):861–869,

July 15, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hom:2006:SAF

[HM06] Geoffrey K. Hom and Stephen L. Ma y o. A searc h algorithm for

fixed-comp osition protein design. Journal of Computational

Chemistry, 27(3):375–378, F ebruary 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hemmateenejad:2008:A QT

[HM08] Bahram Hemmateenejad and Afshan Moha jeri. Application of

quan tum top ological molecular similarit y descriptors in QSPR

study of the O-meth ylation of substituted phenols. Journal of

Computational Chemistry, 29(2):266–274, Jan uary 30, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Hu:2006:MCS

[HMD06] Jie Hu, Ao Ma, and Aaron R. Dinner. Mon te Carlo sim ula-

tions of biomolecules: the MC mo dule in CHARMM. Jour-

nal of Computational Chemistry, 27(2):203–216, Jan uary 30,

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

(7):531–552, Ma y 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Hirsc h:2002:IRM

[HQ02] Mic hael Hirsc h and W olfgang Quapp. Impro v ed R

GF metho d

to find saddle p oin ts. Journal of Computational Chemistry,

23(9):887–894, July 15, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Hill:2008:GFE

[HR08] An thon y D. Hill and P eter J. Reilly

. A Gibbs free energy

correlation for automated do c king of carb oh ydrates. Jour-

nal of Computational Chemistry, 29(7):1131–1141, Ma y 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Hermida-Ramon:2003:I IP

[HRBKB03] Jose Man uel Hermida-Ram´ on, Stev e Brdarski, Gunnar Karl-

str¨ om, and Ulf Berg. In ter- and in tramolecular p oten tial

for the N -form ylglycinamide-w ater system. A comparison b e-

t w een theoretical mo deling and empirical force fields. Jour-

nal of Computational Chemistry, 24(2):161–176, Jan uary 30,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hermida-Ramon:2007:BSH

[HR G07] Jose M. Hermida-Ram´ on and Ana M. Gra ~ na. Blue-

shifting h ydrogen b ond in the b enzene–b enzene and b enzene–

naph thalene complexes. Journal of Computational Chemistry,

28(2):540–546, Jan uary 30, 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Hofer:2005:SBE

[HRR05] Thomas S. Hofer, Bernhard R. Randolf, and Bernd M. Ro de.

Structure-breaking effects of solv ated Rb(I) in dilute aque-

ous solution — an ab initio QM/MM MD approac h. Journal

of Computational Chemistry, 26(9):949–956, July 15, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Headley:2000:T AF

[HS00] Allan D. Headley and Stephen D. Starnes. Theoretical analysis

of fluoroglycine conformers. Journal of Computational Chem-

istry, 21(6):426–431, April 30, 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Hofinger:2001:DRP

[HS01] Siegfried H¨ ofinger and Thomas Simonson. Dielectric relax-

ation in proteins: a con tin uum electrostatics mo del incor-

p orating dielectric heterogeneit y of the protein and time-

dep enden t c harges. Journal of Computational Chemistry, 22

(3):290–305, F ebruary 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Hib ert y:2007:SRD

[HS07a] Philipp e C. Hib ert y and Sason Shaik. A surv ey of recen t dev el-

opmen ts in ab initio v alence b ond theory

. Journal of Compu-

tational Chemistry, 28(1):137–151, Jan uary 15, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hu:2007:WSB

[HS07b] Zeng jian Hu and William Southerland. Windo c k: Structure-

based drug disco v ery on Windo ws-based PCs. Journal of

Computational Chemistry, 28(14):2347–2351, No v em b er 15,

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hegemann:2008:ASC

[HSF08] Ilk a Hegemann, Andreas Sc h w aeb e, and Karin Fink. Adsorp-

tion of single Cu atoms at differen tly stabilized p olar ZnO

surfaces: an ab initio study

. Journal of Computational Chem-

istry, 29(13):2302–2310, Octob er 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hemmateenejad:2004:AIT

[HSMT04] Bahram Hemmateenejad, Mohammad A. Safarp our, Ramin

Miri, and F ariba T agha vi. Application of ab initio theory

to QSAR study of 1,4-dih ydrop yridine-based calcium c hannel

blo c k ers using GA-MLR and PC-GA-ANN pro cedures. Jour-

nal of Computational Chemistry, 25(12):1495–1503, Septem-

b er 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Higo:2001:CMM

[HSWN01] Junic hi Higo, Y asunobu Sugimoto, Katsuzo W ak aba y ashi, and

Haruki Nak am ura. Collectiv e motions of m y osin head deriv ed

from bac kb one molecular dynamics and com bination with X-

ra y solution scattering data. Journal of Computational Chem-

istry, 22(16):1983–1994, Decem b er 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hong:2000:CED

[HSWW00] Gongyi Hong, Marek Stra jbl, T omasz A. W esolo wski, and

Arieh W arshel. Constraining the electron densities in DFT

metho d as an effectiv e w a y for ab initio studies of metal-

catalyzed reactions. Journal of Computational Chemistry, 21

(16):1554–1561, Decem b er 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Hopkins:2003:MAI

[HT03] Brian W. Hopkins and Gregory S. Tsc h ump er. A m ulticen-

tered approac h to in tegrated QM/QM calculations. Applica-

tions to m ultiply h ydrogen b onded systems. Journal of Com-

putational Chemistry, 24(13):1563–1568, Octob er 2003. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Harman:2005:CDD

[HT05] W. Dean Harman and Carl T rindle. Charge donation to and

dearomatization of b enzene attending complexation: DFT es-

timates of binding energies of TpMX

O(L) with b enzene, for

Tp = h ydridotris(p yrazolyl) b orate, MX

O = MoNO, ReCO,

and WNO, and L = ammonia, N -meth ylimidazole, p yridine,

phosphine, meth yl iso cy anide, and carb on mono xide. Jour-

nal of Computational Chemistry, 26(2):194–200, Jan uary 30,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hnizdo:2008:ECC

[HTK

G08] Vladimir Hnizdo, Jun T an, Benjamin J. Killian, and

Mic hael K. Gilson. Efficien t calculation of configurational

en trop y from molecular sim ulations b y com bining the m utual-

information expansion and nearest-neigh b or metho ds. Jour-

nal of Computational Chemistry, 29(10):1605–1614, July 30,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hori:2003:HQM

[HTN03] T akumi Hori, Hideaki T ak ahashi, and T omoshige Nitta. Hy-

brid QM/MM molecular dynamics sim ulations for an ionic

S

N

2 reaction in the sup ercritical w ater: OH

−

+ CH

3

Cl →

CH

3

OH + Cl

−

. Journal of Computational Chemistry, 24(2):

209–221, Jan uary 30, 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Hofer:2004:CDR

[HTSR04] Thomas S. Hofer, Hung T. T ran, Christian F. Sc h w enk, and

Bernd M. Ro de. Characterization of dynamics and reactivities

of solv ated ions b y ab initio sim ulations. Journal of Computa-

tional Chemistry, 25(2):211–217, Jan uary 30, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Huang:2009:ESO

[Hua09a] W en Lai Huang. Electronic structures and optical prop er-

ties of BiO

X (X = F, Cl, Br, I) via DFT calculations. Jour-

nal of Computational Chemistry, 30(12):1882–1891, Septem-

b er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Huang:2009:FPC

[Hua09b] W en Lai Huang. First-principles calculations on the energet-

ics, electronic structures and magnetism of SrF eO

2

. Journal of

Computational Chemistry, 30(16):2684–2693, Decem b er 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Horenk o:2003:AIM

[HW03] Illia Horenk o and Martin W eiser. Adaptiv e in tegration of

molecular dynamics. Journal of Computational Chemistry,

24(15):1921–1929, No v em b er 30, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Huang:2009:CSP

[HW09] Zunnan Huang and Ch ung F. W ong. Conformational selection

of protein kinase A rev ealed b y flexible-ligand flexible-protein

do c king. Journal of Computational Chemistry, 30(4):631–644,

Marc h 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hageman:2003:PPI

[HWDB03] J. A. Hageman, R. W ehrens, R. De Gelder, and L. M. C. Buy-

dens. P o wder pattern indexing using the w eigh ted crosscor-

relation and genetic algorithms. Journal of Computational

Chemistry, 24(9):1043–1051, July 15, 2003. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hada:2001:QSN

[HWFN01] Masahik o Hada, Jian W an, Ry oic hi F ukuda, and Hiroshi

Nak atsuji. Quasirelativistic study of

125

T e n uclear magnetic

shielding constan ts and c hemical shifts. Journal of Computa-

tional Chemistry, 22(13):1502–1508, Octob er 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hro v at:2001:BCB

[HW GB01] Da vid A. Hro v at, Ric hard V aughan Williams, Alan C. Goren,

and W eston Thatc her Borden. B3L

YP calculations on

bishomoaromaticit y in substituted semibullv alenes*. Jour-

nal of Computational Chemistry, 22(13):1565–1573, Octob er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Harv ey:2003:MNA

[HWTL03] Stephen C. Harv ey , Ch unlin W ang, Stephane T eletc hea, and

Ric hard La v ery . Motifs in n ucleic acids: Molecular mec hanics

restrain ts for base pairing and base stac king. Journal of Com-

putational Chemistry, 24(1):1–9, Jan uary 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

He:2008:SSL

[HXD08] Ning He, Hong-Bin Xie, and Yi-Hong Ding. Structures and

stabilit y of lithium monosilicide clusters SiLi

n

(n = 4–16):

What is the maxim um n um b er, magic n um b er, and core n um-

b er for lithium co ordination to silicon? Journal of Compu-

tational Chemistry, 29(11):1850–1858, August 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

He:2009:EPS

[HXLS09] Yi He, Yi Xiao, Adam Liw o, and Harold A. Sc heraga. Ex-

ploring the parameter space of the coarse-grained UNRES

force field b y random searc h: Selecting a transferable medium-

resolution force field. Journal of Computational Chemistry,

30(13):2127–2135, Octob er 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Helal:2002:ICS

[HY A02] Mustafa R. Helal, Y aser A. Y ousef, and Ak ef T. Afaneh. Ab

initio calculations of the stabilization energies of the conforma-

tional and the structural isomers of C

3

H

7

X where X = F, Cl,

and Br. Journal of Computational Chemistry, 23(10):966–976,

July 30, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Y ao:2008:ASD

[hYDN

+

08] Y u h ua Y ao, Qi Dai, Xu-Ying Nan, Ping-An He, Zuo-Ming

Nie, Song-Ping Zhou, and Y ao-Zhou Zhang. Analysis of sim-

ilarit y/dissimilarit y of DNA sequences based on a class of 2D

graphical represen tation. Journal of Computational Chem-

istry, 29(10):1632–1639, July 30, 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Herrmann:2006:SSP

[HYR06] Carmen Herrmann, Lian Y u, and Markus Reiher. Spin states

in p olyn uclear clusters: The [F e

2

O

2

] core of the methane

mono o xygenase activ e site. Journal of Computational Chem-

istry, 27(12):1223–1239, Septem b er 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hatano:2005:CMO

[HYT05] Y asuy o Hatano, Shigey oshi Y amamoto, and Hiroshi T atew aki.

Characterization of molecular orbitals b y coun ting no dal re-

gions. Journal of Computational Chemistry, 26(4):325–333,

Marc h 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Huang:2006:IKBa

[HZ06a] Sheng-Y ou Huang and Xiao qin Zou. An iterativ e kno wledge-

based scoring function to predict protein–ligand in teractions:

I. Deriv ation of in teraction p oten tials. Journal of Computa-

tional Chemistry, 27(15):1866–1875, No v em b er 30, 2006. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Huang:2006:IKBb

[HZ06b] Sheng-Y ou Huang and Xiao qin Zou. An iterativ e kno wledge-

based scoring function to predict protein–ligand in teractions:

I I. V alidation of the scoring function. Journal of Computa-

tional Chemistry, 27(15):1876–1882, No v em b er 30, 2006. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Huang:2009:DCE

[HZ09] W en Lai Huang and Qingshan Zh u. DFT calculations on the

electronic structures of BiO

X (X = F, Cl, Br, I) photo catalysts

with and without semicore Bi 5d states. Journal of Computa-

tional Chemistry, 30(2):183–190, Jan uary 30, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Han:2004:FPP

[HZX04] Xiaoping Han, Y ue Zhang, and Huibin Xu. First-principles

pair p oten tials across the metal–ceramic in terface. Journal of

Computational Chemistry, 25(7):968–973, Ma y 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Improta:2004:ARD

[IB04] Rob erto Improta and Vincenzo Barone. Assessing the reli-

abilit y of densit y functional metho ds in the conformational

study of p olyp eptides: the treatmen t of in traresidue non b ond-

ing in teractions. Journal of Computational Chemistry, 25(11):

1333–1341, August 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Iori:2008:I IC

[IC08] F. Iori and S. Corni. Including image c harge effects in the

molecular dynamics sim ulations of molecules on metal sur-

faces. Journal of Computational Chemistry, 29(10):1656–1666,

July 30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Iori:2009:GAF

[IDMC09] F. Iori, R. Di F elice, E. Molinari, and S. Corni. GolP: an atom-

istic force-field to describ e the in teraction of proteins with

Au(111) surfaces in w ater. Journal of Computational Chem-

istry, 30(9):1465–1476, July 15, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

h ybrid functionals. Journal of Computational Chemistry, 28

(12):2067–2074, Septem b er 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ishim ura:2006:NP A

[IPN06] Kazuy a Ishim ura, P eter Pula y , and Shigeru Nagase. A new

parallel algorithm of MP2 energy calculations. Journal of

Computational Chemistry, 27(4):407–413, Marc h 2006. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ishim ura:2007:NP A

[IPN07] Kazuy a Ishim ura, P eter Pula y , and Shigeru Nagase. New par-

allel algorithm for MP2 energy gradien t calculations. Jour-

nal of Computational Chemistry, 28(12):2034–2042, Septem-

b er 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Iv anic:2003:MMG

[IR03] Joseph Iv anic and Klaus Rueden b erg. A MCSCF metho d for

ground and excited states based on full optimizations of suc-

cessiv e Jacobi rotations. Journal of Computational Chemistry,

24(10):1250–1262, July 30, 2003. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ishida:2003:LIS

[IS03] T oshimasa Ishida and George C. Sc hatz. A lo cal in terp olation

sc heme using no deriv ativ es in p oten tial sampling: Application

to O(

1

D) + H

2 system. Journal of Computational Chemistry,

24(9):1077–1086, July 15, 2003. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Inaba:2007:DPD

[IS07] T oru Inaba and F umitoshi Sato. Dev elopmen t of parallel den-

sit y functional program using distributed matrix to calculate

all-electron canonical w a v efunction of large molecules. Journal

of Computational Chemistry, 28(5):984–995, April 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ishida:2002:A CE

[Ish02] Kazuhiro Ishida. Accompan ying co ordinate expansion form u-

las deriv ed with the solid harmonic gradien t. Journal of Com-

putational Chemistry, 23(3):378–393, F ebruary 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ishida:2003:MIG

[Ish03] Kazuhiro Ishida. Molecular in tegrals o v er the gauge-including

atomic orbitals. I I. The Breit–P auli in teraction. Journal of

Computational Chemistry, 24(15):1874–1890, No v em b er 30,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ishida:2004:AF A

[Ish04] Kazuhiro Ishida. Accurate and fast algorithm of the molec-

ular incomplete gamma function with a complex argumen t.

Journal of Computational Chemistry, 25(5):739–748, April 15,

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Iw aok a:2003:SFF

[IT03] Mic hio Iw aok a and Sh uji T omo da. The SAAP force field. A

simple approac h to a new all-atom protein force field b y us-

ing single amino acid p oten tial (SAAP) functions in v arious

solv en ts. Journal of Computational Chemistry, 24(10):1192–

1200, July 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Inaba:2005:AED

[ITN

+

05] T oru Inaba, Saisei T ahara, Nobutak a Nisik a w a, Hiroshi Kashi-

w agi, and F umitoshi Sato. All-electron densit y functional

calculation on insulin with quasi-canonical lo calized orbitals.

Journal of Computational Chemistry, 26(10):987–993, July 30,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

In tharathep:2005:SDH

[ITS05] P ath um w adee In tharathep, Anan T ongraar, and Kritsana

Sagarik. Structure and dynamics of h ydrated NH: an ab initio

QM/MM molecular dynamics sim ulation. Journal of Compu-

tational Chemistry, 26(13):1329–1338, Octob er 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

In tharathep:2006:IQM

[ITS06] P ath um w adee In tharathep, Anan T ongraar, and Kritsana

Sagarik. Ab initio QM/MM dynamics of H

3

O

+

in w ater. Jour-

nal of Computational Chemistry, 27(14):1723–1732, No v em b er

15, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Infan te:2004:QMS

[IV04] Iv an Infan te and Lucas Vissc her. QM/MM study of aque-

ous solv ation of the uran yl fluoride [UO

2

F] complex. Journal

of Computational Chemistry, 25(3):386–392, F ebruary 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Infan te:2006:QMS

[IvSV06] Iv an Infan te, Bas v an Stralen, and Lucas Vissc her. A QM/MM

study on the aqueous solv ation of the tetrah ydro xouran ylate

[UO

2

(OH)

4

]

2−

complex ion. Journal of Computational Chem-

istry, 27(11):1156–1162, August 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Izrailev:2006:DGH

[IZA06] Sergei Izrailev, F angqiang Zh u, and Dimitris K. Agrafiotis.

A distance geometry heuristic for expanding the range of ge-

ometries sampled during conformational searc h. Journal of

Computational Chemistry, 27(16):1962–1969, Decem b er 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Jacobsen:2009:CBV

[Jac09] Heik o Jacobsen. Chemical b onding in view of electron c harge

densit y and kinetic energy densit y descriptors. Journal of

Computational Chemistry, 30(7):1093–1102, Ma y 2009. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Jiang:2002:CPE

[JARM02] He Jiang, Dominic Appado o, Ev an Rob ertson, and Don Mc-

Naugh ton. A comparison of predicted and exp erimen tal vibra-

tional sp ectra in some small fluoro carb ons. Journal of Compu-

tational Chemistry, 23(13):1220–1225, Octob er 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Jug:2004:MTC

[JB04] Karl Jug and Thomas Bredo w. Mo dels for the treatmen t

of crystalline solids and surfaces. Journal of Computational

Chemistry, 25(13):1551–1567, Octob er 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Janetzk o:2008:BDD

[JBGK08] Florian Janetzk o, Thomas Bredo w, Gerald Geudtner, and An-

dreas M. K¨ oster. Boron-dop ed diamond: In v estigation of

the stabilit y of surface-doping v ersus bulk-doping using cyclic

cluster mo del calculations. Journal of Computational Chem-

istry, 29(13):2295–2301, Octob er 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Jak alian:2000:FEG

[JBJB00] Araz Jak alian, Bruce L. Bush, Da vid B. Jac k, and Christo-

pher I. Ba yly . F ast, efficien t generation of high-qualit y atomic

c harges. AM1-BCC mo del: I. Metho d. Journal of Computa-

tional Chemistry, 21(2):132–146, Jan uary 30, 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Jacquemin:2002:IAD

[JCA

+

02] Denis Jacquemin, Beno ^ ıt Champagne, Jean-Marie Andr ´ e,

Erik Deumens, and Yngv e ¨ ohrn. In tegral algorithm and den-

sit y matrix in tegration sc heme for ab initio band structure

calculations on p olymeric systems. Journal of Computational

Chemistry, 23(15):1430–1444, No v em b er 30, 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Jurec k a:2007:DFT

[J

ˇ

CHS07] P etr Jure ˇ ck a, Ji ˇ r ´ ı

ˇ

Cern ´ y, P a v el Hobza, and Dennis R. Salah ub.

Densit y functional theory augmen ted with an empirical disp er-

sion term. In teraction energies and geometries of 80 nonco v a-

len t complexes compared with ab initio quan tum mec hanics

calculations. Journal of Computational Chemistry, 28(2):555–

569, Jan uary 30, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Jha:2005:FFV

[JCL05] Shan ten u Jha, P eter V. Co v eney

, and Charles A. Laugh ton.

F orce field v alidation for n ucleic acid sim ulations: Comparing

energies and dynamics of a DNA do decamer. Journal of Com-

putational Chemistry, 26(15):1617–1627, No v em b er 30, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Jin:2009:SBS

[JD09] Lin Jin and Yi-Hong Ding. Stabilit y of N -based sandwic h-lik e

energetic complexes [N

4

TiN

4

]

2−

: Effect of spins and coun te-

rions. Journal of Computational Chemistry, 30(8):1279–1289,

June 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Jin:2006:RMC

[JD WS06] Lin Jin, Yi-Hong Ding, Jian W ang, and Chia-Ch ung Sun. Re-

action mec hanism of the CCN radical with nitric o xide. Jour-

nal of Computational Chemistry, 27(7):883–893, Ma y 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Jung:2004:CMF

[JF G04] Da w o on Jung, Jie Flo yd, and T amara M. Gund. A compara-

tiv e molecular field analysis (CoMF

A) study using semiem-

pirical, densit y functional, ab initio metho ds and pharma-

cophore deriv ation using DISCOtec h on sigma 1 ligands. Jour-

nal of Computational Chemistry, 25(11):1385–1399, August

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Jug:2003:BEM

[JG03] Karl Jug and Gerald Geudtner. Bond energies for molecules,

clusters, and dep osit systems. Journal of Computational

Chemistry, 24(16):2013–2022, Decem b er 2003. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Jug:2000:MPT

[JGH00] Karl Jug, Gerald Geudtner, and Thorsten Homann. MSINDO

parameterization for third-ro w main group elemen ts. Journal

of Computational Chemistry, 21(11):974–987, August 2000.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Johnston:2005:FBD

[JGVF05] Mic hael A. Johnston, Ignacio Fdez. Galv´ an, and Jordi Vill` a-

F reixa. F ramew ork-based design of a new all-purp ose molecu-

lar sim ulation application: the Adun sim ulator. Journal of

Computational Chemistry, 26(15):1647–1659, No v em b er 30,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Jimenez-Halla:2009:T A T

[JHMB

+

09] J. Oscar C. Jim ´ enez-Halla, Eduard Matito, Llu

´

is Blancafort,

Juv encio Robles, and Miquel Sol` a. T uning aromaticit y in trig-

onal alk aline earth metal clusters and their alk ali metal salts.

Journal of Computational Chemistry, 30(16):2764–2776, De-

cem b er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See erratum [JHMB

+

11 ].

Jimenez-Halla:2011:ET A

[JHMB

+

11] J. Oscar C. Jim ´ enez-Halla, Eduard Matito, Llu

´

is Blancafort,

Juv encio Robles, and Miquel Sol` a. Erratum: T uning aromatic-

it y in trigonal alk aline earth metal clusters and their alk ali

metal salts. Journal of Computational Chemistry, 32(2):372–

373, Jan uary 30, 2011. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic). See [JHMB

+

09 ].

Junquera-Hernandez:2005:MAS

[JHPRSM

+

05] J. M. Junquera-Hern´ andez, J. Pitarc h-Ruiz, J. S´ anc hez-

Mar ´ ın, S. Ev angelisti, and D. Ma ynau. Multistate activ e

spaces from lo cal CAS-SCF molecular orbitals: the photo dis-

so ciation of HF

CO as an example. Journal of Computational

Chemistry, 26(12):1254–1262, Septem b er 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ju:2009:GDT

[JHZ09] Li-Ping Ju, Ke-Li Han, and John Z. H. Zhang. Global dy-

namics and transition state theories: Comparativ e study of

reaction rate constan ts for gas-phase c hemical reactions. Jour-

nal of Computational Chemistry, 30(2):305–316, Jan uary 30,

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Jiang:2009:PPF

[JIK09] Yingfu Jiang, P aul Iglinski, and Luk asz Kurgan. Prediction of

protein folding rates from primary sequences using h ybrid se-

quence represen tation. Journal of Computational Chemistry,

30(5):772–783, April 15, 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Jak alian:2002:FEG

[JJB02] Araz Jak alian, Da vid B. Jac k, and Christopher I. Ba yly . F ast,

efficien t generation of high-qualit y atomic c harges. AM1-BCC

mo del: I I. P arameterization and v alidation. Journal of Com-

putational Chemistry, 23(16):1623–1641, Decem b er 2002. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Jongejan:2001:DHT

[JJH01] A. Jongejan, J. A. Jongejan, and W. R. Hagen. Direct h ydride

transfer in the reaction mec hanism of quinoprotein alcohol de-

h ydrogenases: a quan tum mec hanical in v estigation. Journal

of Computational Chemistry, 22(15):1732–1749, No v em b er 30,

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Jenkins:2000:BSC

[JJK

+

00] H. Donald B. Jenkins, Luminita C. Jitariu, Ingo Krossing,

Jac k P assmore, and Reijo Suon tamo. Basis set and correlation

effects in the calculation of accurate gas phase dimerization

energies of t w o M to giv e M (M = S, Se). Journal of Compu-

tational Chemistry, 21(3):218–226, F ebruary 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Jo:2008:CGW

[JKI I08] Sunh w an Jo, T aeho on Kim, Vidy ashank ara G. Iy er, and W on-

pil Im. CHARMM-GUI: a W eb-based graphical user in terface

for CHARMM. Journal of Computational Chemistry, 29(11):

1859–1865, August 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Johansson:2008:CPM

[JKL08] Mik ael P

. Johansson, Ville R. I. Kaila, and Liisa Laakk onen.

Charge parameterization of the metal cen ters in cyto c hrome c

o xidase. Journal of Computational Chemistry, 29(5):753–767,

April 15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Jena:2008:RHA

[JKM08] N. R. Jena, P

. S. Kush w aha, and P

. C. Mishra. Reaction of

h yp o c hlorous acid with imidazole: F ormation of 2-c hloro- and

2-o xoimidazoles. Journal of Computational Chemistry, 29(1):

istry, 30(7):1174–1178, Ma y 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Jug:2000:MSL

[JW00] Karl Jug and Daniel Wic hmann. MSINDO study of large

silsesquio xanes. Journal of Computational Chemistry, 21(16):

1549–1553, Decem b er 2000. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Jang:2006:MPC

[JW06] Hyun bum Jang and Thomas B. W o olf. Multiple path w a ys in

conformational transitions of the alanine dip eptide: an appli-

cation of dynamic imp ortance sampling. Journal of Compu-

tational Chemistry, 27(11):1136–1141, August 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Jorgensen:2012:LEC

[JW12] Kameron R. Jorgensen and Angela K. Wilson. Letters to the

editor: Commen t on the pap er “Extensiv e Theoretical Studies

of a New Energetic Material: T etrazino-T etrazine-T etrao xide

(TTTO)” b y Xinli Song, Jicun Li, Hua Hou, and Baoshan

W ang. Journal of Computational Chemistry, 33(24):1967–

1968, Septem b er 15, 2012. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic). See [SLHW09 ].

Ju:2005:SEH

[JWB05] Xue-Hai Ju, Xin W ang, and F eng-Li Bei. Substituen t ef-

fects on heats of formation, group in teractions, and detona-

tion prop erties of p oly azido cubanes. Journal of Computational

Chemistry, 26(12):1263–1269, Septem b er 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Jiao:2009:TLB

[JZD

+

09] Dian Jiao, Jia jing Zhang, Rob ert E. Duk e, Guoh ui Li,

Mic hael J. Sc hnieders, and P engyu Ren. T rypsin-ligand bind-

ing free energies from explicit and implicit solv en t sim ulations

with p olarizable p oten tial. Journal of Computational Chem-

istry, 30(11):1701–1711, August 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kikuga w a:2009:AMS

[KAK

+

09] Gota Kikuga w a, Rossen Ap ostolo v, Narutoshi Kamiy a,

Mak oto T aiji, Ryutaro Himeno, Haruki Nak am ura, and Y a-

sushige Y oneza w a. Application of MDGRAPE-3, a sp ecial

purp ose b oard for molecular dynamics sim ulations, to p eri-

o dic biomolecular systems. Journal of Computational Chem-

istry, 30(1):110–118, Jan uary 15, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kang:2007:TSF

[Kan07] Hong Seok Kang. A theoretical study of fullerene–ferro cene

h ybrids. Journal of Computational Chemistry, 28(2):594–600,

Jan uary 30, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Karafiloglou:2001:MCW

[Kar01] P adeleimon Karafiloglou. A metho d to calculate the w eigh ts

of n b o electronic structures from Moffitt’s theorem. Journal

of Computational Chemistry, 22(3):306–315, F ebruary 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Karafiloglou:2006:CDS

[Kar06] P adeleimon Karafiloglou. Con trol of delo calization and struc-

tural c hanges b y means of an electric field. Journal of Com-

putational Chemistry, 27(15):1883–1891, No v em b er 30, 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kasalo v a:2007:MST

[KAS

+

07] V eronik a Kasalo v´ a, W esley D. Allen, Henry F. Sc haefer I I I, Es-

zter Czinki, and A ttila G. Cs´ asz´ ar. Molecular structures of the

t w o most stable conformers of free glycine. Journal of Com-

putational Chemistry, 28(8):1373–1383, June 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kaupp:2007:RRN

[Kau07] Martin Kaupp. The role of radial no des of atomic orbitals for

c hemical b onding and the p erio dic table. Journal of Computa-

tional Chemistry, 28(1):320–325, Jan uary 15, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kahn:2002:PO A

[KB02] Kalju Kahn and Thomas C. Bruice. P arameterization of

OPLS–AA force field for the conformational analysis of macro-

cyclic p olyk etides. Journal of Computational Chemistry, 23

(10):977–996, July 30, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Knigh t:2009:DFE

[KB09] Jennifer L. Knigh t and Charles L. Bro oks I I I. λ-dynamics free

energy sim ulation metho ds. Journal of Computational Chem-

istry, 30(11):1692–1700, August 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kenn y:2004:CBI

[KBA

+

04] Joseph P

. Kenn y , Stev en J. Benson, Y uri Alexeev, Jason

Saric h, Curtis L. Janssen, Lois Curfman Mcinnes, Mano-

jkumar Krishnan, Jarek Nieplo c ha, Elizab eth Jurrus, Carl

F ahlstrom, and Theresa L. Windus. Comp onen t-based in te-

gration of c hemistry and optimization soft w are. Journal of

Computational Chemistry, 25(14):1717–1725, No v em b er 15,

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Konig:2009:UUB

[KBB09] Gerhard K¨ onig, Stefan Bruc kner, and Stefan Boresc h. Un-

ortho do x uses of Bennett’s acceptance ratio metho d. Journal

of Computational Chemistry, 30(11):1712–1718, August 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kirc hhoff:2001:ASB

[KBK

+

01] P aul D. Kirc hhoff, Rob Bro wn, Scott Kahn, Marvin W ald-

man, and C. M. V enk atac halam. Application of structure-

based fo cusing to the estrogen receptor. Journal of Compu-

tational Chemistry, 22(10):993–1003, July 30, 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kiso wsk a:2008:SCB

[KBL08] Karolina Kiso wsk a, Sla w omir Berski, and Zdzisla w Lata-

jk a. The structure and c hemical b onding in the N

2

CuX and

N

2

· · ·X Cu (X = F, Cl, Br) systems studied b y means of the

molecular orbital and Quan tum Chemical T op ology metho ds.

Journal of Computational Chemistry, 29(16):2677–2692, De-

cem b er 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ko v er:2009:CNT

[KBLP09] Katalin E. K¨ ov ´ er, T am´ as Bek e, Andr´ as Lipt´ ak, and Andr´ as

P erczel. Com bined NMR three-b ond scalar coupling measure-

men ts and QM calculations to calculate OH-rotamer equilib-

rium of p oly alcohols. Journal of Computational Chemistry, 30

(4):540–550, Marc h 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Kuttel:2002:CSS

[KBN02] Mic helle Kuttel, J. W. Brady

, and Kevin J. Naido o. Car-

b oh ydrate solution sim ulations: Pro ducing a force field with

exp erimen tally consisten t primary alcohol rotational frequen-

cies and p opulations. Journal of Computational Chemistry,

23(13):1236–1243, Octob er 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Koslo wski:2003:IGM

[KBT03] Axel Koslo wski, Mic hael E. Bec k, and W alter Thiel. Imple-

men tation of a general m ultireference configuration in teraction

pro cedure with analytic gradien ts in a semiempirical con text

using the graphical unitary group approac h. Journal of Com-

putational Chemistry, 24(6):714–726, April 30, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Krak a:2001:PDP

[K C01a] Elfi Krak a and Dieter Cremer. The para-dideh ydrop yridine,

para-dideh ydrop yridinium, and related biradicals — a con tri-

bution to the c hemistry of enediyne an titumor drugs. Jour-

nal of Computational Chemistry, 22(2):216–229, Jan uary 30,

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Krist y an:2001:F A C

[K C01b] S´ andor Krist y´ an and G´ ab or I. Csonk a. Fitting atomic cor-

relation parameters for RECEP (rapid estimation of correla-

tion energy from partial c harges) metho d to estimate molecu-

lar correlation energies within c hemical accuracy

. Journal of

Computational Chemistry, 22(2):241–254, Jan uary 30, 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kim:2008:PDS

[K CK

+

08] Chan Kyung Kim, So o Gy eong Cho, Chang Kon Kim, Hyung-

Y eon P ark, Hui Zhang, and Hai Whang Lee. Prediction of

densities for solid energetic molecules with molecular surface

electrostatic p oten tials. Journal of Computational Chemistry,

29(11):1818–1824, August 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Kirtman:2000:ETE

[K CL00] Bernard Kirtman, Benoit Champagne, and Josep M. Luis. Ef-

ficien t treatmen t of the effect of vibrations on electrical, mag-

netic, and sp ectroscopic prop erties. Journal of Computational

Chemistry, 21(16):1572–1588, Decem b er 2000. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ke:2006:SV C

[K CL06] Yi-Y u Ke, Y un-Ch u Chen, and Th y-Hou Lin. Structure of the

virus capsid protein VP1 of en tero virus 71 predicted b y some

homology mo deling and molecular do c king studies. Journal of

Computational Chemistry, 27(13):1556–1570, Octob er 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kang:2009:LAS

[KDG

+

09] K. S. Kang, J. W. Da v enp ort, J. Glimm, D. E. Key es, and

M. McGuigan. Linear augmen ted Slater-t yp e orbital metho d

for free standing clusters. Journal of Computational Chem-

istry, 30(8):1185–1193, June 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Kon y:2002:IO A

[KDSV02] D. Kon y , W. Damm, S. Stoll, and W. F. V an Gunsteren. An

impro v ed OPLS–AA force field for carb oh ydrates. Journal

of Computational Chemistry, 23(15):1416–1429, No v em b er 30,

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Keil:2004:PRS

[KEB04] Matthias Keil, Thomas E. Exner, and J ¨ urgen Bric kmann. P at-

tern recognition strategies for molecular surfaces: I I I. Binding

site prediction with a neural net w ork. Journal of Compu-

tational Chemistry, 25(6):779–789, April 30, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Klam t:2002:P AS

[KEH

+

02] Andreas Klam t, F rank Ec k ert, Martin Hornig, Mic hael E.

Bec k, and Thorsten B ¨ urger. Prediction of aqueous solubilit y

of drugs and p esticides with COSMO-RS. Journal of Compu-

tational Chemistry, 23(2):275–281, Jan uary 30, 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ko v aly o v:2008:SSP

[KEM08] Evgenii V. Ko v aly o v, Vladimir I. Elokhin, and Aleksandr V.

Myshly a vtsev. Sto c hastic sim ulation of ph ysico c hemical pro-

cesses p erformance o v er supp orted metal nanoparticles. Jour-

nal of Computational Chemistry, 29(1):79–86, Jan uary 15,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Klep eis:2002:IPH

[KF02a] J. L. Klep eis and C. A. Floudas. Ab initio prediction of helical

segmen ts in p olyp eptides. Journal of Computational Chem-

istry, 23(2):245–266, Jan uary 30, 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ko:2002:R CL

[KF02b] Gw on Hee Ko and William H. Fink. Rapidly con v erging lat-

tice sums for nonelectrostatic in teractions. Journal of Com-

putational Chemistry, 23(4):477–483, Marc h 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Klep eis:2003:PST

[KF03] J. L. Klep eis and C. A. Floudas. Prediction of β -sheet top ol-

ogy and disulfide bridges in p olyp eptides. Journal of Compu-

tational Chemistry, 24(2):191–208, Jan uary 30, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kruger:2008:ECS

[KF08] Jens Kr ¨ uger and W olfgang B. Fisc her. Exploring the con-

formational space of Vpu from HIV-1: a v ersatile adaptable

protein. Journal of Computational Chemistry, 29(14):2416–

2424, No v em b er 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Karney:2005:MCP

[KFB05] Charles F. F. Karney

, Jason E. F errara, and Stephan Brun-

ner. Metho d for computing protein binding affinit y . Journal

of Computational Chemistry, 26(3):243–251, F ebruary 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Knipp en b erg:2006:GFS

[KFD06] S. Knipp en b erg, J.-P . F ran¸ cois, and M. S. Deleuze. Green’s

function study of the one-electron and shak e-up ionization

sp ectra of unsaturated h ydro carb on cage comp ounds. Journal

of Computational Chemistry, 27(14):1703–1722, No v em b er 15,

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Katagiri:2008:IPS

[KFNH08] Daisuk e Katagiri, Hidey oshi F uji, Saburo Ney a, and T yuji

Hoshino. Ab initio protein structure prediction with force field

parameters deriv ed from w ater-phase quan tum c hemical cal-

culation. Journal of Computational Chemistry, 29(12):1930–

1944, Septem b er 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Kaminski:2003:CIM

[KFZ03] George A. Kaminski, Ric hard A. F riesner, and Ruhong Zhou.

A computationally inexp ensiv e mo dification of the p oin t

dip ole electrostatic p olarization mo del for molecular sim ula-

tions. Journal of Computational Chemistry, 24(3):267–276,

F ebruary 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Kairys:2002:EDM

[K G02] Visv aldas Kairys and Mic hael K. Gilson. Enhanced do c king

with the mining minima optimizer: Acceleration and side-

c hain flexibilit y . Journal of Computational Chemistry, 23(16):

1656–1670, Decem b er 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Kurtulus:2006:ESC

[K GD06] Y asemin Kurtulus, Mic hael Gilleßen, and Ric hard Dron-

sk o wski. Electronic structure, c hemical b onding, and finite-

temp erature magnetic prop erties of full Heusler allo ys. Jour-

Computational Chemistry, 29(7):1073–1083, Ma y 2008. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kang:2009:CPM

[KK09] Y oung Kee Kang and Nam So ok Kang. Conformational pref-

erences of N -metho xycarb on yl proline dip eptide. Journal of

Computational Chemistry, 30(7):1116–1127, Ma y 2009. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Khan:2005:SPM

[KK C05] Malek O. Khan, Gareth Kennedy

, and Derek Y. C. Chan. A

scalable parallel Mon te Carlo metho d for free energy sim ula-

tions of molecular systems. Journal of Computational Chem-

istry, 26(1):72–77, Jan uary 15, 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ka v athek ar:2009:WWI

[KK G

+

09] Rit wik Ka v athek ar, Sub o dh Khire, V. Ganesh, An uja P

. Ra-

halk ar, and Shridhar R. Gadre. W ebMT

A: a w eb-in terface

for ab initio geometry optimization of large molecules us-

ing molecular tailoring approac h. Journal of Computational

Chemistry, 30(7):1167–1173, Ma y 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kim:2007:EEG

[KKH

+

07] Chang K. Kim, Dong J. Kim, Y. Hsieh, Hai W. Lee, Bon-Su

Lee, and Chan K. Kim. Effects of en trop y on the gas-phase

p yrolysis of eth yl N, N -dimeth ylcarbamate. Journal of Com-

putational Chemistry, 28(3):625–631, F ebruary 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kim:2008:RMD

[KKJH08] Jong Chan Kim, Ky oung Ho on Kim, Jaeho on Jung, and

Y oung-Kyu Han. Reaction mec hanisms of disso ciativ e

c hemisorption of HI, I

2

, and CH

3

I on a magic cluster Al. Jour-

nal of Computational Chemistry, 29(10):1626–1631, July 30,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Kumar:2004:TSS

[KKMMS04] Anil Kumar, Mic haela Knapp-Mohammady , P . C. Mishra, and

S´ andor Suhai. A theoretical study of structures and elec-

tron affinities of radical anions of guanine-cytosine, adenine-

th ymine, and h yp o xan thine-cytosine base pairs. Journal of

Computational Chemistry, 25(8):1047–1059, June 2004. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kuhn:2004:PPS

[KKS04] Bernd Kuhn, P eter A. Kollman, and Martin Stahl. Predic-

tion of pK

a shifts in proteins using a com bination of molec-

ular mec hanical and con tin uum solv en t calculations. Journal

of Computational Chemistry, 25(15):1865–1872, No v em b er 30,

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Kamishima:2001:CSG

[KKY01] Ma yumi Kamishima, Masaaki Ko jima, and Y uzo Y oshik a w a.

Calculation of stac king geometries b y a mo dified MM2

metho d. Journal of Computational Chemistry, 22(8):835–845,

June 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Kirsc hner:2003:MMF

[KLB03] K. N. Kirsc hner, A. H. Lewin, and J. P

. Bo w en. Molecular

mec hanics force-field dev elopmen t for amino acid zwitterions.

Journal of Computational Chemistry, 24(1):111–128, Jan uary

15, 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Klein:2002:ICS

[Kle02] Roger A. Klein. Ab initio conformational studies on diols and

binary diol-w ater systems using DFT metho ds. In tramolecu-

lar h ydrogen b onding and 1:1 complex formation with w ater.

Journal of Computational Chemistry, 23(6):585–599, April 30,

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Klein:2003:HBD

[Kle03] Roger A. Klein. Hydrogen b onding in diols and binary diol–

w ater systems in v estigated using DFT metho ds. I I. Calculated

infrared OH-stretc h frequencies, force constan ts, and NMR

c hemical shifts correlate with h ydrogen b ond geometry and

electron densit y top ology

. A reev aluation of geometrical crite-

ria for h ydrogen b onding. Journal of Computational Chem-

istry, 24(9):1120–1131, July 15, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kim:2004:PPP

[KLH

+

04] Chan Kyung Kim, Kyung A. Lee, Kw an Ho on Hyun, He-

ung Jin P ark, In Y oung Kw ac k, Chang Kon Kim, Hai Whang

Lee, and Bon-Su Lee. Prediction of ph ysico c hemical prop-

erties of organic molecules using v an der W aals surface elec-

trostatic p oten tials. Journal of Computational Chemistry, 25

(16):2073–2079, Decem b er 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Kliesc h:2001:EEP

[Kli01] W olfgang Kliesc h. EQUIP A TH — an equilibrial path trac-

ing routine for the use with the program pac k age GA US-

SIAN94. Journal of Computational Chemistry, 22(15):1801–

1816, No v em b er 30, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Korc ho wiec:2009:ECT

[KLM

+

09] Jacek Korc ho wiec, Jakub Lew ando wski, Marcin Mak o wski,

F eng Long Gu, and Y urik o Aoki. Elongation cutoff tec hnique

armed with quan tum fast m ultip ole metho d for linear scal-

ing. Journal of Computational Chemistry, 30(15):2515–2525,

No v em b er 30, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Kazmierkiewicz:2002:EBR

[KLS02] Ra jm und Ka ´ zmierkiewicz, Adam Liw o, and Harold A. Sc her-

aga. Energy-based reconstruction of a protein bac kb one from

its α -carb on trace b y a Mon te-Carlo metho d. Journal of Com-

putational Chemistry, 23(7):715–723, Ma y 2002. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ka w ata:2000:CEC

[KM00] Masaaki Ka w ata and Masuhiro Mik ami. Computationally ef-

ficien t canonical molecular dynamics sim ulations b y using a

m ultiple time-step in tegrator algorithm com bined with the

particle mesh Ew ald metho d and with the fast m ultip ole

metho d. Journal of Computational Chemistry, 21(3):201–217,

F ebruary 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Kegerreis:2007:OMC

[KM07] Jeb Kegerreis and Nancy Makri. Optimized Mon te Carlo sam-

pling in forw ard–bac kw ard semiclassical dynamics. Journal of

Computational Chemistry, 28(4):818–824, Marc h 2007. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ken t:2007:EAF

[KMA

+

07] Da vid R. Ken t IV, Ric hard P

. Muller, Amos G. Anderson,

William A. Go ddard I I I, and Mic hael T. F eldmann. Efficien t

algorithm for “on-the-fly” error analysis of lo cal or distributed

serially correlated data. Journal of Computational Chemistry,

28(14):2309–2316, No v em b er 15, 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kalat:2002:QPG

[KMH02] Sam Kalat, Geoff Mann, and Jan Hermans. Qmd-plot: a

graphical utilit y for rapid preliminary analysis of time series

of fluctuating data, dev elop ed in the con text of molecular dy-

namics sim ulations. Journal of Computational Chemistry, 23

(1):184–188, Jan uary 15, 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Khorosh un:2007:ER O

[KMM07] Dmitry V. Khorosh un, Djamaladdin G. Musaev, and Keiji

Morokuma. Electronic reorganization: Origin of sigma trans

promotion effect. Journal of Computational Chemistry, 28(1):

423–441, Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Ka w am ura:2004:HA C

[KN04] Y oshiumi Ka w am ura and Hiromi Nak ai. A h ybrid approac h

com bining energy densit y analysis with the in teraction energy

decomp osition metho d. Journal of Computational Chemistry,

25(15):1882–1887, No v em b er 30, 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kneller:2005:CUQ

[Kne05] G. R. Kneller. Commen t on “Using quaternions to calculate

RMSD” [J. Comp. Chem. 25, 1849 (2004)]. Journal of Com-

putational Chemistry, 26(15):1660–1662, No v em b er 30, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic). See [CSD04] and reply [CSD05 ].

Knigh t:2000:RPD

[Kni00] Eugene T. Knigh t. A radial probabilit y densit y function for

analysis of canonical molecular orbitals. Journal of Compu-

tational Chemistry, 21(4):310–321, Marc h 2000. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kobrak:2003:SSE

[Kob03] Mark N. Kobrak. Systematic and statistical error in

histogram-based free energy calculations. Journal of Compu-

tational Chemistry, 24(12):1437–1446, Septem b er 2003. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kim:2009:CSP

[K OFF09] Seonah Kim, Anita M. Orendt, Marta B. F erraro, and Julio C.

F acelli. Crystal structure prediction of flexible molecules using

parallel genetic algorithms with a standard force field. Jour-

nal of Computational Chemistry, 30(13):1973–1985, Octob er

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Kolafa:2004:TRA

[Kol04] Ji ˇ r ´ ı Kolafa. Time-rev ersible alw a ys stable predictor–corrector

metho d for molecular dynamics of p olarizable molecules. Jour-

nal of Computational Chemistry, 25(3):335–342, F ebruary

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Komaromi:2008:DGR

[K OML08] Istv´ an Kom´ aromi, Mic hael C. Ow en, Ric hard F. Murph y , and

S´ andor Lo v as. Dev elopmen t of glycyl radical parameters for

the OPLS-AA/L force field. Journal of Computational Chem-

istry, 29(12):1999–2009, Septem b er 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Karamertzanis:2005:ICS

[KP05] P anagiotis G. Karamertzanis and Constan tinos C. P an telides.

Ab initio crystal structure prediction — I. Rigid molecules.

Journal of Computational Chemistry, 26(3):304–324, F ebru-

ary 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Krita y ak orn up ong:2004:SDC

[KPR04] Chinap ong Krita y ak orn up ong, Kristof Plank ensteiner, and

Bernd M. Ro de. Structure and dynamics of the Cr(I I I) ion

in aqueous solution: ab initio QM/MM molecular dynam-

ics sim ulation. Journal of Computational Chemistry, 25(13):

1576–1583, Octob er 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Kuta:2006:PDM

[KPZK06] Jadwiga Kuta, Seguei P atc hk o vskii, Marek Z. Zgierski, and

P a w el M. Kozlo wski. P erformance of DFT in mo deling

electronic and structural prop erties of cobalamins. Journal

of Computational Chemistry, 27(12):1429–1437, Septem b er

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Krita y ak orn up ong:2008:JTE

[Kri08] Chinap ong Krita y ak orn up ong. The Jahn–T eller effect of the

Cr

2+

ion in aqueous solution: ab initio QM/MM molecular

dynamics sim ulations. Journal of Computational Chemistry,

29(1):115–121, Jan uary 15, 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Krist y an:2009:IPT

[Kri09a] Sandor Krist y an. In teresting prop erties of Thomas–F ermi ki-

netic and P arr electron–electron-repulsion DFT energy func-

tional generated compact one-electron densit y appro ximation

for ground-state electronic energy of molecular systems. Jour-

nal of Computational Chemistry, 30(9):1445–1453, July 15,

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Krita y ak orn up ong:2009:SDP

[Kri09b] Chinap ong Krita y ak orn up ong. Structural and dynamical

prop erties of the V

3+

ion in dilute aqueous solution: an ab

initio QM/MM molecular dynamics sim ulation. Journal of

Computational Chemistry, 30(16):2777–2783, Decem b er 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kep enekian:2009:EFN

[KRLD09] Mik a ¨ el Kep enekian, Vincen t Rob ert, Boris Le Guennic, and

Co en De Graaf. Energetics of [F e(NCH)

6

]

2+

via CASPT2

calculations: a spin-crosso v er p ersp ectiv e. Journal of Com-

putational Chemistry, 30(14):2327–2333, No v em b er 15, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kaupp:2002:CET

[KRM

+

02] Martin Kaupp, Roman Reviakine, Olga L. Malkina, Alexei Ar-

buznik o v, Bernd Sc himmelpfennig, and Vladimir G. Malkin.

Calculation of electronic g -tensors for transition metal com-

plexes using h ybrid densit y functionals and atomic meanfield

spin-orbit op erators. Journal of Computational Chemistry, 23

(8):794–803, June 2002. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Krol:2003:CVI

[Kr´ o03] Marcin Kr´ ol. Comparison of v arious implicit solv en t mo dels

in molecular dynamics sim ulations of imm unoglobulin G ligh t

c hain dimer. Journal of Computational Chemistry, 24(5):531–

546, April 15, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Kedzierski:2001:A T A

[KS01a] P a w el K¸ edzierski and W. Andrzej Sok alski. Analysis of the

transferabilit y of atomic m ultip oles for amino acids in mo del-

ing macromolecular c harge distribution from fragmen ts. Jour-

nal of Computational Chemistry, 22(10):1082–1097, July 30,

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Kruger:2001:DSH

[KS01b] Thomas Kr ¨ uger and Alexander F. Sax. Distorted silicon

h ydrides— a comparativ e study with v arious densit y function-

als. Journal of Computational Chemistry, 22(2):151–161, Jan-

uary 30, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Katritc h:2003:INM

[KT A03] Vsev olo d Katritc h, Maxim T otro v, and Rub en Abagy an.

ICFF: a new metho d to incorp orate implicit flexibilit y in to

an in ternal co ordinate force field. Journal of Computational

Chemistry, 24(2):254–265, Jan uary 30, 2003. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kleinsc hmidt:2002:SOC

[KTM02] Martin Kleinsc hmidt, J¨ org T atc hen, and Christel M. Marian.

Spin-orbit coupling of DFT/MR

CI w a v efunctions: Metho d,

test calculations, and application to thiophene. Journal of

Computational Chemistry, 23(8):824–833, June 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kloppmann:2007:EDE

[KUB07] Edda Kloppmann, G. Matthias Ullmann, and T orsten Bec k er.

An extended dead-end elimination algorithm to determine

gap-free lists of lo w energy states. Journal of Computational

Chemistry, 28(14):2325–2335, No v em b er 15, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kutzelnigg:2007:EWL

[Kut07] W erner Kutzelnigg. Essa y: What I lik e ab out H ¨ uc k el the-

ory . Journal of Computational Chemistry, 28(1):25–34, Jan-

uary 15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ko ehler:2000:DSL

[KV00] Ry an T. Ko ehler and Hugo O. Villar. Design of screening li-

braries biased for pharmaceutical disco v ery . Journal of Com-

putational Chemistry, 21(13):1145–1152, Octob er 2000. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kutzner:2007:SPG

[KVF

+

07] Carsten Kutzner, Da vid V an Der Sp o el, Martin F ec hner, Erik

Lindahl, Udo W. Sc hmitt, Bert L. De Gro ot, and Helm ut

Grubm ¨ uller. Sp eeding up parallel GR OMA CS on high-latency

net w orks. Journal of Computational Chemistry, 28(12):2075–

2084, Septem b er 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Krautler:2001:FSA

[KvGH01] Vincen t Kr¨ autler, Wilfred F. v an Gunsteren, and Philipp e H.

H ¨ unen b erger. A fast SHAKE algorithm to solv e distance con-

strain t equations for small molecules in molecular dynamics

sim ulations. Journal of Computational Chemistry, 22(5):501–

508, April 15, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Kosinsky:2004:DFF

[KVL

+

04] Y uri A. Kosinsky , P a v el E. V olynsky

, Philipp e Lagan t, Gerard

V ergoten, Ei-Ic hiro Suzuki, Alexander S. Arseniev, and Ro-

man G. Efremo v. Dev elopmen t of the force field parameters for

phosphoimidazole and phosphohistidine. Journal of Compu-

tational Chemistry, 25(11):1313–1321, August 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kosmop oulou:2006:CEL

[KVS

+

06] Aggeliki Kosmop oulou, Metaxia Vlassi, A thanassios Sta vrak-

oudis, Constan tinos Sak arellos, and Maria Sak arellos-Daitsiotis.

T-cell epitop es of the La/SSB autoan tigen: Prediction based

on the homology mo deling of HLA-DQ2/DQ7 with the insulin-

B p eptide/HLA-DQ8 complex. Journal of Computational

Chemistry, 27(9):1033–1044, July 15, 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kar:2007:SSB

[KWHH07] P arimal Kar, Y anjie W ei, Ulric h H. E. Hansmann, and

Siegfried H¨ ofinger. Systematic study of the b oundary comp osi-

tion in P oisson Boltzmann calculations. Journal of Computa-

tional Chemistry, 28(16):2538–2544, Decem b er 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kong:2000:QCH

[KWK

+

00] Jing Kong, Christopher A. White, Anna I. Krylo v, Da vid

Sherrill, Ross D. Adamson, Thomas R. F urlani, Mic hael S.

Lee, Aaron M. Lee, Stev en R. Gw altney , T erry R. Adams,

Christian Oc hsenfeld, Andrew T. B. Gilb ert, Gary S.

Kedziora, Vitaly A. Rassolo v, Da vid R. Maurice, Nikhil Nair,

Yihan Shao, Nic holas A. Besley , P aul E. Maslen, Jerem y P .

Dom broski, Holger Dasc hel, W eimin Zhang, Prak ashan P

. Ko-

ram bath, Jon Bak er, Edw ard F. C. Byrd, T ro y V an V o orhis,

Manabu Oumi, So Hirata, Chao-Ping Hsu, Naoto Ishik a w a,

Jan Florian, Arieh W arshel, Benn y G. Johnson, P eter M. W.

Gill, Martin Head-Gordon, and John A. P ople. Q-c hem 2.0: a

high-p erformance ab initio electronic structure program pac k-

age. Journal of Computational Chemistry, 21(16):1532–1548,

Decem b er 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Kim:2001:DFT

[KWK

+

01] Chang Kon Kim, Jongok W on, Ho on Sik Kim, Y ong So o Kang,

Hong Guang Li, and Chan Kyung Kim. Densit y functional

theory studies on the disso ciation energies of metallic salts:

relationship b et w een lattice and disso ciation energies. Jour-

nal of Computational Chemistry, 22(8):827–834, June 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic). See erratum [KWK

+

02 ].

Kim:2002:EDF

[KWK

+

02] Chang Kon Kim, Hongok W on, Ho on Sik Kim, Y ong So o

Kang, Hong Guang Li, and Chan Kyung Kim. Erratum:

Densit y functional theory studies on the disso ciation energies

of metallic salts: Relationship b et w een lattice and disso cia-

tion energies. Journal of Computational Chemistry, 23(5):584,

April 15, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See [KWK

+

01 ].

Kan:2007:TIP

[KYFW07] W ei Kan, Hai-T ao Y u, Hong-Gang F u, and Yi-Qun W u. The-

oretical in v estigation on the protonation reactions and pro d-

ucts of the stable [N,C,C,S] isomers. Journal of Computational

Chemistry, 28(15):2472–2482, No v em b er 30, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kozhin:2003:NVS

[KYL03] Mikhail Kozhin, Ily a Y ano v, and Jerzy Leszczynski. Net w ork

visualization system for computational c hemistry

. Journal of

Computational Chemistry, 24(13):1678–1687, Octob er 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kirsc hner:2008:GGB

[KYT

+

08] Karl N. Kirsc hner, Austin B. Y ongy e, Sarah M. Tsc hamp el,

Jorge Gonz´ alez-Outeiri ~ no, Charlisa R. Daniels, B. Lac hele

F oley

, and Rob ert J. W o o ds. GL

YCAM06: a generalizable

biomolecular force field. Carb oh ydrates. Journal of Compu-

tational Chemistry, 29(4):622–655, Marc h 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ko ca:2003:CNZ

[KZR

O03] Jarosla v Ko ca, Chang-Guo Zhan, Rob ert C. Rittenhouse,

and Ric k L. Ornstein. Co ordination n um b er of zinc ions in

the phosphotriesterase activ e site b y molecular dynamics and

quan tum mec hanics. Journal of Computational Chemistry, 24

(3):368–378, F ebruary 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Kong:2005:MNS

[KZW

+

05] Qingyu Kong, Li Zhao, W enning W ang, Chen W ang, Can

Xu, Wingham Zhang, Lei Liu, Kangnian F an, Y ufen Li, and

Jun Zh uang. Magic n um b er silicon dio xide-based clusters:

Laser ablation-mass sp ectrometric and densit y functional the-

ory studies. Journal of Computational Chemistry, 26(6):584–

598, April 30, 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Kan:2009:TPR

[KZY09] W ei Kan, Hua Zhong, and Hai-T ao Y u. Theoretical predic-

tion regarding structural and thermo dynamical c haracteristics

of stable CH

3

PO

2 isomers and unimolecular decomp osition

mec hanisms of sp ecies CH

3

P(

= =

O)

2

, CH

3

O

− −

P

= =

O, and

CH

2

= =

P(

= =

O)OH. Journal of Computational Chemistry,

30(14):2334–2350, No v em b er 15, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Labute:2008:GBV

[Lab08] P aul Labute. The generalized Born/v olume in tegral implicit

solv en t mo del: Estimation of the free energy of h ydration us-

ing London disp ersion instead of atomic surface area. Journal

of Computational Chemistry, 29(10):1693–1698, July 30, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Leon:2001:MA T

[LAEL01] Salv ador Le´ on, Carlos Alem´ an, F rancesc Escal ´ e, and Man uel

Laso. MCDP: an adv anced to ol to sim ulate com b-lik e p oly-

mers. Journal of Computational Chemistry, 22(2):162–171,

Jan uary 30, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Laik o v:2007:NF A

[Lai07] Dimitri N. Laik o v. Neglect of four- and appro ximation of one-,

t w o-, and three-cen ter t w o-electron in tegrals in a symmetri-

cally orthogonalized basis. Journal of Computational Chem-

istry, 28(3):698–702, F ebruary 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Li:2003:HDM

[LAR

+

03] Gen yuan Li, Maxim Artamono v, Hersc hel Rabitz, Sheng w ei

W ang, P anos G. Georgop oulos, and Metin Demiralp. High-

dimensional mo del represen tations generated from lo w order

terms — lp-RS-HDMR. Journal of Computational Chemistry,

24(5):647–656, April 15, 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Liiv at:2005:DFF

[LA T05] An ti Liiv at, Alv o Aablo o, and John O. Thomas. Dev elopmen t

of a force field for Li

2

SiF

6

. Journal of Computational Chem-

istry, 26(7):716–724, Ma y 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Lipk o witz:1999:R CC

[LB99] Kenn y B. Lipk o witz and Donald B. Bo yd, editors. R eviews in

Computational Chemistry. Wiley-V

CH, New Y ork, NY, USA,

1999. ISBN 0-471-33135-X. LCCN ????

Li:2005:DPT

[LB05] Ping Li and Y uxiang Bu. Double proton transfer and one-

electron o xidation b eha vior in double H-b onded glycinamide–

glycine complex in the gas phase. Journal of Computational

Chemistry, 26(6):552–560, April 30, 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liu:2008:ETS

[LB08] Kun Liu and W ensheng Bian. Extensiv e theoretical study

on the lo w-lying electronic states of silicon monofluoride

cation including spin-orbit coupling. Journal of Computa-

tional Chemistry, 29(2):256–265, Jan uary 30, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liang:2008:PDD

[LBG08] Guoming Liang, Xiaoguang Bao, and Jiande Gu. The p ossibil-

it y of the decomp osition of 2’-deo xyrib ose moiet y of th ymidine

induced b y the lo w energy electron attac hmen t. Journal of

Computational Chemistry, 29(16):2648–2655, Decem b er 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lev asho v:2007:QCP

[LBT07] V. A. Lev asho v, S. J. L. Billinge, and M. F. Thorp e. Quan tum

correction to the pair distribution function. Journal of Compu-

tational Chemistry, 28(11):1865–1882, August 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liu:2006:MCH

[LC06] Min Hsien Liu and Cheng Chen. Mo dified calculations of h y-

dro carb on thermo dynamic prop erties. Journal of Computa-

tional Chemistry, 27(5):537–544, April 15, 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lai:2007:COR

[LC07] Chin-Hung Lai and Pi-T ai Chou. Can an OH radical form a

strong h ydrogen b ond? A theoretical comparison with H

2

O.

Journal of Computational Chemistry, 28(8):1357–1363, June

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Liegeois:2009:VR O

[LC09] Vincen t Li ´ egeois and Beno ^ ıt Champagne. Vibrational Raman

optical activit y of π -conjugated helical systems: Hexahelicene

and heterohelicenes. Journal of Computational Chemistry, 30

(8):1261–1278, June 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Lii:2003:AECc

[LCA03] Jenn-Huei Lii, Kuo-Hsiang Chen, and Norman L. Allinger.

Alcohols, ethers, carb oh ydrates, and related comp ounds. IV.

carb oh ydrates. Journal of Computational Chemistry, 24(12):

1504–1513, Septem b er 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Leong:2009:PHC

[LCC09] Max K. Leong, Y en-Ming Chen, and Tzu-Hsien Chen. Pre-

diction of h uman cyto c hrome P450 2B6-substrate in teractions

using hierarc hical supp ort v ector regression approac h. Jour-

nal of Computational Chemistry, 30(12):1899–1909, Septem-

b er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Lii:2003:AECa

[LCD

A03] Jenn-Huei Lii, Kuo-Hsiang Chen, Kathleen A. Durkin, and

Norman L. Allinger. Alcohols, ethers, carb oh ydrates, and re-

lated comp ounds. I I. The anomeric effect. Journal of Compu-

tational Chemistry, 24(12):1473–1489, Septem b er 2003. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lii:2003:AECb

[LCGA03] Jenn-Huei Lii, Kuo-Hsiang Chen, T. Bruce Grindley

, and Nor-

man L. Allinger. Alcohols, ethers, carb oh ydrates, and re-

lated comp ounds. I I I. The 1,2-dimetho xy ethane system. Jour-

nal of Computational Chemistry, 24(12):1490–1503, Septem-

b er 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Lee:2005:EMD

[LCKL05] Ky oungrim Lee, Cezary Czaplewski, Seung-Y eon Kim, and

Jo o y oung Lee. An efficien t molecular do c king using confor-

mational space annealing. Journal of Computational Chem-

istry, 26(1):78–87, Jan uary 15, 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Liao:2009:BCM

[LCSZ09] Bo Liao, W eiy ang Chen, Xingming Sun, and W en Zh u. A bi-

nary co ding metho d of RNA secondary structure and its ap-

plication. Journal of Computational Chemistry, 30(14):2205–

2212, No v em b er 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Launa y:2005:TSS

[LD05a] Maxence Launa y and Ric hard Dronsk o wski. A theoreti-

cal study on the structures and energetics of h yp othetical

Lop ez:2006:CVE

[LFEdL06] Carlos Silv a L´ op ez, Olalla Nieto F aza, Susana L´ op ez Est ´ ev ez,

and Angel R. de Lera. Computation of v ertical excitation

energies of retinal and analogs: Scop e and limitations. Jour-

nal of Computational Chemistry, 27(1):116–123, Jan uary 15,

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lab ello:2005:AEC

[LFK05] Nic holas P

. Lab ello, An tonio M. F erreira, and Henry A. Kurtz.

An augmen ted effectiv e core p oten tial basis set for the calcu-

lation of molecular p olarizabilities. Journal of Computational

Chemistry, 26(14):1464–1471, No v em b er 15, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

LaV alle:2000:RKB

[LFKL00] Stev en M. LaV alle, P aul W. Finn, Lydia E. Ka vraki, and

Jean-Claude Latom b e. A randomized kinematics-based ap-

proac h to pharmacophore-constrained conformational searc h

and database screening. Journal of Computational Chemistry,

21(9):731–747, July 15, 2000. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Lop ez:2004:SEC

[LFR

+

04] Xa vier L´ op ez, Jorge A. F ern´ andez, Susanna Romo, Jean F ran¸ cois

P aul, Leonid Kazansky

, and Josep M. P oblet. Are the solv en t

effects critical in the mo deling of p oly o xoanions? Journal

of Computational Chemistry, 25(12):1542–1549, Septem b er

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Liu:2007:SEO

[LFR07] Y an-Ling Liu, Ji-Kang F eng, and Ai-Min Ren. Structural,

electronic, and optical prop erties of phosphole-con taining π -

conjugated oligomers for ligh t-emitting dio des. Journal of

Computational Chemistry, 28(15):2500–2509, No v em b er 30,

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lop ez:2007:PDD

[LFS

+

07] Carlos Silv a L´ op ez, Olalla Nieto F aza, Jos ´ e A. Souto, Rosana

´

Alv arez, and

´

Angel R. De Lera. Pseudop ericyclic design driv es

an tara-an tara [1,5] meth ylene sigmatropic shifts from a step-

wise to a concerted mec hanism. Journal of Computational

Chemistry, 28(8):1411–1416, June 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lee:2003:ENA

[LFSB03a] Mic hael S. Lee, Mic hael F eig, F reddie R. Salsbury Jr., and

Charles L. Bro oks I I I. Erratum: New analytic appro ximation

to the standard molecular v olume definition and its applica-

tion to generalized Born calculations. Journal of Computa-

tional Chemistry, 24(14):1821, No v em b er 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

See [LFSB03b ].

Lee:2003:NAA

[LFSB03b] Mic hael S. Lee, Mic hael F eig, F reddie R. Salsbury Jr., and

Charles L. Bro oks I I I. New analytic appro ximation to the

standard molecular v olume definition and its application to

generalized Born calculations. Journal of Computational

Chemistry, 24(11):1348–1356, August 2003. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic). See

erratum [LFSB03a ].

Li:2004:CMTb

[LFZS04] Xiang-Y uan Li, Ke-Xiang F u, Quan Zh u, and Min-Hua Shan.

Con tin uous medium theory for nonequilibrium solv ation: I I.

In teraction energy b et w een solute c harge and reaction field

and single-sphere mo del for sp ectral shift. Journal of Com-

putational Chemistry, 25(6):835–842, April 30, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Li:2009:CTP

[LGB

+

09] Ji-Lai Li, Cai-Y un Geng, Y uxiang Bu, Xu-Ri Huang, and

Chia-Ch ung Sun. Conformational transition path w a y in the

allosteric pro cess of calcium-induced reco v erin: Molecular dy-

namics sim ulations. Journal of Computational Chemistry, 30

(7):1135–1145, Ma y 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Li:2002:TIE

[LH02] Xiang-Y uan Li and Ch un-Xiu Hu. Theoretical in v estigation

of electron transfer transition in tetracy ano eth ylene-con tained

organic complexes. Journal of Computational Chemistry, 23

(9):874–886, July 15, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Lins:2005:NGF

[LH05] Rob erto D. Lins and Philipp e H. H ¨ unen b erger. A new GR O-

MOS force field for hexop yranose-based carb oh ydrates. Jour-

nal of Computational Chemistry, 26(13):1400–1412, Octob er

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lee:2009:BHR

[LHI09] Jinh yuk Lee, Sih yun Ham, and W onpil Im. Beta-hairpin re-

strain t p oten tials for calculations of p oten tials of mean force

as a function of b eta-hairpin tilt, rotation, and distance. Jour-

nal of Computational Chemistry, 30(8):1334–1343, June 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lee:2006:ABS

[LHJ

+

06] Tzong-Yi Lee, Jorng-Tzong Horng, Hsueh-F en Juan, Hsien-

Da Huang, Li-Cheng W u, Meng-F ong Tsai, and Hsuan-Cheng

Huang. An agen t-based system to disco v er protein–protein in-

teractions, iden tify protein complexes and proteins with m ul-

tiple p eptide mass fingerprin ts. Journal of Computational

Chemistry, 27(9):1020–1032, July 15, 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Linnolah ti:2001:GPB

[LHP01] Mikk o Linnolah ti, Pipsa Hirv a, and T apani A. P akk anen. Ge-

ometry prediction of bridged zircono cene dic hlorides b y quan-

tum c hemical metho ds. Journal of Computational Chemistry,

22(1):51–64, Jan uary 15, 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Li:2007:SRS

[LhWX07] Ch un Li, Ai h ua W ang, and Lili Xing. Similarit y of RNA

secondary structures. Journal of Computational Chemistry,

28(2):508–512, Jan uary 30, 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Li:2001:ETB

[Li01] Xiang-Y uan Li. Electron transfer b et w een tryptophan and

t yrosine: Theoretical calculation of electron transfer matrix

elemen t for in tramolecular hole transfer. Journal of Compu-

tational Chemistry, 22(6):565–579, April 30, 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lee:2007:IAH

[LI07] Jinh yuk Lee and W onpil Im. Implemen tation and applica-

tion of helix–helix distance and crossing angle restrain t p o-

ten tials. Journal of Computational Chemistry, 28(3):669–680,

F ebruary 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lipk o witz:2000:BRB

[Lip00] Kenn y B. Lipk o witz. Bo ok review: Encyclop e dia of Computa-

tional Chemistry, P

. v. R. Sc hley er, editor-in-c hief, John Wiley

& Sons, Chic hester, UK, 1998, 3,500 pp. $3,150. ISBN 0-471-

96588-X. Journal of Computational Chemistry, 21(1):77–78,

Jan uary 15, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Li:2004:IEC

[LJ04] Hui Li and Jan H. Jensen. Impro ving the efficiency and con-

v ergence of geometry optimization with the p olarizable con tin-

uum mo del: New energy gradien ts and molecular surface tes-

sellation. Journal of Computational Chemistry, 25(12):1449–

1462, Septem b er 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Lee:2008:RES

[LJKL08] Jin w o o Lee, Keeh y oung Jo o, Seung-Y eon Kim, and Jo o y oung

Lee. Re-examination of structure optimization of off-lattice

protein AB mo dels b y conformational space annealing. Jour-

nal of Computational Chemistry, 29(14):2479–2484, No v em-

b er 15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Llo yd:2005:SIE

[LJS05] Lesley D. Llo yd, Ro y L. Johnston, and Said Salhi. Strategies

for increasing the efficiency of a genetic algorithm for the struc-

tural optimization of nanoallo y clusters. Journal of Computa-

tional Chemistry, 26(10):1069–1078, July 30, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lin:2007:SVM

[LJZ

+

07] W ei-Qi Lin, Jian-Hui Jiang, Y an-Ping Zhou, Hai-Long W u,

Guo-Li Shen, and Ru-Qin Y u. Supp ort v ector mac hine based

training of m ultila y er feedforw ard neural net w orks as opti-

mized b y particle sw arm algorithm: Application in QSAR

studies of bioactivit y of organic comp ounds. Journal of Com-

putational Chemistry, 28(2):519–527, Jan uary 30, 2007. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lo v allo:2003:DNP

[LK03] Christopher C. Lo v allo and Mariusz Klobuk o wski. Dev elop-

men t of new pseudop oten tial metho ds: Impro v ed mo del core

p oten tials for the first-ro w transition metals. Journal of Com-

putational Chemistry, 24(9):1009–1015, July 15, 2003. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lo v allo:2004:IMC

[LK04] Christopher C. Lo v allo and Mariusz Klobuk o wski. Impro v ed

mo del core p oten tials for the second- and third-ro w transi-

tion metals. Journal of Computational Chemistry, 25(9):1206–

1213, July 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Luman:2001:P A C

[LKA01] Nathaniel R. Luman, Mic hael P

. King, and Joseph D.

Augspurger. Predicting

15

N amide c hemical shifts in proteins.

I. An additiv e mo del for the bac kb one con tribution. Journal

of Computational Chemistry, 22(3):366–372, F ebruary 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lee:2004:CSC

[LKJ

+

04] Ho-Jin Lee, Jong Hyun Kim, Hee Jung Jung, Kun-Y oung Kim,

Eun-Jung Kim, Y oung-Sang Choi, and Chang-Ju Y o on. Com-

putational study of conformational preferences of thioamide-

con taining azaglycine p eptides. Journal of Computational

Chemistry, 25(2):169–178, Jan uary 30, 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Linnan to:2004:SPM

[LKT04] Juha Linnan to and Jouk o Korppi-T ommola. Semiempirical

PM5 molecular orbital study on c hloroph ylls and bacteri-

o c hloroph ylls: Comparison of semiempirical, ab initio, and

densit y functional results. Journal of Computational Chem-

istry, 25(1):123–138, Jan uary 15, 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lu:2004:IER

[LKW04] Nandou Lu, Da vid A. Kofk e, and Thomas B. W o olf. Impro v-

ing the efficiency and reliabilit y of free energy p erturbation

calculations using o v erlap sampling metho ds. Journal of Com-

putational Chemistry, 25(1):28–40, Jan uary 15, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lamprec h t:2000:MMF

[LL00] Delanie Lamprec h t and Gert J. Lamprec h t. A molecular me-

c hanics force field for rho dium(I) carb on yl phosphine com-

plexes and its application on the o xidativ e addition reactions

of these complexes. Journal of Computational Chemistry, 21

(8):692–703, June 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Li:2001:TSS

[LL01] Xiang-Y uan Li and Ji-F eng Liu. A theoretical study of solv en t

effect and reaction mec hanism of electron transfer reaction b e-

t w een indole side c hain and phenol side c hain of p eptide in-

v olving tryptophan and t yrosine. Journal of Computational

Chemistry, 22(10):1067–1081, July 30, 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lin:2007:UP A

[LL07] Hao Lin and Qian-Zhong Li. Using pseudo amino acid com-

p osition to predict protein structural class: Approac hed b y

incorp orating 400 dip eptide comp onen ts. Journal of Compu-

tational Chemistry, 28(9):1463–1466, July 15, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Langley:2001:MMCa

[LLA01a] Charles H. Langley

, Jenn-Huei Lii, and Norman L. Allinger.

Molecular mec hanics calculations on carb on yl comp ounds. I I.

Op en-c hain k etones. Journal of Computational Chemistry,

22(13):1426–1450, Octob er 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Langley:2001:MMCb

[LLA01b] Charles H. Langley

, Jenn-Huei Lii, and Norman L. Allinger.

Molecular mec hanics calculations on carb on yl comp ounds. I I I.

Cyclok etones. Journal of Computational Chemistry, 22(13):

1451–1475, Octob er 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Langley:2001:MMCc

[LLA01c] Charles H. Langley

, Jenn-Huei Lii, and Norman L. Allinger.

Molecular mec hanics calculations on carb on yl comp ounds. IV.

Heats of formation. Journal of Computational Chemistry,

22(13):1476–1483, Octob er 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Langley:2001:MMM

[LLA01d] Charles H. Langley

, Jenn-Huei Lii, and Norman L. Allinger.

Molecular mec hanics (MM4) calculations on carb on yl com-

p ounds part I: aldeh ydes. Journal of Computational Chem-

istry, 22(13):1396–1425, Octob er 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Langley:2003:MMM

[LLA03] Charles H. Langley

, Jenn-Huei Lii, and Norman Allinger.

Molecular mec hanics (MM4) calculations on carb on yl com-

p ounds. I–IV. Journal of Computational Chemistry, 24(10):

1283–1286, July 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Lim:2006:TST

[LLK

C06] Ch ultac k Lim, Hee So on Lee, Y oung-W o o Kw ak, and Cheol Ho

Choi. A theoretical study of thermal [1,3]-sigmatropic re-

arrangemen ts of 3-trimeth ylsilyl-1-p yrazoline: Concerted vs.

step wise mec hanisms. Journal of Computational Chemistry,

27(2):228–237, Jan uary 30, 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Loferer:2003:QMI

[LLL03] Markus J. Loferer, Hannes H. Lo effler, and Klaus R. Liedl. A

QM–MM in terface b et w een CHARMM and TURBOMOLE:

Loffler:2006:WED

[LMIF06] Hannes H. Loffler, Ahmed M. Mohammed, Y asuhiro Inada,

and Shigenobu F unahashi. W ater exc hange dynamics of man-

ganese(I I), cobalt(I I), and nic k el(I I) ions in aqueous solution.

Journal of Computational Chemistry, 27(16):1944–1949, De-

cem b er 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Li:2002:LSL

[LMJ02] Sh uh ua Li, Jing Ma, and Y uansheng Jiang. Linear scaling lo cal

correlation approac h for solving the coupled cluster equations

of large systems. Journal of Computational Chemistry, 23(2):

237–244, Jan uary 30, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Le:2001:ISC

[LMK01] T rung Ngo c Le, Alexander M. Meb el, and Ralf I. Kaiser. Ab

initio study of C

4

H

3 p oten tial energy surface and reaction of

ground-state carb on atom with propargyl radical. Journal of

Computational Chemistry, 22(13):1522–1535, Octob er 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lee:2000:MBI

[LML

+

00] Y oung Jo o Lee, Jae Y eol Maeng, Eok-Kyun Lee, Bongso o

Kim, Seh un Kim, and Kyu-Kw ang Han. Melting b eha viors

of icosahedral metal clusters studied b y Mon te Carlo sim u-

lations. Journal of Computational Chemistry, 21(5):380–387,

April 15, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Liddell:2004:ASS

[LMMW04] Mic hael J. Liddell, Da v or Margetic, An thon y S. Mitc hell, and

Ronald N. W arrener. An AM1 semiempirical study of host–

guest complexation in hemicarcerand complexes. Journal of

Computational Chemistry, 25(4):542–557, Marc h 2004. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Luo:2009:AES

[LMO09] Yi Luo, Satoshi Maeda, and Koic hi Ohno. Automated explo-

ration of stable isomers of H

+

(H

2

O)

n

(n = 5–7) via ab initio

calculations: an application of the anharmonic do wn w ard dis-

tortion follo wing algorithm. Journal of Computational Chem-

istry, 30(6):952–961, April 30, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Lop ez-Martinez:2009:TSE

[LMR VFH

+

09] Erik a Iv onne L´ op ez-Mart ´ ınez, Luz Mar ´ ıa Ro dr ´ ıguez-V aldez,

Norma Flores-Holgu ´ ın, Alfredo M´ arquez-Lucero, and Daniel

Glossman-Mitnik. Theoretical study of electronic prop erties

of organic photo v oltaic materials. Journal of Computational

Chemistry, 30(7):1027–1037, Ma y 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Larin:2007:QSE

[LMV07] A. V. Larin, W. J. Mortier, and D. P . V ercauteren. Quic k

sc heme for ev aluation of atomic c harges in arbitrary alu-

minophosphate siev es on the basis of electron densities cal-

culated with DFT metho ds. Journal of Computational Chem-

istry, 28(10):1695–1703, July 30, 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liu:2001:R GC

[LN01] Chao-Ping Liu and J. J. Soares Neto. Revisiting the generator

co ordinate appro ximation for calculating the ro-vibrational

energies of H. Journal of Computational Chemistry, 22(16):

2028–2039, Decem b er 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Lo effler:2003:MBE

[Lo e03] Hannes H. Lo effler. Man y-b o dy effects on structure and dy-

namics of aqueous ionic solutions. Journal of Computational

Chemistry, 24(10):1232–1239, July 30, 2003. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic). See

erratum [? ].

Liu:2008:RIT

[LOL

+

08] Qi Liu, V. Olman, Huiqing Liu, Xiuzi Y e, Shilun Qiu, and

Ying Xu. RNA

Cluster: an in tegrated to ol for RNA secondary

structure comparison and clustering. Journal of Computa-

tional Chemistry, 29(9):1517–1526, July 15, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lorenzo:2003:NIF

[LPB03] Alicia C. Lorenzo, P edro G. P ascutti, and P aulo M. Bisc h.

Nonsp ecific in teraction forces at w ater–mem brane in terface b y

forced molecular dynamics sim ulations. Journal of Compu-

tational Chemistry, 24(3):328–339, F ebruary 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lee:2007:CSM

[LPK07] Sang-Ho Lee, Kim P almo, and Sam uel Krimm. A compara-

tiv e study of molecular dynamics in Cartesian and in in ter-

nal co ordinates: Dynamical instabilit y in the latter caused b y

nonlinearit y of the equations of motion. Journal of Computa-

tional Chemistry, 28(6):1107–1118, April 30, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lehnert:2006:ESI

[LPP06] Nicolai Lehnert, V. K. K. Praneeth, and Florian P aulat.

Electronic structure of iron(I I)–p orph yrin nitro xyl com-

plexes: Molecular mec hanism of fungal nitric o xide reductase

(P450nor). Journal of Computational Chemistry, 27(12):1338–

1351, Septem b er 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Laederac h:2003:SEF

[LR03a] Alain Laederac h and P eter J. Reilly

. Sp ecific empirical free

energy function for automated do c king of carb oh ydrates to

proteins. Journal of Computational Chemistry, 24(14):1748–

1757, No v em b er 15, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Lo effler:2003:EMB

[LR03b] Hannes H. Lo effler and Bernd M. Ro de. Erratum: Man y-

b o dy effects on structure and dynamics of aqueous ionic so-

lutions. Journal of Computational Chemistry, 24(13):1688,

Octob er 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See [Lo e03].

Li:2006:R CV

[LR06] Gen yuan Li and Hersc hel Rabitz. Ratio con trol v ariate metho d

for efficien tly determining high-dimensional mo del represen ta-

tions. Journal of Computational Chemistry, 27(10):1112–1118,

July 30, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Langella:2002:CA T

[LRI

+

02] Emma Langella, Nadia Rega, Rob erto Improta, Orlando

Crescenzi, and Vincenzo Barone. Conformational analysis of

the t yrosine dip eptide analogue in the gas phase and in aque-

ous solution b y a densit y functional/con tin uum solv en t mo del.

Journal of Computational Chemistry, 23(6):650–661, April 30,

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Li:2003:CMV

[LR W G03] Gen yuan Li, Hersc hel Rabitz, Sheng-W ei W ang, and P anos G.

Georgop oulos. Correlation metho d for v ariance reduction of

Mon te Carlo in tegration in RS-HDMR. Journal of Compu-

tational Chemistry, 24(3):277–283, F ebruary 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liao:2002:CSM

[LS02] Meng-Sheng Liao and Stev e Sc heiner. Comparativ e study

of metal-p orph yrins, -p orph yrazines, and -ph thalo cy anines.

Journal of Computational Chemistry, 23(15):1391–1403,

No v em b er 30, 2002. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Lin:2005:DGO

[LS05a] Y oudong Lin and Mark A. Stadtherr. Deterministic global

optimization of molecular structures using in terv al analysis.

Journal of Computational Chemistry, 26(13):1413–1420, Oc-

tob er 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Lundb erg:2005:ABE

[LS05b] Marcus Lundb erg and P er E. M. Siegbahn. Agreemen t b e-

t w een exp erimen t and h ybrid DFT calculations for O H b ond

disso ciation en thalpies in manganese complexes. Journal of

Computational Chemistry, 26(7):661–667, Ma y 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lai:2008:TCH

[LS08a] Chin-Hung Lai and Ming-Der Su. Theoretical c haracteriza-

tions of HAsXH (X = N, P

, As, Sb, and Bi) isomers in the sin-

glet and triplet states. Journal of Computational Chemistry,

29(15):2487–2499, No v em b er 30, 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lie:2008:DSS

[LS08b] Mette Alstrup Lie and Birgit Sc hiøtt. A DFT study of sol-

v ation effects on the tautomeric equilibrium and catalytic

ylide generation of thiamin mo dels. Journal of Computational

Chemistry, 29(7):1037–1047, Ma y 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liu:2008:EBO

[LS08c] Aibing Liu and Stev en J. Stuart. Empirical b ond-order p oten-

tial for h ydro carb ons: Adaptiv e treatmen t of v an der W aals

in teractions. Journal of Computational Chemistry, 29(4):601–

611, Marc h 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Leininger:2001:SSS

[LSAS01] Matthew L. Leininger, C. Da vid Sherrill, W esley D. Allen, and

Henry F. Sc haefer I I I. Systematic study of selected diagonal-

ization metho ds for configuration in teraction matrices. Jour-

nal of Computational Chemistry, 22(13):1574–1589, Octob er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lange:2006:F GA

[LSG06] Oliv er F. Lange, Lars V. Sc h¨ afer, and Helm ut Grubm ¨ uller.

Flo o ding in GR OMA CS: Accelerated barrier crossings in

molecular dynamics. Journal of Computational Chemistry,

27(14):1693–1702, No v em b er 15, 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Li:2004:MHA

[LSHR04] Gen yuan Li, Jacqueline Sc ho endorf, T ak-San Ho, and Her-

sc hel Rabitz. Multicut-HDMR with an application to an iono-

spheric mo del. Journal of Computational Chemistry, 25(9):

1149–1156, July 15, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Lee:2004:EHE

[LSO04] Mic hael S. Lee, F reddie R. Salsbury Jr., and Mark A. Ol-

son. An efficien t h ybrid explicit/implicit solv en t metho d for

biomolecular sim ulations. Journal of Computational Chem-

istry, 25(16):1967–1978, Decem b er 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Larin:2008:CEF

[LST08] A. V. Larin, I. K. Sak o dynsk a y a, and D. N. T rubnik o v. Con-

v ergence of electric field and electric field gradien t v ersus

atomic basis sets in all-siliceous and Mg substituted phillip-

sites. Journal of Computational Chemistry, 29(14):2344–2358,

No v em b er 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Lo effler:2001:CSD

[LSW

+

01] Hannes H. Lo effler, Christoph A. Sotriffer, Rudolf H. Winger,

Klaus R. Liedl, and Bernd M. Ro de. Calculation of sequence-

dep enden t free energies of h ydration of dip eptides formed b y

alanine and glycine. Journal of Computational Chemistry, 22

(8):846–860, June 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Liang:2000:MMM

[LSWB00] Guy an Liang, Jennifer B. Sorensen, Da vid Whitmire, and

J. Phillip Bo w en. Molecular mec hanics (MM3) parameteriza-

tion for o xo carb enium ions. Journal of Computational Chem-

istry, 21(5):329–339, April 15, 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Lu:2002:GTN

[LSY02] Qingzhang Lu, Guoli Shen, and Ruqin Y u. Genetic training

of net w ork using c haos concept: Application to QSAR studies

of vibration mo des of tetrahedral halides. Journal of Com-

putational Chemistry, 23(14):1357–1365, No v em b er 15, 2002.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Li:2007:EPT

[L TF

+

07] W ei-Qi Li, W ei-Quan Tian, Ji-Kang F eng, Zi-Zhong Liu, Ai-

Min Ren, Chia-Ch ung Sun, and Y urik o Aoki. Electronic

prop erties of trico ordinated phosphorus in hexagonal phos-

phininium comp ounds and molecular aromaticit y . Journal

of Computational Chemistry, 28(9):1467–1475, July 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Larin:2008:EF C

[L TV08] A. V. Larin, D. N. T rubnik o v, and D. P . V ercauteren. Elec-

tric field con v ergence v ersus atomic basis sets in all-siliceous

zeolites. Journal of Computational Chemistry, 29(1):130–138,

Jan uary 15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lu:2009:GEA

[Lu09] Shih-I Lu. Gibbs energy of activ ation for thermal isomer-

ization of (1Z)-acetaldeh yde h ydrazone and (1Z)-acetaldeh yde

N,N-dimeth ylh ydrazone b y Gaussian-4 theory and CCSD(T)/

CBS computations. Journal of Computational Chemistry, 30

(14):2176–2180, No v em b er 15, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Leherte:2008:CMR

[L V08] Laurence Leherte and Daniel P . V ercauteren. Collectiv e mo-

tions of rigid fragmen ts in protein structures from smo othed

electron densit y distributions. Journal of Computational

Chemistry, 29(9):1472–1489, July 15, 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Li:2004:DDS

[L W04a] Qian-Sh u Li and Chao Y ang W ang. Direct dynamic study on

the h ydrogen abstraction reaction CH

3

CN + OH → CH

2

CN

+ H

2

O. Journal of Computational Chemistry, 25(2):251–257,

Jan uary 30, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Liao:2004:NGR

[L W04b] Bo Liao and Tian-Ming W ang. New 2D graphical represen ta-

tion of DNA sequences. Journal of Computational Chemistry,

25(11):1364–1368, August 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Liu:2006:RPS

[L W06] Liw ei Liu and Tianming W ang. 2D represen tation of protein

secondary structure sequences and its applications. Journal

of Computational Chemistry, 27(11):1119–1124, August 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Liu:2005:SCP

[LZ05b] Bing Liu and Jia ju Zhou. SARS-CoV protease inhibitors de-

sign using virtual screening metho d from natural pro ducts li-

braries. Journal of Computational Chemistry, 26(5):484–490,

April 15, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Leon:2002:IPS

[LZA02] Salv ador Le´ on, Da vid Zan uy , and Carlos Alem´ an. Influence of

the presence of small gas molecules in the structure of com b-

lik e p oly acrylates: a Mon te Carlo study

. Journal of Compu-

tational Chemistry, 23(7):685–696, Ma y 2002. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lu:2009:ICH

[LZF

+

09] Y un-Xiang Lu, Jian-W ei Zou, Ji-Cai F an, W en-Na Zhao,

Y ong-Jun Jiang, and Qing-Sen Y u. Ab initio calculations on

halogen-b onded complexes and comparison with densit y func-

tional metho ds. Journal of Computational Chemistry, 30(5):

725–732, April 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Li:2003:ISI

[LZJ03] Jinshan Li, F eng Zhao, and F uqian Jing. An ab initio study

of in termolecular in teractions of nitromethane dimer and ni-

tromethane trimer. Journal of Computational Chemistry, 24

(3):345–352, F ebruary 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Lei:2004:SPC

[LZKT04] Ming Lei, Maria I. Za v o dszky

, Leslie A. Kuhn, and M. F.

Thorp e. Sampling protein conformations and path w a ys. Jour-

nal of Computational Chemistry, 25(9):1133–1148, July 15,

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Li:2009:ICB

[LZZC09] Huaiy ong Li, Siyuan Zhang, Shihong Zhou, and Xueqiang

Cao. In v estigation of c hemical b ond c haracteristics, ther-

mal expansion co efficien ts and bulk mo duli of α-R

2

MoO

6 and

R

2

Mo

2

O

7

(R = rare earths) b y using a dielectric c hemical

b ond metho d. Journal of Computational Chemistry, 30(12):

1892–1898, Septem b er 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Mobli:2005:QV C

[MA05] Mehdi Mobli and Ra ymond J. Abraham. Quan tum vs. classi-

cal mo dels of the nitro group for proton c hemical shift calcula-

tions and conformational analysis. Journal of Computational

Chemistry, 26(4):389–398, Marc h 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Miura:2009:ITT

[MA09] Masanori Miura and Y urik o Aoki. Ab initio theory for treat-

ing lo cal electron excitations in molecules and its p erformance

for computing optical prop erties. Journal of Computational

Chemistry, 30(14):2213–2230, No v em b er 15, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Martinez:2009:PPB

[MABM09] L. Mart ´ ınez, R. Andrade, E. G. Birgin, and J. M. Mart ´ ınez.

P a ckmol: a pac k age for building initial configurations for

molecular dynamics sim ulations. Journal of Computational

Chemistry, 30(13):2157–2164, Octob er 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mac k erell:2004:EFF

[Mac04] Alexander D. Mac k erell Jr. Empirical force fields for biological

macromolecules: Ov erview and issues. Journal of Computa-

tional Chemistry, 25(13):1584–1604, Octob er 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Matamala:2007:SAI

[MAF

+

07] Adelio R. Matamala, Daniel E. Almonacid, Maximiliano F.

Figueroa, Jos ´ e Mart ´ ınez-o y anedel, and Marta C. Bunster. A

semiempirical approac h to the in tra-ph yco cy anin and in ter-

ph yco cy anin fluorescence resonance energy-transfer path w a ys

in ph ycobilisomes. Journal of Computational Chemistry, 28

(7):1200–1207, Ma y 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Mak:2008:R CS

[Mak08] C. H. Mak. RNA conformational sampling. I. Single-n ucleotide

lo op closure. Journal of Computational Chemistry, 29(6):926–

933, April 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Maroulis:2003:IDE

[Mar03] George Maroulis. Ab initio determination of the electric m ul-

tip ole momen ts and static (h yp er)p olarizabilit y of HCCX, X

= F, Cl, Br, and I. Journal of Computational Chemistry, 24

(4):443–452, Marc h 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Masam ura:2001:IMOa

[Mas01a] Masao Masam ura. Ab initio molecular orbital study of

OH

−

(H

2

O)

n in the gas phase. Journal of Computational

Chemistry, 22(1):31–37, Jan uary 15, 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Masam ura:2001:IMOb

[Mas01b] Masao Masam ura. Ab initio molecular orbital study

on the structures and energetics of CH

3

OH(H

2

O)

n and

CH

3

SH(H

2

O)

n in the gas phase. Journal of Computational

Chemistry, 22(1):125–131, Jan uary 15, 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Masam ura:2004:EBS

[Mas04] Masao Masam ura. The effect of basis set sup erp osition error

on the con v ergence of in termolecular in teraction energies for

deprotonated complexes. Journal of Computational Chem-

istry, 25(14):1771–1778, No v em b er 15, 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Matta:2003:A QT

[Mat03] Ch ´ erif F. Matta. Application of the quan tum theory of

atoms in molecules to selected ph ysico-c hemical and bioph ys-

ical problems: F o cus on correlation with exp erimen t. Jour-

nal of Computational Chemistry, 24(4):453–463, Marc h 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ma y er:2007:BO V

[Ma y07] I. Ma y er. Bond order and v alence indices: a p ersonal accoun t.

Journal of Computational Chemistry, 28(1):204–221, Jan uary

15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Mazur:2001:MDM

[Maz01] Alexey K. Mazur. Molecular dynamics of minimal B-DNA.

Journal of Computational Chemistry, 22(4):457–467, Marc h

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Mazur:2008:ISS

[Maz08] Grzegorz Mazur. An impro v ed SCPF sc heme for p olarization

energy calculations. Journal of Computational Chemistry, 29

(6):988–993, April 30, 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

MacKerell:2000:AAE

[MB00] Alexander D. MacKerell Jr. and Nilesh K. Bana v ali. All-atom

empirical force field for n ucleic acids: I I. Application to molec-

ular dynamics sim ulations of DNA and RNA in solution. Jour-

nal of Computational Chemistry, 21(2):105–120, Jan uary 30,

2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Masella:2008:CPF

[MBC08] Mic hel Masella, Daniel Borgis, and Philipp e Cuniasse. Com-

bining a p olarizable force-field and a coarse-grained p olariz-

able solv en t mo del: Application to long dynamics sim ulations

of b o vine pancreatic trypsin inhibitor. Journal of Computa-

tional Chemistry, 29(11):1707–1724, August 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Munoz:2002:HSB

[MBH

+

02] J. Mu ~ noz, X. Barril, B. Hern´ andez, Mo desto Orozco, and

F. Ja vier Luque. Hydrophobic similarit y b et w een molecules:

a MST-based h ydrophobic similarit y index. Journal of Com-

putational Chemistry, 23(5):554–563, April 15, 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mercero:2000:QMC

[MBL

+

00] Jose M. Mercero, P aul Barrett, Cheuk W. Lam, Joseph E.

F o wler, Jesus M. Ugalde, and Lee G. P edersen. Quan tum me-

c hanical calculations on phosphate h ydrolysis reactions. Jour-

nal of Computational Chemistry, 21(1):43–51, Jan uary 15,

2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Marec hal:2000:TMH

[MBM

+

00] Jean-Didier Mar ´ ec hal, Guada Barea, F eliu Maseras, Agust ´ ı

Lled´ os, Liliane Moua w ad, and Da vid P ´ erahia. Theoretical

mo deling of the heme group with a h ybrid QM/MM metho d.

Journal of Computational Chemistry, 21(4):282–294, Marc h

2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Martin:2009:CMG

[MBP09] Jason Martin, Jon Bak er, and P eter Pula y . Commen ts on the

molecular geometry of ferro cene: the dangers of using quan-

tum c hemistry programs as blac k b o xes. Journal of Compu-

tational Chemistry, 30(6):881–883, April 30, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mitin:2003:PSI

[MBWP03] Alexander V. Mitin, Jon Bak er, Krzysztof W olinski, and P eter

Pula y . P arallel stored-in tegral and semidirect Hartree–F o c k

and DFT metho ds with data compression. Journal of Compu-

tational Chemistry, 24(2):154–160, Jan uary 30, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mo on:2006:CQC

[MC06] Seongho Mo on and Da vid A. Case. A comparison of quan tum

c hemical mo dels for calculating NMR shielding parameters in

p eptides: Mixed basis set and ONIOM metho ds com bined

with a complete basis set extrap olation. Journal of Compu-

tational Chemistry, 27(7):825–836, Ma y 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

McDo w ell:2003:CSL

[McD03] Sean A. C. McDo w ell. A computational study of the LiH

dimer. Journal of Computational Chemistry, 24(10):1201–

1207, July 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

McDo w ell:2008:CSS

[McD08] Sean A. C. McDo w ell. A comparativ e study of some red-

and blue-shifted linear H-b onded complexes of N

2

. Journal of

Computational Chemistry, 29(2):298–305, Jan uary 30, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Marun:2005:F CP

[MCF05] Ra ´ ul A. Bustos Mar ´ un, Eduardo A. Coronado, and Juan C.

F errero. Fitting complex p oten tial energy surfaces to sim-

ple mo del p oten tials: Application of the simplex-annealing

metho d. Journal of Computational Chemistry, 26(6):523–531,

April 30, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Marab otti:2007:NCS

[MCF07] Anna Marab otti, Gio v anni Colonna, and Angelo F acc hiano.

New computational strategy to analyze the in teractions of

ERα and ERβ with differen t ERE sequences. Journal of Com-

putational Chemistry, 28(6):1031–1041, April 30, 2007. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Mano jkumar:2005:TIM

[MCK05] T. K. Mano jkumar, Ch unzhi Cui, and Kw ang S. Kim. The-

oretical insigh ts in to the mec hanism of acet ylc holinesterase-

catalyzed acylation of acet ylc holine. Journal of Computational

Chemistry, 26(6):606–611, April 30, 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mc k ee:2007:MHE

[Mc k07a] Mic hael L. Mc k ee. Mo deling h ydrogen ev olution from the

F e

4

S

4 and F e

8

S

9

X (X = N, C) clusters. Can a F eS high-spin

cluster serv e as a surrogate for the F eMo cofactor? Journal

of Computational Chemistry, 28(11):1796–1808, August 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Mc k ee:2007:MNF

[Mc k07b] Mic hael L. Mc k ee. Mo deling the nitrogenase F eMo cofactor

with high-spin F e

8

S

9

X

+

(X = N, C) clusters. Is the first step

for N

2 reduction to NH

3 a concerted dih ydrogen transfer?

Journal of Computational Chemistry, 28(8):1342–1356, June

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Mongan:2004:CPM

[MCM04] John Mongan, Da vid A. Case, and J. Andrew McCammon.

Constan t pH molecular dynamics in generalized Born implicit

solv en t. Journal of Computational Chemistry, 25(16):2038–

2048, Decem b er 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Masetti:2008:MHP

[MCR08] Matteo Masetti, Andrea Ca v alli, and Maurizio Recanatini.

Mo deling the hER

G p otassium c hannel in a phospholipid bi-

la y er: Molecular dynamics and drug do c king studies. Journal

of Computational Chemistry, 29(5):795–808, April 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Matsubara:2008:IEE

[MD A08] T oshiaki Matsubara, Mic hel Dupuis, and Misak o Aida. An

insigh t in to the en vironmen tal effects of the p o c k et of the ac-

tiv e site of the enzyme. Ab initio ONIOM-molecular dynamics

(MD) study on cytosine deaminase. Journal of Computational

Chemistry, 29(3):458–465, F ebruary 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Munoz:2004:PEB

[MDI04] D. Mu ~ noz, C. De Graaf, and F. Illas. Putting error bars on

the Ab Initio theoretical estimates of the magnetic coupling

constan ts: the paren t comp ounds of sup erconducting cuprates

as a case study

. Journal of Computational Chemistry, 25(10):

1234–1241, July 30, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Musc h:2006:DMN

[ME06] P atric k Musc h and Bernd Engels. DIESEL–MP2: a new

program to p erform large-scale m ultireference-MP2 computa-

tions. Journal of Computational Chemistry, 27(10):1055–1062,

July 30, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Meiro vitc h:2002:PCP

[Mei02] Hagai Meiro vitc h. P olymer collapse, protein folding, and the

p ercolation threshold. Journal of Computational Chemistry,

23(1):166–171, Jan uary 15, 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

with selectiv e receptor flexibilit y . Journal of Computational

Chemistry, 30(16):2785–2791, Decem b er 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mey er:2005:ISP

[MHS05] Mic hael Mey er, Alexandre Ho cquet, and J ¨ urgen S ¨ uhnel. In-

teraction of so dium and p otassium ions with sandwic hed

cytosine-, guanine-, th ymine-, and uracil-base tetrads. Jour-

nal of Computational Chemistry, 26(4):352–364, Marc h 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Mohle:2001:DPP

[MHT01] Kerstin M¨ ohle, Hans-J¨ org Hofmann, and W alter Thiel. De-

scription of p eptide and protein secondary structures emplo y-

ing semiempirical metho ds. Journal of Computational Chem-

istry, 22(5):509–520, April 15, 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Merlitz:2004:F AA

[MHW04] H. Merlitz, T. Herges, and W. W enzel. Fluctuation analy-

sis and accuracy of a large-scale in silico screen. Journal of

Computational Chemistry, 25(13):1568–1575, Octob er 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Mitrasino vic:2001:QCP

[Mit01] P etar M. Mitrasino vic. Quan titativ e c haracterization of the

P C b onds in ylides of phosphorus. Journal of Computa-

tional Chemistry, 22(13):1387–1395, Octob er 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ji:2007:KMH

[mJlZsLyL07] Y ue meng Ji, Xiao lei Zhao, Ze sheng Li, and Jing y ao Liu.

Kinetic mec hanism of the h ydrogen abstraction reactions of

the c hlorine atoms with CH

3

CF

2

Cl and CH

3

CF Cl

2

: a dual

lev el direct dynamics study

. Journal of Computational Chem-

istry, 28(5):975–983, April 15, 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ji:2008:TDS

[mJlZyL

+

08] Y ue meng Ji, Xiao lei Zhao, Jing y ao Liu, Ying W ang, and

Ze sheng Li. Theoretical dynamic studies on the reactions

of CH

3

C(O)CH

3−n

Cl

n

(n = 0–3) with the c hlorine atom.

Journal of Computational Chemistry, 29(5):809–819, April 15,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Masso v a:2002:PKM

[MK02] Irina Masso v a and P eter A. Kollman. p K

a

, MM, and QM

studies of mec hanisms of β -lactamases and p enicillin-binding

proteins: Acylation step. Journal of Computational Chem-

istry, 23(16):1559–1576, Decem b er 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mak o wski:2006:EAE

[MK GA06] Marcin Mak o wski, Jacek Korc ho wiec, F eng Long Gu, and

Y urik o Aoki. Efficiency and accuracy of the elongation metho d

as applied to the electronic structures of large systems. Jour-

nal of Computational Chemistry, 27(13):1603–1619, Octob er

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Mancera:2004:LPD

[MKT04] Ricardo L. Mancera, P er K¨ allblad, and Nik ola y P . T o doro v.

Ligand–protein do c king using a quan tum sto c hastic tunneling

optimization metho d. Journal of Computational Chemistry,

25(6):858–864, April 30, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Mosk alev a:2000:UID

[ML00] L. V. Mosk alev a and M. C. Lin. Unimolecular isomerization/

decomp osition of cyclop en tadien yl and related bimolecular re-

v erse pro cess: ab initio MO/statistical theory study

. Journal

of Computational Chemistry, 21(6):415–425, April 30, 2000.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ma:2000:MPI

[MLA00] Buy ong Ma, Jenn-Huei Lii, and Norman L. Allinger. Molec-

ular p olarizabilities and induced dip ole momen ts in molecu-

lar mec hanics. Journal of Computational Chemistry, 21(10):

813–825, July 30, 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Mok:2001:ICS

[MLCD01] Daniel K. W. Mok, Edmond P

. F. Lee, F o o-Tim Chau, and

John M. Dyk e. Ab initio calculations on the and states of

AlNC and sim ulation of the AlNC– emission sp ectra. Jour-

nal of Computational Chemistry, 22(16):1896–1906, Decem b er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Martineau:2004:BFD

[MLG04] Eric Martineau, Pierre-Jean L’Heureux, and John R. Gunn.

Biased fragmen t distribution in MC sim ulation of protein fold-

ing. Journal of Computational Chemistry, 25(15):1895–1903,

No v em b er 30, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Molina:2003:IED

[MLJ03] P ablo A. Molina, Hui Li, and Jan H. Jensen. In traprotein elec-

trostatics deriv ed from first principles: Divide-and-conquer

approac hes for QM/MM calculations. Journal of Computa-

tional Chemistry, 24(16):1971–1979, Decem b er 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ma:2006:MCI

[MLL06] Jing Ma, Sh uh ua Li, and W ei Li. A m ultireference configura-

tion in teraction metho d based on the separated electron pair

w a v e functions. Journal of Computational Chemistry, 27(1):

39–47, Jan uary 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Milgram:2008:SIK

[MLL08a] R. J. Milgram, Guanfeng Liu, and J. C. Latom b e. On the

structure of the in v erse kinematics map of a fragmen t of pro-

tein bac kb one. Journal of Computational Chemistry, 29(1):

50–68, Jan uary 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Min:2008:CBS

[MLL

+

08b] Seung Kyu Min, Eun Cheol Lee, Han My oung Lee,

Dong Y oung Kim, Dongw o ok Kim, and Kw ang S. Kim. Com-

plete basis set limit of ab initio binding energies and geo-

metrical parameters for v arious t ypical t yp es of complexes.

Journal of Computational Chemistry, 29(8):1208–1221, June

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ma y er:2000:CDC

[MM00] Bernd Ma y er and Giancarlo Marconi. Circular dic hroic

constrained structure optimization of homoalanine p eptides.

Journal of Computational Chemistry, 21(4):270–281, Marc h

2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Mishra:2002:ITS

[MM02] S. K. Mishra and P

. C. Mishra. An ab initio theoretical study

of electronic structure and prop erties of 2’-deo xyguanosine

in gas phase and aqueous media. Journal of Computational

Chemistry, 23(5):530–540, April 15, 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Martinez:2003:PO A

[MM03] Jos ´ e Mario Mart ´ ınez and Leandro Mart ´ ınez. P ac king opti-

mization for automated generation of complex system’s initial

configurations for molecular dynamics and do c king. Journal of

Computational Chemistry, 24(7):819–825, Ma y 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Macias:2005:CI I

[MM05] Alba T. Macias and Alexander D. MacKerell Jr. CH/π in-

teractions in v olving aromatic amino acids: Refinemen t of the

CHARMM tryptophan force field. Journal of Computational

Chemistry, 26(14):1452–1463, No v em b er 15, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Milani:2007:GAD

[MM07] G. Milani and F. Milani. Genetic algorithm for the de-

termination of bino dal curv es in ternary systems p olymer–

liquid(1)–liquid(2) and p olymer(1)–p olymer(2)–solv en t. Jour-

nal of Computational Chemistry, 28(13):2203–2215, Octob er

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Mallik:2002:DED

[MML02] Buddhadeb Mallik, Artem Masuno v, and Themis Lazaridis.

Distance and exp osure dep enden t effectiv e dielectric function.

Journal of Computational Chemistry, 23(11):1090–1099, Au-

gust 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Marec hal:2006:DSR

[MML

+

06] Jean-Didier Mar ´ ec hal, F eliu Maseras, Agust ´ ı Lled´ os, Lil-

iane Moua w ad, and Da vid P erahia. A DFT study on the

relativ e affinit y for o xygen of the α and β subunits of

hemoglobin. Journal of Computational Chemistry, 27(12):

1446–1453, Septem b er 2006. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Mak o wsk a:2005:TCH

[MMLC05] Joanna Mak o wsk a, Mariusz Mak o wski, Adam Liw o, and Lec h

Chm urzy ´ nski. Theoretical calculations of homo conjugation

equilibrium constan ts in systems mo deling acid–base in terac-

tions in side c hains of biomolecules using the p oten tial of mean

force. Journal of Computational Chemistry, 26(3):235–242,

F ebruary 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ma y aan:2007:CFF

[MMMY07] Ev elyn Ma y aan, Adam Moser, Alexander D. MacKerell Jr.,

and Darrin M. Y ork. CHARMM force field parameters for sim-

ulation of reactiv e in termediates in nativ e and thio-substituted

rib ozymes. Journal of Computational Chemistry, 28(2):495–

507, Jan uary 30, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Moad:2007:NVD

[MMP

+

07] Andrew J. Moad, Charles W. Moad, John M. P erry

, Ronald D.

W ampler, G. Scott Go ek en, Nathan J. Begue, Tian Shen,

Randy Heiland, and Garth J. Simpson. NLOPredict: Visual-

ization and data analysis soft w are for nonlinear optics. Jour-

nal of Computational Chemistry, 28(12):1996–2002, Septem-

b er 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Mannfors:2001:PEM

[MMPK01] B. Mannfors, N. G. Mirkin, K. P almo, and S. Krimm. A p o-

larizable electrostatic mo del of the N -meth ylacetamide dimer.

Journal of Computational Chemistry, 22(16):1933–1943, De-

cem b er 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Merino:2007:RAP

[MMR

VH07] Gabriel Merino, Miguel A. M ´ endez-Ro jas, Alb erto V ela, and

Thomas Heine. Recen t adv ances in planar tetraco ordinate

carb on c hemistry

. Journal of Computational Chemistry, 28(1):

362–372, Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Mark:2002:SDL

[MN02] P ekk a Mark and Lennart Nilsson. Structure and dynamics

of liquid w ater with differen t long-range in teraction trunca-

tion and temp erature con trol metho ds in molecular dynam-

ics sim ulations. Journal of Computational Chemistry, 23(13):

1211–1219, Octob er 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Murga:2001:NA C

[MO01] Leonel F. Murga and Mary Jo Ondrec hen. Numerical asp ects

of the calculation of second h yp erp olarizabilities using the fi-

nite field metho d coupled with a simple Lanczos algorithm.

Journal of Computational Chemistry, 22(4):468–474, Marc h

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Miao:2009:MDO

[MO09] Yinglong Miao and P eter J. Ortolev a. Molecular dynamics/

order parameter extrap olation for bionanosystem sim ulations.

Journal of Computational Chemistry, 30(3):423–437, F ebru-

ary 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Maul:2007:DSU

[MOP

+

07] R. Maul, F. Ortmann, M. Preuss, K. Hannew ald, and F. Bec h-

stedt. DFT studies using sup ercells and pro jector-augmen ted

w a v es for structure, energetics, and dynamics of glycine, ala-

nine, and cysteine. Journal of Computational Chemistry, 28

(11):1817–1833, August 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Morita:2002:WPC

[Mor02] Akihiro Morita. W ater p olarizabilit y in condensed phase: ab

initio ev aluation b y cluster approac h. Journal of Computa-

tional Chemistry, 23(15):1466–1471, No v em b er 30, 2002. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Malcolm:2003:ADI

[MP03a] Nathaniel O. J. Malcolm and P aul L. A. P op elier. An algo-

rithm to delineate and in tegrate top ological basins in a three-

dimensional quan tum mec hanical densit y function. Journal of

Computational Chemistry, 24(10):1276–1282, July 30, 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Malcolm:2003:IAL

[MP03b] Nathaniel O. J. Malcolm and P aul L. A. P op elier. An im-

pro v ed algorithm to lo cate critical p oin ts in a 3D scalar field

as implemen ted in the program MORPHY. Journal of Com-

putational Chemistry, 24(4):437–442, Marc h 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Murph y:2000:MQM

[MPF00] R. B. Murph y , D. M. Philipp, and R. A. F riesner. A mixed

quan tum mec hanics/molecular mec hanics (QM/MM) metho d

for large-scale mo deling of c hemistry in protein en vironmen ts.

Journal of Computational Chemistry, 21(16):1442–1457, De-

cem b er 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Marsal:2002:VTV

[MR02] Philipp e Marsal and Mic hel Ro c he. V ariational treatmen t of

the vibrational Hamiltonian for NH

3 and H

2

NO. Journal of

Computational Chemistry, 23(5):541–547, April 15, 2002. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Maurer:2004:MAA

[MR04] Ric hard I. Maurer and Christopher A. Reynolds. A m ultila y-

ered approac h to appro ximating solute p olarization. Journal

of Computational Chemistry, 25(5):627–631, April 15, 2004.

els using the pairwise descreening appro ximation. Journal of

Computational Chemistry, 25(14):1760–1770, No v em b er 15,

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Muegge:2001:EL V

[Mue01] Ingo Muegge. Effect of ligand v olume correction on PMF

scoring. Journal of Computational Chemistry, 22(4):418–425,

Marc h 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Muino:2005:OCR

[Mui05] P edro L. Mui ~ no. The OH

•

+ CH

3

SH reaction: Supp ort for

an addition-elimination mec hanism from ab initio calculations.

Journal of Computational Chemistry, 26(6):612–618, April 30,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Manninen:2006:SGB

[MV06] P ekk a Manninen and Juha V aara. Systematic Gaussian basis-

set limit using completeness-optimized primitiv e sets. A case

for magnetic prop erties. Journal of Computational Chemistry,

27(4):434–445, Marc h 2006. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Meinek e:2005:OOO

[MVL

+

05] Matthew A. Meinek e, Charles F. V ardeman I I, T eng Lin,

Christopher J. F ennell, and J. Daniel Gezelter. OOPSE: an

ob ject-orien ted parallel sim ulation engine for molecular dy-

namics. Journal of Computational Chemistry, 26(3):252–271,

F ebruary 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Medv edev:2006:A TD

[MVLG06] N. N. Medv edev, V. P . V oloshin, V. A. Luc hnik o v, and M. L.

Ga vrilo v a. An algorithm for three-dimensional V oronoi S-

net w ork. Journal of Computational Chemistry, 27(14):1676–

1692, No v em b er 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Moman y:2000:CSC

[MW00] F. A. Moman y and J. L. Willett. Computational studies on

carb oh ydrates: I. Densit y functional ab initio geometry op-

timization on maltose conformations. Journal of Computa-

tional Chemistry, 21(13):1204–1219, Octob er 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mazur:2009:ADT

[MW09] Grzegorz Mazur and Rados la w W lo darczyk. Application of

the dressed time-dep enden t densit y functional theory for the

excited states of linear p oly enes. Journal of Computational

Chemistry, 30(5):811–817, April 15, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Meller:2002:MF G

[MWE02] Jarosla w Meller, Mic hael W agner, and Ron Elb er. Maxim um

feasibilit y guideline in the design and analysis of protein fold-

ing p oten tials. Journal of Computational Chemistry, 23(1):

111–118, Jan uary 15, 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Ma:2008:SO A

[MWL

+

08] Jian-Yi Ma, Jing-Bo W ang, Xiang-Y uan Li, Y ao Huang, Quan

Zh u, and Ke-Xiang F u. A study on orien tation and absorption

sp ectrum of in terfacial molecules b y using con tin uum mo del.

Journal of Computational Chemistry, 29(2):198–210, Jan uary

30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Morita:2008:PCSb

[MY08a] Masato Morita and Satoshi Y abushita. Photoionization cross

sections of H and H

2 with complex Gaussian-t yp e basis

functions optimized for the frequency-dep enden t p olarizabili-

ties. Journal of Computational Chemistry, 29(14):2471–2478,

No v em b er 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Morita:2008:PCSa

[MY08b] Masato Morita and Satoshi Y abushita. Photoionization cross

sections with optimized orbital exp onen ts within the complex

basis function metho d. Journal of Computational Chemistry,

29(14):2317–2329, No v em b er 15, 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Martin:2005:CD W

[MZ05] F. Martin and H. Zipse. Charge distribution in the w ater

molecule — a comparison of metho ds. Journal of Computa-

tional Chemistry, 26(1):97–105, Jan uary 15, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mor:2008:SPI

[MZL08] Amit Mor, Guy Ziv, and Y aak o v Levy

. Sim ulations of pro-

teins with inhomogeneous degrees of freedom: the effect of

thermostats. Journal of Computational Chemistry, 29(12):

1992–1998, Septem b er 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Nak am ura:2006:TP A

[NA06] Hideaki Nak am ura and Masaru Aniy a. Thermo dynamic prop-

erties of Ag

2

OB

2

O

3 glasses b y a mo dified scale-transformed

energy space sampling Mon te Carlo metho d. Journal of Com-

putational Chemistry, 27(4):471–477, Marc h 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Nak am ura:2002:MCS

[Nak02] Hideaki Nak am ura. Mon te Carlo sampling algorithm for

searc hing a scale-transformed energy space of p olyp eptides.

Journal of Computational Chemistry, 23(4):511–516, Marc h

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Nak aga w a:2007:PMP

[Nak07] Setsuk o Nak aga w a. P olarizable mo del p oten tial function for

n ucleic acid bases. Journal of Computational Chemistry, 28

(9):1538–1550, July 15, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Nifosi:2007:VSS

[NA T07] Riccardo Nifos ´ ı, Pietro Amat, and V alen tina T ozzini. V aria-

tion of sp ectral, structural, and vibrational prop erties within

the in trinsically fluorescen t proteins family: a densit y func-

tional study

. Journal of Computational Chemistry, 28(14):

2366–2377, No v em b er 15, 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Nair:2004:MDI

[NBJ04] Nisan th N. Nair, Thomas Bredo w, and Karl Jug. Molecular

dynamics implemen tation in MSINDO: Study of silicon clus-

ters. Journal of Computational Chemistry, 25(10):1255–1263,

July 30, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Nak ata:2004:ETS

[NBTN04a] A. Nak ata, T. Baba, H. T ak ahashi, and H. Nak ai. Erra-

tum: Theoretical study on the excited states of psoralen com-

p ounds b onded to a th ymine residue. Journal of Compu-

tational Chemistry, 25(3):309, F ebruary 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic). See

[NBTN04b ].

Nak ata:2004:TSE

[NBTN04b] A. Nak ata, T. Baba, H. T ak ahashi, and H. Nak ai. Theoretical

study on the excited states of psoralen comp ounds b onded to a

th ymine residue. Journal of Computational Chemistry, 25(2):

179–188, Jan uary 30, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic). See erratum [NBTN04a ].

Nanias:2005:PSP

[NCO

+

05] Marian Nanias, Maurizio Chinc hio, Stanis la w O ldziej, Cezary

Czaplewski, and Harold A. Sc heraga. Protein structure pre-

diction with the UNRES force-field using Replica-Exc hange

Mon te Carlo-with-Minimization; Comparison with MCM,

CSA, and CFMC. Journal of Computational Chemistry, 26

(14):1472–1486, No v em b er 15, 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Neese:2003:IRI

[Nee03] F rank Neese. An impro v emen t of the resolution of the iden tit y

appro ximation for the formation of the Coulom b matrix. Jour-

nal of Computational Chemistry, 24(14):1740–1747, No v em b er

15, 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Netzloff:2004:FFD

[NG04] Heather M. Netzloff and Mark S. Gordon. F ast fragmen ts:

the dev elopmen t of a parallel effectiv e fragmen t p oten tial

metho d. Journal of Computational Chemistry, 25(15):1926–

1936, No v em b er 30, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Nem ukhin:2003:FEF

[NGTB03] A. V. Nem ukhin, B. L. Grigorenk o, I. A. T op ol, and S. K.

Burt. Flexible effectiv e fragmen t QM/MM metho d: V alida-

tion through the c hallenging tests. Journal of Computational

Chemistry, 24(12):1410–1420, Septem b er 2003. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Nguy en:2005:CEI

[NHH05] Thanh Ha Nguy en, Da vid E. Hibbs, and Si^ an T. Ho w ard.

Conformations, energies, and in tramolecular h ydrogen b onds

in dicarb o xylic acids: Implications for the design of syn thetic

dicarb o xylic acid receptors. Journal of Computational Chem-

istry, 26(12):1233–1241, Septem b er 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Nak ashima:2006:RBF

[NHN06] Hiro yuki Nak ashima, Jun-Y a Hasega w a, and Hiroshi Nak at-

suji. On the rev ersible O

2 binding of the F e–p orph yrin com-

plex. Journal of Computational Chemistry, 27(4):426–433,

Marc h 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Nilsson:2009:ETL

[Nil09] Lennart Nilsson. Efficien t table lo okup without in v erse square

ro ots for calculation of pair wise atomic in teractions in classi-

cal sim ulations. Journal of Computational Chemistry, 30(9):

1490–1498, July 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Nan tasenamat:2007:PGS

[NINA T

+

07] Chanin Nan tasenamat, Chartc halerm Isarankura-Na-Ayudh y a,

Natta T ansila, Thanak orn Naenna, and Virap ong Prac ha y a-

sittikul. Prediction of GFP sp ectral prop erties using artificial

neural net w ork. Journal of Computational Chemistry, 28(7):

1275–1289, Ma y 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Naido o:2001:WSA

[NK01] Kevin J. Naido o and Mic helle Kuttel. W ater structure ab out

the dimer and hexamer rep eat units of am ylose from molecular

dynamics computer sim ulations. Journal of Computational

Chemistry, 22(4):445–456, Marc h 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Nak ai:2006:ED A

[NK06] Hiromi Nak ai and Y asuaki Kikuc hi. Energy densit y analy-

sis of cluster size dep endence of surface–molecule in teractions

(I I): F ormate adsorption on to a Cu(111) surface. Journal of

Computational Chemistry, 27(8):917–925, June 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Nak am ura:2002:NMP

[NKIS02] Sh ugo Nak am ura, Daisuk e Ky ono, Mitsunori Ik eguc hi, and

Ken taro Shimizu. New metho d for parallel computation of

Hessian matrix of conformational energy function in in ternal

co ordinates. Journal of Computational Chemistry, 23(4):463–

469, Marc h 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Nikitin:2007:NSS

[NL07] Alexei M. Nikitin and Alexander P

. Lyubartsev. New six-site

acetonitrile mo del for sim ulations of liquid acetonitrile and its

aqueous mixtures. Journal of Computational Chemistry, 28

(12):2020–2026, Septem b er 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Neihsial:2008:NHB

[NL08] Siamkhan thang Neihsial and Ric hard H. Duncan Lyngdoh.

No v el H-b onded base dimers as rep eat units for information-

b earing self-asso ciativ e duplexes: a B3L

YP/6-31G* searc h.

Journal of Computational Chemistry, 29(11):1788–1797, Au-

gust 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Niu:2009:HPC

[NLL

+

09] Bing Niu, Lin Lu, Liang Liu, Tian Hong Gu, Kai-Y an F eng,

W en-Cong Lu, and Y u-Dong Cai. HIV-1 protease clea v age site

prediction based on amino acid prop ert y . Journal of Compu-

tational Chemistry, 30(1):33–39, Jan uary 15, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Nob eli:2001:EKB

[NMA

T01] Irene Nob eli, John B. O. Mitc hell, Alexander Alex, and

Janet M. Thorn ton. Ev aluation of a kno wledge-based p o-

ten tial of mean force for scoring do c k ed protein–ligand com-

plexes. Journal of Computational Chemistry, 22(7):673–688,

Ma y 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Editorship:2004:A

[Nor04] North American Editorship. Announcemen t. Journal of Com-

putational Chemistry, 25(1):i, Jan uary 15, 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Neugebauer:2004:V CL

[NR04] Johannes Neugebauer and Markus Reiher. Vibrational cen ter–

ligand couplings in transition metal complexes. Journal of

Computational Chemistry, 25(4):587–597, Marc h 2004. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Neugebauer:2002:QCC

[NRKH02] Johannes Neugebauer, Markus Reiher, Carsten Kind, and

Bernd A. Hess. Quan tum c hemical calculation of vibrational

sp ectra of large molecules — Raman and IR sp ectra for Buc k-

minsterfullerene. Journal of Computational Chemistry, 23(9):

895–910, July 15, 2002. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Norb erg:2008:MRR

[NSB08] Daniel Norb erg and Nessima Salhi-Benac henhou. McLaf-

fert y rearrangemen t of the radical cations of butanal and 3-

fluorobutanal: a theoretical in v estigation of the concerted and

step wise mec hanisms. Journal of Computational Chemistry,

29(3):392–406, F ebruary 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Noro:2007:R CB

[NSO

+

07] T ak eshi Noro, Masahiro Sekiy a, Y ou Osanai, T oshik atsu Koga,

and Hisashi Matsuy ama. Relativistic correlating basis sets for

Oakley:2005:LMP

[OGH05] Mark T. Oakley

, Jonathan M. Garibaldi, and Jonathan D.

Hirst. Lattice mo dels of p eptide aggregation: Ev aluation of

conformational searc h algorithms. Journal of Computational

Chemistry, 26(15):1638–1646, No v em b er 30, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Otsuk a:2002:T AE

[OKE

+

02] T ak ao Otsuk a, Seiji Koizumi, Kazunak a Endo, Hiro yuki

Ka w ab e, and Delano P

. Chong. Theoretical Auger electron

sp ectra of p olymers b y densit y functional theory calculations

using mo del dimers. Journal of Computational Chemistry, 23

(3):394–401, F ebruary 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Ono:2002:CFF

[OKH

+

02] Satoshi Ono, Masatak a Kuro da, Junic hi Higo, Nobuyuki

Nak a jima, and Haruki Nak am ura. Calibration of force-field de-

p endency in free energy landscap es of p eptide conformations

b y quan tum c hemical calculations. Journal of Computational

Chemistry, 23(4):470–476, Marc h 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ozk an:2004:CSP

[OM04] S. Ban u Ozk an and Hagai Meiro vitc h. Conformational searc h

of p eptides and proteins: Mon te Carlo minimization with an

adaptiv e bias metho d applied to the heptap eptide deltorphin.

Journal of Computational Chemistry, 25(4):565–572, Marc h

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

ODonoh ue:2000:PNT

[OML

+

00] M. F. O’Donoh ue, E. Minasian, S. J. Leac h, A. W. Burgess,

and H. R. T reutlein. PEPCA

T — a new to ol for conforma-

tional analysis of p eptides. Journal of Computational Chem-

istry, 21(6):446–461, April 30, 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ode:2008:FFP

[OMNH08] Hirotak a Ode, Y uri Matsuo, Saburo Ney a, and T yuji Hoshino.

F orce field parameters for rotation around χ torsion axis in

n ucleic acids. Journal of Computational Chemistry, 29(15):

2531–2542, No v em b er 30, 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Otsuk a:2007:WT A

[ON07] T ak ao Otsuk a and Hiromi Nak ai. W a v elet transform analy-

sis of ab initio molecular dynamics sim ulation: Application

to core-excitation dynamics of BF

3

. Journal of Computa-

tional Chemistry, 28(6):1137–1144, April 30, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ono:2000:PFE

[ONHN00] Satoshi Ono, Nobuyuki Nak a jima, Junic hi Higo, and Haruki

Nak am ura. P eptide free-energy profile is strongly dep enden t

on the force field: Comparison of C96 and AMBER95. Jour-

nal of Computational Chemistry, 21(9):748–762, July 15, 2000.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Oh ta:2004:IBC

[OO04] Y asuhito Oh ta and Ko ji Oh ta. In tercon v ersion b eha vior of

the C H b ond in the CH radical cation: ab initio molecular

dynamics study

. Journal of Computational Chemistry, 25(15):

1910–1919, No v em b er 30, 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Okum ura:2006:MME

[OO06] Hisashi Okum ura and Y uk o Ok amoto. Multibaric–m ultithermal

ensem ble molecular dynamics sim ulations. Journal of Compu-

tational Chemistry, 27(3):379–395, F ebruary 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Oza w a:2008:CHB

[OO08] T omonaga Oza w a and Kosuk e Ok azaki. CH/π h ydrogen b onds

determine the selectivit y of the Src homology 2 domain to t y-

rosine phosphot yrosyl p eptides: an ab initio fragmen t molec-

ular orbital study

. Journal of Computational Chemistry, 29

(16):2656–2666, Decem b er 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Oh tsuk a:2001:ETT

[OON01] Y uhki Oh tsuk a, Kazufumi Ohk a w a, and Hiroshi Nak atsuji.

Electron transfer in the c-t yp e cyto c hrome subunit of the pho-

tosyn thetic reaction cen ter of R ho dopseudomonas viridis : ab

initio theoretical study

. Journal of Computational Chemistry,

22(5):521–527, April 15, 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Oosten brink:2009:EFE

[Oos09] Chris Oosten brink. Efficien t free energy calculations on small

molecule host-guest systems — a com bined linear in teraction

energy/one-step p erturbation approac h. Journal of Computa-

tional Chemistry, 30(2):212–221, Jan uary 30, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Olano:2005:F CN

[OR05] L. Renee Olano and Stev en W. Ric k. Fluctuating c harge nor-

mal mo des: an algorithm for implemen ting molecular dynam-

ics sim ulations with p olarizable p oten tials. Journal of Com-

putational Chemistry, 26(7):699–707, Ma y 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ohno:2006:LSM

[OS06] Kazuki Ohno and Minoru Sakurai. Linear-scaling molecular

orbital calculations for the pKa v alues of ionizable residues

in proteins. Journal of Computational Chemistry, 27(7):906–

916, Ma y 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Oncak:2008:ESP

[OS08] Milan On ˇ c´ ak and Martin Srnec. Electronic structure and ph ys-

ical prop erties of M

i

X

i clusters (M = B, Al; X = N, P; i = 1,

2, 3): ab initio study

. Journal of Computational Chemistry,

29(2):233–246, Jan uary 30, 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Oliv a:2006:CSL

[OSA06] Josep M. Oliv a and Luis Serrano-Andr ´ es. A computational

study of the lo w est singlet and triplet states of neutral

and dianionic 1,2-substituted icosahedral and o ctahedral o-

carb oranes. Journal of Computational Chemistry, 27(4):524–

535, Marc h 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Okur:2003:UPC

[OSHS03] Asim Okur, Ben tley Stro c kbine, Viktor Hornak, and Carlos

Simmerling. Using PC clusters to ev aluate the transferabil-

it y of molecular mec hanics force fields for proteins. Journal

of Computational Chemistry, 24(1):21–31, Jan uary 15, 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

OBo yle:2008:CLP

[OTL08] No el M. O’Bo yle, Adam L. T enderholt, and Karol M. Langner.

cclib: a library for pac k age-indep enden t computational

c hemistry algorithms. Journal of Computational Chemistry,

29(5):839–845, April 15, 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Oosten brink:2003:SSP

[O V03] Chris Oosten brink and Wilfred F. V an Gunsteren. Single-

step p erturbations to calculate free energy differences from

unph ysical reference states: Limits on size, flexibilit y , and

c haracter. Journal of Computational Chemistry, 24(14):1730–

1739, No v em b er 15, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Oosten brink:2004:BFF

[O VMV04] Chris Oosten brink, Alessandra Villa, Alan E. Mark, and Wil-

fred F. V an Gunsteren. A biomolecular force field based on

the free en thalp y of h ydration and solv ation: the GR

OMOS

force-field parameter sets 53A5 and 53A6. Journal of Compu-

tational Chemistry, 25(13):1656–1676, Octob er 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ow ens:2005:SCE

[Ow e05] F rank J. Ow ens. Stabilit y of (C

60

)

2 and ep o xide dimers,

(C

60

)

2

O

N

, and their anions. Journal of Computational Chem-

istry, 26(8):803–806, June 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Okumoto:2001:CSB

[O Y01] Satoshi Okumoto and Shinic hi Y amab e. A computational

study of base-catalyzed reactions b et w een iso cy anates and

ep o xides affording 2-o xazolidones and iso cy an urates. Journal

of Computational Chemistry, 22(3):316–326, F ebruary 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Okumoto:2003:CSE

[O Y03] Satoshi Okumoto and Shinic hi Y amab e. Computational study

of ep o xy-amine reactions. Journal of Computational Chem-

istry, 24(2):244–253, Jan uary 30, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Oda:2005:NAF

[O YH05] Akifumi Oda, Noriyuki Y amaotsu, and Sh uic hi Hirono. New

AMBER force field parameters of heme iron for cyto c hrome

P450s determined b y quan tum c hemical calculations of sim-

plified mo dels. Journal of Computational Chemistry, 26(8):

818–826, June 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Oda:2009:ESA

[O YH09] Akifumi Oda, Noriyuki Y amaotsu, and Sh uic hi Hirono. Ev al-

uation of the searc hing abilities of HBOP and HBSITE for

binding p o c k et detection. Journal of Computational Chem-

istry, 30(16):2728–2737, Decem b er 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ok amoto:2009:CTC

[O YK

+

09] Ha jime Ok amoto, T etsuo Y amada, Sh uic hiro Kihara, Kazu-

masa T ak ec hi, Hiro yuki T ak agi, and Ky ozaburo T ak eda. Con-

formational transitions of cyclic D, L-p eptides. Journal of

Computational Chemistry, 30(6):962–973, April 30, 2009. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

P olo:2005:JSB

[P A05] Victor P olo and Juan Andr ´ es. A join t study based on the

electron lo calization function and catastrophe theory of the

c hameleonic and cen tauric mo dels for the Cop e rearrangemen t

of 1,5-hexadiene and its cy ano deriv ativ es. Journal of Com-

putational Chemistry, 26(14):1427–1437, No v em b er 15, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

P etrella:2003:IMN

[P ABK03] Rob ert J. P etrella, Ioan Andricioaei, Bernard R. Bro oks, and

Martin Karplus. An impro v ed metho d for non b onded list gen-

eration: Rapid determination of near-neigh b or pairs. Jour-

nal of Computational Chemistry, 24(2):222–231, Jan uary 30,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P acios:2006:CSP

[P ac06] Luis F. P acios. Computational study of the pro cess of h y-

drogen b ond breaking: the case of the formamide–formic acid

complex. Journal of Computational Chemistry, 27(14):1641–

1649, No v em b er 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P anczyk:2007:CIG

[P an07] T omasz P anczyk. Collisions of ideal gas molecules with a

rough/fractal surface. A computational study

. Journal of

Computational Chemistry, 28(3):681–688, F ebruary 2007. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

P olo:2007:NIB

[P AS07] Victor P olo, Juan Andres, and Bernard Silvi. New insigh ts

on the bridge carb on–carb on b ond in prop ellanes: a theo-

retical study based on the analysis of the electron lo calization

function. Journal of Computational Chemistry, 28(5):857–864,

April 15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P atil:2008:GCC

[P AS08] Sunil P atil, R. C. Aiy er, and K. C. Sharma. Globally con v er-

gen t computation of c hemical equilibrium comp osition. Jour-

nal of Computational Chemistry, 29(7):1032–1036, Ma y 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

P eriole:2009:PFE

[P A T

+

09] Xa vier P eriole, Lucy R. Allen, Kamil T amiola, Alan E. Mark,

and Eman uele P aci. Probing the free energy landscap e of

the FBP28WW domain using m ultiple tec hniques. Journal of

Computational Chemistry, 30(7):1059–1068, Ma y 2009. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Price:2002:MPF

[PB02] Daniel J. Price and Charles L. Bro oks I I I. Mo dern protein

force fields b eha v e comparably in molecular dynamics sim ula-

tions. Journal of Computational Chemistry, 23(11):1045–1057,

August 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P atel:2004:CF Ca

[PB04] Sandeep P atel and Charles L. Bro oks I I I. CHARMM fluctuat-

ing c harge force field for proteins: I parameterization and ap-

plication to bulk organic liquid sim ulations. Journal of Com-

putational Chemistry, 25(1):1–16, Jan uary 15, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Price:2005:DCB

[PB05] Daniel J. Price and Charles L. Bro oks I I I. Detailed consid-

erations for a balanced and broadly applicable force field: a

study of substituted b enzenes mo deled with OPLS-AA. Jour-

nal of Computational Chemistry, 26(14):1529–1541, No v em-

b er 15, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P age:2006:CMP

[PB06] Christopher S. P age and P aul A. Bates. Can MM-PBSA cal-

culations predict the sp ecificities of protein kinase inhibitors?

Journal of Computational Chemistry, 27(16):1990–2007, De-

cem b er 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P endas:2007:CFR

[PBF07] A. Mart ´ ın P end´ as, M. A. Blanco, and E. F rancisco. Chemical

fragmen ts in real space: Definitions, prop erties, and energetic

decomp ositions. Journal of Computational Chemistry, 28(1):

161–184, Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

P endas:2009:SRR

[PBF09] A. Mart ´ ın P end´ as, M. A. Blanco, and E. F rancisco. Steric

repulsions, rotation barriers, and stereo electronic effects: a

real space p ersp ectiv e. Journal of Computational Chemistry,

30(1):98–109, Jan uary 15, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

tional Chemistry, 24(10):1157–1171, July 30, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P erczel:2003:PMX

[PFJ

+

03] Andr´ as P erczel,

¨

Od¨ on F ark as, Imre J´ akli, Igor A. T op ol, and

Imre G. Csizmadia. P eptide mo dels. XXXI I I. Extrap olation of

lo w-lev el Hartree–F o c k data of p eptide conformation to large

basis set SCF, MP2, DFT, and CCSD(T) results. The Ra-

mac handran surface of alanine dip eptide computed at v arious

lev els of theory

. Journal of Computational Chemistry, 24(9):

1026–1042, July 15, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P ereira:2004:MRR

[PFR04a] Susana P ereira, P edro Alexandrino F ernandes, and Maria Jo~ ao

Ramos. Mec hanism for rib on ucleotide reductase inactiv ation

b y the an ticancer drug gemcitabine. Journal of Computa-

tional Chemistry, 25(10):1286–1294, July 30, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P ereira:2004:TSR

[PFR04b] Susana P ereira, P edro Alexandrino F ernandes, and Maria Jo~ ao

Ramos. Theoretical study of rib on ucleotide reductase

mec hanism-based inhibition b y 2’-azido-2’-deo xyrib on ucleoside

5’-diphosphates. Journal of Computational Chemistry, 25(2):

227–237, Jan uary 30, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

P acios:2001:I I I

[PG01] L. F. P acios and P

. C. G´ omez. In tramolecular in teractions

and in tramolecular h ydrogen b onding in conformers of gaseous

glycine. Journal of Computational Chemistry, 22(7):702–716,

Ma y 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Piacenza:2004:SQC

[PG04] M. Piacenza and S. Grimme. Systematic quan tum c hemi-

cal study of DNA-base tautomers. Journal of Computational

Chemistry, 25(1):83–99, Jan uary 15, 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

P erczel:2005:SSP

[PGC05] Andr´ as P erczel, Zolt´ an G´ asp´ ari, and Imre G. Csizmadia.

Structure and stabilit y of β -pleated sheets. Journal of Compu-

tational Chemistry, 26(11):1155–1168, August 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P acios:2006:V A C

[PGG06] Luis F. P acios, P edro C. G´ omez, and Oscar G´ alv ez. V aria-

tion of atomic c harges on proton transfer in strong h ydrogen

b onds: the case of anionic and neutral imidazole–acetate com-

plexes. Journal of Computational Chemistry, 27(14):1650–

1661, No v em b er 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P ettersen:2004:UCV

[PGH

+

04] Eric F. P ettersen, Thomas D. Go ddard, Conrad C. Huang,

Gregory S. Couc h, Daniel M. Green blatt, Elaine C. Meng, and

Thomas E. F errin. UCSF Chimera — a visualization system

for exploratory researc h and analysis. Journal of Computa-

tional Chemistry, 25(13):1605–1612, Octob er 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P eiro-Garcia:2003:ISM

[PGNG03] Julio P eir´ o-Garc ´ ıa and Ignacio Neb ot-Gil. Ab initio study

of the mec hanism of the atmospheric reaction: NO

2

+ O

3

→ NO

3

+ O

2

. Journal of Computational Chemistry, 24(13):

1657–1663, Octob er 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

P eiro-Garcia:2003:TIS

[PGRRNG03] Julio P eir´ o-Garc ´ ıa, V ´ ıctor M. Ram ´ ırez-Ram ´ ırez, and Igna-

cio Neb ot-Gil. A theoretical ab initio study on the H

2

NO

+ O

3 reaction. Journal of Computational Chemistry, 24(11):

1321–1328, August 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P erczel:2004:SIC

[PHF

C04] Andr´ as P erczel, P ´ eter Hud´ aky , Anna K. F ¨ uz ´ ery , and Imre G.

Csizmadia. Stabilit y issues of co v alen tly and nonco v alen tly

b onded p eptide subunits. Journal of Computational Chem-

istry, 25(8):1084–1100, June 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Praprotnik:2008:NAA

[PHH

+

08] Matej Praprotnik, Stank o Ho ˇ cev ar, Milan Ho do ˇ s ˇ cek, Matej

P enca, and Du ˇ sank a Jane ˇ zi ˇ c. New all-atom force field for

molecular dynamics sim ulation of an AlPO

4

-34 molecular

siev e. Journal of Computational Chemistry, 29(1):122–129,

Jan uary 15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P arta y:2008:NMD

[PHJ

+

08] L ´ ıvia B. P´ arta y , Gy¨ orgy Han tal, P´ al Jedlo vszky ,

´

Arp´ ad

Vincze, and George Horv ai. A new metho d for determining the

in terfacial molecules and c haracterizing the surface roughness

in computer sim ulations. Application to the liquid–v ap or in-

terface of w ater. Journal of Computational Chemistry, 29(6):

945–956, April 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Piacenza:2007:CQC

[PHK

G07] M. Piacenza, I. Hyla-Kryspin, and S. Grimme. A compar-

ativ e quan tum c hemical study of the ruthenium catalyzed

olefin metathesis. Journal of Computational Chemistry, 28

(14):2275–2285, No v em b er 15, 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

P arsons:2005:PCT

[PHR

+

05] Jero d P arsons, J. Bradley Holmes, J. Maurice Ro jas, Jerry

Tsai, and Charlie E. M. Strauss. Practical con v ersion from

torsion space to Cartesian space for in silico protein syn thesis.

Journal of Computational Chemistry, 26(10):1063–1068, July

30, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Pribil:2008:SDP

[PHRR08] Andreas B. Pribil, Thomas S. Hofer, Bernhard R. Randolf,

and Bernd M. Ro de. Structure and dynamics of phosphate ion

in aqueous solution: an ab initio QMCF MD study

. Journal

of Computational Chemistry, 29(14):2330–2334, No v em b er 15,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Pinak:2001:MDS

[Pin01] Mirosla v Pinak. Molecular dynamics sim ulation of th ymine

glycol-lesioned DNA rev eals sp ecific h ydration at the le-

sion. Journal of Computational Chemistry, 22(15):1723–1731,

No v em b er 30, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Pinak:2003:OLB

[Pin03] Mirosla v Pinak. 8-o xoguanine lesioned B-DNA molecule com-

plexed with repair enzyme hOGG1: a molecular dynamics

study

. Journal of Computational Chemistry, 24(7):898–907,

Ma y 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

P orw al:2007:PSP

[PJB

+

07] Gaura v P orw al, Sw apnil Jain, S. Dhilly Babu, Deepak Singh,

Heman t Nana v ati, and San tosh Noronha. Protein struc-

ture prediction aided b y geometrical and probabilistic con-

strain ts. Journal of Computational Chemistry, 28(12):1943–

1952, Septem b er 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P erez-Jimenez:2007:MMW

[PJPJdPRMI07]

´

Angel J. P ´ erez-Jim ´ enez, Jos ´ e M. P ´ erez-Jord´ a, Ib ´ erio de P

. R. Mor-

eira, and F rancesc Illas. Merging m ulticonfigurational w a v e-

functions and correlation functionals to predict magnetic cou-

pling constan ts. Journal of Computational Chemistry, 28(16):

2559–2568, Decem b er 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

P atra:2004:SCF

[PK04] Mic hael P atra and Mikk o Karttunen. Systematic comparison

of force fields for microscopic sim ulations of NaCl in aqueous

solutions: Diffusion, free energy of h ydration, and structural

prop erties. Journal of Computational Chemistry, 25(5):678–

689, April 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P etrella:2005:EEF

[PK05] Rob ert J. P etrella and Martin Karplus. Electrostatic ener-

gies and forces computed without explicit in terparticle in terac-

tions: a linear time complexit y form ulation. Journal of Com-

putational Chemistry, 26(8):755–787, June 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P onec:2008:SBB

[PLC08] Rob ert P onec, Gy¨ orgy Lendv a y , and Joaquin Cha v es. Struc-

ture and b onding in bin uclear metal carb on yls from the anal-

ysis of domain a v eraged F ermi holes. I. F e

2

(CO)

9 and Co

2

(CO)

8

. Journal of Computational Chemistry, 29(9):1387–

1398, July 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P ereiraDaSilv a:2002:QBP

[PM02] Andre Elv as P ereira Da Silv a and Geraldo Magela E. Silv a.

Quan tum bits with p oly acet ylene. Journal of Computational

Chemistry, 23(9):870–873, July 15, 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

P atel:2004:CF Cb

[PMB04] Sandeep P atel, Alexander D. Mac k erell Jr., and Charles L.

Bro oks I I I. CHARMM fluctuating c harge force field for pro-

teins: I I. Protein/solv en t prop erties from molecular dynamics

sim ulations using a nonadditiv e electrostatic mo del. Jour-

nal of Computational Chemistry, 25(12):1504–1514, Septem-

b er 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Pisani:2008:PLM

[PMC

+

08] Cesare Pisani, Lorenzo Masc hio, Silvia Casassa, Migen Halo,

Martin Sc h ¨ utz, and Denis Usvy at. P erio dic lo cal MP2 metho d

for the study of electronic correlation in crystals: Theory and

preliminary applications. Journal of Computational Chem-

istry, 29(13):2113–2124, Octob er 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

P appalardo:2003:FEP

[PMGL03] Matteo P appalardo, Danilo Milardi, Domenico M. Grasso, and

Carmelo La Rosa. F ree energy p erturbation and molecular

dynamics calculations of copp er binding to azurin. Journal

of Computational Chemistry, 24(6):779–785, April 30, 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

P olitzer:2003:EPC

[PML03] P eter P olitzer, Jane S. Murra y , and P at Lane. Electro-

static p oten tials and co v alen t radii. Journal of Computational

Chemistry, 24(4):505–511, Marc h 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Prabhak ar:2005:CSV

[PMM05] Ra jeev Prabhak ar, Keiji Morokuma, and Djamaladdin G.

Musaev. A comparativ e study of v arious computational ap-

proac hes in calculating the structure of p yrido xal 5’-phosphate

(PLP)-dep enden t β -ly ase protein. The imp ortance of protein

en vironmen t. Journal of Computational Chemistry, 26(5):

443–446, April 15, 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Prabhak ar:2006:DSM

[PMM06] Ra jeev Prabhak ar, Keiji Morokuma, and Djamaladdin G.

Musaev. A DFT study of the mec hanism of Ni sup ero xide dis-

m utase (NiSOD): Role of the activ e site cysteine-6 residue in

the o xidativ e half-reaction. Journal of Computational Chem-

istry, 27(12):1438–1445, Septem b er 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Piquemal:2005:CSD

[PMPGP05] Jean-Philip Piquemal, An tonio Marquez, Olivier P arisel, and

Claude Giessner-Prettre. A CSO

V study of the difference b e-

t w een HF and DFT in termolecular in teraction energy v alues:

the imp ortance of the c harge transfer con tribution. Journal of

Computational Chemistry, 26(10):1052–1062, July 30, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Pro ject:2008:PCP

[PNG08] Elad Pro ject, Esther Nac hliel, and Menac hem Gutman. P a-

rameterization of Ca

+2

–protein in teractions for molecular dy-

namics sim ulations. Journal of Computational Chemistry, 29

(7):1163–1169, Ma y 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P age:2003:GES

[PO03] Christopher S. P age and Massimo Olivucci. Ground and ex-

cited state CASPT 2 geometry optimizations of small organic

molecules. Journal of Computational Chemistry, 24(3):298–

309, F ebruary 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P ogliani:2003:CGC

[P og03] Lionello P ogliani. Complete graph conjecture for inner-core

electrons: Homogeneous index case. Journal of Computa-

tional Chemistry, 24(9):1097–1109, July 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P ogliani:2006:HPM

[P og06] Lionello P ogliani. The h ydrogen p erturbation in molecular

connectivit y computations. Journal of Computational Chem-

istry, 27(7):868–882, Ma y 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Price:2001:GPL

[POJ01] Melissa L. P

. Price, Dennis Ostro vsky

, and William L. Jor-

gensen. Gas-phase and liquid-state prop erties of esters, ni-

triles, and nitro comp ounds with the OPLS-AA force field.

Journal of Computational Chemistry, 22(13):1340–1352, Oc-

tob er 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

P omelli:2004:TIG

[P om04] Christian Silvio P omelli. A tessellationless in tegration grid

for the p olarizable con tin uum mo del reaction field. Jour-

nal of Computational Chemistry, 25(12):1532–1541, Septem-

b er 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

P alfi:2008:HSC

[PP08a] Vill˝ o K. P´ alfi and Andr´ as P erczel. Ho w stable is a collagen

triple helix? An ab initio study on v arious collagen and β -sheet

forming sequences. Journal of Computational Chemistry, 29

(9):1374–1386, July 15, 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Pilme:2008:ABC

[PP08b] Julien Pilm ´ e and Jean-Philip Piquemal. Adv ancing b ey ond

c harge analysis using the electronic lo calization function:

Chemically in tuitiv e distribution of electrostatic momen ts.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Pierce:2000:CSM

[PSDM00] N. A. Pierce, J. A. Spriet, J. Desmet, and S. L. Ma y o. Con-

formational splitting: a more p o w erful criterion for dead-end

elimination. Journal of Computational Chemistry, 21(11):

999–1009, August 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Piacenza:2008:TEE

[PSF

+

08] M. Piacenza, F. Della Sala, E. F abiano, T. Maiolo, and

G. Gigli. T orsional effects on excitation energies of thiophene

deriv ativ es induced b y β -substituen ts: Comparison b et w een

time-dep enden t densit y functional theory and appro ximated

coupled cluster approac hes. Journal of Computational Chem-

istry, 29(3):451–457, F ebruary 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

P oulain:2008:IPD

[PSHP08] P . P oulain, A. Saladin, B. Hartmann, and C. Pr ´ ev ost. Insigh ts

on protein-DNA recognition b y coarse grain mo delling. Jour-

nal of Computational Chemistry, 29(15):2582–2592, No v em-

b er 30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Pula y:2005:AEA

[PSMB05] P eter Pula y , Sv ein Saeb o, Massimo Malagoli, and Jon Bak er.

Accuracy and efficiency of atomic basis set metho ds v ersus

plane w a v e calculations with ultrasoft pseudop oten tials for

DNA base molecules. Journal of Computational Chemistry, 26

(6):599–605, April 30, 2005. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Preuss:2004:GES

[PSS

+

04] M. Preuss, W. G. Sc hmidt, K. Seino, J. F urthm ¨ uller, and

F. Bec hstedt. Ground- and excited-state prop erties of DNA

base molecules from plane-w a v e calculations using ultrasoft

pseudop oten tials. Journal of Computational Chemistry, 25(1):

112–122, Jan uary 15, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

P omelli:2001:SA T

[PTC01] Christian Silvio P omelli, Jacop o T omasi, and Rob erto Cammi.

A Symmetry adapted tessellation of the GEPOL surface:

applications to molecular prop erties in solution. Journal

of Computational Chemistry, 22(12):1262–1272, Septem b er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Piris:2009:IDO

[PU09] M. Piris and J. M. Ugalde. Iterativ e diagonalization for or-

bital optimization in natural orbital functional theory

. Jour-

nal of Computational Chemistry, 30(13):2078–2086, Octob er

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Pullan:2005:UPB

[Pul05] W a yne Pullan. An un biased p opulation-based searc h for the

geometry optimization of Lennard-Jones clusters: 2 ≤ N ≤

372. Journal of Computational Chemistry, 26(9):899–906, July

15, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

P ernp oin tner:2003:PF C

[PV03] Markus P ernp oin tner and Lucas Vissc her. P arallelization of

four-comp onen t calculations. I I. Symmetry-driv en paralleliza-

tion of the 4-Spinor CCSD algorithm. Journal of Compu-

tational Chemistry, 24(6):754–759, April 30, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Pyk a vy:2007:SQC

[PV07] Mikhail Pyk a vy and Christoph V an W ¨ ullen. A systematic

quan tum c hemical in v estigation of the C H b ond activ ation in

methane b y gas phase v anadium o xide cation V O

+

. Journal

of Computational Chemistry, 28(14):2252–2259, No v em b er 15,

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P ernp oin tner:2000:PF C

[PVdJB00] M. P ernp oin tner, L. Vissc her, W. A. de Jong, and R. Bro er.

P arallelization of four-comp onen t calculations. I. In tegral gen-

eration, SCF, and four-index transformation in the Dirac–

F o c k pac k age MOLFDIR. Journal of Computational Chem-

istry, 21(13):1176–1186, Octob er 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Prall:2001:SEB

[PWFS01] Matthias Prall, Alexander Wittk opp, Andrey A. F okin, and

P eter R. Sc hreiner. Substituen t effects on the Bergman cy-

clization of (Z)-1,5-hexadiyne-3-enes: a systematic computa-

tional study

. Journal of Computational Chemistry, 22(13):

1605–1614, Octob er 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Piquemal:2003:ILF

[PWHF

+

03] Jean-Philip Piquemal, Ben Williams-Hubbard, Natalie F ey ,

Rob ert J. Deeth, Nohad Gresh, and Claude Giessner-Prettre.

Inclusion of the ligand field con tribution in a p olarizable

molecular mec hanics: SIBF

A-LF. Journal of Computational

Chemistry, 24(16):1963–1970, Decem b er 2003. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic). See

erratum [PWHF

+

04 ].

Piquemal:2004:EIL

[PWHF

+

04] Jean-Philip Piquemal, Ben Williams-Hubbard, Natalie F ey ,

Rob ert J. Deeth, Nohad Gresh, and Claude Giessner-Prettre.

Erratum: Inclusion of the ligand field con tribution in a p o-

larizable molecular mec hanics: SIBF

A-LF. Journal of Com-

putational Chemistry, 25(2):308, Jan uary 30, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

See [PWHF

+

03 ].

P onec:2003:CSA

[PYCD03] Rob ert P onec, Gleb Y uzhak o v, and Ramon Carb´ o-Dorca.

Chemical structures from the analysis of domain-a v eraged

F ermi holes: Multiple metal metal b onding in transition metal

comp ounds. Journal of Computational Chemistry, 24(15):

1829–1838, No v em b er 30, 2003. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Pinsky:2003:SAE

[PYEA03] Mark Pinsky

, Dina Y ogev-Einot, and Da vid Avnir. Statisti-

cal analysis of the estimation of distance measures. Journal

of Computational Chemistry, 24(6):786–796, April 30, 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

P onec:2005:CSA

[PYS05] Rob ert P onec, Gleb Y uzhak o v, and Markku R. Sund-

b erg. Chemical structures from the analysis of domain-

a v eraged F ermi holes. Nature of the Mn Mn b ond in

bis(p en tacarb on ylmanganese). Journal of Computational

Chemistry, 26(5):447–454, April 15, 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Prabh u:2004:ITS

[PZS04] Ninad V. Prabh u, P eijuan Zh u, and Kim A. Sharp. Implemen-

tation and testing of stable, fast implicit solv ation in molec-

ular dynamics using the smo oth-p ermittivit y finite difference

P oisson–Boltzmann metho d. Journal of Computational Chem-

istry, 25(16):2049–2064, Decem b er 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

P ascale:2004:CVF

[PZW G

+

04] F. P ascale, C. M. Zico vic h-Wilson, F. L´ op ez Gejo, B. Civ alleri,

R. Orlando, and R. Do v esi. The calculation of the vibrational

frequencies of crystalline comp ounds and its implemen tation

in the CR YST AL co de. Journal of Computational Chemistry,

25(6):888–897, April 30, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Qu:2005:ESS

[QB05] Y uh ui Qu and Xiufang Bian. Electronic structure and sta-

bilit y of Al

n

P

n

(n = 2–4) clusters. Journal of Computational

Chemistry, 26(3):226–234, F ebruary 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Quinet:2001:A TS

[QCK01] Olivier Quinet, Beno ^ ıt Champagne, and Bernard Kirtman.

Analytical TDHF second deriv ativ es of dynamic electronic p o-

larizabilit y with resp ect to n uclear co ordinates. Application

to the dynamic ZPV

A correction. Journal of Computational

Chemistry, 22(16):1920–1932, Decem b er 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Quinet:2002:A TS

[QCK02] Olivier Quinet, Beno ^ ıt Champagne, and Bernard Kirtman.

Analytical TDHF second deriv ativ es of dynamic electronic p o-

larizabilit y with resp ect to n uclear co ordinates. Application

to the dynamic ZPV

A correction. Journal of Computational

Chemistry, 23(15):1495–1496, No v em b er 30, 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Qiu:2009:USV

[QLHL09] Jian-Ding Qiu, San-Hua Luo, Jian-Hua Huang, and Ru-Ping

Liang. Using supp ort v ector mac hines for prediction of pro-

tein structural classes based on discrete w a v elet transform.

Journal of Computational Chemistry, 30(8):1344–1350, June

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Queyro y:2009:NEE

[QNF09] S ´ ev erine Queyro y , Haruki Nak am ura, and Ikuo F ukuda. Nu-

merical examination of the extended phase-space v olume-

preserving in tegrator b y the Nos ´ e–Ho o v er molecular dynamics

equations. Journal of Computational Chemistry, 30(12):1799–

1815, Septem b er 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Qian:2001:NPO

[QSS01] Xiaoliang Qian, Daniel Strahs, and T amar Sc hlic k. A new

program for optimizing p erio dic b oundary mo dels of solv ated

biomolecules (PBCAID). Journal of Computational Chem-

istry, 22(15):1843–1850, No v em b er 30, 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Queralt:2008:AMS

[QTdG

+

08] N ´ uria Queralt, Da vid T aratiel, Co en de Graaf, Rosa Cabal-

lol, Renzo Cimiraglia, and Celestino Angeli. On the appli-

cabilit y of m ultireference second-order p erturbation theory to

study w eak magnetic coupling in molecular complexes. Jour-

nal of Computational Chemistry, 29(6):994–1003, April 30,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Quapp:2001:CQR

[Qua01] W olfgang Quapp. Commen t “On the quadratic reaction path

ev aluated in a reduced p oten tial energy surface mo del and the

problem to lo cate transition states” [b y J. M. Anglada, E.

Besal ´ u, J. M. Bofill, and R. Creh uet, J Comput Chem 2001,

22, 4, 387–406]. Journal of Computational Chemistry, 22(5):

537–540, April 15, 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic). See [ABBC01b, ABBC01b ].

Quapp:2004:RPP

[Qua04] W olfgang Quapp. Reaction path w a ys and pro jection op era-

tors: Application to string metho ds. Journal of Computa-

tional Chemistry, 25(10):1277–1285, July 30, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Quapp:2007:FTS

[Qua07] W olfgang Quapp. Finding the transition state without initial

guess: the gro wing string metho d for Newton tra jectory to iso-

merization and enan tiomerization reaction of alanine dip ep-

tide and p oly(15)alanine. Journal of Computational Chem-

istry, 28(11):1834–1847, August 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Qu:2004:DFI

[QZL

+

04] Zheng-W ang Qu, Hui Zh u, Ze-Sheng Li, Xing-Kang Zhang,

and Qi-Y uan Zhang. Densit y functional in v estigation of re-

action of b oroh ydride cation BH with prop ylene. Journal of

Computational Chemistry, 25(2):258–264, Jan uary 30, 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Qu:2003:DFI

[QZZZ03] Zheng-W ang Qu, Hui Zh u, Xing-Kang Zhang, and Qi-Y uan

Zhang. Densit y functional in v estigation on electron-transfer

catalysis of cyclorev ersion of cyclobutane: Radical anion

mec hanism. Journal of Computational Chemistry, 24(3):340–

344, F ebruary 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ramirez-Anguita:2009:FPDa

[RA GLL09a] Juan M. Ram ´ ırez-Anguita,

`

Angels Gonz´ alez-Lafon t, and

Jos ´ e M. Lluc h. F ormation path w a ys of DMSO from DMS-OH

in the presence of O

2 and NO

x

: a theoretical study

. Jour-

nal of Computational Chemistry, 30(2):173–182, Jan uary 30,

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ramirez-Anguita:2009:FPDb

[RA GLL09b] Juan M. Ram ´ ırez-Anguita,

`

Angels Gonz´ alez-Lafon t, and

Jos ´ e M. Lluc h. F ormation path w a ys of DMSO

2 in the addi-

tion c hannel of the OH-initiated DMS o xidation: a theoretical

study

. Journal of Computational Chemistry, 30(9):1477–1489,

July 15, 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Rao:2000:MSH

[Rao00a] Sreedhara V. Rao. Mec hanism of some 1:2 h ydrogen transfer

reactions through b ond v ariation indices. Journal of Com-

putational Chemistry, 21(14):1283–1291, No v em b er 15, 2000.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Raos:2000:IMF

[Rao00b] Nenad Raos. Iterativ e metho d for finding the lo w-energy con-

formations based on the concept of molecular v olumes. Jour-

nal of Computational Chemistry, 21(15):1353–1360, No v em-

b er 30, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Rapallo:2006:A US

[Rap06] Arnaldo Rapallo. An algorithm for the uniform sampling of

iso-energy surfaces and for the calculation of micro canonical

a v erages. Journal of Computational Chemistry, 27(4):414–

425, Marc h 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Rankin:2001:DFT

[RB01] Kathryn N. Rankin and Russell J. Bo yd. A densit y functional

theory study of the dimers of HX (X = F, Cl, and Br). Jour-

nal of Computational Chemistry, 22(13):1590–1597, Octob er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ren:2004:MGL

[R C04] Yi Ren and San-Y an Ch u. Mo dified Gaussian-2 lev el in v esti-

gation of the iden tit y ion-pair S

N

2 reactions of lithium halide

and meth yl halide with in v ersion and reten tion mec hanisms.

Journal of Computational Chemistry, 25(4):461–471, Marc h

binding en trop y substan tially impro v es do c king accuracy .

Journal of Computational Chemistry, 26(11):1089–1095, Au-

gust 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Ro driguez:2009:EGB

[RKA

+

09] Juan I. Ro dr ´ ıguez, Andreas M. K¨ oster, P aul W. Ay ers, Ana

San tos-V alle, Alb erto V ela, and Gabriel Merino. An efficien t

grid-based sc heme to compute QT

AIM atomic prop erties with-

out explicit calculation of zero-flux surfaces. Journal of Com-

putational Chemistry, 30(7):1082–1092, Ma y 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ryjacek:2003:NPC

[RKH03] Filip Ryj´ a ˇ cek, T om´ a ˇ s Kuba ˇ r, and P a v el Hobza. New param-

eterization of the Cornell et al. empirical force field co v er-

ing amino group nonplanarit y in n ucleic acid bases. Journal

of Computational Chemistry, 24(15):1891–1902, No v em b er 30,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Rassokhin:2001:NMM

[RLA01] Dmitrii N. Rassokhin, Victor S. Lobano v, and Dimitris K.

Agrafiotis. Nonlinear mapping of massiv e data sets b y fuzzy

clustering and neural net w orks. Journal of Computational

Chemistry, 22(4):373–386, Marc h 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Riv ero:2009:PPW

[RLDI09] P ablo Riv ero, Christoph Losc hen, Ib ´ erio De P

. R. Moreira,

and F rancesc Illas. P erformance of plane-w a v e-based LD A +

U and GGA + U approac hes to describ e magnetic coupling in

molecular systems. Journal of Computational Chemistry, 30

(14):2316–2326, No v em b er 15, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Rico:2004:EA C

[RLER04a] J. F ern´ andez Rico, R. L´ op ez, I. Ema, and G. Ram ´ ırez. Effi-

ciency of the algorithms for the calculation of Slater molecular

in tegrals in p oly atomic molecules. Journal of Computational

Chemistry, 25(16):1987–1994, Decem b er 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rico:2004:EPF

[RLER04b] J. F ern´ andez Rico, R. L´ op ez, I. Ema, and G. Ram ´ ırez. Elec-

trostatic p oten tials and fields from densit y expansions of de-

formed atoms in molecules. Journal of Computational Chem-

istry, 25(11):1347–1354, August 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rico:2005:TSC

[RLER05] J. F ern´ andez Rico, R. L´ op ez, I. Ema, and G. Ram ´ ırez. T rans-

lation of STO c harge distributions. Journal of Computational

Chemistry, 26(8):846–855, June 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rico:2007:GBS

[RLER07] J. F ern´ andez Rico, R. L´ op ez, I. Ema, and G. Ram ´ ırez.

Generation of basis sets with high degree of fulfillmen t of

the Hellmann–F eynman theorem. Journal of Computational

Chemistry, 28(4):748–758, Marc h 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rob ertson:2008:ELR

[RLP08] Alex Rob ertson, Edgar Luttmann, and Vija y S. P ande. Effects

of long-range electrostatic forces on sim ulated protein folding

kinetics. Journal of Computational Chemistry, 29(5):694–700,

April 15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Rico:2004:AMR

[RLR

+

04] J. F ern´ andez Rico, R. L´ op ez, G. Ram ´ ırez, I. Ema, and E. V.

Lude ~ na. Analytical metho d for the represen tation of atoms-

in-molecules densities. Journal of Computational Chemistry,

25(11):1355–1363, August 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Rico:2001:CBG

[RLRE01] J. F ern´ andez Rico, R. L´ op ez, G. Ram ´ ırez, and I. Ema. Corre-

sp ondence b et w een GTO and STO molecular basis sets. Jour-

nal of Computational Chemistry, 22(14):1655–1665, No v em b er

15, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Rousseau:2000:AEC

[RM00] Emman uelle Rousseau and Didier Mathieu. A tom equiv alen ts

for con v erting DFT energies calculated on molecular mec han-

ics structures to formation en thalpies. Journal of Compu-

tational Chemistry, 21(5):367–379, April 15, 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Raub:2007:QCI

[RM07] Stephan Raub and Christel M. Marian. Quan tum c hemical

in v estigation of h ydrogen-b ond strengths and partition in to

donor and acceptor con tributions. Journal of Computational

Chemistry, 28(9):1503–1515, July 15, 2007. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rog:2003:MPP

[RMHK03] T. R´ og, K. Murzyn, K. Hinsen, and G. R. Kneller. n Moldyn:

a program pac k age for a neutron scattering orien ted analysis

of molecular dynamics sim ulations. Journal of Computational

Chemistry, 24(5):657–667, April 15, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Razumo v:2001:MMC

[RMP01] Mic hael G. Razumo v, Vladimir L. Melnik o v, and Igor V.

Pletnev. Molecular mec hanics calculations of β -dik etonate,

aqua, and aqua-β -dik etonate complexes of lan thanide ions us-

ing Gillespie–Kep ert mo del. Journal of Computational Chem-

istry, 22(1):38–50, Jan uary 15, 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ra jamani:2003:IA U

[RNG03] Ramkumar Ra jamani, Kevin J. Naido o, and Jiali Gao. Im-

plemen tation of an adaptiv e um brella sampling metho d for

the calculation of m ultidimensional p oten tial of mean force

of c hemical reactions in solution. Journal of Computational

Chemistry, 24(14):1775–1781, No v em b er 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rogalewicz:2000:INZ

[R OG00] F ran¸ coise Rogalewicz, Gilles Ohanessian, and Nohad Gresh.

In teraction of neutral and zwitterionic glycine with Zn

2+

in

gas phase: ab initio and SIBF

A molecular mec hanics calcula-

tions. Journal of Computational Chemistry, 21(11):963–973,

August 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ryde:2002:QCG

[R ON02] Ulf Ryde, Lars Olsen, and Kristina Nilsson. Quan tum c hemi-

cal geometry optimizations in proteins using crystallographic

ra w data. Journal of Computational Chemistry, 23(11):1058–

1070, August 2002. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ren:2002:CTI

[RP02] P engyu Ren and Ja y W. P onder. Consisten t treatmen t of

in ter- and in tramolecular p olarization in molecular mec han-

ics calculations. Journal of Computational Chemistry, 23(16):

1497–1506, Decem b er 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Rob ertazzi:2004:HBS

[RP04] Arturo Rob ertazzi and James A. Platts. Hydrogen b ond-

ing, solv ation, and h ydrolysis of cisplatin: a theoretical study .

Journal of Computational Chemistry, 25(8):1060–1067, June

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Rafat:2007:AAP

[RP07a] M. Rafat and P

. L. A. P op elier. A tom–atom partitioning of

total (sup er)molecular energy: the hidden terms of classical

force fields. Journal of Computational Chemistry, 28(1):292–

301, Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Rafat:2007:VIQ

[RP07b] M. Rafat and P

. L. A. P op elier. Visualization and in tegration

of quan tum top ological atoms b y spatial discretization in to

finite elemen ts. Journal of Computational Chemistry, 28(16):

2602–2617, Decem b er 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Rafat:2007:LRB

[RP07c] Mic hel Rafat and P aul L. A. P op elier. Long range b eha vior

of high-rank top ological m ultip ole momen ts. Journal of Com-

putational Chemistry, 28(4):832–838, Marc h 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ryc hk o v:2007:JNA

[RP07d] Georgy Ryc hk o v and Mic hael P etukho v. Join t neigh b ors

appro ximation of macromolecular solv en t accessible surface

area. Journal of Computational Chemistry, 28(12):1974–1989,

Septem b er 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Remmert:2009:EA C

[RP09] Sarah Remmert and Carol P arish. Energetic analyses of c hair

and b oat conformations of maleimide substituted cyclohexane

deriv ativ es. Journal of Computational Chemistry, 30(6):992–

998, April 30, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Reith:2003:DEM

[RPMP03] Dirk Reith, Mathias P ¨ utz, and Florian M ¨ uller-Plathe. Deriv-

ing effectiv e mesoscale p oten tials from atomistic sim ulations.

Journal of Computational Chemistry, 24(13):1624–1636, Oc-

tob er 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Rani:2007:ESB

[RPNJ07] Dandam udi Usha Rani, Dasari L. V. K. Prasad, John F.

Nixon, and Eluv athingal D. Jemmis. Electronic structure and

b onding studies on triple-dec k er sandwic h complexes with a

P

6 middle ring. Journal of Computational Chemistry, 28(1):

310–319, Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Rungnim:2005:DFS

[RR05] Chomp o on ut Rungnim and Vitha y a Ruangp orn visuti. A

densit y functional study of prop ylene glycol con v ersion to

propanal and propanone of v arious acid-catalyzed reaction

mo dels: a w ater-addition effect. Journal of Computational

Chemistry, 26(15):1592–1599, No v em b er 30, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ro driguez-Rop ero:2008:ICS

[RR CA08] F rancisco Ro dr ´ ıguez-Rop ero, Jordi Casano v as, and Carlos

Alem´ an. Ab initio calculations on π -stac k ed thiophene dimer,

trimer, and tetramer: Structure, in teraction energy

, co op era-

tiv e effects, and in termolecular electronic parameters. Journal

of Computational Chemistry, 29(1):69–78, Jan uary 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Ruiz:2003:A CE

[RRF C

+

03] Eliseo Ruiz, An tonio Ro dr ´ ıguez-F ortea, Joan Cano, San ti-

ago Alv arez, and P ere Aleman y . Ab out the calculation of

exc hange coupling constan ts in p olyn uclear transition metal

complexes. Journal of Computational Chemistry, 24(8):982–

989, June 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Rassolo v:2001:BST

[RRP

+

01] Vitaly A. Rassolo v, Mark A. Ratner, John A. P ople, P aul C.

Redfern, and Larry A. Curtiss. 6-31G* basis set for third-ro w

atoms. Journal of Computational Chemistry, 22(9):976–984,

July 15, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Riv alta:2006:MA C

[RRS06] Iv an Riv alta, Nino Russo, and Emilia Sicilia. Methane acti-

v ation b y c hromium o xide cations in the gas phase: a the-

oretical study

. Journal of Computational Chemistry, 27(2):

174–187, Jan uary 30, 2006. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Rub ensson:2007:HSM

[RRS07] Eman uel H. Rub ensson, Elias Rudb erg, and P a w e l Sa lek. A hi-

erarc hic sparse matrix data structure for large-scale Hartree–

F o c k/Kohn–Sham calculations. Journal of Computational

Chemistry, 28(16):2531–2537, Decem b er 2007. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rub ensson:2009:TSM

[RRS09] Eman uel H. Rub ensson, Elias Rudb erg, and P a w e l Sa lek.

T runcation of small matrix elemen ts based on the Euclidean

norm for blo c k ed data structures. Journal of Computational

Chemistry, 30(6):974–977, April 30, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ro driguez-Rop ero:2008:MDC

[RRZA08] F rancisco Ro dr ´ ıguez-Rop ero, Da vid Zan uy , and Carlos

Alem´ an. Molecular dynamics of a calix[4]arene-con taining

p olymer in dic hloromethane solution: Abilit y of the solv en t

molecules to fill the ca vit y of the macro cycle. Journal of Com-

putational Chemistry, 29(8):1233–1241, June 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rub ensson:2005:SSM

[RS05] Eman uel H. Rub ensson and P a w e l Sa lek. Systematic sparse

matrix error con trol for linear scaling electronic structure cal-

culations. Journal of Computational Chemistry, 26(15):1628–

1637, No v em b er 30, 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Rueden b erg:2007:EWD

[RS07a] Klaus Rueden b erg and Mic hael W. Sc hmidt. Erratum: Wh y

do es electron sharing lead to co v alen t b onding? A v ariational

analysis. Journal of Computational Chemistry, 28(14):2389,

No v em b er 15, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic). See [RS07b ].

Rueden b erg:2007:WDE

[RS07b] Klaus Rueden b erg and Mic hael W. Sc hmidt. Wh y do es elec-

tron sharing lead to co v alen t b onding? A v ariational analysis.

Journal of Computational Chemistry, 28(1):391–410, Jan uary

15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic). See erratum [RS07a ].

Rotkiewicz:2008:FPR

[RS08] Piotr Rotkiewicz and Jeffrey Sk olnic k. F ast pro cedure for re-

construction of full-atom protein mo dels from reduced repre-

sen tations. Journal of Computational Chemistry, 29(9):1460–

1465, July 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Reddy:2007:IQM

[RSE07] M. Rami Reddy

, U. C. Singh, and Mark D. Erion. Ab initio

quan tum mec hanics-based free energy p erturbation metho d

for calculating relativ e solv ation free energies. Journal of

Computational Chemistry, 28(2):491–494, Jan uary 30, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Sandak:2001:MFS

[San01] Bilha Sandak. Multiscale fast summation of long-range c harge

and dip olar in teractions. Journal of Computational Chem-

istry, 22(7):717–731, Ma y 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Sc h uurman:2005:ILQ

[SAS05] Mic hael S. Sc h uurman, W esley D. Allen, and Henry F. Sc hae-

fer I I I. The ab initio limit quartic force field of BH

3

. Journal

of Computational Chemistry, 26(11):1106–1112, August 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Sa yy ed-Ahmad:2004:EST

[SA TO04] Ab dallah Sa yy ed-Ahmad, Kagan T unca y , and P eter J. Or-

tolev a. Efficien t solution tec hnique for solving the P oisson–

Boltzmann equation. Journal of Computational Chemistry,

25(8):1068–1074, June 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Saunders:2004:SSI

[Sau04] Martin Saunders. Sto c hastic searc h for isomers on a quan tum

mec hanical surface. Journal of Computational Chemistry, 25

(5):621–626, April 15, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sommer:2001:MRI

[SB01] Ingolf Sommer and Ric hard Brimacom b e. Metho ds for refining

in teractiv ely established mo dels of rib osomal RNA to w ards a

ph ysico-c hemically plausible structure. Journal of Computa-

tional Chemistry, 22(4):407–417, Marc h 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sw art:2008:QQR

[SB08] Marcel Sw art and F. Matthias Bic k elhaupt. QUILD:

QUan tum-regions in terconnected b y lo cal descriptions. Jour-

nal of Computational Chemistry, 29(5):724–734, April 15,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Smith:2002:R QC

[SBB02] Gran t D. Smith, Oleg Boro din, and Dmitry Bedro v. A re-

vised quan tum c hemistry-based p oten tial for p oly(eth ylene o x-

ide) and its oligomers in aqueous solution. Journal of Com-

putational Chemistry, 23(15):1480–1488, No v em b er 30, 2002.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Sgrignani:2009:IDS

[SBG

+

09a] Jacop o Sgrignani, Claudia Bonaccini, Gio v anni Grazioso,

Matteo Chio ccioli, Andrea Ca v alli, and P aola Gratteri. In-

sigh ts in to do c king and scoring neuronal α4β 2 nicotinic recep-

tor agonists using molecular dynamics sim ulations and QM/

MM calculations. Journal of Computational Chemistry, 30

(15):2443–2454, No v em b er 30, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Simpson:2009:MSA

[SBG09b] Darren J. Simpson, Thomas Bredo w, and Andrea R. Gerson.

MSINDO study of acid promoted dissolution of planar MgO

and NiO surfaces. Journal of Computational Chemistry, 30

(4):581–588, Marc h 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Strassner:2002:MPF

[SBH02] Thomas Strassner, Markus Busold, and W olfgang A. Her-

rmann. MM3 parametrization of four- and fiv e-co ordinated

rhenium complexes b y a genetic algorithm — whic h factors

influence the optimization p erformance? Journal of Compu-

tational Chemistry, 23(2):282–290, Jan uary 30, 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

San toro:2008:CTD

[SBI08] F abrizio San toro, Vincenzo Barone, and Rob erto Improta.

Can TD-DFT calculations accurately describ e the excited

states b eha vior of stac k ed n ucleobases? The cytosine dimer

as a test case. Journal of Computational Chemistry, 29(6):

957–964, April 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sc hluttig:2008:CMD

[SBJ08] Jak ob Sc hluttig, Mic hael Bac hmann, and W olfhard Jank e.

Comparativ e molecular dynamics and Mon te Carlo study of

statistical prop erties for coarse-grained heterop olymers. Jour-

nal of Computational Chemistry, 29(15):2603–2612, No v em b er

30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Seda:2005:SES

[

ˇ

SBL05] Josef

ˇ

Seda, Jarosla v V. Burda, and Jerzy Leszczynski. Study

of electronic sp ectra of free-base p orphin and Mg-p orphin:

Comprehensiv e comparison of v ariet y of ab initio, DFT, and

semiempirical metho ds. Journal of Computational Chemistry,

26(3):294–303, F ebruary 2005. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sc haefer:2001:EA V

[SBLK01] Mic hael Sc haefer, Christian Bartels, F abrice Leclerc, and Mar-

tin Karplus. Effectiv e atom v olumes for implicit solv en t mo d-

els: comparison b et w een V oronoi v olumes and minim um fluc-

tuation v olumes. Journal of Computational Chemistry, 22(15):

1857–1879, No v em b er 30, 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Sherer:2001:QCC

[SC01] Edw ard C. Sherer and Christopher J. Cramer. Quan tum

c hemical c haracterization of the cytosine: 2-Aminopurine base

pair. Journal of Computational Chemistry, 22(11):1167–1179,

August 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Shao:2004:DLS

[SCC04] Xueguang Shao, Long jiu Cheng, and W ensheng Cai. A

dynamic lattice searc hing metho d for fast optimization of

Lennard-Jones clusters. Journal of Computational Chemistry,

25(14):1693–1698, No v em b er 15, 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sousa:2009:CAP

[SCF

+

09] S ´ ergio F. Sousa, Eman uela S. Carv alho, Diana M. F erreira, Is-

ab el S. T a v ares, P edro A. F ernandes, Maria Jo~ ao Ramos, and

Jos ´ e A. N. F. Gomes. Comparativ e analysis of the p erformance

of commonly a v ailable densit y functionals in the determina-

tion of geometrical parameters for zinc complexes. Journal of

Computational Chemistry, 30(16):2752–2763, Decem b er 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Soto-Castro:2004:MVD

[SCG04] Delia Soto-Castro and P atricia Guadarrama. Macro cyclic vs.

dendrimeric effect. A DFT study

. Journal of Computational

Chemistry, 25(10):1215–1226, July 30, 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc h uurmann:2000:PHL

[Sc h00] Gerrit Sc h ¨ u ¨ urmann. Prediction of Henry’s la w constan t

of b enzene deriv ativ es using quan tum c hemical con tin uum-

solv ation mo dels. Journal of Computational Chemistry, 21(1):

17–34, Jan uary 15, 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sc hlegel:2003:EPE

[Sc h03] H. Bernhard Sc hlegel. Exploring p oten tial energy surfaces

for c hemical reactions: an o v erview of some practical meth-

o ds. Journal of Computational Chemistry, 24(12):1514–1527,

Septem b er 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sc hmid:2004:CPS

[Sc h04] Ro c h us Sc hmid. Car–P arrinello sim ulations with a real space

metho d. Journal of Computational Chemistry, 25(6):799–812,

April 30, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Stashans:2008:ESC

[SCP08] Arvids Stashans, Gaston Cham ba, and Henry Pin to. Elec-

tronic structure, c hemical b onding, and geometry of pure and

Sr-dop ed CaCO

3

. Journal of Computational Chemistry, 29(3):

343–349, F ebruary 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Scemama:2007:MPD

[SCS07] An thon y Scemama, Mic hel Caffarel, and Andreas Sa vin. Max-

im um probabilit y domains from Quan tum Mon te Carlo calcu-

lations. Journal of Computational Chemistry, 28(1):442–454,

Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Seeliger:2009:TGV

[SD09] Daniel Seeliger and Bert L. De Gro ot. tCONCOORD-

GUI: Visually supp orted conformational sampling of bioactiv e

molecules. Journal of Computational Chemistry, 30(7):1160–

1166, Ma y 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sefcik:2002:DCE

[SDCG02] Jan Sefcik, Ersan Demiralp, T ahir Cagin, and William A.

Go ddard I I I. Dynamic Charge Equilibration-Morse stretc h

force field: Application to energetics of pure silica zeolites.

Journal of Computational Chemistry, 23(16):1507–1514, De-

cem b er 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sun:2007:CSE

[SDL07] Y u Sun, Brian N. Domin y , and Rob ert A. Latour. Compar-

ison of solv ation-effect metho ds for the sim ulation of p eptide

in teractions with a h ydrophobic surface. Journal of Compu-

tational Chemistry, 28(11):1883–1892, August 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Salisburg:2009:R TP

[SDL

+

09] Amanda M. Salisburg, Ashley L. Deline, Katrina W. Lexa,

George C. Shields, and Karl N. Kirsc hner. Ramac handran-

t yp e plots for glycosidic link ages: Examples from molecular

dynamic sim ulations using the Glycam06 force field. Journal

of Computational Chemistry, 30(6):910–921, April 30, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Suarez:2002:MDS

[SDM02] Dimas Su´ arez, Natalia D ´ ıaz, and Kenneth M. Merz Jr. Molec-

ular dynamics sim ulations of the din uclear zinc-β -lactamase

from Bacteroides fragilis complexed with imip enem. Jour-

nal of Computational Chemistry, 23(16):1587–1600, Decem b er

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sc h uler:2001:IGF

[SDvG01] Luk as D. Sc h uler, Xa vier Daura, and Wilfred F. v an Gun-

steren. An impro v ed GR

OMOS96 force field for aliphatic

h ydro carb ons in the condensed phase. Journal of Compu-

tational Chemistry, 22(11):1205–1218, August 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Stepanenk o:2007:GTS

[SE07] Sv etlana Stepanenk o and Bernd Engels. Gradien t tabu searc h.

Journal of Computational Chemistry, 28(2):601–611, Jan uary

30, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Stepanenk o:2008:NTS

[SE08] Sv etlana Stepanenk o and Bernd Engels. New tabu searc h

based global optimization metho ds outline of algorithms and

study of efficiency

. Journal of Computational Chemistry, 29

(5):768–780, April 15, 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sc h w ob el:2009:MHB

[SEKS09] Johannes Sc h w¨ ob el, Ralf-Uw e Eb ert, Ralph K ¨ uhne, and Ger-

rit Sc h ¨ u ¨ urmann. Mo deling the H b ond donor strength of OH,

NH, and CH sites b y lo cal molecular parameters. Journal

of Computational Chemistry, 30(9):1454–1464, July 15, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Seno:2006:A TS

[Sen06] Y asunobu Seno. Allostery of the t w o-state mo del of

hemoglobin studied b y ECEPP energy minimization. Journal

of Computational Chemistry, 27(6):701–710, April 30, 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Shen:2005:SMF

[SF05] Min-Yi Shen and Karl F. F reed. A simple metho d for

faster non b onded force ev aluations. Journal of Computational

Chemistry, 26(7):691–698, Ma y 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sabzy an:2007:EFE

[SF07] Hassan Sabzy an and Da v o o d F armanzadeh. Electric field ef-

fects on the p erformance of a candidate m ultip ole molecular

switc h: a quan tum computational study

. Journal of Compu-

tational Chemistry, 28(5):922–931, April 15, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Soler:2004:FT A

[SF C04] Philipp e Soler, F ranc k F uster, and Hilaire Chevreau. F ast

top ological analysis of 2D and 3D grids of data: Application

to the atoms in molecule (AIM) and the electron lo calization

function (ELF). Journal of Computational Chemistry, 25(15):

1920–1925, No v em b er 30, 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Sousa:2007:TSF

[SFR07] S ´ ergio Filip e Sousa, P edro Alexandrino F ernandes, and

Maria Jo~ ao Ramos. Theoretical studies on farnesyl trans-

ferase: Evidence for thio ether pro duct co ordination to the

activ e-site zinc sphere. Journal of Computational Chemistry,

28(7):1160–1168, Ma y 2007. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Smedarc hina:2001:DPC

[SFRS01] Zork a Smedarc hina, An tonio F ern´ andez-Ramos, and Willem

Siebrand. DOIT: a program to calculate thermal rate con-

stan ts and mo de-sp ecific tunneling splittings directly from

quan tum-c hemical calculations. Journal of Computational

Chemistry, 22(7):787–801, Ma y 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Steiger:2001:LSC

[SG01] Don Steiger and Rainer Glaser. Lattice sum calculations for

1/r p

in teractions via m ultip ole expansions and Euler sum-

mation. Journal of Computational Chemistry, 22(2):208–215,

Jan uary 30, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sc hreib er:2007:SBA

[SG07a] Mark o Sc hreib er and Leticia Gonz´ alez. Structure and b onding

of Ag(I)–DNA base complexes and Ag(I)–adenine–cytosine

Siegbahn:2001:MAM

[Sie01] P

. E. M. Siegbahn. Mo deling asp ects of mec hanisms for reac-

tions catalyzed b y metallo enzymes. Journal of Computational

Chemistry, 22(14):1634–1645, No v em b er 15, 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Simo es:2007:EBW

[Sim07] Ana Sim~ oes. Essa y: In b et w een w orlds: G. N. Lewis, the

shared pair b ond and its m ultifarious con texts. Journal of

Computational Chemistry, 28(1):62–72, Jan uary 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Shen:2004:HPS

[SJJ

+

04] Qi Shen, Jian-Hui Jiang, Chen-Xu Jiao, W ei-Qi Lin, Guo-Li

Shen, and Ru-Qin Y u. Hybridized particle sw arm algorithm

for adaptiv e structure training of m ultila y er feed-forw ard neu-

ral net w ork: QSAR studies of bioactivit y of organic com-

p ounds. Journal of Computational Chemistry, 25(14):1726–

1735, No v em b er 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sun:2009:APE

[SJW09] Chang-Liang Sun, Xiao-Nan Jiang, and Chang-Sheng W ang.

An analytic p oten tial energy function for the amide–amide

and amide–w ater in termolecular h ydrogen b onds in p ep-

tides. Journal of Computational Chemistry, 30(15):2567–2575,

No v em b er 30, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sun:2005:UIF

[SK05] H. Sun and P

. W.-C. Kung. Urea: an ab initio and force

field study of the gas and solid phases. Journal of Computa-

tional Chemistry, 26(2):169–174, Jan uary 30, 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Seo:2008:NSC

[SK08] Dong-Kyun Seo and Sang-Hw an Kim. Nature of Stoner con-

dition for metallic ferromagnetism. Journal of Computational

Chemistry, 29(13):2172–2176, Octob er 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sakuraba:2009:MMT

[SK09] Sh un Sakuraba and Akio Kitao. Multiple Mark o v transition

matrix metho d: Obtaining the stationary probabilit y distri-

bution from m ultiple sim ulations. Journal of Computational

Chemistry, 30(12):1850–1858, Septem b er 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc h w eizer:2008:LSC

[SKDO08] Sabine Sc h w eizer, J¨ org Kussmann, Bernd Doser, and Chris-

tian Oc hsenfeld. Linear-scaling Cholesky decomp osition.

Journal of Computational Chemistry, 29(6):1004–1010, April

30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sa y ano:2000:MMC

[SK GS00] Kenji Sa y ano, Hidetoshi Kono, M. Mic hael Gromiha, and Aki-

nori Sarai. Multicanonical Mon te Carlo calculation of the free-

energy map of the base–amino acid in teraction. Journal of

Computational Chemistry, 21(11):954–962, August 2000. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

So derhjelm:2007:ADM

[SKK

+

07] P

. S¨ oderhjelm, J. W. Krogh, G. Karlstr¨ om, U. Ryde, and

R. Lindh. Accuracy of distributed m ultip oles and p olarizabil-

ities: Comparison b et w een the LoProp and MpProp mo dels.

Journal of Computational Chemistry, 28(6):1083–1090, April

30, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

San ville:2007:IGB

[SKSH07] Edw ard San ville, Stev en D. Kenn y , Roger Smith, and Graeme

Henk elman. Impro v ed grid-based algorithm for Bader c harge

allo cation. Journal of Computational Chemistry, 28(5):899–

908, April 15, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sh ukla:2004:TIN

[SL04] M. K. Sh ukla and Jerzy Leszczynski. TDDFT in v estigation

on n ucleic acid bases: Comparison with exp erimen ts and stan-

dard approac h. Journal of Computational Chemistry, 25(5):

768–778, April 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sun:2006:CIS

[SL06] Y u Sun and Rob ert A. Latour. Comparison of implicit sol-

v en t mo dels for the sim ulation of protein–surface in teractions.

Journal of Computational Chemistry, 27(16):1908–1922, De-

cem b er 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sakharo v:2009:FFI

[SL09] Dmitri V. Sakharo v and Carma y Lim. F orce fields includ-

ing c harge transfer and lo cal p olarization effects: Application

to proteins con taining m ulti/hea vy metal ions. Journal of

Computational Chemistry, 30(2):191–202, Jan uary 30, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Shien:2009:ISC

[SLC

+

09] Dra y-Ming Shien, Tzong-Yi Lee, W en-Chi Chang, Justin Bo-

Kai Hsu, Jorng-Tzong Horng, P o-Chiang Hsu, Ting-Y uan

W ang, and Hsien-Da Huang. Incorp orating structural c harac-

teristics for iden tification of protein meth ylation sites. Journal

of Computational Chemistry, 30(9):1532–1543, July 15, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Song:2009:ETS

[SLHW09] Xinli Song, Jicun Li, Hua Hou, and Baoshan W ang. Exten-

siv e theoretical studies of a new energetic material: T etrazino-

tetrazine-tetrao xide (TTTO). Journal of Computational

Chemistry, 30(12):1816–1820, Septem b er 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic). See

[JW12 ].

Sheng:2004:IDD

[SLL

+

04a] Li Sheng, Ze-Sheng Li, Jing-Y ao Liu, Jing-F a Xiao, and Chia-

Ch ung Sun. Ab initio direct dynamics studies on the reaction

of H atom with CH

3

CH

2

Cl. Journal of Computational Chem-

istry, 25(1):72–82, Jan uary 15, 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Sheng:2004:TSR

[SLL

+

04b] Li Sheng, Ze-Sheng Li, Jing-Y ao Liu, Jing-F a Xiao, and Chia-

Ch ung Sun. Theoretical study on the rate constan ts for the

C

2

H

5

+ HBr → C

2

H

6

+ Br reaction. Journal of Compu-

tational Chemistry, 25(3):423–428, F ebruary 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Suno j:2001:CID

[SLR

C01] R. B. Suno j, P

. Lakshminarasimhan, V. Ramam urth y , and

J. Chandrasekhar. Configuration in teraction and densit y func-

tional study of the influence of lithium cation complexation

on v ertical and adiabatic excitation energies of enones. Jour-

nal of Computational Chemistry, 22(13):1598–1604, Octob er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Shino da:2003:RBD

[SM03] W ataru Shino da and Masuhiro Mik ami. Rigid-b o dy dynam-

ics in the isothermal-isobaric ensem ble: a test on the accu-

racy and computational efficiency

. Journal of Computational

Chemistry, 24(8):920–930, June 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Shi:2006:DEP

[SM06] Ch unsheng Shi and Masahik o Morinaga. Doping effects on

proton incorp oration and conduction in SrZrO

3

. Journal of

Computational Chemistry, 27(6):711–718, April 30, 2006. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Samolyuk:2008:RBC

[SM08a] German D. Samolyuk and Gordon J. Miller. Relation b et w een

c hemical b onding and exc hange coupling approac hes to the de-

scription of ordering in itineran t magnets. Journal of Compu-

tational Chemistry, 29(13):2177–2186, Octob er 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Shi:2008:IME

[SM08b] W ei Shi and Edw ard J. Maginn. Impro v emen t in molecule

exc hange efficiency in Gibbs ensem ble Mon te Carlo: Dev elop-

men t and implemen tation of the con tin uous fractional com-

p onen t mo v e. Journal of Computational Chemistry, 29(15):

2520–2530, No v em b er 30, 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Sanc hez:2000:SEM

[SMAdV00] M. L. S´ anc hez, M. E. Mart ´ ın, M. A. Aguilar, and F. J. Oli-

v ares del V alle. Solv en t effects b y means of a v eraged solv en t

electrostatic p oten tials: Coupled metho d. Journal of Com-

putational Chemistry, 21(9):705–715, July 15, 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Stoll:2002:REC

[SMD02] Hermann Stoll, Bernhard Metz, and Mic hael Dolg. Rela-

tivistic energy-consisten t pseudop oten tials — recen t dev elop-

men ts. Journal of Computational Chemistry, 23(8):767–778,

June 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Song:2009:MIP

[SMG09] Yifan Song, Junjun Mao, and M. R. Gunner. MCCE2: Im-

pro ving protein pK

a calculations with extensiv e side c hain ro-

tamer sampling. Journal of Computational Chemistry, 30(14):

2231–2247, No v em b er 15, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Sc hlund:2008:CAA

[SMGE08] Sebastian Sc hlund, Rob ert M ¨ uller, Carsten Graßmann, and

Bernd Engels. Conformational analysis of arginine in gas

phase — a strategy for scanning the p oten tial energy sur-

face effectiv ely . Journal of Computational Chemistry, 29(3):

407–415, F ebruary 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sh ukla:2000:ISE

[SMKM00] M. K. Sh ukla, S. K. Mishra, Anil Kumar, and P

. C. Mishra.

An ab initio study of excited states of guanine in the gas phase

and aqueous media: Electronic transitions and mec hanism of

sp ectral oscillations. Journal of Computational Chemistry, 21

(10):826–846, July 30, 2000. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Spiegel:2008:P AB

[SMM

+

08] Katrin Spiegel, Alessandra Magistrato, P atric k Maurer, P aolo

Ruggerone, Ursula Rothlisb erger, P aolo Carloni, Jan Reedijk,

and Mic hael L. Klein. P arameterization of azole-bridged din u-

clear platin um an ticancer drugs via a QM/MM force matc hing

pro cedure. Journal of Computational Chemistry, 29(1):38–49,

Jan uary 15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Suresh:2009:T AN

[SMV

+

09] Cherum uttath u H. Suresh, Neetha Mohan, K. P eriy a Vija y-

alakshmi, Renjumon George, and Janice M. Mathew. T ypical

aromatic nonco v alen t in teractions in proteins: a theoretical

study using phen ylalanine. Journal of Computational Chem-

istry, 30(9):1392–1404, July 15, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Song:2005:XPI

[SMZW05] Lingc h un Song, Yirong Mo, Qianer Zhang, and W ei W u.

XMVB: a program for ab initio nonorthogonal v alence b ond

computations. Journal of Computational Chemistry, 26(5):

514–521, April 15, 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sarma:2000:LSY

[SN00] C. R. Sarma and A. V. V. Namp o othiri. A lab eling sc heme

for y oung tableaux spanning represen tations of p erm utation

group S (N). Journal of Computational Chemistry, 21(3):

185–190, F ebruary 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sinnec k er:2006:QMC

[SN06] Sebastian Sinnec k er and F rank Neese. QM/MM calculations

with DFT for taking in to accoun t protein effects on the EPR

and optical sp ectra of metalloproteins. Plasto cy anin as a case

study

. Journal of Computational Chemistry, 27(12):1463–

1475, Septem b er 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sekiy a:2006:R CB

[SNM

+

06] Masahiro Sekiy a, T ak eshi Noro, Eisaku Miy oshi, Y ou Osanai,

and T oshik atsu Koga. Relativistic correlating basis sets for

lan thanide atoms from Ce to Lu. Journal of Computational

Chemistry, 27(4):463–470, Marc h 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Saito:2007:NMD

[SO07] Minoru Saito and Isao Ok azaki. A 45-ns molecular dynamics

sim ulation of hemoglobin in w ater b y v ectorizing and paral-

lelizing COSMOS90 on the earth sim ulator: Dynamics of ter-

tiary and quaternary structures. Journal of Computational

Chemistry, 28(6):1129–1136, April 30, 2007. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Saito:2009:FFP

[SO09] Minoru Saito and Isao Ok azaki. F orce-field parameters of the

Ψ and Φ around glycosidic b onds to o xygen and sulfur atoms.

Journal of Computational Chemistry, 30(16):2656–2665, De-

cem b er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Saito:2005:FEC

[SOOF05] Minoru Saito, Isao Ok azaki, Masa yuki Oda, and Ikuo F ujii. A

free energy calculation study of the effect of H→F substitution

on binding affinit y in ligand–an tib o dy in teractions. Journal

of Computational Chemistry, 26(3):272–282, F ebruary 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Sorin:2005:EFF

[SP05] Eric J. Sorin and Vija y S. P ande. Empirical force-field assess-

men t: the in terpla y b et w een bac kb one torsions and nonco v a-

len t term scaling. Journal of Computational Chemistry, 26

(7):682–690, Ma y 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Salv ador:2001:EBI

[SPDS01] P edro Salv ador, B ´ ela P aizs, Miquel Duran, and S´ andor Suhai.

On the effect of the BSSE on in termolecular p oten tial en-

ergy surfaces. Comparison of a priori and a p osteriori BSSE

correction sc hemes. Journal of Computational Chemistry, 22

(7):765–786, Ma y 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Stone:2007:AMM

[SPF

+

07] John E. Stone, James C. Phillips, P eter L. F reddolino,

Da vid J. Hardy

, Leonardo G. T rabuco, and Klaus Sc h ul-

ten. Accelerating molecular mo deling applications with graph-

Smellie:2003:CAI

[SSHT03] Andrew Smellie, Rob ert Stan ton, Randy Henne, and Stev e

T eig. Conformational analysis b y in tersection: CONAN. Jour-

nal of Computational Chemistry, 24(1):10–20, Jan uary 15,

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Shepard:2002:R CE

[SSL02] Ron Shepard, Isaiah Sha vitt, and Hans Lisc hk a. Reducing I/O

costs for the eigen v alue pro cedure in large-scale configuration

in teraction calculations. Journal of Computational Chemistry,

23(11):1121–1125, August 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Shino da:2008:EFE

[SSM08] Keik o Shino da, W ataru Shino da, and Masuhiro Mik ami. Ef-

ficien t free energy calculation of w ater across lipid mem-

branes. Journal of Computational Chemistry, 29(12):1912–

1918, Septem b er 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Song:2009:EAE

[SSMW09] Lingc h un Song, Jinsh uai Song, Yirong Mo, and W ei W u.

An efficien t algorithm for energy gradien ts and orbital op-

timization in v alence b ond theory

. Journal of Computational

Chemistry, 30(3):399–406, F ebruary 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic). See commen t

[vLBBR12] and reply [WM12 ].

Sherrill:2009:ASF

[SSS

+

09] C. Da vid Sherrill, Bobb y G. Sumpter, Mutasem O. Sinnokrot,

Mic hael S. Marshall, Edw ard G. Hohenstein, Ross C. W alk er,

and Ian R. Gould. Assessmen t of standard force field mo dels

against high-qualit y ab initio p oten tial curv es for protot yp es

of π

= =

π , CH/π , and SH/π in teractions. Journal of Com-

putational Chemistry, 30(14):2187–2193, No v em b er 15, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Su:2007:VBS

[SSW

+

07] P eifeng Su, Lingc h un Song, W ei W u, Philipp e C. Hib ert y , and

Sason Shaik. A v alence b ond study of the dio xygen molecule.

Journal of Computational Chemistry, 28(1):185–197, Jan uary

15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Stanger:2001:SIB

[ST01] Amnon Stanger and Elena Tk ac henk o. Strain induced b ond

lo calization in strained aromatic comp ounds with extended π

systems. Journal of Computational Chemistry, 22(13):1377–

1386, Octob er 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Szab elski:2004:KEM

[ST04] P a w e l Szab elski and Julian T alb ot. Kinetics and equilib-

rium of m ulticomp onen t adsorption on c hiraly templated sur-

faces. Journal of Computational Chemistry, 25(14):1779–1786,

No v em b er 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Studt:2006:TSM

[ST06] F elix Studt and F elix T uczek. Theoretical, sp ectroscopic, and

mec hanistic studies on transition-metal dinitrogen complexes:

Implications to reactivit y and relev ance to the nitrogenase

problem. Journal of Computational Chemistry, 27(12):1278–

1291, Septem b er 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic). See erratum [Ano06a ].

Stan ton:2000:BRB

[Sta00] John F. Stan ton. Bo ok review: R eviews in Computational

Chemistry, V olume 13. Edited b y Kenn y B. Lipk o witz and

Donald B. Bo yd, Wiley-V

CH, 1999, 426 pp. $139.00. ISBN

0-471-33135-X. Journal of Computational Chemistry, 21(6):

505–507, April 30, 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sun:2008:SSH

[STC

+

08] Lili Sun, Sh u w ei T ang, Yingfei Chang, Zhanliang W ang, and

Rongsh un W ang. Searc hing for stable hept-C

62

X

2

(X = F, Cl,

and Br): Structures and stabilities of heptagon-con taining C

62

halogenated deriv ativ es. Journal of Computational Chemistry,

29(16):2631–2635, Decem b er 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Suarez:2008:POC

[STCJ08] Mar ´ ıa Su´ arez, P ablo T ortosa, Ja vier Carrera, and Alfonso

Jaramillo. P areto optimization in computational protein de-

sign with m ultiple ob jectiv es. Journal of Computational

Chemistry, 29(16):2704–2711, Decem b er 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Stern:2004:SAI

[Ste04] Harry A. Stern. Simple algorithm for isothermal–isobaric

molecular dynamics. Journal of Computational Chemistry, 25

(5):749–761, April 15, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sk eel:2002:MGM

[STH02] Rob ert D. Sk eel, Ismail T ezcan, and Da vid J. Hardy

. Mul-

tiple grid metho ds for classical molecular dynamics. Journal

of Computational Chemistry, 23(6):673–684, April 30, 2002.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Stortz:2005:CPM

[Sto05] Carlos A. Stortz. Comparativ e p erformance of MM3(92) and

t w o TINKER

T M

MM3 v ersions for the mo deling of carb oh y-

drates. Journal of Computational Chemistry, 26(5):471–483,

April 15, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sc h w arzl:2002:CCL

[STSF02] Sonja M. Sc h w arzl, Thomas B. Tsc hopp, Jerem y C. Smith,

and Stefan Fisc her. Can the calculation of ligand binding

free energies b e impro v ed with con tin uum solv en t electrostat-

ics and an ideal-gas en trop y correction? Journal of Compu-

tational Chemistry, 23(12):1143–1149, Septem b er 2002. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

San tos:2006:QQS

[SUR

G06] Hugo R. R. San tos, Gregori Ujaque, Maria J. Ramos, and Jos ´ e

A. N. F. Gomes. QM/QM study of the co v erage effects on the

adsorption of amino-cyclop en tene at the Si(100) surface. Jour-

nal of Computational Chemistry, 27(15):1892–1897, No v em b er

30, 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sw art:2001:CAD

[SvDS01] Marcel Sw art, Piet Th. v an Duijnen, and Jaap G. Snijders.

A c harge analysis deriv ed from an atomic m ultip ole expan-

sion. Journal of Computational Chemistry, 22(1):79–88, Jan-

uary 15, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Storc hi:2009:IUD

[SVT09] Loriano Storc hi, Giusepp e Vitillaro, and F rancesco T aran-

telli. Implemen tation and use of a direct, partially in tegral-

driv en non-Dyson propagator metho d for molecular ioniza-

tion. Journal of Computational Chemistry, 30(5):818–825,

April 15, 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Suresh:2008:RSW

[SVV

+

08] Cherum uttath u H. Suresh, Asw ath y Mary V argheese, K. P eriy a

Vija y alakshmi, Neetha Mohan, and Nobuaki Koga. Role

of structural w ater molecule in HIV protease-inhibitor com-

plexes: a QM/MM study

. Journal of Computational Chem-

istry, 29(11):1840–1849, August 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Szilagyi:2006:ADF

[SW06] Rob ert K. Szilagyi and Mark A. Winslo w. On the accuracy

of densit y functional theory for iron–sulfur clusters. Jour-

nal of Computational Chemistry, 27(12):1385–1397, Septem-

b er 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sc hn upf:2008:DCS

[SWBM08] Udo Sc hn upf, Julious L. Willett, W a yne B. Bosma, and

F rank A. Moman y . DFT conformational studies of α-

maltotriose. Journal of Computational Chemistry, 29(7):1103–

1112, Ma y 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sims:2004:COI

[SWM04] P eter A. Sims, Ch ung F. W ong, and J. Andrew McCammon.

Charge optimization of the in terface b et w een protein kinases

and their ligands. Journal of Computational Chemistry, 25

(11):1416–1429, August 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sklenar:2006:UIC

[SWR06] Heinz Sklenar, Daniel W ¨ ustner, and Remo Rohs. Using in-

ternal and collectiv e v ariables in Mon te Carlo sim ulations of

n ucleic acid structures: Chain break age/closure algorithm and

asso ciated Jacobians. Journal of Computational Chemistry, 27

(3):309–315, F ebruary 2006. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sims:2005:R CD

[SWV

+

05] P eter A. Sims, Ch ung F. W ong, Dank a V uga, J. Andrew Mc-

Cammon, and Bartholomew M. Sefton. Relativ e con tribu-

tions of desolv ation, in ter- and in tramolecular in teractions to

binding affinit y in protein kinase systems. Journal of Com-

putational Chemistry, 26(7):668–681, Ma y 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Song:2004:PVB

[SWZS04] Lingc h un Song, W ei W u, Qianer Zhang, and Sason Shaik. A

practical v alence b ond metho d: a configuration in teraction

metho d approac h with p erturbation theoretic facilit y . Jour-

nal of Computational Chemistry, 25(4):472–478, Marc h 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Sh yu:2009:RBU

[SY09] Conrad Sh yu and F. Mart y Ytreb erg. Reducing the bias and

uncertain t y of free energy estimates b y using regression to fit

thermo dynamic in tegration data. Journal of Computational

Chemistry, 30(14):2297–2304, No v em b er 15, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sherer:2003:F AM

[SYC03] Edw ard C. Sherer, Darrin M. Y ork, and Christopher J.

Cramer. F ast appro ximate metho ds for calculating n ucleic

acid base pair in teraction energies. Journal of Computational

Chemistry, 24(1):57–67, Jan uary 15, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Shao:2008:DLS

[SYC08] Xueguang Shao, Xiaoli Y ang, and W ensheng Cai. A dynamic

lattice searc hing metho d with in terior op eration for un biased

optimization of large Lennard-Jones clusters. Journal of Com-

putational Chemistry, 29(11):1772–1779, August 2008. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Shi:2003:ESF

[SYY

+

03] Shengh ua Shi, Lisa Y an, Y ang Y ang, Jo di Fisher-Shaulsky ,

and T om Thac her. An extensible and systematic force field,

ESFF, for molecular mo deling of organic, inorganic, and

organometallic systems. Journal of Computational Chemistry,

24(9):1059–1076, July 15, 2003. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Szab elski:2008:SSH

[Sza08] P a w e l Szab elski. Sp on taneous segregation on a h ybrid c hiral

surface. Journal of Computational Chemistry, 29(10):1615–

1625, July 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sc h ultz:2008:BAD

[SZT08] Nathan E. Sc h ultz, Y an Zhao, and Donald G. T ruhlar. Benc h-

marking appro ximate densit y functional theory for s/d excita-

tion energies in 3d transition metal cations. Journal of Compu-

tational Chemistry, 29(2):185–189, Jan uary 30, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Suo:2005:PMB

[SZW

+

05] Bing Suo, Gaohong Zhai, Y ubin W ang, Zhen yi W en, Xi-

angqian Hu, and Lemin Li. P arallelization of MR

CI based

on hole-particle symmetry

. Journal of Computational Chem-

istry, 26(1):88–96, Jan uary 15, 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

T afip olsky:2007:IPM

[T AS07] Maxim T afip olsky

, Saeed Amirjala y er, and Ro c h us Sc hmid.

Ab initio parametrized MM3 force field for the metal-organic

framew ork MOF-5. Journal of Computational Chemistry, 28

(7):1169–1176, Ma y 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

T alarico:2000:ECI

[TBG00] Gio v anni T alarico, P eter H. M. Budzelaar, and An ton W.

Gal. Eth ylene co ordination, insertion, and c hain transfer at a

cationic alumin um cen ter: a comparativ e study with Ab Ini-

tio correlated lev el and densit y functional metho ds. Journal

of Computational Chemistry, 21(5):398–410, April 15, 2000.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

T ub ert-Brohman:2004:EPP

[TBGRJ04] Iv an T ub ert-Brohman, Cristiano Ruc h W ernec k Guimar~ aes,

Matthew P

. Repasky

, and William L. Jorgensen. Extension

of the PDDG/PM3 and PDDG/MNDO semiempirical molec-

ular orbital metho ds to the halogens. Journal of Computa-

tional Chemistry, 25(1):138–150, Jan uary 15, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

T an:2009:AER

[TBSM09] Jeffrey S. T an, Stephan X. M. Bo errigter, Ra ymond P .

Scaringe, and Kenneth R. Morris. Application of error-

rank ed singular v alue decomp osition for the determination

of p oten tial-deriv ed atomic-cen tered p oin t c harges. Journal

of Computational Chemistry, 30(5):733–742, April 15, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Titm uss:2002:CLS

[TCR

+

02] Stephen J. Titm uss, P eter L. Cummins, Alistair P

. Rendell,

Andrey A. Blizn yuk, and Jill E. Gready

. Comparison of linear-

scaling semiempirical metho ds and com bined quan tum me-

c hanical/molecular mec hanical metho ds for enzymic reactions.

I I. An energy decomp osition analysis. Journal of Computa-

tional Chemistry, 23(14):1314–1322, No v em b er 15, 2002. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

T urner:2003:SDP

[TCSM03] Joseph V. T urner, Da vid J. Cutler, Ian Sp ence, and

Desmond J. Maddalena. Selectiv e descriptor pruning for

QSAR/QSPR studies using artificial neural net w orks. Jour-

nal of Computational Chemistry, 24(7):891–897, Ma y 2003.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

T ogo:2008:FPL

[TK08] A tsushi T ogo and P eter Kroll. First-principles lattice dynam-

ics calculations of the phase b oundary b et w een β -Si

3

N

4 and

γ -Si

3

N

4 at elev ated temp eratures and pressures. Journal of

Computational Chemistry, 29(13):2255–2259, Octob er 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Tsuneda:2003:RSI

[TKH03] T ak ao Tsuneda, Muneaki Kamiy a, and Kimihik o Hirao. Re-

gional self-in teraction correction of densit y functional theory .

Journal of Computational Chemistry, 24(13):1592–1598, Oc-

tob er 2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

T ew:2007:ECM

[TKH07] Da vid P . T ew, Wim Klopp er, and T rygv e Helgak er. Electron

correlation: the man y-b o dy problem at the heart of c hemistry .

Journal of Computational Chemistry, 28(8):1307–1320, June

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Tsuc himo c hi:2008:ASS

[TKN

+

08] T ak ashi Tsuc himo c hi, Masato Koba y ashi, Ay ak o Nak ata, Y u-

tak a Imam ura, and Hiromi Nak ai. Application of the Sakurai-

Sugiura pro jection metho d to core-excited-state calculation b y

time-dep enden t densit y functional theory

. Journal of Com-

putational Chemistry, 29(14):2311–2316, No v em b er 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

T ak ahashi:2001:TPV

[TKS

+

01] Masae T ak ahashi, Mitsuo Kira, Kenkic hi Sak amoto, Thomas

M ¨ uller, and Yitzhak Ap eloig. Theoretical prediction of v er-

tical transition energies of diaminosilylenes and aminosubsti-

tuted disilenes. Journal of Computational Chemistry, 22(13):

1536–1541, Octob er 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

T appura:2000:NSC

[TLKT00] K. T appura, M. Lah tela-Kakk onen, and O. T eleman. A new

soft-core p oten tial function for molecular dynamics applied to

the prediction of protein lo op conformations. Journal of Com-

putational Chemistry, 21(5):388–397, April 15, 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Tielens:2000:QCC

[TLOG00] F. Tielens, W. Langenaek er, A. R. Ocak oglu, and P

. Geerlings.

Quan tum c hemical calculation of Henry constan ts of diatomic

molecules in faujasite-t yp e zeolites. Journal of Computational

Chemistry, 21(11):909–922, August 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

T orren t:2002:CSR

[TMBM02] Maricel T orren t, Djamaladdin G. Musaev, Harold Basc h, and

Keiji Morokuma. Computational studies of reaction mec ha-

nisms of methane mono o xygenase and rib on ucleotide reduc-

tase. Journal of Computational Chemistry, 23(1):59–76, Jan-

uary 15, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T uzun:2000:CIC

[TNS00] Rob ert E. T uzun, Donald W. Noid, and Bobb y G. Sumpter.

Computation of in ternal co ordinates, deriv ativ es, and gradien t

expressions: torsion and improp er torsion. Journal of Com-

putational Chemistry, 21(7):553–561, Ma y 2000. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

T orii:2002:ICM

[T or02] Ha jime T orii. In tensit y-carrying mo des imp ortan t for vibra-

tional p olarizabilities and h yp erp olarizabilities of molecules:

Deriv ation from the algebraic prop erties of form ulas and ap-

plications. Journal of Computational Chemistry, 23(10):997–

1006, July 30, 2002. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

T otro v:2004:AEG

[T ot04] Maxim T otro v. Accurate and efficien t generalized Born mo del

based on solv en t accessibilit y: Deriv ation and application for

Log P o ctanol/w ater prediction and flexible p eptide do c king.

Journal of Computational Chemistry, 25(4):609–619, Marc h

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Thormann:2001:MDF

[TP01a] Mic hael Thormann and Miquel P ons. Massiv e do c king of

flexible ligands using en vironmen tal nic hes in parallelized ge-

netic algorithms. Journal of Computational Chemistry, 22

(16):1971–1982, Decem b er 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

T oniolo:2001:ECF

[TP01b] A. T oniolo and M. P ersico. Efficien t calculation of F ranc k–

Condon factors and vibronic couplings in p oly atomics. Jour-

nal of Computational Chemistry, 22(9):968–975, July 15, 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Tso dik o v:2002:NCP

[TRS02] Oleg V. Tso dik o v, M. Thomas Record Jr., and Y uri V.

Sergeev. No v el computer program for fast exact calculation of

accessible and molecular surface areas and a v erage surface cur-

v ature. Journal of Computational Chemistry, 23(6):600–609,

April 30, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T ruhlar:2007:EVB

[T ru07] Donald G. T ruhlar. Essa y: V alence b ond theory for c hemical

dynamics. Journal of Computational Chemistry, 28(1):73–86,

Jan uary 15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T afip olsky:2005:CRP

[TS05] M. T afip olsky and R. Sc hmid. Calculation of rotational par-

tition functions b y an efficien t Mon te Carlo imp ortance sam-

pling tec hnique. Journal of Computational Chemistry, 26(15):

1579–1591, No v em b er 30, 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

T orrens:2001:NDI

[TSMNG01] F rancisco T orrens, Jos ´ e S´ anc hez-Mar ´ ın, and Ignacio Neb ot-

Gil. New dimension indices for the c haracterization of the

solv en t-accessible surface. Journal of Computational Chem-

istry, 22(5):477–487, April 15, 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

T orren t-Sucarrat:2007:QHK

[TSSGS07] Miquel T orren t-Sucarrat, P edro Salv ador, P aul Geerlings, and

Miquel Sol` a. On the qualit y of the hardness k ernel and the

F ukui function to ev aluate the global hardness. Journal of

Computational Chemistry, 28(2):574–583, Jan uary 30, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

T orren t-Sucarrat:2008:HKB

[TSSSG08] Miquel T orren t-Sucarrat, P edro Salv ador, Miquel Sol` a, and

P aul Geerlings. The hardness k ernel as the basis for global and

lo cal reactivit y indices. Journal of Computational Chemistry,

29(7):1064–1072, Ma y 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

T okura:2008:DLS

[TST

+

08] Seik en T okura, T ak eshi Sato, T ak ao Tsuneda, T ak ahito Nak a-

jima, and Kimihik o Hirao. A dual-lev el state-sp ecific time-

dep enden t densit y-functional theory

. Journal of Computa-

tional Chemistry, 29(8):1187–1197, June 2008. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

T okmac hev:2001:SIS

[TT01] A. M. T okmac hev and A. L. Tc hougr ´ eeff. Semiempirical imple-

men tation of strictly lo calized geminals for analysis of molecu-

lar electronic structure. Journal of Computational Chemistry,

22(7):752–764, Ma y 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Tsipis:2002:MAD

[TT02] A thanassios C. Tsipis and Constan tinos A. Tsipis. Mec ha-

nistic asp ects of the deh ydration and deh ydrohalogenation of

halo-h ydro xyformaldo xime conformers. A quan tum c hemical

mo del study

. Journal of Computational Chemistry, 23(13):

1266–1280, Octob er 2002. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

T okmac hev:2005:TPS

[TT05] A. M. T okmac hev and A. L. Tc hougr ´ eeff. T ransferabilit y of

parameters of strictly lo cal geminals’ w a v e function and p ossi-

bilit y of sequen tial deriv ation of molecular mec hanics. Journal

of Computational Chemistry, 26(5):491–505, April 15, 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

T araso v:2008:NCM

[TT08] D. N. T araso v and R. P

. Tiger. Numerical computations of

molecular reactions in asso ciated systems caused b y the for-

mation of fractal structures. Journal of Computational Chem-

istry, 29(2):220–224, Jan uary 30, 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

T ran:2001:CA T a

[TTB01a] T ran T rung T ran, Herb ert T reutlein, and An ton y W. Burgess.

Conformational analysis of thiop eptides: deriv ation of sp

2

sul-

fur parameters for the CFF91 force field. Journal of Compu-

tational Chemistry, 22(10):1010–1025, July 30, 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

T ran:2001:CA Tb

[TTB01b] T ran T rung T ran, Herb ert T reutlein, and An ton y W. Burgess.

Conformational analysis of thiop eptides: (φ, ψ ) maps of thio-

substituted dip eptides. Journal of Computational Chemistry,

22(10):1026–1037, July 30, 2001. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

T orop o v:2009:QME

[TTBM09] Andrey A. T orop o v, Alla P . T orop o v a, Emilio Benfenati, and

Alb erto Manganaro. QSPR mo deling of en thalpies of for-

mation for organometallic comp ounds b y SMAR

T-based opti-

mal descriptors. Journal of Computational Chemistry, 30(15):

2576–2582, No v em b er 30, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

teV elde:2001:CA

[tVBB

+

01] G. te V elde, F. M. Bic k elhaupt, E. J. Baerends, C. F onseca

Guerra, S. J. A. v an Gisb ergen, J. G. Snijders, and T. Ziegler.

Chemistry with ADF. Journal of Computational Chemistry,

22(9):931–967, July 15, 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

T autermann:2003:EMA

[TVL

+

03] Christofer S. T autermann, Andreas F. V o egele, Thomas Lo-

erting, P eter Kaps, and Klaus R. Liedl. Extended metho d for

adiabatic mo de reordering. Journal of Computational Chem-

istry, 24(3):386–395, F ebruary 2003. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

T atew aki:2003:GTF

[TW03] Hiroshi T atew aki and Y oshihiro W atanab e. Gaussian-t yp e

function set without prolapse for the Dirac–F o c k–Ro othaan

equation. Journal of Computational Chemistry, 24(15):1823–

1828, No v em b er 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

T omlinson:2003:DIS

[TY03] Aim ´ ee T omlinson and Da vid Y aron. Direct INDO/SCI metho d

for excited state calculations. Journal of Computational

Chemistry, 24(14):1782–1788, No v em b er 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

T amaoki:2005:STF

[TYN05] Mari T amaoki, Y usuk e Y amauc hi, and Hiromi Nak ai. Short-

time F ourier transform analysis of ab initio molecular dy-

namics sim ulation: Collision reaction b et w een CN and C

4

H

6

.

Journal of Computational Chemistry, 26(5):436–442, April 15,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

T ak ashima:2002:NP A

[TYO

+

02] Ha jime T ak ashima, So Y amada, Shigeru Obara, Kunihiro Ki-

tam ura, Shinjiro Inabata, Nobuaki Miy ak a w a, Kazutoshi T an-

ab e, and Ump ei Nagashima. A no v el parallel algorithm for

large-scale F o c k matrix construction with small lo cally dis-

tributed memory arc hitectures: R

T parallel algorithm. Jour-

nal of Computational Chemistry, 23(14):1337–1346, No v em-

b er 15, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T ang:2001:ICS

[TZX01a] P ei T ang, Igor Zubryzc ki, and Y an Xu. Ab initio calcula-

tion of structures and prop erties of halogenated general anes-

thetics: halothane and sev oflurane. Journal of Computational

Chemistry, 22(4):436–444, Marc h 2001. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic). See erratum

[TZX01b].

T ang:2001:EIC

[TZX01b] P ei T ang, Igor Zubrzyc ki, and Y an Xu. Erratum: Ab ini-

tio calculation of structures and prop erties of halogenated

general anesthetics: halothane and sev oflurane. Journal of

Computational Chemistry, 22(7):802, Ma y 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic). See

[TZX01a ].

Udier-Blago vic:2004:AFE

[UBDPJ04] Marina Udier-Blago vi ´ c, P atricia Morales De Tirado, Shoshan-

nah A. P earlman, and William L. Jorgensen. Accuracy of free

energies of h ydration using CM1 and CM3 atomic c harges.

Journal of Computational Chemistry, 25(11):1322–1332, Au-

gust 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Uc himaru:2003:I IR

[UCT

+

03] T adafumi Uc himaru, Asit K. Chandra, Seiji Tsuzuki, Masaaki

Sugie, and Akira Sekiy a. Ab initio in v estigation on the reac-

tion path and rate for the gas-phase reaction of HO + H

2

O

↔ H

2

O + OH. Journal of Computational Chemistry, 24(13):

1538–1548, Octob er 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Umeda:2009:PFM

[UIHN09] Hiroaki Umeda, Y uic hi Inadomi, Hiroaki Honda, and Ump ei

Nagashima. P arallel F o c k matrix construction program for

molecular orbital calculation — sp ecific computer with a hier-

arc hical net w ork. Journal of Computational Chemistry, 30(5):

826–831, April 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Umeda:2004:IPP

[UKN04] Hiroaki Umeda, Shiro Koseki, and Ump ei Nagashima. Im-

pro v emen t of parallelization p erformance of GAMESS: Global

sum and (semi-)direct in tegral calculation in m ultireference

p erturbation calculation. Journal of Computational Chem-

istry, 25(9):1175–1183, July 15, 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

of Computational Chemistry, 30(6):884–892, April 30, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

V olk o v:2004:CEI

[V C04] Anatoliy V olk o v and Philip Copp ens. Calculation of electro-

static in teraction energies in molecular dimers from atomic

m ultip ole momen ts obtained b y differen t metho ds of electron

densit y partitioning. Journal of Computational Chemistry, 25

(7):921–934, Ma y 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

V anZele:2001:VNS

[V CM01] Christopher J. V an Zele, Mark A. Cunningham, and Mar-

vin W. Makinen. V alidation of nitro xyl spin-lab el force-field

parameters through molecular dynamics sim ulations. Jour-

nal of Computational Chemistry, 22(10):1113–1123, July 30,

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V enk atesan:2006:JTP

[VDM06] T. S. V enk atesan, K. Deepik a, and S. Mahapatra. The Jahn–

T eller and pseudo-Jahn–T eller effects in the anion photo elec-

tron sp ectroscop y of B

3 cluster. Journal of Computational

Chemistry, 27(10):1093–1100, July 30, 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

v anDro ogen bro ec k:2004:SMI

[vDSSvA04] Joris v an Dro ogen bro ec k, Ben Sw erts, Lothar Sc h¨ afer, and

Christian v an Alseno y . Solids mo deled b y ab initio crystal field

metho ds, part 22: the F o c k matrix transformed sup ermolecule

mo del and the structure determination of D-erythronic acid-

3,4-carb onate. Journal of Computational Chemistry, 25(16):

2065–2072, Decem b er 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

v anderV aart:2000:LSM

[vdV

GDM00] Arjan v an der V aart, V alen tin Gogonea, Stev en L. Dixon, and

Kenneth M. Merz, Jr. Linear scaling molecular orbital cal-

culations of biological systems using the semiempirical divide

and conquer metho d. Journal of Computational Chemistry,

21(16):1494–1504, Decem b er 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

v anEijc k:2001:ICSb

[vE01] Bouk e P . v an Eijc k. Ab initio crystal structure predictions for

flexible h ydrogen-b onded molecules. P art I I I. Effect of lattice

vibrations. Journal of Computational Chemistry, 22(8):816–

826, June 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V anden-Eijnden:2009:SR T

[VE09] Eric V anden-Eijnden. Some recen t tec hniques for free energy

calculations. Journal of Computational Chemistry, 30(11):

1737–1747, August 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

v anEijc k:2001:ICSa

[vEMK01] Bouk e P . v an Eijc k, Wijnand T. M. Mo oij, and Jan Kro on.

Ab initio crystal structure predictions for flexible h ydrogen-

b onded molecules. P art I I. Accurate energy minimization.

Journal of Computational Chemistry, 22(8):805–815, June

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V anZeist:2008:PSY

[V GB08] Willem-Jan V an Zeist, C ´ elia F onseca Guerra, and F. Matthias

Bic k elhaupt. PyF rag — streamlining y our reaction path analy-

sis. Journal of Computational Chemistry, 29(2):312–315, Jan-

uary 30, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Vilar:2008:QMA

[V GDSU08] San tiago Vilar, Hum b erto Gonz´ alez-D ´ ıaz, Lourdes San tana,

and Eugenio Uriarte. QSAR mo del for alignmen t-free predic-

tion of h uman breast cancer biomark ers based on electrostatic

p oten tials of protein pseudofolding HP-lattice net w orks. Jour-

nal of Computational Chemistry, 29(16):2613–2622, Decem b er

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

v anGisb ergen:2000:TEE

[vGGB00] S. J. A. v an Gisb ergen, C. F onseca Guerra, and E. J. Baerends.

T o w ards excitation energies and (h yp er)p olarizabilit y calcu-

lations of large molecules. Application of parallelization and

linear scaling tec hniques to time-dep enden t densit y functional

resp onse theory

. Journal of Computational Chemistry, 21(16):

1511–1523, Decem b er 2000. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Villar:2005:ALP

[V GGMM05] R. Villar, M. J. Gil, J. I. Garc ´ ıa, and V. Mart ´ ınez-Merino.

Are AM1 ligand-protein binding en thalpies go o d enough for

use in the rational design of new drugs? Journal of Computa-

tional Chemistry, 26(13):1347–1358, Octob er 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

V erma:2007:AAN

[V GO

+

07] Abhina v V erma, Sriniv asa M. Gopal, Jung S. Oh, Kyu H. Lee,

and W olfgang W enzel. All-atom de no v o protein folding with

a scalable ev olutionary algorithm. Journal of Computational

Chemistry, 28(16):2552–2558, Decem b er 2007. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Vc hira w ongkwin:2007:QMM

[VHRR07a] Viw at Vc hira w ongkwin, Thomas S. Hofer, Bernhard R. Ran-

dolf, and Bernd M. Ro de. Quan tum mec hanical/molecular

mec hanical sim ulations of the Tl(I I I) ion in w ater. Journal of

Computational Chemistry, 28(6):1057–1067, April 30, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Vc hira w ongkwin:2007:TSS

[VHRR07b] Viw at Vc hira w ongkwin, Thomas S. Hofer, Bernhard R. Ran-

dolf, and Bernd M. Ro de. Tl(I)-the strongest structure-

breaking metal ion in w ater? A quan tum mec hanical/

molecular mec hanical sim ulation study

. Journal of Compu-

tational Chemistry, 28(6):1006–1016, April 30, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

V emparala:2006:ICI

[VIP

+

06] Sat y a v ani V emparala, Iv a ylo Iv ano v, V o jisla v a P ophristic, Ka-

trin Spiegel, and Mic hael L. Klein. Ab initio calculations of

in tramolecular parameters for a class of arylamide p olymers.

Journal of Computational Chemistry, 27(6):693–700, April 30,

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Vissc her:2002:DEQ

[Vis02] Lucas Vissc her. The Dirac equation in quan tum c hemistry:

Strategies to o v ercome the curren t computational problems.

Journal of Computational Chemistry, 23(8):759–766, June

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V arek o v a:2006:OPI

[VK06] R. Sv ob o do v´ a V a ˇ rek o v´ a and J. Ko ˇ ca. Optimized and par-

allelized implemen tation of the electronegativit y equaliza-

tion metho d and the atom-b ond electronegativit y equalization

metho d. Journal of Computational Chemistry, 27(3):396–405,

F ebruary 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V olk o v:2009:BSD

[VK CK09] Anatoliy V olk o v, Tib or Koritsanszky

, Mic hal Cho dkiewicz,

and Harry F. King. On the basis-set dep endence of lo cal

and in tegrated electron densit y prop erties: Application of a

new computer program for quan tum-c hemical densit y analy-

sis. Journal of Computational Chemistry, 30(9):1379–1391,

July 15, 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V aldes:2008:EIB

[VKP

+

08] Ha yd ´ ee V ald ´ es, V o jt ˘ ec h Klus´ ak, Mic hal Pito ˘ n´ ak, Otto Exner,

Iv o Star ´ y, P a v el Hobza, and Lub om ´ ır Rul ´ ı ˇ sek. Ev aluation

of the in tramolecular basis set sup erp osition error in the cal-

culations of larger molecules: [n]helicenes and Phe-Gly-Phe

trip eptide. Journal of Computational Chemistry, 29(6):861–

870, April 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Vicens:2000:DFS

[VL00] Marie C. Vicens and Gusta v o E. L´ op ez. Densit y functional

studies of cation–w ater complexes. Journal of Computational

Chemistry, 21(1):63–68, Jan uary 15, 2000. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

v anLen the:2012:LEE

[vLBBR12] J. H. v an Len the, H. B. Bro er-Braam, and Z. Rashid. Let-

ters to the editor: On the efficiency of VBSCF algorithms,

a commen t on “An efficien t algorithm for energy gradien ts

and orbital optimization in v alence b ond theory”. Journal

of Computational Chemistry, 33(8):911–913, Marc h 30, 2012.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic). See [SSMW09 ].

V anDerSp o el:2005:GFF

[VLH

+

05] Da vid V an Der Sp o el, Erik Lindahl, Berk Hess, Gerrit Gro en-

hof, Alan E. Mark, and Herman J. C. Berendsen. GR OMA CS:

F ast, flexible, and free. Journal of Computational Chemistry,

26(16):1701–1718, Decem b er 2005. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

V rev en:2000:AI I

[VM00] Thom V rev en and Keiji Morokuma. On the application of the

IMOMO (in tegrated molecular orbital + molecular orbital)

metho d. Journal of Computational Chemistry, 21(16):1419–

1432, Decem b er 2000. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Villa:2002:CFE

[VM02] Alessandra Villa and Alan E. Mark. Calculation of the free en-

ergy of solv ation for neutral analogs of amino acid side c hains.

Journal of Computational Chemistry, 23(5):548–553, April 15,

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Vila:2007:AMI

[VM07] An tonio Vila and Ricardo A. Mosquera. A toms in molecules

in terpretation of the anomeric effect in the O

− −

C

− −

O unit.

Journal of Computational Chemistry, 28(9):1516–1530, July

15, 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

V etere:2003:CSQ

[VMA03] V alen tina V etere, P ascale Maldivi, and Carlo Adamo. Com-

parativ e studies of quasi-relativistic densit y functional meth-

o ds for the description of lan thanide and actinide complexes.

Journal of Computational Chemistry, 24(7):850–858, Ma y

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V rev en:2003:GOQ

[VMF

+

03] Thom V rev en, Keiji Morokuma,

¨

Od¨ on F ark as, H. Bernhard

Sc hlegel, and Mic hael J. F risc h. Geometry optimization with

QM/MM, ONIOM, and other com bined metho ds. I. Microiter-

ations and constrain ts. Journal of Computational Chemistry,

24(6):760–769, April 30, 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

V asily ev:2002:FPE

[VP02] Vladisla v V asily ev and Enrico O. Purisima. A fast pairwise

ev aluation of molecular surface area. Journal of Computa-

tional Chemistry, 23(7):737–745, Ma y 2002. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

V oloshina:2008:CPC

[VP08] Elena V oloshina and Beate P aulus. Cohesiv e prop erties of

CeN and LaN from first principles. Journal of Computa-

tional Chemistry, 29(13):2107–2112, Octob er 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Vitalis:2009:ANC

[VP09] Andreas Vitalis and Rohit V. P appu. ABSINTH: a new con-

tin uum solv ation mo del for sim ulations of p olyp eptides in

aqueous solutions. Journal of Computational Chemistry, 30

(5):673–699, April 15, 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sc hley er:1998:ECC

[vRS98] P aul v on Ragu ´ e Sc hley er, editor. Encyclop e dia of Computa-

tional Chemistry. John Wiley

, New Y ork, NY, USA, 1998.

ISBN 0-471-96588-X (hardbac k). xxix + 3429 (5 v olumes) pp.

LCCN QD39.3.E46 E53 1998. URL http://www.loc.gov/

catdir/description/wiley032/98037164.html .

Sc hley er:2001:A

[vRS01] P aul v on R. Sc hley er. An appreciation. Journal of Com-

putational Chemistry, 22(13):ix–xi, Octob er 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

V aldes:2002:IDS

[VS02] H. V ald ´ es and J. A. Sordo. Ab initio and DFT studies on

v an der W aals trimers: The OCS · (CO

2

)

2 complexes. Jour-

nal of Computational Chemistry, 23(4):444–455, Marc h 2002.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Vija y alakshmi:2008:TSC

[VS08] K. P eriy a Vija y alakshmi and Cherum uttath u H. Suresh. The-

oretical studies on the carcinogenicit y of p olycyclic aromatic

h ydro carb ons. Journal of Computational Chemistry, 29(11):

1808–1817, August 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

V adali:2004:SF G

[VSK

+

04] Ramkumar V. V adali, Y an Shi, Sameer Kumar, Laxmik an t V.

Kale, Mark E. T uc k erman, and Glenn J. Mart yna. Scal-

able fine-grained parallelization of plane-w a v e–based ab ini-

tio molecular dynamics for large sup ercomputers. Journal of

Computational Chemistry, 25(16):2006–2022, Decem b er 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

V aiana:2003:MMF

[VSW

+

03] Andrea C. V aiana, Andreas Sc h ulz, J ¨ urgen W olfrum, Markus

Sauer, and Jerem y C. Smith. Molecular mec hanics force field

parameterization of the fluorescen t prob e rho damine 6G us-

ing automated frequency matc hing. Journal of Computational

Chemistry, 24(5):632–639, April 15, 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

V oltz:2008:CGF

[VTT

+

08] Karine V oltz, Joanna T rylsk a, V alen tina T ozzini, V andana

Kurk al-Sieb ert, J¨ org Lango wski, and Jerem y Smith. Coarse-

grained force field for the n ucleosome from self-consisten t m ul-

tiscaling. Journal of Computational Chemistry, 29(9):1429–

1439, July 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

V andeStreek:2002:IEC

[VVBV02] Jacco V an de Streek, P aul V erw er, Piet Bennema, and Elias

Vlieg. On the irrelev ance of electrostatics for the crystal struc-

tures and p olymorphism of long ev en n-alk anes. Journal of

Computational Chemistry, 23(3):365–370, F ebruary 2002. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

W alk er:2008:IF A

[W CC08] Ross C. W alk er, Mic hael F. Cro wley

, and Da vid A. Case.

The implemen tation of a fast and accurate QM/MM p oten tial

metho d in AMBER. Journal of Computational Chemistry, 29

(7):1019–1031, Ma y 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W an:2004:LSM

[W CF04] Sh unzhou W an, P eter Co v eney

, and Darren R. Flo w er. Large-

scale molecular dynamics sim ulations of HLA-A*0201 com-

plexed with a tumor-sp ecific an tigenic p eptide: Can the α3

and β

2 m domains b e neglected? Journal of Computational

Chemistry, 25(15):1803–1813, No v em b er 30, 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Witek:2002:ISA

[W CFH02] Henryk A. Witek, Y o ong-Kee Cho e, James P

. Finley

, and

Kimihik o Hirao. In truder state a v oidance m ultireference

Møller–Plesset p erturbation theory

. Journal of Computational

Chemistry, 23(10):957–965, July 30, 2002. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2009:RMP

[W CHW09] Meiy an W ang, Lin Cheng, Bo Hong, and Zhijian W u. Reaction

mec hanism of palladium-catalyzed silastannation of allenes b y

densit y functional theory

. Journal of Computational Chem-

istry, 30(9):1521–1531, July 15, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2000:HWD

[W CK00] Junmei W ang, Piotr Cieplak, and P eter A. Kollman. Ho w

w ell do es a restrained electrostatic p oten tial (RESP) mo del

p erform in calculating conformational energies of organic and

biological molecules? Journal of Computational Chemistry,

21(12):1049–1074, Septem b er 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

W u:2005:TSN

[W CL05] Hui-Yin W u, Aja y Chaudhari, and Sh yi-Long Lee. Theoret-

ical studies on nonlinear optical prop erties of formaldeh yde

oligomers b y ab initio and densit y functional theory meth-

o ds. Journal of Computational Chemistry, 26(15):1543–1564,

No v em b er 30, 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W u:2009:OBC

[W CS09] Xia W u, W ensheng Cai, and Xueguang Shao. Optimization

of bimetallic Cu–Au and Ag–Au clusters b y using a mo dified

adaptiv e imm une optimization algorithm. Journal of Compu-

tational Chemistry, 30(13):1992–2000, Octob er 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2008:DFS

[W CW08] M. Y. W ang, L. Cheng, and Z. J. W u. Densit y functional study

on the reaction mec hanism of palladium-catalyzed addition of

cy anob oranes to alkynes. Journal of Computational Chem-

istry, 29(11):1825–1839, August 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2004:SEA

[WD04] Zhi-Xiang W ang and Y ong Duan. Solv ation effects on alanine

dip eptide: a MP2/cc-pVTZ//MP2/6-31G** study of (Φ, Ψ)

energy maps and conformers in the gas phase, ether, and w a-

ter. Journal of Computational Chemistry, 25(14):1699–1716,

No v em b er 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W olff:2008:FPM

[WD08] Holger W olff and Ric hard Dronsk o wski. First-principles

and molecular-dynamics study of structure and b onding in

p ero vskite-t yp e o xynitrides ABO

2

N (A = Ca, Sr, Ba; B = T a,

Nb). Journal of Computational Chemistry, 29(13):2260–2267,

Octob er 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W ang:2006:TMS

[WDS06] Jian W ang, Yi-Hong Ding, and Chia-Ch ung Sun. Theoret-

ical mec hanistic study on the radical–molecule reactions of

cy anometh ylidyne with PH

3

, H

2

S, and HCl. Journal of Com-

putational Chemistry, 27(14):1756–1764, No v em b er 15, 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

W ang:2006:GRM

[WD WS06] Jian W ang, Yi-Hong Ding, Gong-Bing W u, and Chia-Ch ung

Sun. Gaseous reaction mec hanism of C

2

F radical with w ater.

Journal of Computational Chemistry, 27(3):363–367, F ebru-

ary 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W u:2002:DID

[WD X

+

02] Y ang W u, Yi-Hong Ding, Jing-F a Xiao, Ze-Sheng Li, Xu-Ri

Huang, and Chia-Ch ung Sun. Direct ab initio dynamics study

on the rate constan ts and kinetic isotop e effect for the reac-

tions of H atoms with GeD

n

(CH

3

)

4−n

(n = 1–4). Journal

of Computational Chemistry, 23(14):1366–1374, No v em b er 15,

2002. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W ang:2006:TSS

[WD XS06] Qiang W ang, Yi-Hong Ding, Hong-Bin Xie, and Chia-Ch ung

Sun. Theoretical study on structures and stabilities of

[H,Ge,C,N]. Journal of Computational Chemistry, 27(4):505–

514, Marc h 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W ang:2007:TSM

[WDZS07] Jian W ang, Yi-Hong Ding, Shao-W en Zhang, and Chia-Ch ung

Sun. Theoretical study on the meth yl radical with c hlorinated

meth yl radicals CH

3−n

Cl

n

(n = 1, 2, 3) and CCl

2

. Journal

of Computational Chemistry, 28(5):865–876, April 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Whitehead:2001:MDS

[WEE01] Lewis Whitehead, Colin M. Edge, and Jonathan W. Essex.

Molecular dynamics sim ulation of the h ydro carb on region of

a biomem brane using a reduced represen tation mo del. Journal

of Computational Chemistry, 22(14):1622–1633, No v em b er 15,

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W eigend:2008:HFE

[W ei08] Florian W eigend. Hartree–F o c k exc hange fitting basis sets for

H to Rn. Journal of Computational Chemistry, 29(2):167–

175, Jan uary 30, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W ang:2001:APP

[WFHP01] Bing W ang, Ulric h Fleisc her, James F. Hin ton, and P eter Pu-

la y . Accurate prediction of proton c hemical shifts. I. Sub-

stituted aromatic h ydro carb ons. Journal of Computational

Chemistry, 22(16):1887–1895, Decem b er 2001. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ong:2008:TCM

[WFR08] Bry an M. W ong, Maria M. F adri, and Sumath y Raman. Ther-

mo dynamic calculations for molecules with asymmetric in ter-

nal rotors. I I. Application to the 1,2-dihalo ethanes. Journal

of Computational Chemistry, 29(3):481–487, F ebruary 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Widja ja:2002:PCS

[W G02] Effendi Widja ja and Marc Garland. Pure comp onen t sp ectral

reconstruction from mixture data using SVD, global en trop y

minimization, and sim ulated annealing. Numerical in v estiga-

tions of admissible ob jectiv e functions using a syn thetic 7-

sp ecies data set. Journal of Computational Chemistry, 23(9):

911–919, July 15, 2002. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Wheatley:2008:TDC

[Whe08] Ric hard J. Wheatley

. Time-dep enden t coupled-cluster calcu-

lations of p olarizabilities and disp ersion energy co efficien ts.

Journal of Computational Chemistry, 29(3):445–450, F ebru-

ary 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Witta y anarakul:2008:APP

[WHF08] Kitiy ap orn Witta y anarakul, Sup ot Hannongbua, and Mic hael

F eig. Accurate prediction of protonation state as a prerequi-

site for reliable MM-PB(GB)SA binding free energy calcula-

tions of HIV-1 protease inhibitors. Journal of Computational

Chemistry, 29(5):673–685, April 15, 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

W o o dco c k:2007:IQC

[WHG

+

07] H. Lee W o o dco c k I I I, Milan Ho do ˇ s ˇ cek, Andrew T. B. Gilb ert,

P eter M. W. Gill, Henry F. Sc haefer I I I, and Bernard R.

Bro oks. In terfacing Q-Chem and CHARMM to p erform QM/

MM reaction path calculations. Journal of Computational

Chemistry, 28(9):1485–1502, July 15, 2007. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W u:2006:DDS

[WHH

+

06] Li-Cheng W u, Jorng-Tzong Horng, Shir-Ly Huang, Hsien-Da

Huang, and Ba w-Jhiune Liu. Detection of discriminativ e se-

quence motifs in proteins obtained from prok ary otes gro wn at

v arious temp eratures. Journal of Computational Chemistry,

27(6):798–808, April 30, 2006. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

W ang:2002:APP

[WHP02] Bing W ang, James F. Hin ton, and P eter Pula y . Accurate pre-

diction of proton c hemical shifts. I I. P eptide analogues. Jour-

nal of Computational Chemistry, 23(4):492–497, Marc h 2002.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Whitnell:2008:CMV

[WHR

G08] Rob ert M. Whitnell, Do w P . Hurst, P atricia H. Reggio, and

F rank Guarnieri. Conformational memories with v ariable

b ond angles. Journal of Computational Chemistry, 29(5):741–

752, April 15, 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Wib erg:2004:BSE

[Wib04] Kenneth B. Wib erg. Basis set effects on calculated geome-

tries: 6-311++G** vs. aug-cc-pVDZ. Journal of Computa-

tional Chemistry, 25(11):1342–1346, August 2004. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Williams:2001:I IF a

[Wil01a] Donald E. Williams. Impro v ed in termolecular force field for

crystalline o xoh ydro carb ons including O

− −

H· · ·O h ydrogen

b onding. Journal of Computational Chemistry, 22(1):1–20,

Jan uary 15, 2001. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Williams:2001:I IFb

[Wil01b] Donald E. Williams. Impro v ed in termolecular force field for

molecules con taining H, C, N, and O atoms, with applica-

tion to n ucleoside and p eptide crystals. Journal of Compu-

tational Chemistry, 22(11):1154–1166, August 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W u:2000:VBC

[WJ00] Jian W u and Y uansheng Jiang. The v alence b ond calcula-

tions for conjugated h ydro carb ons ha ving 24–28 π -electrons.

Journal of Computational Chemistry, 21(10):856–869, July 30,

2000. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W u:2008:TSH

[WJX

+

08] Y ong W u, Lu Jin, Ying Xue, Dai Qian Xie, Chan Kyung

Kim, Y ong Guo, and Guo Sen Y an. Theoretical study on

the h ydrolysis mec hanism of N, N-dimeth yl–N’-(2-o xo-1, 2-

dih ydro-p yrimidin yl)formamidine: W ater-assisted mec hanism

and cluster-con tin uum mo del. Journal of Computational

Chemistry, 29(8):1222–1232, June 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2001:APF

[WK01] Junmei W ang and P eter A. Kollman. Automatic parameter-

ization of force field b y systematic searc h and genetic algo-

rithms. Journal of Computational Chemistry, 22(12):1219–

1228, Septem b er 2001. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W atanab e:2001:CXR

[WKYU01] Nob oru W atanab e, Y ohei Kamata, Kota Y amauc hi, and Y a-

suo Udaga w a. Calculation of X-ra y scattering in tensities b y

means of the coupled cluster singles and doubles mo del. Jour-

nal of Computational Chemistry, 22(13):1315–1320, Octob er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W ells:2000:CSE

[WL00] M. C. W ells and R. R. Lucc hese. Computing the sup erex-

c hange electronic factor of electron transfer theory using

a grid-based n umerical metho d. Journal of Computational

Chemistry, 21(14):1262–1273, No v em b er 15, 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2002:AEG

[WL02] F an W ang and Lemin Li. Analytical energy gradien t ev alua-

tion in relativistic and nonrelativistic densit y functional calcu-

lations. Journal of Computational Chemistry, 23(9):920–927,

July 15, 2002. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W ang:2004:NEP

[WL04] F an W ang and Lemin Li. Numerical examination of p erfor-

mance of some exc hange-correlation functionals for molecules

con taining hea vy elemen ts. Journal of Computational Chem-

istry, 25(5):669–677, April 15, 2004. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

W alsh:2009:MBW

[WL09a] T. R. W alsh and T. Liang. A m ultip ole-based w ater p oten-

tial with implicit p olarization for biomolecular sim ulations.

Journal of Computational Chemistry, 30(6):893–899, April 30,

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W ang:2009:NBT

[WL09b] Jin W ang and Jin Huai Liu. No v el bi-transition metallic encap-

sulated naph thalene-lik e Si

20 prismatic cage: a DFT in v estiga-

tion. Journal of Computational Chemistry, 30(7):1103–1110,

Ma y 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W ang:2001:TSP

[WLL01] Li Jie W ang, Se Li, and Qian Sh u Li. Theoretical studies on a

p ossible syn thesis reaction path w a y on N

8

(C

S

) clusters. Jour-

nal of Computational Chemistry, 22(13):1334–1339, Octob er

2001. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W u:2003:DLD

[WLL

+

03] Jia-Y an W u, Jing-Y ao Liu, Ze-Sheng Li, Xu-Ri Huang, and

Chia-Ch ung Sun. Dual-lev el direct dynamics studies for the

reactions of dimeth yl ether with h ydrogen atom and meth yl

Witek:2003:MPT

[WNH03] Henryk A. Witek, Haruyuki Nak ano, and Kimihik o Hirao.

Multireference p erturbation theory with optimized partition-

ing. I I. Applications to molecular systems. Journal of Compu-

tational Chemistry, 24(12):1390–1400, Septem b er 2003. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Wladk o wski:2003:HCP

[W OC

+

03] Brian D. Wladk o wski, P aul Ostazeski, Sarah Cheno w eth,

Stev en J. Broadw ater, and Morris Krauss. Hydrolysis of cyclic

phosphates b y rib on uclease A: a computational study using a

simplified ab initio quan tum mo del. Journal of Computational

Chemistry, 24(14):1803–1811, No v em b er 15, 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ong:2009:NIS

[W on09] Bry an M. W ong. Nonco v alen t in teractions in supramolecular

complexes: a study on corann ulene and the double conca v e

buc kycatc her. Journal of Computational Chemistry, 30(1):

51–56, Jan uary 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W o o ds:2001:BRB

[W o o01] Rob ert J. W o o ds. Bo ok review: Computational Chemistry. A

Pr actic al Guide for Applying T e chniques to R e al World Pr ob-

lems, By Da vid Y oung. Journal of Computational Chemistry,

22(16):2040, Decem b er 2001. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

W outers:2000:UTD

[W ou00] Johan W outers. Use of theoretical descriptors to c haracterize

cation–π binding sites in (macro)molecules. Journal of Com-

putational Chemistry, 21(10):847–855, July 30, 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W annere:2007:ESO

[WPH

+

07] Chaitan y a S. W annere, Ank an P aul, Rainer Herges, K. N.

Houk, Henry F. Sc haefer I I I, and P aul v on Ragu ´ e Sc hley er.

The existence of secondary orbital in teractions. Journal of

Computational Chemistry, 28(1):344–361, Jan uary 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Witter:2002:CSD

[WPS02] Raik er Witter, W olfram Prie, and Ulric h Stern b erg. Chemi-

cal shift driv en geometry optimization. Journal of Computa-

tional Chemistry, 23(2):298–305, Jan uary 30, 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Qu:2002:TSM

[wQZsLyZ02] Zheng w ang Qu, Hui Zh u, Ze sheng Li, and Qi yuan Zhang.

Theoretical study on the mec hanism of the gas-phase reaction

of dib orane(3) anion with carb on disulfide. Journal of Com-

putational Chemistry, 23(3):414–419, F ebruary 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ong:2007:TCM

[WR07] Bry an M. W ong and Sumath y Raman. Thermo dynamic cal-

culations for molecules with asymmetric in ternal rotors — ap-

plication to 1,3-butadiene. Journal of Computational Chem-

istry, 28(4):759–766, Marc h 2007. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

W u:2003:D A G

[WRBV03] Guosheng W u, Daniel H. Rob ertson, Charles L. Bro oks I I I,

and Mic hal Vieth. Detailed analysis of grid-based molecular

do c king: a case study of CDOCKER — a CHARMm-based

MD do c king algorithm. Journal of Computational Chemistry,

24(13):1549–1562, Octob er 2003. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

W aller:2006:HDF

[WRP

+

06] Mark P . W aller, Arturo Rob ertazzi, James A. Platts, Da vid E.

Hibbs, and P eter A. Williams. Hybrid densit y functional

theory for π -stac king in teractions: Application to b enzenes,

p yridines, and DNA bases. Journal of Computational Chem-

istry, 27(4):491–504, Marc h 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Whitfield:2002:GSG

[WS02a] T. W. Whitfield and John E. Straub. Gra vitational smo oth-

ing as a global optimization strategy

. Journal of Computa-

tional Chemistry, 23(11):1100–1103, August 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W o jciec ho wski:2002:DSL

[WS02b] Marek W o jciec ho wski and Jeffrey Sk olnic k. Do c king of small

ligands to lo w-resolution and theoretically predicted receptor

structures. Journal of Computational Chemistry, 23(1):189–

197, Jan uary 15, 2002. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W ada:2005:QCM

[WS05a] Mitsuhito W ada and Minoru Sakurai. A quan tum c hemical

metho d for rapid optimization of protein structures. Jour-

nal of Computational Chemistry, 26(2):160–168, Jan uary 30,

2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W ennmohs:2005:DMM

[WS05b] F. W ennmohs and M. Sc hindler. Dev elopmen t of a m ultip oin t

mo del for sulfur in proteins: a new parametrization sc heme

to repro duce high-lev el ab initio in teraction energies. Journal

of Computational Chemistry, 26(3):283–293, F ebruary 2005.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

W roblewsk a:2007:CPB

[WS07] Liliana W roblewsk a and Jeffrey Sk olnic k. Can a ph ysics-based,

all-atom p oten tial find a protein’s nativ e structure among

misfolded structures? I. Large scale AMBER b enc hmark-

ing. Journal of Computational Chemistry, 28(12):2059–2066,

Septem b er 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W righ t:2009:SCC

[WSC09] James S. W righ t, Ho oman Shadnia, and Leonid L. Chep-

elev. Stabilit y of carb on-cen tered radicals: Effect of functional

groups on the energetics of addition of molecular o xygen. Jour-

nal of Computational Chemistry, 30(7):1016–1026, Ma y 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

W ei:2008:A TM

[WSM

+

08] Y. W ei, T. Singer, H. Ma yr, G. N. Sastry

, and H. Zipse. As-

sessmen t of theoretical metho ds for the calculation of meth yl

cation affinities. Journal of Computational Chemistry, 29(2):

291–297, Jan uary 30, 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

W ei:2009:PCT

[WSM

+

09] Yin W ei, Bandaru Sateesh, Boris Mary asin, G. N. Sastry

, and

Hendrik Zipse. The p erformance of computational tec hniques

in lo cating the c harge separated in termediates in organo cat-

alytic transformations. Journal of Computational Chemistry,

30(16):2617–2624, Decem b er 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

W atanab e:2006:R GB

[WTKM06] Y oshihiro W atanab e, Hiroshi T atew aki, T oshik atsu Koga, and

Osam u Matsuok a. Relativistic Gaussian basis sets for molecu-

lar calculations: F ully optimized single-family exp onen t basis

sets for H Hg. Journal of Computational Chemistry, 27(1):

48–52, Jan uary 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W u:2006:ESM

[W u06] Zhijian W u. Electronic structures of 3d-metal mononitrides.

Journal of Computational Chemistry, 27(3):267–276, F ebru-

ary 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W ang:2003:PEM

[WW03] Yi-Gui W ang and Nic k Henry W erstiuk. A practical and effi-

cien t metho d to calculate AIM lo calization and delo calization

indices at p ost-HF lev els of theory

. Journal of Computational

Chemistry, 24(3):379–385, F ebruary 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Wib erg:2004:CES

[WW04] Kenneth B. Wib erg and Yi-Gui W ang. Conformational en-

ergies for 2-substituted butanes. Journal of Computational

Chemistry, 25(9):1127–1132, July 15, 2004. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2004:DTG

[WW C

+

04] Junmei W ang, Romain M. W olf, James W. Caldw ell, P eter A.

Kollman, and Da vid A. Case. Dev elopmen t and testing of a

general AMBER force field. Journal of Computational Chem-

istry, 25(9):1157–1174, July 15, 2004. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic). See erratum

[? ].

W ang:2005:EJW

[WW C

+

05] Junmei W ang, Romain M. W olf, James W. Caldw ell, P eter A.

Kollman, and Da vid A. Case. Erratum: Junmei W ang, Ro-

main M. W olf, James W. Caldw ell, P eter A. Kollman, and

Da vid A. Case, “Dev elopmen t and testing of a general AM-

BER force field” Journal of Computational Chemistry (2004)

25(9) 1157–1174. Journal of Computational Chemistry, 26(1):

114, Jan uary 15, 2005. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic). See [WW C

+

04 ].

W ang:2009:SDE

[WWL

+

09] Rong W ang, Jian-Sheng W ang, Gui-Rong Liu, Jongy o on Han,

and Y u-Zong Chen. Sim ulation of DNA electrophoresis in sys-

tems of large n um b er of solv en t particles b y coarse-grained h y-

brid molecular dynamics approac h. Journal of Computational

Chemistry, 30(4):505–513, Marc h 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

W u:2007:ESC

[WWS07] Z. J. W u, M. Y. W ang, and Z. M. Su. Electronic structures and

c hemical b onding in diatomic ScX to ZnX (X = S, Se, T e).

Journal of Computational Chemistry, 28(3):703–714, F ebru-

ary 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W ang:2008:DSC

[WWT08] Xuey e W ang, Hengliang W ang, and Y uanqiang T an. DFT

study of the cryptand and b enzo cryptand and their complexes

with alk ali metal cations: Li

+

, Na

+

, K

+

. Journal of Compu-

tational Chemistry, 29(9):1423–1428, July 15, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W u:2009:APH

[WX09] Jianming W u and Xin Xu. Accurate prediction of heats of

formation b y a com bined metho d of B3L

YP and neural net-

w ork correction. Journal of Computational Chemistry, 30(9):

1424–1444, July 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W u:2008:CSD

[WXK08] Y ong W u, Ying Xue, and Chan Kyung Kim. Computational

studies on the dimers and the thermal dimerization of norb or-

nadiene. Journal of Computational Chemistry, 29(8):1250–

1258, June 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W u:2003:ISP

[WXX03] Y ong W u, Daiqian Xie, and Ying Xue. Ab initio studies for the

photo disso ciation mec hanism of h ydro xy acetone. Journal of

Computational Chemistry, 24(8):931–938, June 2003. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2009:DLD

[WyLG

+

09] Li W ang, Jing y ao Liu, Hong Gao, Su qin W an, and Ze sheng

Li. Dual-lev el direct dynamics studies for the reactions of OH

radical with bromine-substituted ethanes. Journal of Com-

putational Chemistry, 30(4):611–620, Marc h 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:2006:SBO

[WZW

+

06] Zhi-Xiang W ang, W ei Zhang, Ch un W u, Hongxing Lei, Pi-

otr Cieplak, and Y ong Duan. Strik e a balance: Optimization

of bac kb one torsion parameters of AMBER p olarizable force

field for sim ulations of proteins and p eptides. Journal of Com-

putational Chemistry, 27(6):781–790, April 30, 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

See erratum [Ano06c ].

W u:2007:SSC

[WZXY07] Anan W u, Ying Zhang, Xin Xu, and Yijing Y an. System-

atic studies on the computation of n uclear magnetic resonance

shielding constan ts and c hemical shifts: the densit y functional

mo dels. Journal of Computational Chemistry, 28(15):2431–

2442, No v em b er 30, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W an:2004:QSA

[WZY04] Jian W an, Li Zhang, and Guangfu Y ang. Quan titativ e

structure–activit y relationships for phen yl triazolinones of pro-

top orph yrinogen o xidase inhibitors: a densit y functional the-

ory study

. Journal of Computational Chemistry, 25(15):1827–

1832, No v em b er 30, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W ang:2009:FPS

[WZZ

+

09] Lu W ang, Jijun Zhao, Zhen Zhou, S. B. Zhang, and Zhong-

fang Chen. First-principles study of molecular h ydrogen dis-

so ciation on dop ed Al

12

X (X = B, Al, C, Si, P

, Mg, and Ca)

clusters. Journal of Computational Chemistry, 30(15):2509–

2514, No v em b er 30, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Xia:2008:BSZ

[XB08] Sheng-Qing Xia and Svilen Bob ev. Are Ba

11

Cd

6

Sb

12 and

Sr

11

Cd

6

Sb

12 zin tl phases or not? A densit y-functional the-

ory study

. Journal of Computational Chemistry, 29(13):2125–

2133, Octob er 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Xie:2006:RR C

[XDS06a] Hong-Bin Xie, Yi-Hong Ding, and Chia-Ch ung Sun. Radical

reaction C

3

H + NO: a mec hanistic study

. Journal of Compu-

tational Chemistry, 27(5):641–660, April 15, 2006. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Xie:2006:YRM

[XDS06b] Hong-Bin Xie, Yi-Hong Ding, and Chia-Ch ung Sun. Ylidic

radical–molecule reactions. Journal of Computational Chem-

istry, 27(5):545–551, April 15, 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Xie:2006:TSI

[XFF06] Ju Xie, Dac heng F eng, and Shengyu F eng. Theoretical study

on the isomeric structures and the stabilit y of silylenoid

(Tsi)Cl

2

SiLi (Tsi = C(SiMe

3

)

3

). Journal of Computational

Xie:2004:HBS

[XZ04] Daiqian Xie and Jun Zeng. Hydrogen b onding and sol-

v ato c hromatic shift of the lo w est

1

(n, π

∗

) excitation of s-

tetrazine in its h ydrated clusters and dilute solutions. Jour-

nal of Computational Chemistry, 25(12):1487–1495, Septem-

b er 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Xie:2005:EEG

[XZ05] Daiqian Xie and Jun Zeng. Electronic excitations of green

fluorescen t proteins: Protonation states of c hromophore mo del

comp ound in solutions. Journal of Computational Chemistry,

26(14):1487–1496, No v em b er 15, 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Xiang:2004:F QM

[XZZ04] Y un Xiang, Da W. Zhang, and John Z. H. Zhang. F ully quan-

tum mec hanical energy optimization for protein–ligand struc-

ture. Journal of Computational Chemistry, 25(12):1431–1437,

Septem b er 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Y asar:2002:EMS

[Y A ¸ C

+

02] F atih Y a ¸ sar, Handan Arkin, T arik ¸

Celik, Bernd A. Berg, and

Hagai Meiro vitc h. Efficiency of the m ulticanonical sim ulation

metho d as applied to p eptides of increasing size: the hep-

tap eptide deltorphin. Journal of Computational Chemistry,

23(12):1127–1134, Septem b er 2002. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Y ang:2004:DEG

[Y an04] Jinn-Mo on Y ang. Dev elopmen t and ev aluation of a generic

ev olutionary metho d for protein–ligand do c king. Journal of

Computational Chemistry, 25(6):843–857, April 30, 2004. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Y asuda:2008:TEI

[Y as08] Ko ji Y asuda. Tw o-electron in tegral ev aluation on the graphics

pro cessor unit. Journal of Computational Chemistry, 29(3):

334–342, F ebruary 2008. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Y asar:2000:MPC

[Y ¸

CBM00] F atih Y a ¸ sar, T arik ¸

Celik, Bernd A. Berg, and Hagai

Meiro vitc h. Multicanonical pro cedure for con tin uum p ep-

tide mo dels. Journal of Computational Chemistry, 21(14):

1251–1261, No v em b er 15, 2000. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Chiu:2008:SEF

[yCkHmY08] Yi yuan Chiu, Jenn k ang Hw ang, and Jinn mo on Y ang. Soft

energy function and generic ev olutionary metho d for discrim-

inating nativ e from nonnativ e protein conformations. Journal

of Computational Chemistry, 29(9):1364–1373, July 15, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Y ang:2007:DLS

[YCS07] Xiaoli Y ang, W ensheng Cai, and Xueguang Shao. A dynamic

lattice searc hing metho d with constructed core for optimiza-

tion of large Lennard-Jones clusters. Journal of Computational

Chemistry, 28(8):1427–1433, June 2007. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y ang:2009:P A C

[YCW

+

09] Xue-Gang Y ang, Duan Chen, Min W ang, Ying Xue, and Y u-

Zong Chen. Prediction of an tibacterial comp ounds b y mac hine

learning approac hes. Journal of Computational Chemistry, 30

(8):1202–1211, June 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Y ok o jima:2003:DMF

[YCXY03] Satoshi Y ok o jima, Guanh ua Chen, Ruixue Xu, and Yijing

Y an. A dynamic mean field theory for dissipativ e in teract-

ing man y-electron systems: Mark o vian formalism and its im-

plemen tation. Journal of Computational Chemistry, 24(16):

2083–2092, Decem b er 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Y ang:2006:MSC

[YD WS06] Li-Ming Y ang, Yi-Hong Ding, Qiang W ang, and Chia-Ch ung

Sun. Monosilicon-substituted cy anoacet ylene: a computa-

tional study

. Journal of Computational Chemistry, 27(5):578–

595, April 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Y ang:2005:TSE

[YFR05] Li Y ang, Ji-Kang F eng, and Ai-Min Ren. Theoretical studies

on the electronic and optical prop erties of t w o new alternat-

ing fluorene/carbazole cop olymers. Journal of Computational

Chemistry, 26(10):969–979, July 30, 2005. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y ano v er:2007:DEE

[YFS07] Chen Y ano v er, Menac hem F romer, and Julia M. Shifman.

Dead-end elimination for m ultistate protein design. Journal of

Computational Chemistry, 28(13):2122–2129, Octob er 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Y u:2006:MDS

[YGLvG06] Haib o Y u, Daan P

. Geerk e, Haiy an Liu, and Wilfred F.

v an Gunsteren. Molecular dynamics sim ulations of liquid

methanol and methanol–w ater mixtures with p olarizable mo d-

els. Journal of Computational Chemistry, 27(13):1494–1504,

Octob er 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Y ang:2005:MA O

[YGZZ05] Zhong-Zhi Y ang, Li-Dong Gong, Dong-Xia Zhao, and Ming-

Bo Zhang. Metho d and algorithm of obtaining the molecular

in trinsic c haracteristic con tours (MICCs) of organic molecules.

Journal of Computational Chemistry, 26(1):35–47, Jan uary

15, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Y oshida:2006:NMD

[YH06] Norio Y oshida and F umio Hirata. A new metho d to deter-

mine electrostatic p oten tial around a macromolecule in solu-

tion from molecular w a v e functions. Journal of Computational

Chemistry, 27(4):453–462, Marc h 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y oshiza w a:2007:CFD

[YH07] T erutak a Y oshiza w a and Masahik o Hada. Calculations of

frequency-dep enden t molecular magnetizabilities with quasi-

relativistic time-dep enden t generalized unrestricted Hartree–

F o c k metho d. Journal of Computational Chemistry, 28(4):

740–747, Marc h 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Y oshiza w a:2009:REC

[YH09] T erutak a Y oshiza w a and Masahik o Hada. Relativistic and

electron-correlation effects on magnetizabilities in v estigated

b y the Douglas-Kroll-Hess metho d and the second-order

Møller–Plesset p erturbation theory

. Journal of Computational

Chemistry, 30(15):2550–2566, No v em b er 30, 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y u:2006:TSS

[YHD

+

06] Guang-T ao Y u, Xu-Ri Huang, Yi-Hong Ding, Chia-Ch ung

Sun, and Au-Chin T ang. Theoretical study on the [Si, C, N,

O] p oten tial energy surface. Journal of Computational Chem-

istry, 27(6):749–761, April 30, 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Y amanak a:2003:TSS

[YIN03] Masahiro Y amanak a, Akik o Inagaki, and Eiic hi Nak a-

m ura. Theoretical studies on structures and reactivities

of organo cuprate(I) and organo copp er(I I I) sp ecies. Journal

of Computational Chemistry, 24(12):1401–1409, Septem b er

2003. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Y u:2006:WRD

[YJF06] Zhiyun Y u, Matthew P

. Jacobson, and Ric hard A. F riesner.

What role do surfaces pla y in GB mo dels? A new-generation

of surface-generalized Born mo del based on a no v el Gaussian

surface for biomolecules. Journal of Computational Chem-

istry, 27(1):72–89, Jan uary 15, 2006. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Y ang:2000:FLD

[YK00] Jinn-Mo on Y ang and Cheng-Y an Kao. Flexible ligand do c k-

ing using a robust ev olutionary algorithm. Journal of Com-

putational Chemistry, 21(11):988–998, August 2000. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Yim:2008:AMA

[YK08] W ai-Leung Yim and Thorsten Kl ¨ uner. A toms-in-molecules

analysis for planew a v e DFT calculations — a n umerical ap-

proac h on a successiv ely in terp olated c harge densit y grid.

Journal of Computational Chemistry, 29(8):1306–1315, June

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Y uzlenk o:2009:MMA

[YKK09] Olga Y uzlenk o and Katarzyna Kie ´ c-Konono wicz. Molecular

mo deling of A

1 and A

2A adenosine receptors: Comparison of

rho dopsin- and β

2

-adrenergic-based homology mo dels through

the do c king studies. Journal of Computational Chemistry, 30

(1):14–32, Jan uary 15, 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Y ang:2006:GAP

[YL06] Y uedong Y ang and Haiy an Liu. Genetic algorithms for protein

conformation sampling and optimization in a discrete bac k-

b one dihedral angle space. Journal of Computational Chem-

istry, 27(13):1593–1602, Octob er 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y ang:2009:SMN

[YL09] P ei-Kun Y ang and Carma y Lim. Strategies to mo del the

near-solute solv en t molecular densit y/p olarization. Journal

of Computational Chemistry, 30(5):700–709, April 15, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Y u:2009:CSR

[YLL

+

09] W en b o Y u, Lei Liang, Zijing Lin, Sanliang Ling, Maciej Ha-

ranczyk, and Maciej Guto wski. Comparison of some repre-

sen tativ e densit y functional theory and w a v e function theory

metho ds for the studies of amino acids. Journal of Compu-

tational Chemistry, 30(4):589–600, Marc h 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y ang:2008:TSR

[YL W

+

08] Lei Y ang, Jing-Y ao Liu, Li W ang, Hong-Qing He, Ying

W ang, and Ze-Sheng Li. Theoretical study of the reactions

CF

3

CH

2

OCHF

2

+ OH/Cl and its pro duct radicals and paren t

ether (CH

3

CH

2

OCH

3

) with OH. Journal of Computational

Chemistry, 29(4):550–561, Marc h 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y ang:2009:TSR

[YL WL09] Lei Y ang, Jing-Y ao Liu, Su-Qin W an, and Ze-Sheng Li.

Theoretical studies of the reactions of CF

3

CHCLOCHF

2

/

CF

3

CHF OCHF

2 with OH radical and Cl atom and their pro d-

uct radicals with OH. Journal of Computational Chemistry,

30(4):565–580, Marc h 2009. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Y ang:2008:DDS

[YLZ08] Jing Y ang, Qian Sh u Li, and Shao w en Zhang. Direct dynamics

study on the reaction of acetaldeh yde with ozone. Journal of

Computational Chemistry, 29(2):247–255, Jan uary 30, 2008.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Y uan:2004:SSV

[YMT04] Zheng Y uan, John S. Mattic k, and Rohan D. T easdale.

SVM

T M

: Supp ort v ector mac hines to predict transmem brane

segmen ts. Journal of Computational Chemistry, 25(5):632–

636, April 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Y ao:2005:CGR

[YNW05] Y u-Hua Y ao, Xu-Ying Nan, and Tian-Ming W ang. A class of

2D graphical represen tations of RNA secondary structures and

the analysis of similarit y based on them. Journal of Computa-

tional Chemistry, 26(13):1339–1346, Octob er 2005. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y ang:2008:QCS

[YNZ

+

08] W ei Y ang, Hugh Nymey er, Huan-Xiang Zhou, Bernd Berg,

and Rafael Br ¨ usc h w eiler. Quan titativ e computer sim ulations

of biomolecules: a snapshot. Journal of Computational Chem-

istry, 29(4):668–672, Marc h 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Y ak o v enk o:2008:KA C

[YOB

+

08] Olexander Y ak o v enk o, Alexander A. Oliferenk o, V olo dym yr G.

Bdzhola, Vladimir A. P alyulin, and Nik olai S. Zefiro v. Kirc h-

hoff atomic c harges fitted to m ultip ole momen ts: Implemen ta-

tion for a virtual screening system. Journal of Computational

Chemistry, 29(8):1332–1343, June 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y oshioki:2002:DPW

[Y os02] Sh uzo Y oshioki. Dynamics of a protein and w ater molecules

surrounding the protein: Hydrogen-b onding b et w een vibrat-

ing w ater molecules and a fluctuating protein. Journal of Com-

putational Chemistry, 23(3):402–413, F ebruary 2002. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y oung:2011:CCP

[Y ou11] Da vid C. Y oung. Computational Chemistry: a Pr actic al Guide

for Applying T e chniques to R e al-World Pr oblems. John Wiley ,

New Y ork, NY, USA, 2011. ISBN 0-470-88008-2. xxiv + 381

pp. LCCN QD39.3.M3.

Y o on:2009:MMM

[YPNE09] Gw onc han Y o on, Hy eong-Jin P ark, Sungso o Na, and Kilho

Eom. Mesoscopic mo del for mec hanical c haracterization of

biological protein materials. Journal of Computational Chem-

istry, 30(6):873–880, April 30, 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Y ang:2009:TSG

[YQQH09] Hua-Qing Y ang, Song Qin, Song Qin, and Chang-W ei Hu.

Theoretical study on the gas-phase reaction mec hanism b e-

t w een nic k el mono xide and methane for syngas pro duction.

Journal of Computational Chemistry, 30(6):847–863, April 30,

2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Y e:2000:D A C

[YS00] Y uan-Jie Y e and Ling-Ling Shen. DFT approac h to calcu-

late electronic transfer through a segmen t of DNA double he-

lix. Journal of Computational Chemistry, 21(12):1109–1117,

Septem b er 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Y oshida:2003:MMM

[YSA

+

03] T ak ashi Y oshida, Kazuhisa Sak akibara, Masatoshi Asami,

Kuo-Hsiang Chen, Jenn-Huei Lii, and Norman L. Allinger.

P450

cam in quan tum mec hanical/molecular mec hanical stud-

ies. Journal of Computational Chemistry, 28(13):2147–2158,

Octob er 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zubarev:2007:CA C

[ZB07] Dmitry Y u. Zubarev and Alexander I. Boldyrev. Comprehen-

siv e analysis of c hemical b onding in b oron clusters. Journal of

Computational Chemistry, 28(1):251–268, Jan uary 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zhang:2003:CIS

[ZBS03] Qing Zhang, Daniel A. Beard, and T amar Sc hlic k. Construct-

ing irregular surfaces to enclose macromolecular complexes for

mesoscale mo deling using the discrete surface c harge optimiza-

tion (DISCO) algorithm. Journal of Computational Chem-

istry, 24(16):2063–2074, Decem b er 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhan:2009:CPN

[ZCL09] Lixin Zhan, Jeff Z. Y. Chen, and Wing-Ki Liu. Comparison of

predicted nativ e structures of Met-enk ephalin based on v ari-

ous accessible-surface-area solv en t mo dels. Journal of Com-

putational Chemistry, 30(7):1051–1058, Ma y 2009. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zarzyc ki:2004:SP A

[ZCS04] P

. Zarzyc ki, R. Charmas, and P

. Szab elski. Study of proton

adsorption at heterogeneous o xide/electrolyte in terface. Pre-

diction of the surface p oten tial using Mon te Carlo sim ulations

and 1-pK approac h. Journal of Computational Chemistry, 25

(5):704–711, April 15, 2004. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Zhang:2003:MCF

[ZCZ03] D. W. Zhang, X. H. Chen, and J. Z. H. Zhang. Molecular caps

for full quan tum mec hanical computation of p eptide–w ater in-

teraction energy

. Journal of Computational Chemistry, 24(15):

1846–1852, No v em b er 30, 2003. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Zhan:2005:FPS

[ZDS

+

05] Chang-Guo Zhan, Shi-Xian Deng, Jaime G. Skiba, Beth A.

Ha y es, Sarah M. Tsc hamp el, George C. Shields, and Don-

ald W. Landry

. First-principle studies of in termolecular and

in tramolecular catalysis of protonated co caine. Journal of

Computational Chemistry, 26(10):980–986, July 30, 2005. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zerara:2008:PCP

[Zer08] Mohamed Zerara. p yVib, a computer program for the analysis

of infrared and Raman optical activit y . Journal of Computa-

tional Chemistry, 29(2):306–311, Jan uary 30, 2008. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zh u:2005:CMT

[ZFL

+

05] Quan Zh u, Ke-Xiang F u, Xiang-Y uan Li, Zhen Gong, and

Jian-Yi Ma. Con tin uous medium theory for nonequilibrium

solv ation: I I I. Solv ation shift b y monop ole appro ximation and

m ultip ole expansion in spherical ca vit y . Journal of Compu-

tational Chemistry, 26(4):399–409, Marc h 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhou:2008:HAB

[ZFW08] Y. C. Zhou, Mic hael F eig, and G. W. W ei. Highly accu-

rate biomolecular electrostatics in con tin uum dielectric en vi-

ronmen ts. Journal of Computational Chemistry, 29(1):87–97,

Jan uary 15, 2008. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zhang:2001:SMP

[ZGFL01] Linda Y u Zhang, Emilio Gallicc hio, Ric hard A. F riesner, and

Ronald M. Levy

. Solv en t mo dels for protein–ligand binding:

Comparison of implicit solv en t P oisson and surface general-

ized Born mo dels with explicit solv en t sim ulations. Journal

of Computational Chemistry, 22(6):591–607, April 30, 2001.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zh u:2006:IPE

[ZGXX06] Hua Zh u, Y ong Guo, Ying Xue, and Daiqian Xie. Ab initio

p oten tial energy surface and predicted micro w a v e sp ectra for

Ar

− −

OCS dimer and structures of Ar

n

− −

OCS (n = 2–14)

clusters. Journal of Computational Chemistry, 27(9):1045–

1053, July 15, 2006. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zh u:2007:CIS

[ZGZX07] Y uanqiang Zh u, Y ong Guo, Lidong Zhang, and Daiqian Xie.

A computational in v estigation on the sequen tial rearrange-

men t mec hanism of 2-allyl-2,4,5-hexatrienaldeh yde in v olving

[1,5]-h ydrogen migration and 8π -electro cyclization. Journal of

Computational Chemistry, 28(13):2164–2169, Octob er 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zhao:2008:TDD

[ZH08] Guang-Jiu Zhao and Ke-Li Han. Time-dep enden t densit y

functional theory study on h ydrogen-b onded in tramolecular

c harge-transfer excited state of 4-dimeth ylamino-b enzonitrile

in methanol. Journal of Computational Chemistry, 29(12):

2010–2017, Septem b er 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Zou:2009:HPQ

[ZHH09] Dongsheng Zou, Zhongshi He, and Jingyuan He. β -hairpin

prediction with quadratic discriminan t analysis using div ersit y

measure. Journal of Computational Chemistry, 30(14):2277–

2284, No v em b er 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zhao:2009:FPI

[ZHMW09] Erjun Zhao, Bo Hong, Jian Meng, and Zhijian W u. First

principles in v estigation on the ultra-incompressible and hard

T aN. Journal of Computational Chemistry, 30(14):2358–2363,

No v em b er 15, 2009. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zhou:2006:R CP

[Zho06] Shiqi Zhou. Rapidly con v ergen t pro cedure to solv e the den-

sit y profile equation in the classical densit y functional the-

ory . Journal of Computational Chemistry, 27(8):941–947,

June 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zeng:2007:EAH

[ZJM

+

07] T. Zeng, Z. Jamshidi, H. Mori, E. Miy oshi, and M. Klobuk o wski.

Electron affinities of hea vier phosphoryl and thiophosphoryl

halides APX

3

(A = O, S and X = Br, I). Journal of Compu-

tational Chemistry, 28(12):2027–2033, Septem b er 2007. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zhao:2007:CDQ

[ZKZ

+

07] Y an-Li Zhao, W ei Kan, Hua Zhong, Hai-T ao Y u, and Hong-

Gang F u. Com bined DFT, QCISD(T), and G2 mec hanism

in v estigation for the reactions of carb on monophosphide CP

with unsaturated h ydro carb ons allene CH

2

CCH

2 and meth y-

lacet ylene CH

3

CCH. Journal of Computational Chemistry, 28

(7):1221–1233, Ma y 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zou:2005:ETS

[ZL05] W enli Zou and W enjian Liu. Extensiv e theoretical studies on

the lo w-lying electronic states of indium mono c hloride cation,

InCl

+

. Journal of Computational Chemistry, 26(1):106–113,

Jan uary 15, 2005. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zou:2007:TSL

[ZL07] W enli Zou and W enjian Liu. Theoretical study on the lo w-

lying electronic states of NiH and NiA t. Journal of Com-

putational Chemistry, 28(14):2286–2298, No v em b er 15, 2007.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zh u:2009:NME

[ZL09a] Xiaolei Zh u and Luh ua Lai. A no v el metho d for enzyme design.

Journal of Computational Chemistry, 30(2):256–267, Jan uary

30, 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zou:2009:CIC

[ZL09b] W enli Zou and W enjian Liu. Comprehensiv e ab initio calcula-

tion and sim ulation on the lo w-lying electronic states of TlX

(X = F, Cl, Br, I, and A t). Journal of Computational Chem-

istry, 30(4):524–539, Marc h 2009. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Zheng:2009:STC

[ZLD09] Anmin Zheng, Shang-Bin Liu, and F eng Deng.

13

C shielding

tensors of crystalline amino acids and p eptides: Theoretical

predictions based on p erio dic structure mo dels. Journal of

Computational Chemistry, 30(2):222–235, Jan uary 30, 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zac harias:2003:PSM

[ZLJS03] Carlos Renato Zac harias, Maur ´ ıcio Ruv Lemes, Arnaldo

Dal Pino J ´ unior, and Da vid San to Orcero. Predicting struc-

tural mo dels for silicon clusters. Journal of Computational

Chemistry, 24(7):869–875, Ma y 2003. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:2004:TSR

[ZLLS04a] Jia-Xu Zhang, Jing-Y ao Liu, Ze-Sheng Li, and Chia-Ch ung

Sun. Theoretical study on reaction mec hanism of the fluo-

rometh ylene radical with nitrogen dio xide. Journal of Com-

putational Chemistry, 25(15):1888–1894, No v em b er 30, 2004.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zhang:2004:TSM

[ZLLS04b] Jia-Xu Zhang, Jing-Y ao Liu, Ze-Sheng Li, and Chia-Ch ung

Sun. Theoretical study on the mec hanism of the

1

CHCl +

NO

2 reactions. Journal of Computational Chemistry, 25(9):

1184–1190, July 15, 2004. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zhang:2005:TSR

[ZLLS05] Jia-Xu Zhang, Jing-Y ao Liu, Ze-Sheng Li, and Chia-Ch ung

Sun. Theoretical study on the reaction mec hanism of the

meth yl radical with nitrogen o xides. Journal of Computa-

tional Chemistry, 26(8):807–817, June 2005. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:2006:TMS

[ZLLS06a] Jia-Xu Zhang, Ze-Sheng Li, Jing-Y ao Liu, and Chia-Ch ung

Sun. Theoretical mec hanistic study on the radical-molecule

reaction of CHCl

2

/CCl

3 with NO

2

. Journal of Computational

Chemistry, 27(5):661–671, April 15, 2006. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:2006:TSM

[ZLLS06b] Jia-Xu Zhang, Ze-Sheng Li, Jing-Y ao Liu, and Chia-Ch ung

Sun. Theoretical study on the mec hanism of the CH

2

F + NO

2

reaction. Journal of Computational Chemistry, 27(7):894–905,

Ma y 2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zhang:2007:NID

[ZL Y07] Xizhen Zhang, Jia w ei Luo, and Li Y ang. New in v arian t of

DNA sequence based on 3DD-curv es and its application on

ph ylogen y . Journal of Computational Chemistry, 28(14):2342–

2346, No v em b er 15, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zyubin:2003:PTD

[ZM03] A. S. Zyubin and A. M. Meb el. P erformance of time-

dep enden t densit y functional and Green functions metho ds for

calculations of excitation energies in radicals and for Rydb erg

electronic states. Journal of Computational Chemistry, 24(6):

692–700, April 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zo ete:2006:I IS

[ZM06] Vincen t Zo ete and Markus Meu wly . Imp ortance of individual

side c hains for the stabilit y of a protein fold: Computational

alanine scanning of the insulin monomer. Journal of Com-

putational Chemistry, 27(15):1843–1857, No v em b er 30, 2006.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zyubin:2009:QCM

[ZMH

+

09] A. S. Zyubin, A. M. Meb el, M. Ha y ashi, H. C. Chang, and

S. H. Lin. Quan tum c hemical mo deling of photoadsorption

prop erties of the nitrogen-v acancy p oin t defect in diamond.

Journal of Computational Chemistry, 30(1):119–131, Jan uary

15, 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zhang:2009:AFE

[ZMZ09] Xin Zhang, Artem B. Mamono v, and Daniel M. Zuc k erman.

Absolute free energies estimated b y com bining precalculated

molecular fragmen t libraries. Journal of Computational Chem-

istry, 30(11):1680–1691, August 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhou:2007:NSE

[ZNLL07] Congyi Zhou, Changming Nie, Shan Li, and Zhonghai Li. A

no v el semi-empirical top ological descriptor Nt and the appli-

cation to study on QSPR/QSAR. Journal of Computational

Chemistry, 28(15):2413–2423, No v em b er 30, 2007. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhou:2006:CSG

[ZOJ

+

06] Y u Zhou, Chris Oosten brink, Aldo Jongejan, Wilfred F. V an

Gunsteren, Wilfred R. Hagen, Simon W. De Leeu w, and

Jaap A. Jongejan. Computational study of ground-state c hi-

ral induction in small p eptides: Comparison of the relativ e

stabilit y of selected amino acid dimers and oligomers in ho-

mo c hiral and hetero c hiral com binations. Journal of Compu-

tational Chemistry, 27(7):857–867, Ma y 2006. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zagro vic:2003:SVD

[ZP03] Bo jan Zagro vic and Vija y P ande. Solv en t viscosit y dep en-

dence of the folding rate of a small protein: Distributed com-

puting study

. Journal of Computational Chemistry, 24(12):

1432–1436, Septem b er 2003. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Zanasi:2007:CDN

[ZPL07] R. Zanasi, S. P elloni, and P

. Lazzeretti. Chiral discrimina-

tion via n uclear magnetic shielding p olarisabilities from NMR

sp ectroscop y: Theoretical study of (R

a

)-1,3-dimeth ylallene, (2

R)-2-meth ylo xirane, and (2 R)- N -meth ylo xaziridine. Jour-

nal of Computational Chemistry, 28(13):2159–2163, Octob er

2007. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Zeng:2004:HBS

[ZX04] Jun Zeng and Daiqian Xie. Hydrogen b onding and solv en t

effects on the lo w est

1

(n, π

∗

) excitations of triazines in w ater.

Journal of Computational Chemistry, 25(6):813–822, April 30,

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Zh u:2008:ISE

[ZX08] W eih ua Zh u and Heming Xiao. Ab initio study of electronic

structure and optical prop erties of hea vy-metal azides: TlN

3

,

AgN

3

, and CuN

3

. Journal of Computational Chemistry, 29(2):

176–184, Jan uary 30, 2008. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Zh u:2009:SPH

[ZX09] Hua Zh u and Daiqian Xie. N

2

O in small para-h ydrogen clus-

ters: Structures and energetics. Journal of Computational

Chemistry, 30(6):841–846, April 30, 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhao:2004:A CT

[ZXL

+

04] Yi Zhao, W enguo Xu, Qiansh u Li, Y aoming Xie, and Henry F.

Sc haefer I I I. The arsenic clusters As

n

(n = 1–5) and their

anions: Structures, thermo c hemistry

, and electron affinities.

Journal of Computational Chemistry, 25(7):907–920, Ma y

2004. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Zh u:2003:TSS

[ZXY03] Hua Zh u, Daiqian Xie, and Guosen Y an. Theoretical studies

for structures and energetics of Rg

n

N

2

O (Rg = He, Ne, Ar)

clusters. Journal of Computational Chemistry, 24(15):1839–

1845, No v em b er 30, 2003. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zhang:2008:SIG

[ZXY08] Ying Zhang, Xin Xu, and Yijing Y an. Systematic in v estigation

on the geometric dep endence of the calculated n uclear mag-

netic shielding constan ts. Journal of Computational Chem-

istry, 29(11):1798–1807, August 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:2009:FPC

[ZXYF09] Guo-Xu Zhang, Ying Xie, Hai-T ao Y u, and Hong-Gang

F u. First-principles calculations of the stabilit y and elec-

tronic prop erties of the PbTiO

3

(110) p olar surface. Jour-

nal of Computational Chemistry, 30(12):1785–1798, Septem-

b er 2009. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zhang:2001:CRE

[ZY01] Y ong Zhang and Xiao-Zeng Y ou. Charge redistribution effect

on the prop erties of c harge transfer complexes H

n

R·XY and

H

n

R·X

2

(X, Y = F, Cl, Br, I; R = O, S, N, P). Journal of Com-

putational Chemistry, 22(3):327–338, F ebruary 2001. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:2008:REE

[ZZ08] Naigong Zhang and Chen Zeng. Reference energy extremal

optimization: a sto c hastic searc h algorithm applied to compu-

tational protein design. Journal of Computational Chemistry,

29(11):1762–1771, August 2008. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Zhang:2004:DLI

[ZZL04] Y ue Zhang, Shao w en Zhang, and Qian Sh u Li. A dual-lev el

ab initio and h ybrid densit y functional theory dynamics study

on the unimolecular decomp osition reaction C

2

H

5

O → CH

2

O

+ CH

3

. Journal of Computational Chemistry, 25(2):218–226,

Jan uary 30, 2004. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zhang:2008:TSO

[ZZL

+

08] Hui Zhang, Gui-Ling Zhang, Jing-Y ao Liu, Bo Liu, Xiao-

Y ang Y u, and Ze-Sheng Li. Theoretical study on the OH

+ CH

3

NHC(O)OCH

3 reaction. Journal of Computational

Chemistry, 29(7):1170–1176, Ma y 2008. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:2009:TSR

[ZZL

+

09] Hui Zhang, Gui-Ling Zhang, Jing-Y an Liu, Miao Sun, Bo Liu,

and Ze-Sheng Li. Theoretical study on the reaction of

SiH(CH

3

)

3 with SiH

3 radical. Journal of Computational

Chemistry, 30(2):236–242, Jan uary 30, 2009. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:2007:SEG

[ZZS

+

07] Guiling Zhang, Hui Zhang, Miao Sun, Y anhong Liu, Xiao-

hong P ang, Xiao y ang Y u, Bo Liu, and Zesheng Li. Substi-

tution effect on the geometry and electronic structure of the

ferro cene. Journal of Computational Chemistry, 28(14):2260–

2274, No v em b er 15, 2007. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zhou:2009:GSB

[ZZTS09] P eng Zhou, Jian w ei Zou, F eifei Tian, and Zhicai Shang. Geo-

metric similarit y b et w een protein–RNA in terfaces. Journal of

Computational Chemistry, 30(16):2738–2751, Decem b er 2009.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zhou:2008:ICS

[ZZvRSC08] Zhen Zhou, Jijun Zhao, P aul v on Ragu ´ e Sc hley er, and Zhong-

fang Chen. Insertion of C

50 in to single-w alled carb on nan-

otub es: Selectivit y in in terw all spacing and C

50 isomers. Jour-

nal of Computational Chemistry, 29(5):781–787, April 15,

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Zhang:2007:TSB

[ZZW

+

07] Hui Zhang, Gui-Ling Zhang, Li W ang, Bo Liu, Xiao-Y ang Y u,

and Ze-Sheng Li. Theoretical study on the Br + CH

3

SCH

3

reaction. Journal of Computational Chemistry, 28(7):1153–

1159, Ma y 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zhang:2009:TUV

[ZZW09] Hao Zhang, Y un-Hong Zhang, and F eng W ang. Theoretical

understanding on the v

1

-SO band p erturb ed b y the formation

of magnesium sulfate ion pairs. Journal of Computational

Chemistry, 30(3):493–503, F ebruary 2009. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:2007:EPW

[ZZY07] Tian Zhang, Haoping Zheng, and Sh u Y an. Equiv alen t p o-

ten tial of w ater molecules for electronic structure of glutamic

acid. Journal of Computational Chemistry, 28(11):1848–1857,

August 2007. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zhang:2008:EPW

[ZZY08] Tian Zhang, Haoping Zheng, and Sh u Y an. The equiv alen t p o-

ten tial of w ater for electronic structure of aspartic acid. Jour-

nal of Computational Chemistry, 29(11):1780–1787, August

2008. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Zhang:2006:ISI

[ZZZ

+

06] Jian Zhang, Mingyu Zhang, Y uan yuan Zhao, Baoguo Chen,

and Chia-Ch ung Sun. Ab initio studies on isomers of macrop-

olyhedral b orane ions [B

20

H

18

] n

(n = 0, −2, −4). Journal

of Computational Chemistry, 27(15):1817–1821, No v em b er 30,

2006. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).