A Complete Bibliograph y of Publications in

Journal of Computational Chemistry:

1980–1989

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/

13 Octob er 2017

V ersion 1.03

Title w ord cross-reference

+ [FS82]. $103 [Lip83b]. $12.95 [Sc h86]. 1s [ST89]. 2 [Do d84, KMST86].

$29.00 [Car85]. 2p [Lau88]. 2s [Lau88]. 3 [Do d84]. $35.00 [Lip86]. 3d

[ST82, TSH81a]. 3Π [DBVMB84]. 3s [ST89, TSH81a]. 4 [Do d84, FKS86].

$45.00 [Gil87]. $46.95 [Gar82a]. $48.00 [Lil87]. $49.95 [Kro88]. 4f [ST82].

$54.95 [Jur88]. 6 [LHOM84]. $63.95 [Cra85]. $64.95 [Lip83a]. $79.95

[Wib86]. $85.00 [Bo y86]. $9.00 [Ran86]. [l , m, n] [Do d84].

+

[CDL89, DD81, FS89, FS82, GLLOB88, Iku85, Kim85, RFLC89, TMO

W85].

++

[NRR82].

−

[DD81, HPR80, JDS89, JI81, MV87, SK86].

1

[BBJ88, MV87].

13

[CW80, CZ88].

1

Σ [MV87].

3

[PD83].

31

[DCNG85].

4

[EGM

+

89].

77

[CGN87].

α

[KYJ88].

·+

[FS82].

exp

[THW80].

H F S

[THW80].

P he

[LDP80].

1

[PD83].

2

[Ada89, BMLR88, BG86, BTS

+

83, BHR

+

86, Car82, CDL89,

CvRS81, Cla81, CDL

+

87, CE87, CMR

W86, Del87, DTPR85, DBVMB84,

DbCV

+

86, FS89, FS82, FKS85, FKS86, GBT82, GDO89, GHT87, Hin80,

1

HPR80, Iku85, JDS89, KT88, KHRvH87, KvRS89, Klo83, LB87, LS87a,

LS87b, LP88, LR87, Lop89, MV87, MTN87, NRS84, NR80, PKB88, PD83,

PMZ86, RAS85, RRI88, Sax85, TG83, TW81, WKP

+

80].

+

2

[FKS85].

−

2

[CMR

W86, Lop89].

2n

[LHOM84].

2v

[MTN87].

3

[Ada89, Bai84, BHR

+

86,

Del87, Del89, FWB85, FS89, FS82, GBT82, Iku85, KvRS89, KPR

T81,

KPE

+

84, LS87b, NRS84, Ran83, Sie85, SK86, TMO

W85, WKP

+

80].

3v

[SN87].

4

[BMLR88, CvRSKJ81, CvRS81, FS82, KvRS89, KSL87, LR87,

NR80, RAS85, Sax85, SK89, ST80, WKP

+

80].

2+

4−n

[FKS86].

5

[WKP

+

80, YJ86].

6

[GDO89, Hin80, Sax85, SKJ88].

60

[BL88].

7

[GDO89].

3−

7

[R OK86].

8

[Bai84, FS82, GDO89].

9

[GDO89].

α

[THW80].

M eH

[EGM

+

89].

N

[VSSS84, CDL89, CMR

W86, Del87, Del89, FKS86, LHOM84, LB89b, MF

G89c].

+1

n+1

[Del87]. α [FSH

+

84, HML83, KT88, LMW85, Lew87, LH85, PPV83,

RP80, THW80, TW81, V

CZB89]. α

ta

[TW81]. β

[BTG81b, FSH

+

84, GBT80, Lew87, RP80, SMOT85]. c [CP81]. ·

[Del87, FS82, TMO

W85]. ·

2

[Ran83]. ·

3

[Ran83]. χ [Sen87]. cos φ [Sc h89]. d

[CE87]. F C = S C e [Mas88]. H C = S C e [Mas88]. l , m, n [Do d84]. log P

[Lew89]. N [BTR

T88, HSS83, AP80, JdKdWB87, LCY82, SSSA82, TM84].

n = 0 [FKS86]. n = 3 [LHOM84]. n → π [Del81c]. n → π

∗

[Del81a]. ν

[Lew87]. ω [ZW83a]. p [P er84]. p < 0 [P er84]. π

[A G88b, Gre84, HAKW87, KM85, LCY82]. π

∗

[Lew87, TM84]. π

∗

← n

[SM80]. π

∗

← π [SM80]. ρ

1/2

[Mar87]. → [FS82, GBT82].

⇀

↽ [GT84, PMZ86].

S [Bra89, BW81]. sd [SMKH87a]. σ [Cla83, WB80]. spd [SMKH87b]. φ

[Sen87].

* [Cla83, ST89].

-accepting [KM85]. -acet yl-N-meth ylphen ylalaninamide [KYJ88].

-alk anes [LCY82]. -alkyl [LCY82]. -azabicyclane [FSH

+

84]. -b ond

[Gre84]. -butane [AP80]. -carb oline [SMOT85]. -catec hin [VM86].

-c h ymotrypsin [V

CZB89]. -cis-1 [BW81]. -electronic [HAKW87].

-epicatec hin [VM86]. -F actors [KMST86]. -h ydro xy acrolein

[BTG81b, GBT80]. -Li [MV87]. -meth ylp yrazole [CSCD

+

89]. -MP

[SMKH87a, SMKH87b]. -nitrosamine [HSS83]. -nitrosamines [BTR

T88].

-nonane [SSSA82]. -non b onded [LCY82]. -nonclassical [WB80].

-phellandrene [PPV83, RP80]. -substituted [HML83, LH85]. -SW

[TW81]. -symmetric [FWB85]. -terminal [CP81]. -t yp e [ST89].

/2 [DS80]. /3 [HSW82, LHC84, MSSS80, MSS82, VVV

G81]. /BW [TW82].

/CI [ZBR80].

1 [GDO89, RP80, STH82, T at85]. 1-Meth ylcyclohexyl [VMNGTVM86]. 11

[Co o77]. 164 [KW86]. 1983 [Str85]. 1984 [Ano83a]. 1986 [Ano86j]. 19XX

[Ran86].

2 [AF83, BP87b,

ˇ

CHS84, Lew89, VSSS84, WP82]. 2- [L

V82, T op87, VFM

+

89].

2-aza-1 [BGT84]. 2-C [GDO89]. 2-Dimeth ylcyclop en t yl [VMNGTVM86].

2-Disilylethane [PUNC86]. 2-dithiete [Go d87]. 2-meth ylpropanoic

[SKE

+

84]. 2-prop en-1-imine [PKB88]. 2-p yrimidyl [BL81]. 205

[ABE

+

85, BP87b, GM86, LGB

+

89, L

W88, RD87]. 21G [ST89, VLG89]. 2H

[DLMR85]. 2H-p yran-2-ones [DLMR85]. 2nd [Str85].

3 [BSSW88, CZ88, GDO89, HHK

+

86, RP80, ST89, TSH81b, T op87,

VMNGTVM86, VFM

+

89]. 3- [VFM

+

89]. 3-21 [CCSvRS83]. 3-21G [ST89].

3-butadiene [BW81, BCB82, BGT84, RP80]. 3-diaza-1 [BGT84].

3-dic hloropropane [HW88]. 3-h ydro xyp yridine [L

V82].

3-Phen ylpip eridine [F ro86]. 3-Phen ylp yrrolidine [F ro86]. 3-triazole

[CSCD

+

89]. 31 [NRR82]. 31G [HR87]. 3G [HR85, PH83].

4 [TSH81b]. 4- [T os84]. 4-21G [VLG89]. 4-fluorophen yl [GG89].

4-Hydro xyuracil [Zie83]. 4-meth ylhistamine [T op87].

4-monosubstituted [Del81a, VFM

+

89]. 4-R-p yrimidine [Del81e].

5 [

ˇ

CHS84, T at85]. 5-C [GDO89]. 5-Dihetero-Spiro [IL86].

5-dimetho xytetrah ydrofuran [DPSF

+

88]. 5.2 [CCV89]. 54/5 [T at85].

548pp [Wib86].

6 [NRR82]. 6-31 [MK85a, NRR82]. 6-31G [HR87].

6-dialkylcyclo o ctatetraenes [T os84]. 6/1 [Ran86]. 64-bit [HD88]. 64/5

[T at85]. 64/6 [T at85]. 6th [Ano86i].

7 [GDO89]. 7-C [GDO89]. 7-Norb ornadien yllithium [LB86]. 74/6

[T at85]. 74/7 [T at85].

8 [Ano88c]. 8-azapurine [SOR87]. 82 [RD87].

9-Dimeth yl-1 [IL86].

= [BG86, Del87, Del89, FS89, MF

G89c, PMZ86, THW80].

Ab-initio [KHRvH87, LCY82, GT82, MC88]. absorption

[BCT83, HW82, KJ85]. Academ y [Lil87]. Acceleration

[KS82, PR84, Pul82]. accepting [KM85]. acceptor [GRS88]. accuracy

[BC89, HRKW89]. accurate

[DK84, DK85, HE85, MF

G89c, MF

G89b, Sen87, Ada89]. acet yl

[FM87, KYJ88, KPE

+

84]. acet yl-alanine-proline-alanine [FM87].

Acet ylc holine [MC88]. acet ylene [PFRS82]. acet ylenes [AP87].

acet ylenic [HMA82]. acid [BTG80, BTG81b, BHR

+

86, FS89, GBT82,

GT82, LS89a, LSR

OT80, LCL84, LKL87, OC88, SKE

+

84, ZP84]. acidities

[Iku84, JI81]. acidit y [SMF89]. Acids

[De 86a, AH85, LZP84, MKSW83, MK84b, NK86, Rue87, SMF89, WKNC86].

Acrolein [BTG81b]. across [BSSW88]. acrylic [Rue87]. activ e

[FK84, VV88]. Activit y

[GC86, FSH

+

84, GPC88, KK85, KR88, PPV83, RP80, Tin81]. acyclic

[MSS82]. add [CBR87]. addition [BW81, CDL

+

87, SWM83]. additional

[TSH81a]. additions [CDL

+

87]. adjacen t [WM88]. adjusting [CPV84].

Adrenergic [Ano88c, SDKM87]. adsorption [BF A G81, CPV84]. Adv ance

[K O86]. adv ances [CP87a]. affinities [BNR86, DM86a, Del85, Del86, FS83,

HL83, Kal87, KKR

+

82, OUV84, RS85, SA

V88, VFM

+

89]. affinit y [MF

G89a].

Ag [Klo83]. AgH [Klo83, KSB85]. Agonists [Ano88c, SDKM87]. AH

[Del87, Del87, Del89, MF

G89c]. aid [CL85]. aided [Bo y86, T ri84]. al

[Lip83b]. ala [RMB86]. alanine [FM87]. Alder [LHC84]. alditols [Bur80b].

algebra [T ri87, T ri88]. algebraic [FE87]. Algorithm [HG89, W

G87, Bak86,

Bak87, BG88, Bal82a, Ber83, BHW87, Cri89, Kar86, KE89, KS82, K

CF84,

LM89, Lin88, L

V88, Mas88, Mat88, MBB85, MSKT87, RLR89]. algorithms

[Cra85, GS87a, HB89, Rap84, RLR88, STZ88, BMB85a, PPT

+

80]. AlH

[BMLR88]. aliphatic [BSM83]. alk ali [GSB85, MK85b]. alk anes

[FWS89, LCY82, MSSS80]. alk enes [VVV

G81]. alkyl

[A G88a, Kao88, LCY82, T ai81]. alkyl-silanes [A

G88a]. alkylamines

[GCW88]. alkylation [RS85]. alkylb enzenes [GCW88]. alkyldisilanes

[PUC89]. allenes [AP87]. Allinger [Lip83a]. allo w ed [BW81]. allylamine

[KS84]. allylic [Rit86]. AlO [RRI88]. alternativ e [Sil81]. alumin um

[DGW

+

81, JI88, JSKI88]. AM1

[HT88, BSSW88, CDL89, F ab88, SMF89, VFM

+

89]. AMBER [WK81].

amenable

[KSS83, KVV

+

84, KSB84, SSSA82, SVS

+

81, SKV

+

85, SKE

+

84, VSS82].

American [Lip83a]. amide [OLBM83, RK81]. amidine

[ZPCR82, ZPPC83, ZP84]. amidinium [EW87]. amine [BN85]. amines

[GT82, GT83]. amino [Kao88, LS89a, AH85]. ammonia

[BG81a, BG82b, BG82c, KTvRS86, LSR

OT80, OLBM83].

Ammonia-Glycine [OLBM83]. amplitude [Mar87]. amplitudes

[VVV

G81]. Analgesics [F ro86]. analog [TS83]. analyses [Kel80a]. Analysis

[Ano88c, HAKW87, Bac89, BP82, CMR88, Cri82, Cri84, CP87b, CL85, D

A83,

Do d84, F

GR89, HH80, HS82, HE85, I

¯

O84, KS84, KSS83, KVV

+

84, KSB84,

NLB85, OE89, PKB88, PPT

+

80, RB87, SDKM87, SRKT87, SVS

+

81,

SKV

+

85, SPBO87, SK85, SMF89, V

CZB89, VU83, VU84, VM86, Gar82a].

Analytic [KBS88]. Analytical [T a y84, WM89, Bak87, LDM89]. angle

[BA82, TMrGM88]. angles [BN85]. anharmonic

[BTG80, BTG82, DbCV

+

86, HE85, ZP89]. anion

[AB83, BP81, CCSvRS83, SCCvRS82]. anionic [DM86a, WB80]. anions

[GB83, HPR80, HML83, LB86, SCCvRS82]. Anisotropic [WM87]. Annals

[Lil87]. Annino [Gil87]. Announcemen t

[Ano82a, Ano84a, Ano85a, Ano85b, Ano87a, Ano87b, Ano87c, Ano87d,

Ano88a, Ano88b, Ano89a, Ano89b, Kin83, Ano86i, Ano89l].

Announcemen ts [San82]. anomeric [ASFW89, NLA84]. an tibiotics

[SOR86a, SOR86b, SOR

T86]. an tibiotics-to y o cam ycin [SOR86a].

an tisymmetric [ZP89]. applicabilit y [GTB81, VVV

G81, HB82].

Application [Ano88c, BS89, JS87, JI87, JS88, JI88, KSI88, NRS84, SI88,

T ri87, CUCP89, DCG81, JT80, KBS88, LH87, Mey80b, NLB85, PS87,

SDKM87, T ri88, W en82, CS80, DbCV

+

86, DPSF

+

88, HE85, HLH83, KR88,

LS87b, Lin88, LR87, VDD86, ZR81, ZP89]. Applications

[Bur80b, KHS86, MS88, BR85, Gil87, Kin87, RD87, RB87, SNR83, SDB87,

T a y84, vdGB84, BL88, KT88, SK86, Ste89b, Lil87]. applied [HO83, Kim85].

appraisal [HP84a]. Approac h [Ano88c, IL86, AFK82, BG87, BG82a,

BMT81, CP89a, Cio87, DBVMB84, F uj87, Gla89, HPR80, KPR

T81, KR88,

LH87, OE89, PR80, SDKM87, SMOT85, SRPY88, Sil81, SK84a, F

A86].

Approac hes [A

GL82, AH84, BR87]. appro x [Bo y86]. appro ximate

[ZW83b, FB89, W en82]. appro ximation

[AP87, FT89, Kar87, RD

AF83, RP

AF83, V an88]. appro ximations

[Sen87, TM85]. aqueous [DD81, GLLOB88, JMB87, KS82, Rue87]. Arc hiv es

[vRS86]. area [Mey86, Mey88]. areas [Mey86]. Arg [CP81]. aromatic

[AL87, HAKW87, JH83, KR88, L

TLA87]. arrangemen ts [KNS86, KNS89].

arra y [BW83, EM84, PPT

+

80, RD

W88]. aryl [GCW88]. aryl-alkylamines

[GCW88]. asp ects [GF87, RP

AF83, SSSA82, SF85]. assess [ZW83b].

assessmen t [BMG84, GSH88]. assisted [D

A83, Lil87, OMK

+

88, WK81].

asso ciation [Ran86, SMOT85, BG81b, BG81a, BG82b, BG82c].

asso ciations [NF84, SF86]. A tom

[IvRS85, SLR

+

86, Cha83, CPH85, LDM89, LLSC85, ST89, SK85, WKNC86].

A tom-A tom [SLR

+

86]. A tomic

[BR89, CF87, DM86b, GC86, GPC88, THW80, BW89, CP89a, CW81,

FVV85, JB85, L

V88, Mul88a, Mul88b, Ran80, Wil88]. atoms

[ASS

+

85, AKRA84, BMB85a, BkBT82, D V A83, FB89, Gla89, NF84, RA87,

SMKH87a, SMKH87b, SF86, TH80, TSH81b]. attac hed

[BD84, KW86, LA85]. atten uation [Ehr84]. augmen ted

[CCSvRS83, Cre82a, SCCvRS82, SCvRSH87]. AuH [KSB85]. auto catalytic

[GHF87]. Automatic [RD

W88]. automating [BBJ88]. automorphisms

[STZ88]. a v erage [BkBT82]. a v oiding [Mom81]. axial [ST82]. aza [BGT84].

azabicyclane [FSH

+

84]. azapurine [SOR87]. azines [SA

V88].

azo xy alk anes [Bys83].

B [Cra85, DBVMB84, GDO89, Kro88, PD83, CvRS81, De 86b]. B-DNA

[De 86b]. Babu [Lil87]. bacterial [Tin81]. Balaban [Ano86b, Ano86b].

balance [MH83]. band [LS84]. bare [Mey88]. Bargon [Jor81]. barrelene

[SAF88]. barrier [Ham87, Hin80]. Barriers

[WM88, AD

Y89, AM88b, BMLR88, BW81, KJ82, PUC89]. base

[Aid88, GT82, SRKT87, SK85]. based

[BMB85a, BMB85b, Dyk88, MBB84, RKM

+

85, RLR88, THW80]. bases

[ARS85, Del84, Del85, Del86, FS83, FS89, RS85, vRS86]. basic

[GS87b, Kel80a]. basicities [SA

V88]. Basis [Del85, Del86, Del87, FB89,

HRKW89, LS87a, LS87b, LBM89, MS

ˇ

C

+

88, AKRA84, ARS85, Bau84, BP81,

CM89, CCSvRS83, Cre82a, Del84, DHK89, DH86, DH87a, DH87b, DH88,

F A86, FVV85, GT84, Gro87, HR87, MK85a, MF

G89c, MF

G89b, MTN87,

MR80, MH83, NRS84, NRR82, OTW81, PH83, RAS85, RA87, ST89, SHK83,

SCCvRS82, SCvRSH87, SMG87, SGW83, TKK

+

81, WP83, WM88, YNAK88,

ZW83a, ZW84, AKRA84, Mag84, MF

G89b]. basis-set [MH83, AKRA84].

ba y [BKKB80, KSJT83]. BCN [GT84]. Be [WKP

+

80]. b eha vior

[BMLR88, DPSF

+

88, SK84b]. Belouso v [ZR81]. b ending [LPB84, MHA89].

Benedek [Bo y86]. b enzaldeh yde [SM80]. Benzene

[AL87, PL87, BTG85, DHP83, Lin88, RRH86]. Benzene-b enzene [PL87].

b enzenes [BPP82, Kel80b, KPR

T81]. b enzenoid

[BKKB80, Bro83, BCC87, KSJT83]. b enzenoids [RHP89]. b enzo

[FMTS84]. b enzo-deriv ativ es [FMTS84]. b enzo cyclobutenes [Kel82].

b enzoic [Rue87, SMF89]. Benzophenone [PW81]. b enzylic [LUNV85].

BeO [NRS84]. b erisla vicev a [Ran86]. Berylloh ydrides [CPTC84]. b est

[Lau88]. b et w een [Bau84, BTG82, CDL

+

87, De 86a, De 86b, DLMR85,

FM87, HPR80, KDEHK89, LSR

OT80, Lew87, MK85a, MH83, T os84]. BH

[BMLR88, KPR

T81]. bias [Gar89]. bibliographies [vRS86]. bicarb onate

[GBT82]. bicyclic [Bur80b, EW87, Sau89]. Bicyclo

[A CvRS81,

¯

Osa82, ST80]. bifluoren ylidene [FSST82]. bimolecular [Del89].

binding

[BP81, BC89, Cri87, GC85, Hil80a, Hil80b, K

CF84, MK85b, De 86a, De 86b].

bio c hemical [Gol87, KBS88, ZD87]. biological

[JG89, SMOT85, SNR83, TMO

W85, W

G89]. biologically [FK84, VV88].

biop olymers [A

VF84]. biphen yl [HR85, HR87]. Bis [BL81]. bit [HD88].

Biv ariate [Sil89]. BLMO [ZW84]. blo c k er [SHDP89]. blo c ks [NSKNK87].

BNC [GT84]. b o dy [BMLR88, BG82a]. Boltzmann [DM89]. Bond

[Bai86, BE87, A

G88a, BTG81a, BTG82, BGT84, Del81b, Del81c, Del81d,

Del81e, Del83, Del87, Gre84, HRKW89, Iku84, Jug84, KPE

+

84, LSR

OT80,

LD87, MK85a, MF

G89c, MF

G89b, NSGK

+

81, NR80, OLBM83, SAP88, Wil88].

b ond-orbital [ZD87]. b ond-p olarization [MF

G89b]. b onded

[Aid88, Dyk88, HPR80, KSL87, LSR

OT80, TMO

W85]. b onding

[A G88b, AKI88, BTG81a, BG81b, BG81a, BG82b, BG82c, DS80, Gol87,

Gre84, Kin87, MKSW83, NRM85]. b onds

[Cla81, Cla82, Cla83, F ab88, LCY82, PS87, SSSA82, WW81, WM88, ZD87].

Bo ok

[Bo y86, Car85, Cra85, Gar82b, Gar82a, Gil87, Jor81, Jur88, Kro88, Lil87,

Lip83b, Lip83a, Lip86, Ran86, Sc h86, vRS86, Str85, T ri82, W er82, Wib86].

b oranes [Kin87]. Born [Ehr86, GS85]. Bornan ylidene [FSST82]. b oron

[DGW

+

81]. Boston [Sc h86]. b ound [P

ASTB87]. b oundary [Ehr81, Ehr84].

branc hed [Lip87]. branc hing [BG88, CRR85, MSSS80]. bridgehead

[WP82]. bridging [YJ86]. Brigada [Ran86]. bromine [BE87, DH83].

[DCG81, FWS89, FWB85, FK84, GBT80, GBT82, Iku85]. Congress

[Ano86i, Ano86k]. conical [LR87]. conjugate

[DM89, Iku84, WMHJ88, BW81]. conjugated

[AH84, AS88, F ab88, Kao88, LA85, RP80, VV88]. connectivities

[BMB85a, BMB85b, MBB84, MBB85, RKM

+

85]. connectivit y [TKI89].

Consecutiv e [GHF87]. consequences [PR80]. consideration [BCT83].

consistency [CT87]. consisten t [BD82, BL81, DCG81, HHR87, LBM89].

constan t [BTG81a, Hur88, MR83, SF85, T a y87]. constan ts

[BP87a, BTG81b, BTG82, CGN87, D

A83, D V A83, DCNG85, EGM

+

89,

GBT82, KBS88, LA85, MAR

+

84, PV82a, SAS87, XB86, ZP89].

constitutional [Bur80b]. constrained [BK86, VK80]. Constrain ts

[Dil86, AM88b, BHW87, Cri89, Dil87, HT82, TMrGM88]. Construction

[Lau88, Mom81, MSKT87, RHP89, LS87a]. con taining

[ASS

+

85, ASFW89, BTG82, DGW

+

81, DM83, DR83, DH83, DHS84,

HHK

+

86, JH83, Kao88, STH81b, TKK

+

81, V er82]. Con tin uum

[Ehr89, FT89, P

ASTB87]. con tour [GDP

+

85, LS84]. con tours

[MKSW83, MK84b]. con tracted

[AKRA84, STH81a, STH81b, STH82, TH80, TSH81a, TSH81b, T at85].

Con traction [DHK89]. con tribution [FT89, WD88]. con tributions

[BMLR88]. con v en tional [EM84]. Con v erged [ST87]. con v ergence

[Bra89, KS82, MF85, Mit88, PR84, Pul82]. con v erging [WMHJ88].

con v erting [Wib84]. con v olutionally [Sz¨ o87]. COO [JDS89]. COOH

[JDS89]. Co op er [Car85, Str85, T ri82]. Co op erativ e [KSL87]. co ordinate

[CL85, LS88]. co ordinates [Ess83, HLH83, KJL

W84, L

V88]. coplanar

[BL81]. core [MR80]. Correct [OTPH87]. Correction

[Ano88c, GL89, Gol87, OTW81]. Corrections [Ehr86, CT87, LD87, R

V85].

correlated [LD87, NRR82]. Correlation

[SMF89, Ada89, BW89, CPTC84, Cre82b, Del84, Del85, Del86, Del87, GT84,

HLH82, Tin81, WD88, WM88, Lew87, Lew89, MH83]. corresp onding

[L V82]. coun terp oise [LD87]. Coun ting [Bro83]. Coupled

[Ada89, BG87, SBS82, Kal87, TDK83, WP83]. coupled-cluster [Kal87].

coupling [CGN87, D

A83, D V A83, DCNG85, EGM

+

89, PW81]. couplings

[D V A83]. CpGpCp [YJ86]. CpGpCp-p en tap eptide [YJ86]. Cr [RAS85].

Cram bin [LGB

+

89]. CRA

Y [BP87b]. Cric k [Aid88]. Cripp en [W er82].

criterion [ZW83b]. Critical [KPE

+

84, BE87, Gla89]. croatia [Ran86].

cross [Mey86]. cross-sectional [Mey86]. crossing [LR87]. crosslink ed

[KNS86, KNS89]. cro wn [D A U88]. crystal [HW80, MB84, PR84]. crystals

[AL87]. curv e [SAS87]. curv ed [Dar89]. curv es [Sz¨ o87]. cutoff [Kar87].

Cy anide [vRSSRH86]. Cy anide/Iso cy anide [vRSSRH86]. cy anob enzene

[BTG85]. Cyb er [RD87, ABE

+

85, BP87b, LGB

+

89, L

W88, GM86].

Cyb er-205 [GM86]. cycle [SK84b]. Cycles [Ano86b, BFB85]. cyclic

[HW80, KSL87, VSS82, ZBR80, CMR89]. cycloalk anes [LHOM84, MSSS80].

cyclobutene [BCB82]. cyclobutenes [Kel82]. cyclo dextrin [V

CZB89].

cycloheptane [I

¯

O84]. cycloheptasulfur [LRP87]. cyclohexane

[EIO85, KMS85]. cyclohexasulfur [LRP87]. cyclononane [F

GR89].

cyclo o ctane [I

¯

O84]. cyclo o ctasulfur [LRP87]. cyclop en tadienes [Kel80b].

cyclop en tadien yl [Kel80b]. cyclop en ten yl [GHHS85]. cycloprop yl

[HML83, LH85]. cyclosp orin [PHG89]. cytosine [Del83, PV82b].

D [Gil87, Kro88, Str85]. Damping [CU89]. Dan uher [Ano88c]. data

[BF82, BC89, BBJ88, Cre82a, Cre82b, HD88, KSB84, KJ85, Mor85, PPT

+

80,

vRS86, Sc h88, Sil85, SS84]. databases [RD

W88]. decane [

¯

Osa82]. decanes

[Bur80b]. decarb o xylation [LCL84, Rue87]. deca y [SS84, Sz¨ o87].

decomp osition [FBD80, HB82, KHRvH87]. Dedication [Ano86a]. defects

[BG82a, SDL82]. defined [Gla89]. deformation [CE87, Kar87, L

TLA87].

Degenerate [KvRS89]. degree [KR87]. dense [CM89]. densities [CE87].

densit y [A

VF84, Bac89, BW89, EH83, Gla89, HAKW87, Jug84, KI81, Mar87,

MSG80, OTW81, RB87]. Deorthogonalization [CP89a]. deo xyrib ose

[SPBO87]. dep endence [Del84, HRKW89, Ehr84]. deprotonated

[ZPPC82, ZPCR82]. deriv ativ e [Bra89, MHA89, PHG89]. deriv ativ es

[BC83, FSST82, FMTS84, FS89, FK84, GHHS85, Kao88, WM89]. deriv ed

[BR89, BTG81b, CF87, KJ85, TMrGM88]. describ ed [Bau84]. description

[BMB85a, BMB85b, LPB84, L

WD82, MBB84, MBB85, P

ASTB87, PS87,

RKM

+

85, ZD87]. design [F uj87, HBK80, LDP

+

87, Cra85]. designs [Sil89].

detailed [CF87]. detection [BFF86]. determinan ts [SS84].

Determination [BF A G81, CRR85, CP87b, LCL84, OC88, SWM83,

TMrGM88, BHW87, DM86a, MF

G89b, SHDP89]. determined [BPP82].

determining [BBJ88, DE83]. deuterium [AF83, HLH83]. Dev elopmen t

[YNAK88, LPB84, Ran86, SHK83, CUCP89]. dev elopmen ts [DCG81].

deviation [ZW83b]. Dew ar [Kel80b]. diabatic [BMR87]. diacetals

[Bur80b]. diagnostic [Ran80]. diagonalization [BR87]. diagrams

[GDP

+

85]. dialkylcyclo o ctatetraenes [T os84]. diamine [Ham87].

diaminometh ylene [ASFW89]. diamminedic hloroplatin um [KJ85].

dianions [WP83]. diatomic [BE87, DK84, DHK89, KDK

C83, KKE88].

diaza [BGT84]. dication [PFRS82]. Dications [FKS86]. dic hloropropane

[HW88]. dielectric [Ehr84, Ehr89]. dielectrics [Ehr81]. Diels [LHC84].

dienes [RP80]. difference [DM89, KPE

+

84, KKE88, MM83]. differen t

[Bau84, GT84]. differen tial [Gar89]. differen tiating [Sc h89]. diffuse

[CCSvRS83, SCCvRS82, SCvRSH87]. diffusion

[AS81, Gar89, P er84, RPV87]. diffusion-limited [AS81]. Digital [TS83].

Dihetero [IL86]. dih ydrofolate [Gre85]. dih ydro xycarb ene [FBD80].

dilute [GLLOB88]. Dimensional

[GC86, IL86, AM88b, GPC88, GDP

+

85, KSI88, SI88, SDL82, SK84b].

dimensions [L

W88]. dimer [Has84]. dimerization [VU83]. dimers

[BG82b, VM86, ZP84]. dimetho xytetrah ydrofuran [DPSF

+

88]. Dimeth yl

[IL86, KMS85, OE89]. dimeth yl- [OE89]. Dimeth ylcyclop en t yl

[VMNGTVM86]. dimeth ylheptanes [CL85]. dimeth ylphosphate [JMB87].

Diophan tine [Bur82]. dip eptide [RMB86]. Diphen yl [TKK

+

81].

diphen ylmeth yl [AB83]. dip olar [AP85]. Dip ole

[BC83, Ehr89, HE88, Wil88]. diradicals [LCY82]. direct

[AFK82, FWB85, HA89, KKR

+

82, L

V88, RP

AF83]. Directed

[GC86, Bal88, GPC88, LS89b]. directing [TM84]. directly [HPR80].

Discrete [F ra87]. Discrimination [RR G

+

84, BMT81]. disilo xane [GL87].

Disilylethane [PUNC86]. disp ersion [FT89, KSJ82]. disso ciation

[FS82, MK85a, MF

G89c, MF

G89b]. distance

[Ber83, BHW87, LMV86, MSKT87, TMrGM88, W er82]. distorted [Sz¨ o87].

distortions [LH87]. distributed [PHG89]. Distribution

[Ehr86, Hil80b, HK88, P

ASTB87, RB87, TTZW GQK C81]. distributions

[BW89, GDP

+

85, Mez87b, NLB85]. disubstituted [KPR

T81, PR80].

disulfide [BL81, KNS86, KNS89, BL81]. disulfide-crosslink ed

[KNS86, KNS89]. dithiete [Go d87]. dithiogly o xal [Go d87]. Divin ylk etone

[Sk a83]. DNA [Aid88, Dar89, De 86b, SRKT87]. do c king [Kar86, PLFL85].

donor [GRS88]. donor-acceptor [GRS88]. Dopaminergic

[Ano88c, SDKM87]. double [BF A G81, Gre83, WM88, ZP84]. double-la y er

[BF A G81]. double-stranded [Gre83]. Doublet [RRI88]. doubly [JG89].

doubly-extended-guanidine [JG89]. Driv er [Gil87]. driving [BA82].

Drug [Ano88c, BC89, Cra85, SDKM87]. during [CS82, SOR87]. dynamic

[Mit88]. dynamical [F ra87]. Dynamics

[GM86, HB82, IL86, SLC86, BBO

+

83, CU89, FM87, F uj87, GHF87, GCW88,

HLC88, NK

C85, NK86, SHDP89, TJ86, YE89].

easily

[KSS83, KVV

+

84, KSB84, SSSA82, SVS

+

81, SKV

+

85, SKE

+

84, VSS82].

economical [NRR82]. Ed [Jor81, Gar82b, Str85]. edge

[Bal88, HB89, LB89a]. edge-w eigh ted [Bal88, HB89]. Edited [Lil87]. editor

[DMB88]. Effect [DPSF

+

88, HLH82, ASS

+

85, ASFW89, BTG85, BTG86,

BW89, FSH

+

84, GS85, GT84, GL87, Kim85, NLA84, TSH81a, TM84, WM88].

effectiv e [KSB85]. Effects [F

OSV86, RS85, AH84, AF83, AKRA84, BTS

+

83,

BCT83, CS82, D V A83, Del81e, Del85, Del86, Del87, Ehr81, Ehr84, EH83,

HPR80, HLH83, JI81, KPR

T81, KSL87, KSJ82, Mag84, MS

ˇ

C

+

88, MM89,

PR80, Rit86, SSSA82, SMF89, SMG87, WB80, BTR

T88]. Efficien t

[CCSvRS83, Dyk88, K

O86,

ˇ

CFHS85, FBBA86, Mas88, OTPH87, PR87, SL81,

Sen87]. eigen v alue [DK84, HT82, KDK

C83, KKE88, Mas88]. eigen v alues

[DK88, Gal82, NN87]. eigen v ectors [Gal82, SN87]. elastase [FM87, F uj87].

elastin [CU89]. electric [WP83, ZM88]. electrical [BF A G81, WW81].

electrically [Dyk88]. electro c hemiluminescence [AS81]. electro cyclic

[Kel80a]. electro de [BF A G81]. Electron [A

VF84, CPTC84, Cla82, GRS88,

OTW81, Bac89, BNR86, BW89,

ˇ

CHS84, CvRS81, Cla81, Cla83, CS80,

DCG81, GDP

+

85, GT84, HLH82, KF88, KKR

+

82, LCC87, MM87, PW82,

RLR88, RLR89, RB87, RDK83, WM88, ZW83a, ZW84, Kal87].

electronegativ e [ASS

+

85]. electronegativit y [LDM89]. Electronic

[KS83, KJ82, L

YH87, PPV83, SM80, ABE

+

85, A

VBF84, BT80a, BT80b,

BE87, BKL87, Gor88, HAKW87, Lew87, NV

GB81, PW82, RP80, SSSA82,

SMG87, TM84, WD88]. electrophiles [FS89]. Electrostatic

[Ehr86, HLG88, P

ASTB87, CF87, CW81, EM84, GSH88, LDP80, LZP84,

MK84b, NSGK

+

81, PHG89, PR80, SK84a, Wil88, ZP85]. elemen t

[KSI88, MK85a, SI88]. elemen tal [WKP

+

80]. elemen ts

[Bal83, CPTC84, CCSvRS83, DbCV

+

86, DH86, Gro87, KDEHK89, MHA89,

PKD88, SCvRSH87, SGW83]. Elizab eth [Ano88c]. ellipsoid [BHW87].

Elsevier [Lip83b]. em b edding [Cri82, Cri84, CP87b, Cri89]. emission

[BCT83]. Empirical

[NK86, PW82, BG81b, BG81a, BG82b, CP87b, RPV87, SDB87, VDD86].

emplo ying [WM89]. em ulation [TS83]. Enan tioselectivit y [LBZ89].

ended [BD82]. energetic [CPTC84, SPBO87]. Energetics

[GB83, SLB83, HW88, K

C87, OTPH87, VU83, VU84]. Energies

[Ehr86, A

YS80, Bys83, CvRSKJ81, CP89b, Cre82a, Cre82b, Del84, Del87,

Del89, DF C

+

84, GTB81, Gre85, IvRS85, Iku84, Iku85, JDS89, KTvRS86,

LD87, MK85a, MF

G89c, MF

G89b, MR80, NR80, TW82, VSS82, VVV

G81,

WP82, Wib84, WM88]. Energy [Ano88c, DM86b, F

A86, SK85, SLR

+

86,

YF86, BMLR88, BHW87, BSSW88, BBO

+

83, Car82, CDL89, CP81, Cri82,

Cri84, CP87b, Del84, DPCS80, FWS89, FST81, FSST82, FT89, FKS85,

GBT80, GBT82, GS87a, Ham87, Has84, HHR87, I

¯

O84, KSHD88, KSJ82,

LDM89, Lip86, LDL

+

88, Lop89, MHA89, MT82, NK86,

¯

Osa82, PLFL85,

PR87, RD

AF83, SDKM87, SOR86a, SOR86b, SOR

T86, SOR87, SPBO87,

SO87, Sc h88, ST87, SHK83, T a y84, TM85, TMrGM88, VK80, VSSS84,

W G87, WM89, WMHJ88, WD88, WK81, WSP88, MK84a].

Energy-optimized [F

A86]. enethiol [BSM83]. engineering [Gil87, W en82].

England [Jur88]. enoic [LCL84]. enol [BT80b]. en thalpies

[Bys83, IvRS85, IFvRSS87, Wib84]. En umeration

[BCC87, KHS86, KMST86, Cio87, H¨ as87, KSJT83, KMS

+

87, OTPH87, TKI89].

en vironmen t [Ran80]. enzyme [FM87, TTZW GQK C81]. enzyme-ligand

[FM87]. EPEN [BG82b]. epicatec hin [VM86]. equal [Do d84]. Equation

[Ehr86, CPV84, DK84, DM89, GS85, GF87, KSI88, NN87, SI88]. equations

[BG87, BR87, KKE88, KBS88, MSG80, RFLC89, T ri87]. equilibria

[Bur80b, Mey81]. equilibrium [CG89, Sc h82b, T os84]. equiv alence [BFF86].

equiv alen ts [IvRS85, Wib84]. Ermler [GTB81]. Erratum [Ano86b, DH88].

error [GSH88, MF

G89b, MH83, RPV87]. errors

[MSSS80, OTW81, TM85, ZW83b]. essen tial [F ab88]. ester

[KSS83, SVS

+

81]. estimates [VSS82]. estimation [GTB81, HK88, Cre82a].

ether [Bur80a]. ethers [D A U88]. eth yl [Bur80a, FS83, HB82, KSB84].

eth yl-cation [FS83]. Eth ylene [FKS86, CF83, CDL

+

87, SBS82]. eth ylenes

[FSST82]. eth ylmeth ylamine [ABP80]. Eth ylmeth ylsilane [PUNC86].

ev aluating [FBBA86, MR83, Sc h89]. Ev aluation

[FT89, MSSS80, MSS82, OUV84, BNR86, BCT83, JBFR86, Kar81, KR88,

Ran82, Sc h82a, SCvRSH87, Sz¨ o87, GRS88, MKSW83, MK84b]. ev aluations

[EM84]. Examination [ZP84]. example [RFLC89]. examples [Co o77].

exc hange [KvRS89, SK86]. excitations [W en82]. excited

[Cha83, Del81a, Del81c, DF C

+

84, JH83, MM87, SM80]. excluded [HG89].

exclusion [SLB83]. expansion [CP89b, NF84, PKD88, SF86]. expansions

[LZP84, ZP85]. exp ectation [ZW83a, ZW84]. exp erimen t

[KSS83, KVV

+

84, KSB84, SSSA82, SVS

+

81, SKV

+

85, SKE

+

84, VSS82].

Exp erimen tal [SK84b, BHW87, Sil89]. exp erimen tally [A

CvRS81].

Explorations [LDL

+

88]. exp onen ts [ZW84]. expressions [FVV85, Sc h89].

Extended [DH88, WP83, BMB85a, BMB85b, BP81, GS85, JG89, Kin87,

KSL87, Koz87, MBB84, MBB85, RKM

+

85, W

G89, DH86, DH87a, DH87b].

extended-guanidine [W

G89]. extension [CU89]. external [Lin88].

Extrap olation [Gar89, MSG80].

F [CvRS81, DD81, Del89, FKS85, FKS86, MF

G89c, CCSvRS83, HPR80,

JDS89, KT88]. F actors [KMST86, DK85]. family [Mil87]. F ast

[BC87, CBR87, Mat88, SCP82, Ber83, Kar86, L

V88, TTZW GQK C81]. F aster

[MM83]. F

CH [JDS89]. F e [GLLOB88]. feasible [GC85]. features

[KSS83, KVV

+

84, KSB84, LUNV85, LB86, SSSA82, SVS

+

81, SKV

+

85,

SKE

+

84, VSS82]. F eldmann [Lil87]. fenc h ylidene [FSST82]. F erence

[Bo y86]. ferrous [HS82]. FH [Del87]. Fib onacci [EB87]. field

[AP87, BD82, BL81, CUCP89, CCV89, EIO85, GG89, HP84b, HHR87,

LBM89, RFP86, Sk a83, WP82, WKNC86]. fields

[BTG80, HP84a, MF85, WM89]. fifth [Gro87]. Filip [Ano86b]. films [LP88].

Finding [Ano86b, BFB85, BMB85a]. finite [DM89, KSI88, MM83, SI88].

finite-difference [MM83]. finite-elemen t [KSI88, SI88]. First

[MHA89, Ada89, CCSvRS83, DHK89, DH87a, DH88, FBBA86, GHF87,

KTvRS86, KBS88, MK85a, PH83, SHK83, SCCvRS82, T ri87]. first-

[FBBA86, PH83]. first-order [Ada89, GHF87, KBS88, SHK83]. first-ro w

[CCSvRS83, DHK89, DH87a, DH88, KTvRS86, SCCvRS82]. Fisc her [CS82].

fitted [NRS84]. fitting [Dar89, LMV86, L

V88, SAS87]. fiv e

[D A83, D V A83, DPSF

+

88, Ham87, Hil80a, Hil80b]. fiv e-mem b ered

[D A83, D V A83, DPSF

+

88, Ham87, Hil80a, Hil80b]. flexibilit y [RMB86].

Flexible [Ano88c, GC85, Kar86, LMV86, PR84, SDKM87]. floating

[HL83, Hur88, KW86]. Florida [Ano83a]. fluoride [Has84]. fluorides

[MR83]. fluorinated [BPP82, Mey80a]. Fluorine [FKS86, ASS

+

85, Rit86].

Fluorine-Substituted [FKS86]. fluorob enzene [BTG85]. fluorophen yl

[GG89]. fluorophosphine [SMG87]. fluxional [BMLR88]. F o c k

[LMW85, Cre82a, GTB81, Kar81, LB87, MSG80, RFLC89, RD

AF83,

RP AF83, TDK83, WP83]. F

OGO [HL83]. F orce

[BL81, GG89, AP87, BP87a, BTG80, BTG81b, BTG81a, BTG82, CUCP89,

CCV89, EIO85, GBT82, HP84a, HP84b, HHR87, Hur88, LA85, MF85, MR83,

PV82a, RFP86, Sk a83, WM89, WP82, WKNC86, XB86, ZP89]. force-field

[HP84b, RFP86]. formaldeh yde [HE85, HE88, SWM83]. formalism

[BMR87, NRM85, SDL82]. formamide

[BT80b, WSP88, ZPPC82, ZPPC83, ZP84]. formamidic [ZP84]. formate

[KSB84]. formation [BTR

T88, BHR

+

86, Bys83, Cre82b, HSW82, HSS83,

IvRS85, OLBM83, SAS87, Wib84, YJ86]. formic [BTG81b]. form ulae

[DS87]. form ulas [HO83]. form ulation [F ra82, TW82]. form yl

[EH83, MR83]. F ortran [L

W88]. F ort y [Ano89c]. four

[A YS80, Lau88, SKJ88]. four-mem b ered [A

YS80]. fourfold [W en82].

F ourier [CP89b]. F ourier-series [CP89b]. fourth [DH86, SGW83].

fourth-ro w [DH86, SGW83]. FPS [HD88]. fragmen t [Che89, FSL84].

fragmen ts [Kao88, NSGK

+

81, NSKNK87, SS81]. F ranc k [DK85]. free

[FWS89, RMB86]. freedom [KR87]. frequencies

[BTG80, HLH82, HLH83, RK81, SBS82]. full [Dil87, HRKW89]. function

[AP80, CCSvRS83, CP87b, HHR87, LPB84, MF

G89c, MF

G89b, SAS87,

SCCvRS82, SCvRSH87, VDD86, W

G87]. function-augmen ted

[CCSvRS83, SCCvRS82, SCvRSH87]. functionalized [Mey84]. F unctions

[PUNC86, ABP80, BTG85, BTG86, Bur80a, CE87, Ehr89, FB89, GSB85,

GL87, Hur88, JF

G89, KDEHK89, MK85a, MR83, NK86, PW82, Sen87,

TSH81a, TM85, ZW83a]. fundamen tal [BTG80]. F uran [TLA89]. F usenes

[KHS86].

G [NRR82, Str85, W er82, CCSvRS83]. G* [MK85a]. Ga [STH82]. GaH

[BMLR88]. gallamine [SHDP89]. Gas

[RRH86, FS82, LCL84, LLC85, SK86, VFM

+

89]. Gas-phase

[RRH86, FS82, LCL84, LLC85]. gaseous [GB83]. gases [Bo y86]. Gaussian

[AKRA84, Bre81, DHK89, Gro87, LPB84, MR80, MH83, NRS84, RA87,

RD87, ST89, STH81a, STH81b, STH82, ST82, SGW83, TH80, TSH81a,

TSH81b, T at85]. Gaussian-t yp e

[AKRA84, Bre81, STH81a, STH81b, STH82, TH80, TSH81a, TSH81b, T at85].

Ge [Hin80]. gearing [Iro80]. geminals [PS87]. General

[FVV85, Lin88, AS88, AM88b, CRR85, CCV89, Ess83, TJ86, WK81, RKM

+

85].

Generalized [KJ87, NRM85, Bai86]. generated [FSL84]. generates

[Mar87]. generating [Sc h88]. generation

[BKKB80, Bal82a, Bal82b, Bal83, Bal84, BR85, Bal88, BL88, KSJT83,

KMS

+

87, LB89b, LB89a, RB85, Ran86, HBK80]. generators [R

WKH87].

Generic [MB84]. geometric [Cri89, DHP83, Ess83, KNS86, KNS89].

geometrical [BTG85, BTG86]. Geometrically [GC85]. geometries

[CG89, SKV

+

85, Sc h82b, vdGB84, Gre85, VVV

G81]. Geometry

[Del84, FST81, FSST82, KJL

W84, Bak87, BTG80, BSSW88, GBT80, GBT82,

Gre84, HL83, MH83, MS

ˇ

C

+

88, OC88, Sil81, Sk a83, VLG89, W er82]. germ yl

[MAR

+

84]. glucose [BP87a]. Gly [YJ86]. glycine

[DCG81, KSS83, SVS

+

81, OLBM83]. glycolipids [SRPY88]. gly o xals

[BT80b]. Golender [Cra85]. Gradien t

[F A86, DM89, HRKW89, VLG89, WMHJ88]. gradien t-optimized [VLG89].

gradien ts [Bak87, T a y84]. gramicidin [Kim85, VU84, VU83]. Graph

[BKKB80, BKT82, CG86b, R

WKH87, BMB85a, HB87, Kin87, KR87, KR88,

MBB84, OMK

+

88, CG86b]. graph-theoretical [Kin87]. graphics [PLFL85].

Graphite [SA80]. Graphs

[Ano86b, BFB85, Bal84, BR85, Bal88, BL88, DE83, EB87, HO83, HB89,

LB89a, MBB84, Mil87, RB85, Ran83, R

OK86, Sim87, STZ88]. Green

[SDL82]. Ground [DM83, DR83, DH83, DHS84, BG80, Del81a, DTPR85,

Has84, LR87, Sk a83, WSP88, Del81b]. ground-state [WSP88, Del81b].

Group [Dil86, Wib84, ASFW89, AJMM88, BG82a, BE87, DH86, EH83,

EGM

+

89, GG89, Kin87, LA85, SGW83, T ri84, Mez87b]. groups

[BTG82, HPR80, Iro80, KPR

T81, KSL87, LDP80, LB89b, LB89a]. gro wth

[CS82, F ra87]. GTO [F

A86, FB89]. GTOs [TSH81a]. guanidine

[JG89, W

G89]. Guanidinium [JG89, W

G89, SS81]. Guanidinium-T yp e

[JG89, W

G89]. guide [Lip86]. Guidelines [SHK83].

H [BBJ88, CDL89, Cla81, CMR

W86, DTPR85, FS82, FKS85, FKS86,

GBT82, GDO89, Hin80, LS87a, LHOM84, Lop89, Sax85, SKJ88, SK89, Sc h86,

ST80, TMO

W85, Ada89, BG86, BTG82, BHR

+

86, CvRSKJ81, CDL89,

GBT82, HHK

+

86, Iku85, KvRS89, LS87b, NRS84, PKB88, ZD87]. H-b onds

[ZD87]. halide [GB83, GSB85]. halides

[CDL

+

87, GT83, MAR

+

84, Mey80a, Mey81]. Haloalk anes [HLG88].

halogen [AKRA84]. halop eridol [VLG89]. Hamiltonian [GHF87].

Hammond [AM88b]. handb o ok [Lip86]. harmonic [BTG80, BTG82].

Hartree [Cre82a, GTB81, Kar81, LB87, LMW85, MSG80, RFLC89,

RD AF83, RP

AF83, TDK83, WP83]. HCl [CDL

+

87, NRS84]. HCN [GT84].

head [VU83]. head-to-head [VU83]. heats [Cre82b, HSW82, SAF88].

Hehre [Wib86]. HeLi [MTN87]. helical [A

VBF84, VU84]. helices [Sc h88].

Helix [VU83]. hemoglobin [Che89]. hemoglobin-fragmen t [Che89].

Hertfordshire [Jur88]. Hessian [W

G87]. hetero [D V A83, LHC84].

hetero-Diels [LHC84]. hetero cycles [Hil80a, Hil80b]. heterographs

[Bal88]. hexac hloride [DHP83]. hexameth ylb enzene [Iro80]. HF

[CDL

+

87, LS87a, Ada89, KvRS89, Lop89, NRS84, ST87]. Hg

[SMKH87a, SMKH87b]. hidden [MK84b]. hierarc hically

[BMB85a, BMB85b, MBB84, MBB85, RKM

+

85]. high [DK84, DK85].

higher [KSI88, ZP89]. Highly [DK85, RD

W88, DK84]. Hill [CPV84].

histamine [T op87]. HNC [GT84]. HOC

[BMB85a, BMB85b, MBB84, MBB85, RKM

+

85]. hole [KKR

+

82].

homoaromaticit y [WB80]. HONDO [

ˇ

CHS84]. HOO [DS80]. HOR’ [JI81].

HOS [DS80]. HSO [DS80]. HSS [DS80]. H ¨ uc k el [Kin87]. Hw an [Ano88c].

HXCHY [PMZ86]. h ybrid [Lau88]. h ydrated [GB83]. Hydration

[GLLOB88, K

C87, BP81, BTR

T88, Del81d, JMB87, KS82]. h ydrazide

[HH80]. h ydrides [BE87, CPTC84, Del89, KKR

+

82]. h ydro carb on

[CS82, SSSA82]. h ydro carb on-c hain [CS82]. h ydro carb ons

[ASS

+

85, BKKB80, Bro83, BCC87, CW80, CZ88, HRKW89, HAKW87,

IFvRSS87, KSJT83, Mey84, Sau89, VSS82]. Hydrogen

[AKI88, Aid88, BTG81a, BG81b, BG81a, BG82b, BG82c, CDL

+

87, Del81b,

Del81c, Del81d, Del81e, Del83, Del87, Gol87, Iku84, KvRS89, KSL87,

Ano86h, Ano87e, Ano87f, Ano87g, Ano87h, Ano87i, Ano87j, Ano87k, Ano88d,

Ano88e, Ano88f, Ano88g, Ano88h, Ano88i, Ano88j, Ano88k, Ano89k, Ano89d,

Ano89e, Ano89f, Ano89g, Ano89h, Ano89i, Ano89j]. matc hing

[HO83, HB89, RB85, RHP89]. Mathematical [Ano86j, MBB85].

mathematics [SK84b]. matrices [LMV86, LM89]. Matrix

[DbCV

+

86, KHS86, BR87, BP87b, Ber83, Bra89, BC87, Cao89, Cri89, Dil87,

Gal82, KDEHK89, LM89, MSG80, MHA89, MSKT87, PKD88, SDL82].

matrix-v ector [LM89]. MAXI [T at85]. MAXI-1 [T at85]. MAXI-5

[T at85]. MC [Rap84, SKJ88, SK89]. MCD [KJ85]. MCSCF

[T a y84, YNAK88]. means [D

A83, F uj87, SMOT85, VFM

+

89]. Measure

[GC86]. mec hanical [Bur82, EW87, F

GR89, Mey84, MF85, SK86, T os84].

Mec hanics

[Dil86, IL86, SJ86, A

GL82, AH84, AH85, A

G88b, AS88, A

G88a, AF83, AL87,

BR85, BMG84, BW83, Bur80b, Bys83, CMR88, CMR89, D A U88, DHP83,

Dil87, F

GR89, FWB85, GS87b, GHHS85, GL88, GL89, HLG88, HB82, HP84b,

I

¯

O84, JT80, Kar87, LGB

+

89, LA85, L

TLA87, MK84a, MK85b, Mey80a,

Mey81, Mey86, Mey88, MM89, NLA84, OE89, PL87, PR87, SHDP89, SRPY88,

SA80, TLA89, TMrGM88, T ri88, VDD86, V ed88, V

CZB89, vdGB84, Lip83a].

mec hanics-NMR [SRPY88]. mec hanism

[BTR

T88, BKT82, DLMR85, Ham87, HSS83, Rue87, ZPPC83]. Mec hanisms

[

¯

Osa82, KvRS89]. mediated [D V A83, ZPPC83]. medium

[FWS89, SMOT85]. medium-size [SMOT85]. Meeting [Ano89l].

mem b ered

[AD Y89, A

YS80, D

A83, D V A83, DPSF

+

88, Ham87, Hil80a, Hil80b, TSH81a].

memory [BD82]. Mensc h utkin [VSSS84]. Metab olic [TG86].

metab olism [BTR

T88]. metacyclophanes [JdKdWB87]. Metal [NR80,

BG80, BG82a, FB89, KM85, MS88, SMKH87a, SMKH87b, TSH81b, VDD86].

metallation [KvRS89]. metalloproteins [VDD86]. metals

[DH87a, DH87b, PH83, DH88]. metathesis [GHHS85]. methane

[Gil84, KS82]. methanes [PR80]. methanimine [PKB88]. methanol

[BG81b, BG82b, BG82c, Iku84, JI81]. Metho d [KHS86, K

O86, SJ86, AS88,

Ada89, BD82, BFF86, BHW87, BC83, BA82, CP87a, CG86a, Dar89, Dil87,

DCG81, F

GR89, FBBA86, HA89, HLH83, JBFR86, Kal87, KT88, KSI88,

KI81, KNS85, KDEHK89, LCC87, Lew89, L

WD82, Mit88, MS88, Mul88a,

Mul88b, OMK

+

88, PW81, PR87, RDK83, SI88, Sc h82a, SO87, SAS87, Sil85,

SK86, SMF89, STY

A87, SS84, Sz¨ o87, TDK83, TTZW GQK C81, VK80,

VVV G81, WMHJ88, vdGB84, ARS85, Bai86, GSH88, SDB87, Ste89a].

Metho ds [CP89b, BS89, BP82, Bra89, Bur82, BKL87, DM89, DS80,

FBBA86, GCW88, HTT88, HT88, HW88, Jor81, Kin87, Lau88, MV87, MR83,

RB87, SPBO87, Ste89a, Ste89b, T op87]. meth yl

[Bur80a, EGM

+

89, FS83, Gil84, GT82, GT83, Has84, Iro80, KSS83, KPE

+

84,

LKL87, LA85, OE89, SVS

+

81, SCCvRS82, MAR

+

84]. meth yl- [OE89].

meth yl-and [FS83]. meth yl-CH [KPE

+

84]. meth ylamine [BG82b].

meth ylbutanoate [SKV

+

85]. Meth ylcyclohexyl [VMNGTVM86].

Meth ylene [F

OSV86, BW81]. meth ylhistamine [T op87]. meth ylo xiranes

[DPCS80]. meth ylphen ylalaninamide [KYJ88]. meth ylpropanoic

[SKE

+

84]. meth ylp yrazole [CSCD

+

89]. metric [Cri89]. Metrop olis

[KS82]. Micro computer [T ri84, Sc h86]. Micro computer-aided [T ri84].

Microscopic [Kim85]. MIDI [STH82, TSH81b]. MIDI-1 [STH82]. MIDI-3

[TSH81b]. MIDI-4 [TSH81b]. mimics [V

CZB89]. MINDO

[BSSW88, CZ88, HHK

+

86, HSW82, LHC84, MSSS80, MSS82, T op87,

VVV G81, VMNGTVM86, VFM

+

89]. MINDO/3

[BSSW88, CZ88, HHK

+

86, T op87, VMNGTVM86, VFM

+

89]. MINI

[STH82, TSH81b]. MINI-1 [STH82]. MINI-3 [TSH81b]. MINI-4 [TSH81b].

minicomputer [Co o77, Car85]. minicomputers [See81]. Minimal

[TKK

+

81, RPD

+

86]. minimization

[BHW87, BBO

+

83, BK86, Dil87, GS87a, Ham87, LS89c, MK84a, NK86,

PLFL85, PR87, RD

AF83, RP

AF83, SO87, TMrGM88, VK80, WMHJ88].

minim um [LS88, ZW84]. mixed [BG82b]. MM [AF83, WP82]. MM2

[HLG88, LGB

+

89, TLA89, AP87, AKI88, CUCP89, GCW88, PL87, PUNC86,

PUC89]. MM2/MMP2 [PL87]. MM3 [AL87]. MMP2

[OE89, PL87, STY

A87]. MNDO [Bai84, BF82, BSSW88, DGW

+

81, DM83,

DR83, DH83, DF C

+

84, DHS84, DR86, FS83, FS89, GBP85, GRS88, GHT87,

Gol87, HHK

+

86, JdKdWB87, OUV84, T op87, V er82, VSSS84, VFM

+

89].

MNDOC [CT87]. MO [AFK82, BT81, EWM85, GDO89, HTT88, Iku84,

Jaf88, LSR

OT80, LCL84, RBEV80, Gro87, NR80]. Mo-Cd [Gro87]. mo de

[HLH83]. Mo del

[AS81, De 86b, KW86, SMKH87a, SMKH87b, AM88a, CW81, FT89, HHR87,

Kel80a, Klo83, LP88, LR87, MS88, OLBM83, PR80, SLB83, WK81].

mo deling

[EW87, Lil87, LS88, L

YH87, OTPH87, Rou87, TMO

W85, WK81, GPC88].

mo dels [BR89, BC89, Bo y86, Cri87, EM84, Ehr84, F ra87, KvRS89, PHG89,

STZ88, Wil88, Rue87]. mo des [BC89, GC85, Gor88, WM89]. mo dification

[Sil81]. Mo difications [ST89]. Mo dified [CZ88, CP80, FBKK85, L

WD82].

mo dular [Sc h88]. MOL [Lew87]. molar [Lew89]. Molecular [BMG84,

BW83, BP81, Bys83, Cao89, CMR88, CMR89, Del81b, Del81c, Del81d,

Del81e, Del83, Dil86, DH86, DH87a, DH87b, Ehr86, F

GR89, FM87, GS87b,

GHHS85, GL88, Hil80b, HP84b, IL86, Kar87, KMS85, K

O86, LRP87, Lew87,

LGB

+

89, MAR

+

84, Mey80a, Mey81, Mey86, Mey88, NF84, OTPH87, PH83,

SJ86, Sim87, SLC86, SF86, TDK83, Wib86, A

GL82, AH84, AH85, A

G88b,

AS88, A

G88a, Aid88, AD

Y89, AF83, AL87, AKRA84, ASFW89, AM88a,

AJMM88, BNR86, BMB85b, BG87, BR87, BD82, BGT84, BCT83, BSSW88,

Bur80b, CRR85,

ˇ

CHS84, CW81, Cri89, D A U88, DE83, DHP83, Del89, Dil87,

EM84, Ess83, FSL84, FS89, F ra82, FBBA86, F uj87, GTB81, Gor88, GCW88,

HR85, HR87, HRKW89, HH80, HS82, HP84a, HLG88, HLC88, HB87, Hil80a].

molecular [I

¯

O84, Jaf88, JT80, JBFR86, KS84, KM85, KVV

+

84, KSB84,

LCC87, LS87a, LS87b, LMV86, LA85, L

TLA87, LZ89, LBZ89, LS88, MK84a,

MK85b, Mey84, MF85, MH83, Mez87b, MM83, MSKT87, MM89, NSKNK87,

NK C85, NLA84, OE89, OTW81, PL87, PR87, RRI88, SMKH87a, SMKH87b,

SHDP89, SMOT85, SRPY88, SVS

+

81, SK86, SN87, SA80, STZ88, SDB87,

Str85, TLA89, TKI89, TJ86, TM85, TMrGM88, TW82, VSS82, VVV

G81,

VDD86, V ed88, V

CZB89, WP83, Wil88, ZM88, ZW83a, ZW84, vdGB84,

DH88, FWB85, GL89, KKR

+

82, LCL84, SKV

+

85, Sk a83, YE89, Lip83a].

molecular-mec hanical [MF85]. molecule [A

CvRS81, Ber83, BFF86,

D A U88, DTPR85, GC85, HB82, Iku84, KDK

C83, Lin88, TW81, V ed88].

Molecules [Ano88c, De 86a, De 86b, ASS

+

85, AL87, Bai84, Bal83, BF A G81,

BP82, BkBT82, BG86, BTG82, BW89, Bre81, BG82c, CvRS81, CS80, CG86a,

DM86a, DM83, DR83, DH83, DHS84, DHK89, Do d84, F ab88, GSH88, Gla89,

GSB85, HG89, JB85, KT88, Kar81, Kel80b, Kel82, Koz87, Lew87, LR87,

Lip87, LH87, Mag84, MF

G89c, MTN87, MAR

+

84, Mey86, Mey88, MKSW83,

MK84b, Mul88a, Mul88b, PR84, PR87, Ran82, STH81b, SDKM87, SK84a,

TKK

+

81, V an88, V er82, WK81, ZP89, Ran86]. Møller [WD88]. MOM

[ZW83a, ZW84]. momen ts [Bau84, GF87, HE88]. MOMM [BKL87]. mono

[PR80]. mono- [PR80]. mono cen ter [FVV85]. monoh ydrate [OC88].

monometh ylammonium [Gre83]. monop ole [LZP84, ZP85].

monoprotonated [EWM85]. monosubstituted

[Del81a, VFM

+

89, BTG81a]. monotone [P er84]. Mon te [Che89, Gar89,

GLLOB88, JMB87, KS82, MC88, OC88, RMB86, RPV87, ZR81]. Morse

[DbCV

+

86]. Motion [SLC86, KJ87]. MP [

ˇ

CHS84, SMKH87a, SMKH87b].

MP2 [MV87]. MRD [KHRvH87]. MRDCI [R

V85]. MSX [KT88]. MT

[KT88]. MT-MSX [KT88]. Muller [Ran86]. Multicollinearit y [SNR83].

m ulticonfigurational [RPD

+

86]. m ultidimensional [LDL

+

88].

m ultiexp onen tial [SS84]. m ultiphoton [BG87]. Multiple

[RFLC89, LS88, MSG80]. m ultiplication [BC87, LM89]. m ultiplicativ e

[V an88]. m ultiplier [Dil87, vdGB84]. m ultiply [CBR87]. m ultip ole

[PHG89, Wil88]. m ultireference [Ada89, CP87a, FBKK85]. MuMA TH

[T ri87, T ri88]. m utagenesis [Tin81]. m utagenicit y [KR88]. m y elin

[GS87b].

N [Del89, GHT87, LB87, Ran86, TKK

+

81, TG83, BTG82, BTS

+

83, BGT84,

CvRS81, HHK

+

86, Iku85, KT88, Kao88, KYJ88, TW81]. Na-Cl [SCvRSH87].

NaBH [BMLR88]. naming [Cio87]. naph thalene [DHP83, HW82]. nature

[OTW81, WW81]. NCN [ASFW89]. NCN-con taining [ASFW89].

NCOCH [FS82]. NDDO [ZW83a, ZW84]. near [BFF86]. NeI [DBVMB84].

neigh b or [SLB83]. neigh b ors [YE89, vGBC

+

84]. net [CW81]. net w orks

[HAKW87]. neurom uscular [SHDP89]. neurotensin [CP81]. neutral

[BF A G81, D A U88, DM86a, Del89, FS83, SK85, ZPPC82, ZPCR82]. neutrals

[HPR80]. Newton [Dil87, PR87, SO87]. Newton-lik e [PR87]. NG [ZW83a].

NH [Del87, HPR80, LS87b, PMZ86, TMO

W85, Ada89, BHR

+

86, Del89,

KvRS89, KPR

T81, NRS84]. NHF [LS87b]. NHOH [LS87b]. Ni [RAS85].

nitric [LSR

OT80, Sie85]. nitrob enzene [KHRvH87]. Nitrogen

[AD Y89, Del85, Del86, FS83, JH83, LB87, MSS82, RS85]. nitrophenols

[NV GB81]. nitrosamine [HSS83]. nitrosamines [BTR

T88]. nitrosation

[RRH86]. nitrosomethanol [HT88]. NMR [BBJ88, SRPY88, TMrGM88].

NMR-deriv ed [TMrGM88]. NO [FS82, CE87, Sie85]. Noggle [Sc h86]. non

[Dil87]. non-full-matrix [Dil87]. nonan [

¯

Osa82]. nonan-9-one [

¯

Osa82].

nonane [SSSA82]. Non b onded [WM87, LCY82]. nonclassical [WB80].

nonelectro cyclic [BCB82]. Nonempirical [SLR

+

86]. Nonequiv alence

[D V A83]. nonfused [KR88]. nonlinear [AP87, FBBA86, WP83]. nonplanar

[KNS89, PV82b]. Nonrelativistic [Klo83]. nonrigid [Bal83]. nonstrained

[HRKW89]. norb ornadiene [GHHS85]. Norb ornadien yllithium [LB86].

normal [CL85, HLH83, Mag84, WM89]. normal-mo de [HLH83]. Norman

[Lip83a]. Norris [Gar82a]. notations [HB87]. Note

[Gor88, LA85, MSG80, Sen87]. no v el [KR88]. n uclear

[Bal82a, Bal82b, KJ87]. Nucleic

[De 86a, FS89, LZP84, MKSW83, MK84b, NK86, WKNC86]. n ucleophiles

[FS89]. n ucleoside [SOR86a, SOR86b, SOR

T86]. Num b er

[Ano86b, FWS89, MF

G89a, ZP89]. n um b ering [BMB85a]. Numerical

[BSSW88, NN87, Gar82a, KDEHK89, Jaf88]. n umerically [R

V85].

Numero v [Bra89].

O [BG86, BTS

+

83, CDL89, CvRS81, CMR

W86, Del89, GBT82, HPR80,

LS87a, NR80, A

G88a, Ada89, BTG82, BHR

+

86, CvRS81, CMR

W86,

HHK

+

86, HD88, KvRS89, Lop89, NRS84, PMZ86, KPE

+

84]. ob jectiv e

[SAS87]. ob jects [Sim87]. obtained [GHHS85]. obtaining [HO83]. OCS

[Car82]. o ctahedral [Kin87]. o ctalene [FMTS84]. Offcen ter [Ehr86]. OH

[Del87, FS89, TMO

W85, BTG82, CP81, HPR80, KSL87]. OHF [LS87b].

olefin [GHHS85]. olefins [CDL

+

87, Mey80a, WP82]. oligon ucleotides

[Gre83]. Olti [Bo y86]. One [PKD88, AM88b, GHF87, KSI88, KF88,

¯

Osa82,

RLR88, RLR89, SDL82, ZW83a, ZW84]. One-cen ter [PKD88].

one-dimensional [AM88b, KSI88]. one-electron

[RLR88, RLR89, ZW83a, ZW84]. ones [DLMR85]. Onsager [Ehr81]. Op en

[Kal87, BD82, HHK

+

86, HTT88]. op en-ended [BD82]. Op en-shell

[Kal87, HHK

+

86, HTT88]. op ening [Kel82]. Op erational [Sil85]. Op erator

[HO83]. op erators [Jaf88, Jug84]. opiates [FSH

+

84, FK84]. Opioid [F ro86].

optical [PPV83, RP80]. Optimization [Bai86, Sc h82b, Ste89a, Ste89b,

Bak87, CG89, HR85, HR87, HL83, HHR87, KJL

W84, MH83]. optimizations

[HRKW89]. Optimized

[LZP84, OG86, Sz¨ o87, ZP85, BSSW88, CW80, F

A86, VLG89]. orbit

[Bre81, KF88, KSJ82, PW81]. Orbital

[Cha83, CPH85, HPH83, Kel80a, Kel80b, Kel82, LDM89, Wib86, Aid88,

AD Y89, BW81, Bau84, BD82, BGT84, BSSW88, Del81b, Del81c, Del81d,

Del81e, Del83, Del89, DH86, DH87a, DH87b, DH88, FS89, HL83, KS84,

KM85, LCL84, Lew87, PH83, PR80, STH81a, STH81b, STH82, Str85, TH80,

TSH81a, TSH81b, TW82, ZD87, Kel80b, Kel82]. orbital/b ond [ZD87].

orbitals [Ada89, CP80, FBKK85, FVV85, Hil80a, Jaf88, Lau88, ST82, T at85].

orbits [BMB85a]. order [Ada89, CP87a, FBBA86, F

C88, GHF87, Gre84,

Jug84, KSI88, KBS88, P er84, SHK83, T ri87, WD88]. ordered

[BMB85a, BMB85b, MBB84, MBB85, RKM

+

85]. ordering [MBB84].

Organic [Ano86k, Bal85, Do d84, Lip83b, LB86, Mey80a, Mey81, Mey86].

organomagnesium [DLMR85]. organometallic

[DH86, DH87a, DH87b, DH88, PH83]. organosilicon [GL88, GL89].

orien tational [BCT83]. orien ted [SAS87]. originals [CP89a]. origins

[BW81]. ortho [MF

G89a]. ortho-substituted [MF

G89a]. orthonormal

[Lau88]. oscillator [DbCV

+

86, SK84b]. oscillatory [SL81]. other

[BL88, Lew87]. out-of-plane [BN85, L

TLA87]. o v erall [ZW83b].

o v ercro wded [FSST82]. o v erlap [DS87, Gal82]. Oxford [Str85]. o xidation

[Sie85]. o xide [Sie85, SBS82, SMG87]. o xides [BT81]. o xime [VV88].

o ximes [HHR87]. o xirane [FS89]. o xy acids [BT81]. o xy anions [BT81].

o xygen [ASS

+

85, CF83, Del85, Del86, FS83, MSS82, RS85]. o xygenated

[BS89]. ozone [KvRS80, LH87].

P [Ano86b, Del89, DCNG85, Wib86, DCNG85, R

OK86, TKK

+

81].

p-T olylsulfon yl-Sulfilimine [TKK

+

81]. pac k age [NSKNK87]. pac king

[HH80, HS82]. pages [Lip83a]. pair [BG82c, SMOT85, WM89]. pairs

[Aid88, DCG81, KKR

+

82, L

WD82, SRKT87]. P alm [Ano83a]. pancreatic

[FM87, F uj87]. P arallel [See81, WD88, GDP

+

85, NK

C85, RD

W88].

parameter [Lew89]. parameterization [GG89, HP84b]. P arameters

[GC86, BF A G81, BTG85, BTG86, CUCP89, DR86, Ess83, GPC88, GL88,

GL89, LMW85, NF84, SF86, Ste89a, Ste89b]. parametric [

¯

Osa82].

P arametrization [CMR88]. paren t [MF

G89b]. P art [ARS85, RAS85].

partial [HLG88]. partition [KI81, KNS85, GC86]. P

ASCAL [T ri82, Co o80].

path [BCB82, CF83]. paths [BG88, FBD80]. path w a y [KHRvH87].

path w a ys [VSSS84]. P attern [LS89a, LS89b, LS89c, OMK

+

88]. P aul

[Bo y86]. PCILO [BP82, L

WD82]. PDP [Co o77]. PDP-11 [Co o77].

p enetration [PW82]. p en tap eptide [CP81, YJ86]. p en tenone [ST80].

PEOE [HLG88]. p eptide [OLBM83]. p eptides [AH85, LGB

+

89].

p erception [Mat88]. p ercolation [F ra87]. p erformance

[Mag84, SCvRSH87]. p erformic [BTG81b]. p ericyclic [BW81]. p erio dic

[Bal85, NLB85, SL81]. p ermeable [P er84]. p ermeth ylcyclohexane

[EIO85]. p ero xides [CMR88, CMR89]. p erp endicular [HR85, HR87].

p ersonal [Gil87, Gar82b]. p ersp ectiv e [GDP

+

85]. PER

TURB [FE87].

p erturbation [CP87a, FE87, FBBA86, F

C88, R

V85, WP83]. p erturb ed

[TDK83]. P eter [Gar82b]. Ph [FS89]. pharmacological [FSH

+

84]. phase

[FS82, LCL84, LLC85, LDP

+

87, LDL

+

88, RRH86, Sen87, SK86, VVV

G81,

VFM

+

89]. phellandrene [PPV83, RP80]. phenomena [Rou87]. phen yl

[PL87]. phen yl-phen yl [PL87]. Phen ylpip eridine [F ro86].

Phen ylp yrrolidine [F ro86]. phosphaalk enes [Bac89]. phosphaalkynes

[Bac89]. phosphate [LDP80]. phosphine [SMG87]. phosphines

[Bac89, GT82, GT83]. phospholipid [K

C87]. phosphorus

[JS88, Mag84, Cla83]. photograph y [HPH83]. ph ysical [KMS

+

87, Sc h86].

Ph ysico c hemical [GC86, GPC88]. Pictorial [GDP

+

85]. Pitfalls [BA82].

pithom ycolide [HPW82]. Planar

[PV82b, BTG82, GBT80, GBT82, HR85, HR87]. plane [BN85, L

TLA87].

planes [GDP

+

85]. Plen um [Jor81]. Plesset [WD88]. P oin t

[KW86, PHG89]. p oin ts [BG88, BE87, KSHD88, Lop89]. P oisson [DM89].

P olar [De 86a, De 86b]. p olarizabilities [Lew89]. p olarizabilit y [BC83].

P olarization [LD87, BTG85, BTG86, GL87, MF

G89c, MF

G89b]. p olarized

[BP81, LMW85]. P oly atomic [HE85, Bre81, MAR

+

84]. p olycyclic

[HAKW87]. p oly enes [ZBR80]. p oly ethers [SK86]. p oly eth ylene [KB84a].

p olyhex [HO83]. P olyhexes [KMST86, Cio87]. p olymer [Lip87]. p olymers

[A VF84, A

VBF84, Bal85, BKL87, KB84a, KB84b, OTPH87]. p olymeth ylene

[LCY82]. p olynimials [RB85]. p olynomial [HAKW87, Ran82, RHP89].

p olynomials [Bal84, BR85, Bal85, Bal88, EB87, HO83, HB89]. p olyn uclear

[Bro83]. p olyn ucleotide [Sc h88]. p oly o xy eth ylene [BMG84].

P oly o xymeth ylene [KB84b]. P olyp en tap eptide [CU89]. p olyp eptide

[BHW87, BBJ88]. p olyp eptides [BR89, HP84a, ZP85]. P olyp yrene

[KHS86]. P ople [Wib86]. p opulation [BS89]. p opulations [CS80, Gla89].

p orcine [FM87, F uj87]. p orph yrin [HS82]. p ortion [LPB84]. p ositiv e

[Del87]. p ossessing [GHF87]. p ossibilit y [Kar81]. P ossible

[Ano86b, BFB85, Sie85]. p ostulate [AM88b]. p oten t [SHDP89]. P oten tial

[GSB85, PUNC86, YF86, ABP80, AP80, BP81, BG81b, BG81a, BG82b,

Bur80a, Car82, CDL89, CW81, DK88, EM84, FKS85, GSH88, Has84, HHR87,

KB84a, KSHD88, Klo83, KSB85, KJ87, LDP80, LPB84, Lin88, LDL

+

88,

Lop89, Mar87, MC88, MS88, MR83, PHG89, SMOT85, SPBO87, SO87,

Sc h88, ST80, VDD86, VSSS84, Wil88, WSP88, ZM88]. P oten tials

[SLR

+

86, BK

C86, BG82c, CF87, DTPR85, DbCV

+

86, Dyk88, Gen87, GT83,

KKR

+

82, LDP80, SMKH87a, SMKH87b, TKK

+

81]. p o w erful [SO87, See81].

p o w ers [ZP89]. pp [Ano86b, Bo y86, Car85, Cra85, Gar82a, Jur88, Kro88,

Lil87, Lip86, Ran86, Sc h86]. pp. [Gar82b, Gil87, Jor81, W er82]. practical

[Lip86]. PRDDO [TM85]. precision [HRKW89]. predicted [HW88].

predicting [GS87a]. Prediction

[HW80, Gre84, LS89a, LS89b, LS89c, SA

V88]. predisso ciation [DBVMB84].

Preface [Ano84h]. preferences [CvRS81, GCW88, Sk a83]. Preferred

[De 86a, De 86b, F ab88, SA

V88]. Preliminary [Ano86i]. Prelog [Mey80b].

preparation [STH81a, STH81b, STH82, TH80, TSH81a, TSH81b, T at85].

presence [Kim85]. presen tation [MKSW83, MK84b]. Press [Jur88, W er82].

Price [Car85, Gar82a, Lil87, Lip83b, Lip86, Wib86, Ran86, Sc h86].

primitiv es [ST89]. Principles [AFK82, RKM

+

85]. Pro [CP81].

probabilities [LS89a]. probabilit y [LS89b]. probabilit y-directed [LS89b].

prob e [GRS88]. prob es [Kar86]. Probing [ASFW89]. problem

[H¨ as87, KDK

C83, KKE88, LS88, MM87]. problems

[HT82, Mas88, P er84, Sil81]. pro cedure

[CP80, FBKK85, GTB81, GS87a, LS89b, LS89c, Mit88, RP

AF83].

pro cedures [BMB85a, BMB85b, HP84b, MBB84, MBB85, RKM

+

85, Rap84].

pro cess [BBJ88]. pro cesses [BG87]. pro cessing [PPT

+

80, See81].

pro cessor [BD84, BW83, KW86, RD

W88]. Pro cessors

[Bai86, EM84, HD88]. pro dine [FK84]. pro duced [KJ85]. pro duct

[BP87b]. pro ducts [GHHS85]. Program

[Ano86b, ABE

+

85, BFB85, BBO

+

83,

ˇ

CHS84,

ˇ

CFHS85, FE87, Koz87, LS84,

PR84, TKI89, TJ86, Tin81, V ed88, WK81, YNAK88, D

A83]. programs

[Bo y86]. Progress [Lip83b]. pro jection [Gla89, Jaf88]. prolate [Ehr84].

Proleterskih [Ran86]. proline [FM87]. Prolog [TKI89]. pro ofs [MBB85].

propadienone [T a y84]. propagation [L

W88, MH83]. propanal [KVV

+

84].

Propanic [EGM

+

89]. propanoate [KSS83]. propanoic [SKE

+

84].

propanol [Bur80a]. Prop ellanes [Do d84]. prop en [PKB88]. Prop erties

[GM86, JH83, LSR

OT80, A

VF84, AKRA84, BP81, BkBT82, BF82, BW89,

BKL87, DE83, DH86, DH87a, DH87b, DH88, EIO85, FSH

+

84, GT82, JSKI88,

LZP84, Lew87, MH83, MM83, PH83, Ran83, R

OK86, SPBO87, ZP85, F ro86].

prop osed [DLMR85, HSS83]. prop ylamine [ABP80, SAP88]. Prop ylsilane

[PUNC86]. protein

[CP87b, GS87a, GS87b, LS89a, LS89b, LS89c, LGB

+

89, V ed88]. proteins

[KNS86, KNS89, PPT

+

80, W

G87, WKNC86, ZP85]. Proton

[HL83, CDL89, D

A83, D V A83, DM86a, Del85, EGM

+

89, FS83, KKR

+

82,

MF G89a, OUV84, RS85, SA

V88, TMO

W85, VFM

+

89, ZP84].

proton-proton [EGM

+

89]. protonated

[CDL89, FS89, KvRS80, ZPPC82, ZPCR82]. protonation

[Del84, LHOM84, SA

V88, SK86]. pseudoatoms [WM89]. pseudo energy

[SRPY88]. Pseudop oten tial [Sax85, BMLR88, NRS84, PKD88, RBEV80].

pseudorotation [D

A83, T ri88]. PSEUR

OT [D

A83]. pteridines [Gre85].

published [Lip83a]. purp ose [CCV89, FE87, TJ86]. PXYH [BG86]. p yran

[DLMR85]. p yridine [BTG86, Gen87]. p yridines [MF

G89a, VFM

+

89].

p yridones [L

V82]. p yrimidine [Del81e]. p yrimidines [Del81a]. p yrimidyl

[BL81]. p yrrolop yrimidine [SOR86a, SOR86b, SOR

T86].

quadratic [Kar87, MR83]. quadrature [RDK83]. quadrup olar [AP85].

Quadrup ole [DM86b]. qualitativ e [KR88]. qualit y [FB89, ZW83b].

Quan titativ e [GC86, AP85, GPC88]. Quan tum

[Ano86i, BD84, BT80a, BT80b, EW87, T ri88, Ano89c, Bur82, F

GR89, Gar89,

NSKNK87, NRM85, Rap84, SHDP89, vRS86, See81, SK86, T os84].

quan tum-mec hanical [F

GR89]. Quasi [SDL82]. Quasi-one-dimensional

[SDL82]. quasiclassical [DBVMB84]. Quasip erio dization [RH87].

quasirelativistic [Klo83].

R [Gil87, KT88, Kro88, Ran86, Wib86, Del81e]. racemization [FWB85].

radial [Ehr89, LPB84]. radiativ e [PD83]. radical

[BCB82, CF83, Cla81, Cla83, EWM85, Gil84, HB82, RFLC89]. radicals

[BF82, DS80, LCY82, LH85]. Radom [Lip83b, Wib86]. Raman [SBS82].

Strategies [BP87b, CG89]. Strategy [YF86, NK

C85, Sc h88]. stretc hing

[BTG81a, BTG82, MHA89, RK81]. strictly [PS87]. strong [LSR

OT80].

Structural [LUNV85, LB86, BF82, KSS83, KVV

+

84, KSB84, SSSA82,

SVS

+

81, SKV

+

85, SPBO87, SKE

+

84, VSS82, PR80, SSSA82, SKE

+

84].

Structure

[GC86, JSKI88, vRSSRH86, ABE

+

85, A

YS80, A

VBF84, BMB85b, BMR87,

BTS

+

83, BBJ88, DS80, GPC88, GT82, GB83, HW80, HAKW87, KK85, KR88,

KS83, LS89a, LS89b, LS89c, Lil87, Lip86, L

YH87, NV

GB81, OMK

+

88, PW82,

PSSS80, PFRS82, RD

W88, RP80, RRI88, SVS

+

81, SWM83, SM80, Tin81].

Structure-Activit y [GC86, GPC88]. Structure-Directed [GC86].

Structures [BPP82, OG86, ASS

+

85, BMB85a, BMB85b, Bal85, BE87,

Bro83, CvRSKJ81, CG89, Del89, FS82, HR85, HR87, HRKW89, JT80,

KvRS80, K

C87, KYJ88, KVV

+

84, KSB84, KMS85, L

V88, MSSS80, MSS82,

MBB84, MBB85, PPT

+

80, PUC89, RKM

+

85, RR G

+

84, Sc h82b, Sc h88,

SMG87, VSS82, VVV

G81, WKP

+

80, WM88]. studied [

¯

Osa82]. Studies

[BG81b, BG81a, BG82b, BG82c, DLMR85, Jur88, W er82, AJMM88, BP81,

BG86, Bys83, CDL89, CMR

W86, FMTS84, Go d87, Gre85, HMA82, HSS83,

HSE

ˇ

C83, JI81, JB85, Kao88, KB84a, KB84b, KM85, KSS83, KVV

+

84,

KSB84, KK85, KR88, KSL87, LCY82, LLSC85, LKL87, LDP

+

87, LZ89,

LBZ89, Lip87, MK85b, MTN87, OMK

+

88, PUC89, RMB86, SHDP89,

SOR86a, SOR86b, SOR

T86, SOR87, SSSA82, SVS

+

81, SKV

+

85, SKE

+

84,

VSS82, VVV

G81, WSP88]. Study

[SMOT85, VMNGTVM86, A

G88a, Aid88, AD

Y89, Bai84, BMLR88, BTG80,

BTG81a, BTG82, BTS

+

83, BGT84, BSM83, Che89, CF87, CDL

+

87, D A U88,

DS80, DHP83, Del81a, Del89, EIO85, FBD80, FS89, F ra82, FK84, Gen87,

GBT80, GBT82, Gil84, GS87b, GT82, GT83, Gre83, GCW88, Ham87, HT88,

HML83, Iku85, JDS89, JMB87, KS84, KvRS80, Kin87, L

V82, LSR

OT80,

LCL84, LHC84, LHOM84, LLC85, LH85, LUNV85, MF

G89a, MV87, MTN87,

OLBM83, PMZ86, PHG89, RFP86, RBEV80, RPV87, Rue87, SS81, SSSA82,

SAP88, SAF88, SM80, SMG87, SK84b, TLA89, TKK

+

81, TG83, T op87, T os84,

VV88, VSSS84, VFM

+

89, YJ86, ZPPC82, ZPCR82, ZPPC83, ZBR80, CvRS81].

Subgraph [KHS86, TKI89]. sub ject [Cri89]. submatrix [LM89].

subroutines [CBR87]. Substituen t

[EH83, F

OSV86, Mag84, Ehr84, HPR80, KPR

T81, PR80, SMF89, Del81e].

substituen ts [BTG81a, DPSF

+

88, KPR

T81, SCCvRS82]. Substituted

[FKS86, HML83, Kel80b, Kel82, LH85, MF

G89a]. substitution [Rit86].

substrate [TTZW GQK C81]. substrates [Gre85, MM89]. substructures

[BFF86]. sulfamates [OMK

+

88]. sulfide [SBS82]. Sulfilimine [TKK

+

81].

sulfo xides [T ai81]. sulfur

[Bai84, DM83, DR86, LB87, Mag84, MSS82, ST89, TKK

+

81].

sulfur-nitrogen [LB87]. sulph ur [JI87]. sup ercomputer [W

G87].

sup eriorit y [SCCvRS82]. sup ermatrix [Cao89]. sup ermolecular [KE89].

sup erp osition [AKRA84, MF

G89b, OTW81]. Surface

[LP88, BMR87, Car82, CDL89, Has84, LDL

+

88, Lop89, Mey88, MK84b,

P ASTB87, ST80, WSP88, Mey86]. Surfaces

[YF86, AM88a, DPCS80, FKS85, I

¯

O84, KE89, KJ87,

¯

Osa82, VSSS84].

surv ey [Kel80b, Kel82]. susceptibilities [WP83]. SW [TW81]. sym b olic

[KBS88, T ri88]. symmetric [FWB85, LB89b, ST82, ZP89]. symmetrical

[ZP89]. Symmetry

[K O86, Ran83, R

OK86, Bal83, BW81, Cao89,

ˇ

CHS84, DE83, FSL84, HLH83,

Jaf88, KJL

W84, Mez87b, SN87, TDK83, T a y84, Cao89]. Symmetry-matrix

[Cao89]. symmetry-sup ermatrix [Cao89]. symmetry/top ology [BW81].

symmetry/top ology-allo w ed [BW81]. Symp osium

[Ano83a, Ano86j, Ano86j]. syn [VV88]. syn-o xime [VV88]. syn thesis

[CS82, HBK80]. System

[CG86b, ABE

+

85, AP85, LA85, MTN87, SK89, SL81, T ri87, T ri88].

Systematic [HBK80, SDKM87, TM85, CP80, STH81a, STH81b, STH82,

TH80, TSH81a, TSH81b, T at85, Ano88c]. Systems

[KW86, AH84, AS88, ASFW89, BL88, Ehr89, Gal82, HTT88, Kao88, Kel80a,

KSL87, Koz87, LB87, LSR

OT80, RK81, SDL82, SK86, SN87, SDB87, TS83,

TMO W85, T ri88, TTZW GQK C81, vGBC

+

84, Jur88]. Szymnsky [Ran86].

T [Ano86b, LR87]. T.-S [Ano86b]. tables [LB89b, SN87]. taste [OMK

+

88].

tautomer [Gre85]. tautomerism

[BSM83, CSCD

+

89, R

OK86, T op87, Zie83, ZPPC83]. tautomers [BT80b].

T e [RBEV80]. tec hnique

[BD82, DE83, Gar89, HO83, Kel80a, LMV86, P er84, RPD

+

86]. tec hniques

[SL81, TS83, RD

AF83]. tec hnologists [Ran86]. T eller [LR87]. temp ered

[DHK89]. ten [KKR

+

82]. ten-electron [KKR

+

82]. terminal [CP81]. terms

[F C88, GF87]. tert [FST81]. tertiary [MM89]. test [Bur82, PW81]. testing

[KKE88]. tests [LS87a, RAS85]. tetra [FST81]. tetra-tert-but yleth ylene

[FST81]. tetrac hloride [DHP83]. tetrah ydrob orate [BMLR88]. tetramer

[KSL87]. tetrao xabicyclo [Bur80b]. tetrap eptide [HW80]. tetro doto xin

[SS81]. th [P er84]. their [BR85, CSCD

+

89, CE87, FK84, GTB81, Hur88,

Iku85, Kao88, KPR

T81, KS83, LDP80, PUC89, Ran80, VSS82, WK81].

theorem [GT83]. theoretic [RR G

+

84]. Theoretical

[Ano86k, CDL

+

87, CMR

W86, FKS86, Gen87, Gre85, HMA82, Iku85, Kao88,

LLC85, LLSC85, LKL87, LPB84, LZ89, LBZ89, Rue87, SA

V88, VU83, VU84,

VFM

+

89, BKKB80, BKT82, Cre82b, FBD80, Gre83, HT88, HPR80, HML83,

HLH82, JDS89, KvRS80, KPR

T81, Kin87, LHOM84, LH85, Lip83b, LUNV85,

OMK

+

88, PR80, TW81, WB80, LDP

+

87, RRH86]. Theoretically [KJ85].

Theory

[CG86b, KKR

+

82, PD83, BT80a, BT80b, Bo y86, Del81b, Del81c, Del81d,

Del81e, Del83, DH86, DH87a, DH87b, DH88, Ehr81, FE87, F

C88, Gla89, Kin87,

KR88, LCL84, Mez87b, NRM85, PH83, R

V85, T ri84, WP83, PW81, Wib86].

thermal [Kel80a, Kel80b, Kel82, Rue87, SF85]. Thermo c hemical

[Cre82a, Cre82b]. Thermo dynamical [BF82]. thermo dynamics [Bo y86].

these [ZP84]. thin [LP88]. thio carb on yls [BSM83]. thiok etone [BSM83].

thiolformic [BTG80]. Thiophene [TLA89]. third [DH86]. third- [DH86].

Three [Cla81, Cla82, Cla83, GC86, IL86, AD

Y89, GBT82, GPC88, GDP

+

85,

L W88, PKB88]. Three-Dimensional [GC86, IL86, GDP

+

85].

Three-Electron [Cla82, Cla83]. three-mem b ered [AD

Y89]. threefold

[W en82]. through-b onds [LCY82]. Through-Space

[D V A83, CGN87, DCNG85]. Tim [Lip86]. Time

[RPV87, FBBA86, Gar89, PLFL85]. time-indep enden t [FBBA86].

time-step [Gar89]. toluene [XB86]. T olylsulfon yl [TKK

+

81]. T o ol

[CG86b, GRS88, HK88, See81]. T op ological [Bac89, IL86, BMT81, BW89,

Kel80a, MBB84, MT82, RR G

+

84, Rou87, Sim87, BMB85b]. T op ology

[LR87, Kel80a, Kel80b, Kel82, Kin87]. top ology-allo w ed [BW81]. torsion

[BA82, LS84, TMrGM88]. torsional

[AP80, CP89b, I

¯

O84, LA85, MHA89,

¯

Osa82, KB84a]. total [TM85, Cre82b].

to y o cam ycin [SOR86a]. tra jectories [BSSW88, SDB87]. tra jectory

[KW86]. trans [BTG80, BL81, DPSF

+

88]. trans-2 [DPSF

+

88].

trans-thiolformic [BTG80]. transann ular [EW87]. transcription

[SOR87]. T ransfer

[KHS86, BT80a, BT80b, CDL89, LLSC85, ST87, TMO

W85, ZP84].

T ransfer-Matrix [KHS86]. transferabilit y [SSSA82]. transferable

[NSKNK87]. transform [SF85]. T ransformation

[TG86,

ˇ

CHS84, Ess83, GF87, Koz87]. T ransition [BMR87, Bak86, Bau84,

BG80, CG89, DH87a, DH87b, DH88, FB89, GT84, HE88, KM85, MS88,

PH83, SMKH87a, SMKH87b, Sc h82a, Sc h82b, SWM83, TSH81b, ZP84].

transition-state [CG89]. transitions [BCT83, Gor88, TM84].

transmem brane [Kim85, VU83, VU84]. transmission [CGN87, DCNG85].

T ransp ort [GM86]. T reatmen t [Jaf88, SLC86, SS84, GBP85, Jug84,

KDK C83, Koz87, NLA84, Sil85, SA80, T a y84]. tree [CRR85, LS88]. trees

[KMS

+

87]. trialene [A

CvRS81]. triazole [CSCD

+

89]. tricarb on yls [BG80].

trieth ylamine [FWB85]. trimeth yliso c hromanes [OE89]. T rina jstic

[Ran86]. trin ucleotide [YJ86]. trio xide [PSSS80]. T rip eptide [LS89a].

T riplet [F

OSV86, CF83, DPCS80, HW82]. triplet-state [DPCS80]. T rip os

[CCV89]. tRNA [LDP80]. T ropsc h [CS82]. truncated [SO87]. T ub ercidin

[SOR86b]. t wisted [HR85, HR87]. Tw o [BR87,

ˇ

CHS84, KF88, L

V88, MM87,

¯

Osa82, PW82, RLR88, RLR89, SI88, SN87, SK84b, LCC87]. t w o-cen ter

[PW82, RLR88, RLR89]. t w o-dimensional [SI88, SK84b]. t w o-electron

[

ˇ

CHS84, MM87, LCC87]. t w o-parametric [

¯

Osa82]. T yp e

[JG89, W

G89, Aid88, AKRA84, Bre81, Mas88, ST89, STH81a, STH81b,

STH82, TH80, TSH81a, TSH81b, T at85, BG80]. T yr [CP81]. t yro cidine

[TMrGM88].

UF [KS83]. UH [KS83]. UHF [BF82]. Ulric h [Lip83a]. UMP [MK85a].

UMP2 [

ˇ

CFHS85]. un branc hed [RHP89]. uncatalyzed [OLBM83].

uncomplexed [MK84a]. uncon v en tional [CG86a]. Undecanes [IL86].

undecap eptide [PHG89]. unified [Jug84]. unimolecular

[FS82, HB82, SF85]. Unique

[BMB85a, BMB85b, MBB84, MBB85, RKM

+

85]. Units [De 86a].

unrestricted [MSG80, RFLC89]. unsaturated [A

YS80]. unsymmetrical

[Kel80b, Kel82]. un w eigh ted [ZW83a]. up on [HT82, RS85]. Uracil

[Zie83, Del81b, Del81d, Del81c]. urea [BHR

+

86]. Use [

ˇ

CHS84, Dil86, BA82,

Dil87, GS85, Hur88, Kar87, KR88, MR83, R

V85, TSH81a, T op87]. used

[LDP

+

87]. Useful [CG86b]. Usefulness [FBKK85]. using

[Bre81, BG81b, BG81a, BG82b, BG82c, Cio87, Co o77, DF C

+

84, F

GR89,

Gen87, GCW88, HLH83, KS82, KJL

W84, K

O86, KBS88, LMV86, LGB

+

89,

L W88, MR80, OMK

+

88, PR84, RD

W88, RR G

+

84, RLR88, Rou87, RDK83,

TMrGM88, TW81, WP83, ZW83a, ZW84]. utilizing [NSKNK87].

V [Cra85, Ran86, Wib86, A

G88b, MBB84, Mey81, Mey88, Ran83, STH81a].

v acuo [SHDP89]. V alence [Bai86, CvRS81, HR87, Jug84, JF

G89, LDM89,

LRP87, MR80, NRM85, R

OK86, ZD87]. v alence-orbital [ZD87].

v alence-orbital/b ond-orbital [ZD87]. v alences [JB85]. v alency [Mag84].

V alidation [CCV89]. V alidit y [AM88b]. v alinom ycin [MK84a, MK85b].

v alue [Gre84, Ran80]. v alues [GBP85, ZW83a, ZW84, NF84, SF86]. v ap or

[VVV

G81]. v arious [BS89, BG80, BTR

T88, LDP80]. V

AX [CBR87]. V ector

[Bai86, BP87b, CBR87, EM84, LM89]. v ector-scalar-m ultiply-and-add

[CBR87]. V ectorization [GM86, KW86, Rap84]. V ectorizing

[TJ86, BP87b]. VEH [BKL87]. v elo cit y [HLC88]. V enk ataragha v an

[Lil87]. V ersus [ST89, Ada89, FB89]. v ery [Kar87, LM89]. VI

[BT81, KB84a, STH81b]. via [D V A83, HLG88]. viable [A

CvRS81].

vibration [DK84, DK85, KDK

C83]. Vibrational

[DK88, DBVMB84, BTG80, Gor88, HE85, HLH82, HLH83, HE88, Lin88,

MAR

+

84, MS

ˇ

C

+

88, PKB88, Sk a83, SBS82, VVV

G81, XB86]. vibrations

[LPB84, PV82b]. vibronic [LS84]. vicinal [D V A83]. view [GDP

+

85]. VI I

[KB84b, MKSW83, TSH81b]. VI I I [BG82a, BTR

T88, RKM

+

85, STH82].

vin ylic [Rit86]. violuric [OC88]. virtual [CP80, FBKK85]. v oltage [Kim85].

V olume [Ano86b, HG89, Lip83b]. v olumes [KE89]. V oronoi [BC89, Cri87].

W [Car85, Ran86, Str85, T ri82, Wib86, Gro87]. W-RN [Gro87]. W aals

[AL87, DTPR85, DBVMB84, MTN87]. w alks [Ran80]. W ater

[De 86a, De 86b, BG82b, BG82c, CDL89, Del81b, Del81e, Gen87, GLLOB88,

Iku84, JI81, KTvRS86, KYJ88, KSL87, L

V82, LLC85, Lin88, MC88, OC88,

RMB86, SWM83, YJ86, ZPPC83, Del81c, Del83]. W ater-cytosine [Del83].

w ater-mediated [ZPPC83]. w ater-p yridine [Gen87]. W atson [Aid88].

W atson-Cric k [Aid88]. w a v e [FB89, JF

G89, KDEHK89, L

W88, TM85].

w a v e-propagation [L

W88]. w a v efunctions [Bre81, NRR82, ZW83b].

w eakly [Dyk88]. w eigh ted [Bal88, HB89, SAS87, ZW83a]. w eigh ts

[Bal82a, Bal82b]. w ell [DHK89]. w ell-temp ered [DHK89]. whic h [Mar87].

Wiener [CRR85]. Wiley

[Bo y86, Car85, Cra85, Gar82b, Gar82a, Gil87, Kro88, Lip86, T ri82, Wib86].

Wiley-In terscience [T ri82]. Willett [Jur88]. within

[AP87, BG82b, BG82c, Ehr81, TM85, TW82]. without [Bak87, Mez87b].

W orld [Ano86k].

X [BG86, CvRS81, FS89, FS82, MV87, TW81, HPR80, Iku85, KPE

+

84,

PMZ86, THW80]. X

CHCH [FS89]. XCHYH [PMZ86]. XCL [FS82]. Xe

[SGW83]. XeF [KSJ82]. XI [MM89]. xii [Jur88]. XMP [BP87b]. XXX

[Del83]. XY [Ran83, LR87, Ran83].

y ears [Ano89c]. y east [LDP80]. YETI [V ed88]. Y ork

[Bo y86, Car85, Cra85, Gar82b, Gar82a, Gil87, Jor81, Kro88, Lil87, Lip83b,

Lip86, T ri82, W er82, Wib86]. YU [Ran86]. YU-41000 [Ran86]. Y ugosla via

[Ran86]. Yv onne [Ano88c].

Zagreb [Ran86]. Zero [K

O86, SS84]. Zhab otinskii [ZR81]. zipp er [HMA82].

Zn [ARS85]. ZnCl [LP88]. ZnS [LP88].

References

Adams:1983:CD A

[AB83] Stephen M. Adams and Shelton Bank. Calculations on the

diphen ylmeth yl anion. Journal of Computational Chemistry,

4(4):470–481, Win ter 1983. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Ahlric hs:1985:IES

[ABE

+

85] Reinhart Ahlric hs, Hans-Joac him B¨ ohm, Claus Ehrhardt,

P eter Sc harf, Heinz Sc hiffer, Hans Lisc hk a, and Mic hael

Sc hindler. Implemen tation of an electronic structure program

system on the CYBER 205. Journal of Computational Chem-

istry, 6(3):200–208, June 1985. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Allinger:1980:ICR

[ABP80] Norman L. Allinger, Ulric h Burk ert, and Salv atore Profeta

Jr. Ab initio calculations of the rotational p oten tial functions

for prop ylamine and eth ylmeth ylamine. Journal of Compu-

tational Chemistry, 1(3):281–284, Autumn 1980. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Andrade:1981:BTE

[A CvRS81] Juan G. Andrade, Ja y araman Chandrasekhar, and P aul v on

Ragu ´ e Sc hley er. Bicyclo[1.1.0]butadiene (trialene): an exp er-

imen tally viable molecule? Journal of Computational Chem-

istry, 2(2):207–211, Summer 1981. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Adamo wicz:1989:CCM

[Ada89] Ludwik Adamo wicz. Coupled cluster metho d with first-order

correlation orbitals v ersus m ultireference configuration in ter-

action metho d. Accurate calculations for HF, H

2

O, and NH

3

.

Journal of Computational Chemistry, 10(7):928–934, Octo-

b er 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Alcami:1989:NIB

[AD Y89] M. Alcam ´ ı, J. L. G. De P az, and M. Y´ a ~ nez. Nitrogen in v er-

sion barriers in three-mem b ered rings. An ab initio molecu-

lar orbital study

. Journal of Computational Chemistry, 10

(4):468–478, June 1989. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Allinger:1983:IEM

[AF83] Norman L. Allinger and Heather L. Flanagan. Isotop e ef-

fects in molecular mec hanics (MM 2). Calculations deuterium

comp ounds. Journal of Computational Chemistry, 4(3):399–

403, Autumn 1983. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Almlof:1982:PDS

[AFK82] J. Alml¨ of, K. F aegri Jr., and K. Korsell. Principles for a

direct SCF approac h to LICA

O–MO ab initio calculations.

Journal of Computational Chemistry, 3(3):385–399, Autumn

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Abraham:1988:MMS

[A G88a] Ra ymond J. Abraham and G. H. Gran t. A molecular me-

c hanics study of the Si O b ond and alkyl-silanes. Journal of

Computational Chemistry, 9(7):709–718, Octob er 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Abraham:1988:CCMa

[A G88b] Ra ymond J. Abraham and Guy H. Gran t. Charge calcu-

lations in molecular mec hanics. V. Silicon comp ounds and

π b onding. Journal of Computational Chemistry, 9(3):244–

256, April 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Abraham:1982:A CC

[A GL82] Ra ymond J. Abraham, Lee Griffiths, and Philip Loftus.

Approac hes to c harge calculations in molecular mec hanics.

Journal of Computational Chemistry, 3(3):407–416, Autumn

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Abraham:1984:A CC

[AH84] Ra ymond J. Abraham and Brian Hudson. Approac hes to

c harge calculations in molecular mec hanics. 2 Resonance ef-

fects in conjugated systems. Journal of Computational Chem-

istry, 5(6):562–570, Decem b er 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Abraham:1985:CCM

[AH85] Ra ymond J. Abraham and Brian Hudson. Charge calcu-

lations in molecular mec hanics. I I I: Amino acids and p ep-

tides. Journal of Computational Chemistry, 6(3):173–181,

June 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Aida:1988:CW C

[Aid88] Misak o Aida. Characteristics of the W atson-Cric k t yp e

h ydrogen-b onded DNA base pairs: an ab initio molecular

orbital study

. Journal of Computational Chemistry, 9(4):

362–368, June 1988. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Arteca:1988:SGS

[AJMM88] Gusta v o A. Arteca, Victoria B. Jammal, P aul G. Mezey

, and

P aul G. Mezey

. Shap e group studies of molecular similarit y

and regioselectivit y in c hemical reactions. Journal of Compu-

tational Chemistry, 9(6):608–619, Septem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1983:Md

[Ano83e] Anon ymous. Masthead. Journal of Computational Chem-

istry, 4(4):fmi, Win ter 1983. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1984:A

[Ano84a] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 5(1):113, F ebruary 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1984:Ma

[Ano84b] Anon ymous. Masthead. Journal of Computational Chem-

istry, 5(1):fmi, F ebruary 1984. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1984:Mb

[Ano84c] Anon ymous. Masthead. Journal of Computational Chem-

istry, 5(2):fmi, April 1984. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1984:Mc

[Ano84d] Anon ymous. Masthead. Journal of Computational Chem-

istry, 5(3):fmi, June 1984. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1984:Md

[Ano84e] Anon ymous. Masthead. Journal of Computational Chem-

istry, 5(4):fmi, August 1984. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1984:Me

[Ano84f ] Anon ymous. Masthead. Journal of Computational Chem-

istry, 5(5):fmi, Octob er 1984. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1984:Mf

[Ano84g] Anon ymous. Masthead. Journal of Computational Chem-

istry, 5(6):fmi, Decem b er 1984. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1984:P

[Ano84h] Anon ymous. Preface. Journal of Computational Chemistry,

5(4):290, August 1984. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Anon ymous:1985:Aa

[Ano85a] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 6(1):78, F ebruary 1985. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1985:Ab

[Ano85b] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 6(6):674, Decem b er 1985. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1985:Ma

[Ano85c] Anon ymous. Masthead. Journal of Computational Chem-

istry, 6(1):fmi, F ebruary 1985. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1985:Mb

[Ano85d] Anon ymous. Masthead. Journal of Computational Chem-

istry, 6(2):fmi, April 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1985:Mc

[Ano85e] Anon ymous. Masthead. Journal of Computational Chem-

istry, 6(3):fmi, June 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1985:Md

[Ano85f ] Anon ymous. Masthead. Journal of Computational Chem-

istry, 6(4):fmi, August 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1985:Me

[Ano85g] Anon ymous. Masthead. Journal of Computational Chem-

istry, 6(5):fmi, Octob er 1985. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1985:Mf

[Ano85h] Anon ymous. Masthead. Journal of Computational Chem-

istry, 6(6):fmi, Decem b er 1985. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:D

[Ano86a] Anon ymous. Dedication. Journal of Computational Chem-

istry, 7(3):257–258, June 1986. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:EJC

[Ano86b] Anon ymous. Erratum: Journal of Computational Chemistry ,

V olume 6, Num b er 4,pp. 316–329. “Computer Program for

Finding all P ossible Cycles in Graphs” b y A. T. Balaban, P .

Filip and T.-S. Balaban. Journal of Computational Chem-

istry, 7(2):253, April 1986. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic). See [BFB85 ].

Anon ymous:1986:Ma

[Ano86c] Anon ymous. Masthead. Journal of Computational Chem-

istry, 7(1):fmi, F ebruary 1986. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:Mb

[Ano86d] Anon ymous. Masthead. Journal of Computational Chem-

istry, 7(2):fmi, April 1986. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:Mc

[Ano86e] Anon ymous. Masthead. Journal of Computational Chem-

istry, 7(3):fmi, June 1986. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:Md

[Ano86f ] Anon ymous. Masthead. Journal of Computational Chem-

istry, 7(4):fmi, August 1986. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:Me

[Ano86g] Anon ymous. Masthead. Journal of Computational Chem-

istry, 7(5):fmi, Octob er 1986. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:Mf

[Ano86h] Anon ymous. Masthead. Journal of Computational Chem-

istry, 7(6):fmi–fmii, Decem b er 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:P AI

[Ano86i] Anon ymous. Preliminary announcemen t: 6th In ternational

Congress on Quan tum Chemistry. Journal of Computational

Chemistry, 7(2):254, April 1986. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1986:SCM

[Ano86j] Anon ymous. Symp osium on Computational and Mathemati-

cal Chemistry

. Satellite Symp osium of the Canadian Institute

of Chemistry Conference Sask ato on, Canada, June 1–4, 1986.

Journal of Computational Chemistry, 7(1):89, F ebruary 1986.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Anon ymous:1986:W CT

[Ano86k] Anon ymous. W orld Congress of Theoretical Organic

Chemists. Journal of Computational Chemistry, 7(2):255,

April 1986. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Anon ymous:1987:Aa

[Ano87a] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 8(2):186, Marc h 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Ab

[Ano87b] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 8(4):562, June 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Ac

[Ano87c] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 8(6):916, Septem b er 1987. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Ad

[Ano87d] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 8(8):1232, Decem b er 1987. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Ma

[Ano87e] Anon ymous. Masthead. Journal of Computational Chem-

istry, 8(1):fmi, Jan uary 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Mb

[Ano87f ] Anon ymous. Masthead. Journal of Computational Chem-

istry, 8(2):fmi, Marc h 1987. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Mc

[Ano87g] Anon ymous. Masthead. Journal of Computational Chem-

istry, 8(4):fmi, June 1987. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Md

[Ano87h] Anon ymous. Masthead. Journal of Computational Chem-

istry, 8(5):fmi, July 1987. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Me

[Ano87i] Anon ymous. Masthead. Journal of Computational Chem-

istry, 8(6):fmi, Septem b er 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Mf

[Ano87j] Anon ymous. Masthead. Journal of Computational Chem-

istry, 8(7):fmi, Octob er 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1987:Mg

[Ano87k] Anon ymous. Masthead. Journal of Computational Chem-

istry, 8(8):fmi, Decem b er 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Aa

[Ano88a] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 9(2):188, Marc h 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Ab

[Ano88b] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 9(4):441, June 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:CSD

[Ano88c] Anon ymous. Correction: Systematic Drug Receptor Map-

ping: A New Approac h to the Analysis of Conformational

Energy Calculations of Flexible Molecules with Application

to Dopaminergic and Adrenergic Agonists Lilly Sanathanan,

Elizab eth Dan uher, Ki-Hw an Kim, and Yv onne Martin, J.

Comput. Chem., 8, 1075 (1987). Journal of Computational

Chemistry, 9(4):441, June 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic). See [SDKM87 ].

Anon ymous:1988:Ma

[Ano88d] Anon ymous. Masthead. Journal of Computational Chem-

istry, 9(1):fmi, Jan uary 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Mb

[Ano88e] Anon ymous. Masthead. Journal of Computational Chem-

istry, 9(2):fmi, Marc h 1988. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Mc

[Ano88f ] Anon ymous. Masthead. Journal of Computational Chem-

istry, 9(3):fmi, April 1988. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Md

[Ano88g] Anon ymous. Masthead. Journal of Computational Chem-

istry, 9(4):fmi, June 1988. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Me

[Ano88h] Anon ymous. Masthead. Journal of Computational Chem-

istry, 9(5):fmi, July 1988. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Mf

[Ano88i] Anon ymous. Masthead. Journal of Computational Chem-

istry, 9(6):fmi, Septem b er 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Mg

[Ano88j] Anon ymous. Masthead. Journal of Computational Chem-

istry, 9(7):fmi, Octob er 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1988:Mh

[Ano88k] Anon ymous. Masthead. Journal of Computational Chem-

istry, 9(8):fmi, Decem b er 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1989:Aa

[Ano89a] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 10(3):434, April 1989. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1989:Ab

[Ano89b] Anon ymous. Announcemen t. Journal of Computational

Chemistry, 10(5):748, July 1989. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1989:FYQ

[Ano89c] Anon ymous. F ort y y ears of quan tum c hemistry

. Journal of

Computational Chemistry, 10(1):138, Jan uary 1989. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Anon ymous:1989:Mb

[Ano89d] Anon ymous. Masthead. Journal of Computational Chem-

istry, 10(1):fmi, Jan uary 1989. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

istry, 3(1):40–46, Spring 1982. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Bac hrac h:1989:TED

[Bac89] Stev en M. Bac hrac h. T op ological electron densit y analysis

of phosphines, phosphaalk enes and phosphaalkynes. Jour-

nal of Computational Chemistry, 10(3):392–406, April 1989.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Baird:1984:MSC

[Bai84] N. Colin Baird. MNDO study of catenated sulfur: the

molecules and ions S

3 to S

8

. Journal of Computational Chem-

istry, 5(1):35–43, F ebruary 1984. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Bair:1986:OGV

[Bai86] Ra ymond A. Bair. Optimization of the Generalized V alence

Bond Metho d for v ector pro cessors. Journal of Computa-

tional Chemistry, 7(4):500–512, August 1986. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bak er:1986:AL T

[Bak86] Jon Bak er. An algorithm for the lo cation of transition states.

Journal of Computational Chemistry, 7(4):385–395, August

1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Bak er:1987:A GO

[Bak87] Jon Bak er. An algorithm for geometry optimization without

analytical gradien ts. Journal of Computational Chemistry, 8

(5):563–574, July 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Balasubramanian:1982:A GN

[Bal82a] K. Balasubramanian. An algorithm for the generation of n u-

clear spin sp ecies and n uclear spin statistical w eigh ts. Journal

of Computational Chemistry, 3(1):69–74, Spring 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Balasubramanian:1982:CGN

[Bal82b] K. Balasubramanian. Computer generation of n uclear spin

sp ecies and n uclear spin statistical w eigh ts. Journal of Com-

putational Chemistry, 3(1):75–88, Spring 1982. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Balasubramanian:1983:CGS

[Bal83] K. Balasubramanian. Computer generation of the symmetry

elemen ts of nonrigid molecules. Journal of Computational

Chemistry, 4(3):302–307, Autumn 1983. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Balasubramanian:1984:CGC

[Bal84] K. Balasubramanian. Computer generation of the c harac-

teristic p olynomials of c hemical graphs. Journal of Com-

putational Chemistry, 5(4):387–394, August 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Balasubramanian:1985:CPO

[Bal85] K. Balasubramanian. Characteristic p olynomials of organic

p olymers and p erio dic structures. Journal of Computa-

tional Chemistry, 6(6):656–661, Decem b er 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Balasubramanian:1988:CGC

[Bal88] K. Balasubramanian. Computer generation of c haracteris-

tic p olynomials of edge-w eigh ted graphs, heterographs, and

directed graphs. Journal of Computational Chemistry, 9(3):

204–211, April 1988. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bausc hlic her:1984:CTM

[Bau84] Charles W. Bausc hlic her Jr. On the calculation of transition

momen ts b et w een states describ ed in differen t orbital basis.

Journal of Computational Chemistry, 5(5):500–505, Octob er

1984. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Brugge:1988:T AP

[BBJ88] John A. Brugge, Bruce G. Buc hanan, and Oleg Jardetzky .

T o w ard automating the pro cess of determining p olyp eptide

secondary structure from

1

H NMR data. Journal of Compu-

tational Chemistry, 9(6):662–673, Septem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bro oks:1983:CPM

[BBO

+

83] Bernard R. Bro oks, Rob ert E. Bruccoleri, Barry D. Olaf-

son, Da vid J. States, S. Sw aminathan, and Martin Karplus.

CHARMM: a program for macromolecular energy

, minimiza-

tion, and dynamics calculations. Journal of Computational

Chemistry, 4(2):187–217, Summer 1983. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bishop:1983:DPD

[BC83] Da vid M. Bishop and Alain Cartier. Dip ole p olarizabilit y

deriv ativ es calculated b y the Kirkw o o d metho d. Journal of

Computational Chemistry, 4(2):170–174, Summer 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Bunge:1987:FMM

[BC87] Carlos F. Bunge and Gerardo Cisneros. F ast matrix m ultipli-

cation. Journal of Computational Chemistry, 8(7):960–964,

Octob er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Boulu:1989:VBS

[BC89] Lauren t G. Boulu and Gordon M. Cripp en. V oronoi bind-

ing site mo dels: Calculation of binding mo des and influence

of drug binding data accuracy

. Journal of Computational

Chemistry, 10(5):673–682, July 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bellville:1982:NPC

[BCB82] Dennis J. Bellville, Ronald Chelsky

, and Nathan L. Bauld. A

nonelectro cyclic path from the cyclobutene cation radical to

the 1,3-butadiene cation radical. Journal of Computational

Chemistry, 3(4):548–551, Win ter 1982. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Brun v oll:1987:ECB

[BCC87] J. Brun v oll, S. J. Cyvin, and B. N. Cyvin. En umeration and

classification of b enzenoid h ydro carb ons. Journal of Compu-

tational Chemistry, 8(3):189–197, April 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bonaccorsi:1983:IEA

[BCT83] R. Bonaccorsi, R. Cimiraglia, and J. T omasi. Ab initio ev al-

uation of absorption and emission transitions for molecular

solutes, including separate consideration of orien tational and

inductiv e solv en t effects. Journal of Computational Chem-

istry, 4(4):567–577, Win ter 1983. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Benzel:1982:OES

[BD82] Mark A. Benzel and Clifford E. Dykstra. An op en-ended self-

consisten t field metho d. A sim ulation of a molecular orbital

tec hnique for small memory computers. Journal of Compu-

tational Chemistry, 3(2):260–264, Summer 1982. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bair:1984:QCA

[BD84] Ra ymond A. Bair and Thomas H. Dunning Jr. Quan tum

c hemistry with an attac hed pro cessor. Journal of Computa-

tional Chemistry, 5(1):44–55, F ebruary 1984. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bo yd:1987:BCP

[BE87] Russell J. Bo yd and Kenneth E. Edgecom b e. Bond critical

p oin ts in the electronic structures of the main group diatomic

h ydrides of lithium through bromine. Journal of Compu-

tational Chemistry, 8(4):489–498, June 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bersohn:1983:F A C

[Ber83] Malcom Bersohn. A fast algorithm for calculation of the

distance matrix of a molecule. Journal of Computational

Chemistry, 4(1):110–113, Spring 1983. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bisc hof:1982:TPS

[BF82] P

. Bisc hof and G. F riedric h. Thermo dynamical prop erties

and structural data of radicals calculated b y MNDO–UHF.

Journal of Computational Chemistry, 3(4):486–494, Win ter

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Batana:1981:DED

[BF A G81] A. Batana, R. C. Ro c ha Filho, L. A. Av aca, and E. R.

Gonz´ alez. Determination of electrical double-la y er parame-

ters for the adsorption of neutral molecules at the electro de–

solution in terface. Journal of Computational Chemistry, 2(3):

221–224, Autumn 1981. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Balaban:1985:CPF

[BFB85] Alexandru T. Balaban, P etru Filip, and T eo dor-Silviu Bal-

aban. Computer program for finding all p ossible cycles in

graphs. Journal of Computational Chemistry, 6(4):316–329,

August 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See erratum [Ano86b ].

Bersohn:1986:MMD

[BFF86] Malcolm Bersohn, Shizuo F ujiw ara, and Y uzuru F ujiw ara. A

metho d for the mac hine detection of near equiv alence of ma-

jor substructures in a molecule. Journal of Computational

Chemistry, 7(2):129–139, April 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bohm:1980:ITC

[BG80] Mic hael C. B¨ ohm and Rolf Gleiter. INDO-t yp e calculations

on the ground state and v arious ionic states of transition

metal tricarb on yls. Journal of Computational Chemistry, 1

(4):407–416, Win ter 1980. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Brink:1981:SHBb

[BG81a] George Brink and Leslie Glasser. Studies in h ydrogen b ond-

ing: Asso ciation in ammonia using an empirical p oten tial.

Journal of Computational Chemistry, 2(2):177–181, Summer

1981. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Brink:1981:SHBa

[BG81b] George Brink and Leslie Glasser. Studies in h ydrogen b ond-

ing: Asso ciation in methanol using an empirical p oten-

tial. Journal of Computational Chemistry, 2(1):14–19, Spring

1981. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Bohm:1982:KDM

[BG82a] Mic hael C. B¨ ohm and Rolf Gleiter. Ko opmans’ defects

in metal group VI I I carb on yls — a man y-b o dy approac h.

Journal of Computational Chemistry, 3(2):140–153, Summer

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Brink:1982:SHBa

[BG82b] George Brink and Leslie Glasser. Studies in h ydrogen b ond-

ing: Asso ciation within mixed dimers of w ater, methanol,

ammonia, and meth ylamine using the empirical p oten tial

EPEN. Journal of Computational Chemistry, 3(1):47–52,

Spring 1982. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Brink:1982:SHBb

[BG82c] George Brink and Leslie Glasser. Studies in h ydrogen b ond-

ing: Asso ciation within small clusters of w ater, methanol,

and ammonia molecules using Jorgensen’s in termolecular pair

p oten tials. Journal of Computational Chemistry, 3(2):219–

226, Summer 1982. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Boatz:1986:ISH

[BG86] Jerry A. Boatz and Mark S. Gordon. Ab initio studies of

H

2

PXYH molecules (X, Y = O, S). Journal of Compu-

tational Chemistry, 7(3):306–320, June 1986. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bandrauk:1987:CEA

[BG87] Andr ´ e D. Bandrauk and Nadia G ´ elinas. Coupled equations

approac h to m ultiphoton molecular pro cesses. Journal of

Computational Chemistry, 8(4):313–323, June 1987. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bak er:1988:ALB

[BG88] J. Bak er and P

. M. W. Gill. An algorithm for the lo cation

of branc hing p oin ts on reaction paths. Journal of Compu-

tational Chemistry, 9(5):465–475, July 1988. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bo c k:1984:RA C

[BGT84] Charles W. Bo c k, Philip George, and Mendel T rac h tman.

Rotation ab out the C N b ond in 2-aza-1,3-butadiene and the

N N b ond in 2,3-diaza-1,3 butadiene: a molecular orbital

study

. Journal of Computational Chemistry, 5(4):395–410,

August 1984. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Buc kingham:1986:RIC

[BHR

+

86] A. D. Buc kingham, N. C. Handy

, J. E. Rice, K. Somasun-

dram, and C. Dijkgraaf. Reactions in v olving CO

2

, H

2

O, and

NH

3

: the formation of (i) carbamic acid, (ii) urea, and (iii)

carb onic acid. Journal of Computational Chemistry, 7(3):

283–293, June 1986. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Billeter:1987:EAM

[BHW87] M. Billeter, T. F. Ha v el, and K. W ¨ uthric h. The ellipsoid algo-

rithm as a metho d for the determination of p olyp eptide con-

formations from exp erimen tal distance constrain ts and en-

ergy minimization. Journal of Computational Chemistry, 8

(2):132–141, Marc h 1987. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Bruccoleri:1986:SCM

[BK86] Rob ert E. Bruccoleri and Martin Karplus. Spatially con-

strained minimization of macromolecules. Journal of Com-

putational Chemistry, 7(2):165–175, April 1986. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Biegler-k onig:1982:CAP

[BkBT82] F riedric h W. Biegler-k¨ onig, Ric hard F. W. Bader, and Ting-

Hua T ang. Calculation of the a v erage prop erties of atoms

in molecules. I I. Journal of Computational Chemistry, 3(3):

317–328, Autumn 1982. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bhan uprak ash:1986:CIP

[BK C86] K. Bhan uprak ash, G. V. Kulk arni, and Asish K. Chandra. On

calculations of in termolecular p oten tials. Journal of Compu-

tational Chemistry, 7(6):731–738, Decem b er 1986. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bausc hlic her:1987:SVS

[BP87b] Charles W. Bausc hlic her Jr. and Harry P artridge. Strate-

gies for v ectorizing the sparse matrix v ector pro duct on the

CRA Y XMP, CRA

Y 2, and CYBER 205. Journal of Com-

putational Chemistry, 8(5):636–644, July 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Boggs:1982:SSF

[BPP82] James E. Boggs, F rank P ang, and P ´ eter Pula y . Structures

of some fluorinated b enzenes determined b y ab initio compu-

tation. Journal of Computational Chemistry, 3(3):344–353,

Autumn 1982. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Balasubramanian:1985:CGK

[BR85] K. Balasubramanian and R. Ramara j. Computer genera-

tion of king and color p olynomials of graphs and lattices and

their applications to statistical mec hanics. Journal of Com-

putational Chemistry, 6(5):447–454, Octob er 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Basilevsky:1987:T A C

[BR87] M. V. Basilevsky and V. M. Ry ab o y . Tw o approac hes to

the calculation of molecular resonance states: Solution of

scattering equations and matrix diagonalization. Journal of

Computational Chemistry, 8(5):683–699, July 1987. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bellido:1989:A CM

[BR89] M. N. Bellido and J. A. C. Rullmann. A tomic c harge mo dels

for p olyp eptides deriv ed from ab initio calculations. Jour-

nal of Computational Chemistry, 10(4):479–487, June 1989.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Braga:1989:R CM

[Bra89] J. P

. Braga. The rate of con v ergence of the S matrix for

the renormalized Numero v and log-deriv ativ e metho ds. Jour-

nal of Computational Chemistry, 10(3):413–416, April 1989.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Breulet:1981:ICS

[Bre81] Jacques Breulet. Ab initio calculation of spin–orbit in terac-

tion in p oly atomic molecules using Gaussian-t yp e w a v efunc-

tions. Journal of Computational Chemistry, 2(3):244–250,

Autumn 1981. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bro wn:1983:CRS

[Bro83] R. L. Bro wn. Coun ting of resonance structures for large b en-

zenoid p olyn uclear h ydro carb ons. Journal of Computational

Chemistry, 4(4):556–562, Win ter 1983. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bac hrac h:1989:A VP

[BS89] Stev en M. Bac hrac h and Andrew Streit wieser. Application of

v arious p opulation metho ds to some o xygenated comp ounds.

Journal of Computational Chemistry, 10(4):514–519, June

1989. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Bruno:1983:TET

[BSM83] Alfredo E. Bruno, Ronald P

. Steer, and P aul G. Mezey

. The

thiok etone–enethiol tautomerism of aliphatic thio carb on yls:

an ab initio study

. Journal of Computational Chemistry, 4(1):

104–109, Spring 1983. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bo yd:1988:NST

[BSSW88] Donald B. Bo yd, Da vid W. Smith, James J. P

. Stew art,

and Eric h Wimmer. Numerical sensitivit y of tra jectories

across conformational energy h yp ersurfaces from geometry

optimized molecular orbital calculations: AM1, MNDO, and

MINDO/3. Journal of Computational Chemistry, 9(4):387–

398, June 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ball:1980:QCIa

[BT80a] John R. Ball and Colin Thomson. Quan tum c hemical in-

v estigations of c harge transfer in teractions in relation to the

electronic theory of cancer. I I. Journal of Computational

Chemistry, 1(3):275–280, Autumn 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ball:1980:QCIb

[BT80b] John R. Ball and Colin Thomson. Quan tum c hemical in-

v estigations of c harge transfer in teractions in relation to the

electronic theory of cancer. IV. The in teraction of formamide

and the enol tautomers of sev eral gly o xals. Journal of Com-

putational Chemistry, 1(4):400–406, Win ter 1980. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Baird:1981:IMC

[BT81] N. Colin Baird and Kathleen F. T a ylor. Ab initio MO calcu-

lations for the o xides, o xy acids, and o xy anions of S(IV) and

S(VI). Journal of Computational Chemistry, 2(3):225–230,

Autumn 1981. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bo c k:1980:ISG

[BTG80] Charles W. Bo c k, Mendel T rac h tman, and Philip George. An

ab initio study of the geometry

, harmonic and anharmonic

force fields, and fundamen tal vibrational frequencies of cis-

and trans-thiolformic acid. Journal of Computational Chem-

istry, 1(2):167–177, Summer 1980. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Bo c k:1981:ISI

[BTG81a] Charles W. Bo c k, Mendel T rac h tman, and Philip George.

An ab initio study of the influence of substituen ts and in-

tramolecular h ydrogen b onding on the carb on yl b ond length

and stretc hing force constan t. I. Monosubstituted carb on yl

comp ounds. Journal of Computational Chemistry, 2(1):30–

37, Spring 1981. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bo c k:1981:CSF

[BTG81b] Charles W. Bo c k, Mendel T rac h tman, and Philip George. A

comparison of selected force constan ts deriv ed from ab initio

SCF calculations on β -h ydro xy acrolein. Acrolein, p erformic

acid, and formic acid. Journal of Computational Chemistry,

2(2):182–187, Summer 1981. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Bo c k:1982:ISR

[BTG82] Charles W. Bo c k, Mendel T rac h tman, and Philip George.

An ab initio study of the relationship b et w een the O H b ond

length and the harmonic and anharmonic stretc hing force

constan ts for planar molecules con taining C OH, N OH, and

O OH groups. Journal of Computational Chemistry, 3(4):

512–524, Win ter 1982. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bo c k:1985:EIP

[BTG85] Charles W. Bo c k, Mendel T rac h tman, and Philip George.

The effect of including p olarization functions on the geomet-

rical parameters calculated for b enzene, fluorob enzene and

cy anob enzene. Journal of Computational Chemistry, 6(6):

592–597, Decem b er 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Bo c k:1986:EIP

[BTG86] Charles W. Bo c k, Mendel T rac h tman, and Philip George.

The effect of including p olarization functions on the geomet-

rical parameters calculated for p yridine. Journal of Compu-

tational Chemistry, 7(2):153–157, April 1986. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bonaccorsi:1988:ICR

[BTR

T88] Rosanna Bonaccorsi, Jo cop o T omasi, Christopher A.

Reynolds, and C. Thomson. Ab initio calculations relev an t to

the mec hanism of c hemical carcinogenesis b y N -nitrosamines.

VI I I. Effects of h ydration on v arious reactions in v olv ed in

the formation and metab olism of N -nitrosamines. Journal of

Computational Chemistry, 9(7):779–783, Octob er 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Bo c k:1983:I IE

[BTS

+

83] Charles Bo c k, Mendel T rac h tman, Ann Sc hmiedek amp,

Philip George, and Tin S. Chin. In tramolecular in teraction

effects and the structure of N

2

OS and N

2

O

2

: an ab initio

study

. Journal of Computational Chemistry, 4(3):379–389,

Autumn 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Burk ert:1980:ICR

[Bur80a] Ulric h Burk ert. Ab initio calculations of the rotational p oten-

tial functions for propanol and eth yl meth yl ether. Journal of

Computational Chemistry, 1(3):285–287, Autumn 1980. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Burk ert:1980:AMM

[Bur80b] Ulric h Burk ert. Applications of molecular mec hanics calcula-

tions in carb oh ydrate c hemistry

. I. Conformational and con-

stitutional equilibria of tetrao xabicyclo[4.4.0]- and -[5.3.0] de-

canes, bicyclic diacetals of alditols. Journal of Computational

Chemistry, 1(2):192–198, Summer 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Burdic k:1982:QMT

[Bur82] S. A. Burdic k. A quan tum mec hanical test of Diophan-

tine metho ds. Journal of Computational Chemistry, 3(1):

117–124, Spring 1982. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Bauld:1981:OBO

[BW81] Nathan L. Bauld and Da vid Wirth. The origins of barriers

to orbital symmetry/top ology-allo w ed p ericyclic reactions:

Conjugate addition of meth ylene to s-cis-1,3-butadiene.

Journal of Computational Chemistry, 2(1):1–6, Spring 1981.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Berens:1983:MMA

[BW83] P eter H. Berens and Ken t R. Wilson. Molecular mec hanics

with an arra y pro cessor. Journal of Computational Chem-

istry, 4(3):313–332, Autumn 1983. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Bo yd:1989:EEC

[BW89] Russell J. Bo yd and Liang-Chen W ang. The effect of electron

correlation on the top ological and atomic prop erties of the

electron densit y distributions of molecules. Journal of Com-

putational Chemistry, 10(3):367–375, April 1989. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Bystrom:1983:MMS

[Bys83] Katarina Bystr¨ om. Molecular mec hanics studies of en thalpies

of formation and strain energies of azo xy alk anes. Journal of

Computational Chemistry, 4(3):308–312, Autumn 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Cao:1989:MSI

[Cao89] Xiaoping Cao. Molecular symmetry and ab initio calcula-

tions. I. Symmetry-matrix and symmetry-sup ermatrix. Jour-

nal of Computational Chemistry, 10(7):957–962, Octob er

1989. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Carlsen:1982:OSP

[Car82] Lars Carlsen. On the OCS

2 singlet p oten tial energy surface.

Journal of Computational Chemistry, 3(1):23–27, Spring

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Carreira:1985:BRB

[Car85] L. A. Carreira. Bo ok review: Minic omputer in the lab or a-

tory, b y James W. Co op er, Wiley

, New Y ork, 1983, 381 pp.

Price: $29.00. Journal of Computational Chemistry, 6(1):

76–77, F ebruary 1985. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Cisneros:1987:FVS

[CBR87] Gerardo Cisneros, Carlos F. Bunge, and C. C. J. Ro othaan.

F ast v ector-scalar-m ultiply-and-add subroutines for V AX

computers. Journal of Computational Chemistry, 8(5):618–

624, July 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Clark:1983:EDF

[CCSvRS83] Timoth y Clark, Ja y araman Chandrasekhar, G ¨ un ther W.

Spitznagel, and P aul v on Ragu ´ e Sc hley er. Efficien t diffuse

function-augmen ted basis sets for anion calculations. I I I. The

3-21+G basis set for first-ro w elemen ts, Li–F. Journal of

Computational Chemistry, 4(3):294–301, Autumn 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Clark:1989:V GP

[CCV89] Matthew Clark, Ric hard D. Cramer I I I, and Nicole V an Op-

den b osc h. V alidation of the general purp ose T rip os 5.2 force

field. Journal of Computational Chemistry, 10(8):982–1012,

Decem b er 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cla v ero:1987:TSA

[CDL

+

87] Carmen Cla v ero, Miquel Duran, Agust ´ ı Lled´ os, Oscar N.

V en tura, and Juan Bertr´ an. Theoretical study of the ad-

dition of h ydrogen halides to olefins: a comparison b et w een

(HCl)

2 and (HF)

2 additions to eth ylene. Journal of Compu-

tational Chemistry, 8(4):481–488, June 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Choi:1989:ASP

[CDL89] Jae Y oung Choi, Ernest R. Da vidson, and Ik c ho on Lee. AM1

studies on the p oten tial energy surface for the proton transfer

in protonated w ater clusters, H

+

(H

2

O)

n

. Journal of Com-

putational Chemistry, 10(2):163–175, Marc h 1989. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cruic kshank:1987:RFI

[CE87] D. W. J. Cruic kshank and M. Eisenstein. The role of d func-

tions in ab initio calculations. I I. The deformation densities of

SO

2

, NO

2

, and their ions. Journal of Computational Chem-

istry, 8(1):6–27, Jan uary 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Chen:1983:RPC

[CF83] Chia-Ch ung Chen and Mary e Anne F o x. Reaction path calcu-

lations for the in teraction of the eth ylene radical cation with

triplet o xygen. Journal of Computational Chemistry, 4(4):

488–493, Win ter 1983. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Chirlian:1987:A CD

[CF87] Lisa Emily Chirlian and Mic helle Miller F rancl. A tomic

c harges deriv ed from electrostatic p oten tials: a detailed

study

. Journal of Computational Chemistry, 8(6):894–905,

Septem b er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Co op er:1980:SCP

[CP80] Ian L. Co op er and Christopher N. M. P ounder. A system-

atic CI pro cedure with mo dified virtual orbitals. Journal of

Computational Chemistry, 1(1):69–75, Spring 1980. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cotrait:1981:CEC

[CP81] Mic hel Cotrait and Marius Ptak. Conformational energy

calculation on the neurotensin c-terminal p en tap eptide Arg–

Pro–T yr–Ile–Leu OH. Journal of Computational Chemistry,

2(4):460–469, Win ter 1981. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Cimiraglia:1987:RAM

[CP87a] Renzo Cimiraglia and Maurizio P ersico. Recen t adv ances

in m ultireference second order p erturbation CI: the CIPSI

metho d revisited. Journal of Computational Chemistry, 8(1):

39–47, Jan uary 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Cripp en:1987:DEE

[CP87b] Gordon M. Cripp en and P

. K. P onn usw am y . Determination

of an empirical energy function for protein conformational

analysis b y energy em b edding. Journal of Computational

Chemistry, 8(7):972–981, Octob er 1987. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ch ung-Phillips:1989:D A O

[CP89a] Alice Ch ung-Phillips. Deorthogonalization of atomic orig-

inals in the CNDO approac h. Journal of Computational

Chemistry, 10(1):17–34, Jan uary 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ch ung-Phillips:1989:MFS

[CP89b] Alice Ch ung-Phillips. Metho ds for the F ourier-series expan-

sion of torsional energies. Journal of Computational Chem-

istry, 10(5):733–747, July 1989. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Chang:1985:ORR

[CPH85] T. C. Chang, Chien Hua P ao, and Chen-Shiung Hsue. Or-

bital relaxation in the Rydb erg series of the He atom. Jour-

nal of Computational Chemistry, 6(4):282–286, August 1985.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Cimiraglia:1984:ECR

[CPTC84] R. Cimiraglia, M. P ersico, J. T omasi, and O. P

. Charkin.

Electron correlation and relativ e energetic c haracteristics of

complex h ydrides of ligh t elemen ts. I. Berylloh ydrides. Jour-

nal of Computational Chemistry, 5(3):263–271, June 1984.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Cortes:1984:CAH

[CPV84] Joaquin Cort ´ es, Heinric h Pusc hmann, and Eliana V alencia.

On computationally adjusting the Hill equation of adsorp-

tion. Journal of Computational Chemistry, 5(1):104–112,

F ebruary 1984. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cramer:1985:BRB

[Cra85] Ric hard Cramer. Bo ok review: L o gic and c ombinational al-

gorithms for drug design, b y V. E. Golender and A. B. Rosen-

blit, John Wiley

, New Y ork, 289 pp. $63.95 (1984). Journal of

Computational Chemistry, 6(1):77, F ebruary 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cremer:1982:TDIa

[Cre82a] Dieter Cremer. Thermo c hemical data from ab initio calcula-

tions. I. Estimation of SCF energies for augmen ted basis sets

and Hartree–F o c k limit energies. Journal of Computational

Chemistry, 3(2):154–164, Summer 1982. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cremer:1982:TDIb

[Cre82b] Dieter Cremer. Thermo c hemical data from ab initio calcu-

lations. I I. T otal correlation energies, Sc hr¨ odinger energies,

and theoretical heats of formation. Journal of Computational

Chemistry, 3(2):165–177, Summer 1982. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Cripp en:1982:CAE

[Cri82] Gordon M. Cripp en. Conformational analysis b y energy em-

b edding. Journal of Computational Chemistry, 3(4):471–476,

Win ter 1982. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cripp en:1984:CAS

[Cri84] Gordon M. Cripp en. Conformational analysis b y scaled en-

ergy em b edding. Journal of Computational Chemistry, 5(6):

548–554, Decem b er 1984. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Cripp en:1987:VBS

[Cri87] Gordon M. Cripp en. V oronoi binding site mo dels. Journal of

Computational Chemistry, 8(7):943–955, Octob er 1987. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Cripp en:1989:LEN

[Cri89] Gordon M. Cripp en. Linearized em b edding: a new met-

ric matrix algorithm for calculating molecular conformations

sub ject to geometric constrain ts. Journal of Computational

Chemistry, 10(7):896–902, Octob er 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Canfield:1985:D WM

[CRR85] E. R. Canfield, R. W. Robinson, and D. H. Rouvra y . De-

termination of the Wiener molecular branc hing index for the

general tree. Journal of Computational Chemistry, 6(6):598–

609, Decem b er 1985. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Collins:1980:ISE

[CS80] John B. Collins and Andrew Streit wieser Jr. In tegrated spa-

tial electron p opulations in molecules: Application to simple

molecules. Journal of Computational Chemistry, 1(1):81–87,

Spring 1980. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Collis:1982:SEH

[CS82] F. P

. Collis and J. A. Sc h w arz. Selectivit y effects and

h ydro carb on-c hain gro wth during Fisc her–T ropsc h syn thesis.

Journal of Computational Chemistry, 3(2):135–139, Summer

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Catalan:1989:TTM

[CSCD

+

89] Ja vier Catal´ an, Marta S´ anc hez-Cab ezudo, Jos ´ e Luis G. De

P az, Jos ´ e Elguero, Rob ert W. T aft, and F rederic k An via.

The tautomerism of 1,2,3-triazole, 3(5)-meth ylp yrazole and

their cations. Journal of Computational Chemistry, 10(3):

426–433, April 1989. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Cremer:1987:ISC

[CT87] Dieter Cremer and W alter Thiel. On the imp ortance of

size-consistency corrections in semiempirical MNDOC cal-

culations. Journal of Computational Chemistry, 8(1):48–50,

Jan uary 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chang:1989:PED

[CU89] D. K. Chang and D. W. Urry . P olyp en tap eptide of elastin:

Damping of in ternal c hain dynamics on extension. Journal of

Computational Chemistry, 10(6):850–855, Septem b er 1989.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Cho:1989:CD A

[CUCP89] So o Gy eong Cho, Ra y omand J. Un w alla, F rank K. Cartledge,

and Salv atore Profeta Jr. Chlorosilanes: Dev elopmen t and

application of MM2 force field parameters. Journal of Com-

putational Chemistry, 10(6):832–849, Septem b er 1989. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Clark:1981:CPV

[CvRS81] Timoth y Clark and P aul v on Ragu ´ e Sc hley er. Conformational

preferences of 34 v alence electron A

2

X

4 molecules: an ab

initio Study of B

2

F

4

, B

2

Cl

4

, N

2

O

4

, and C

2

O. Journal of

Computational Chemistry, 2(1):20–29, Spring 1981. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Chandrasekhar:1981:CSE

[CvRSKJ81] Ja y araman Chandrasekhar, P aul v on Ragu ´ e Sc hley er, and

Karsten Krogh-Jesp ersen. Carb o dications. I. The structures

and energies of C

4

H isomers. Journal of Computational

Chemistry, 2(3):356–360, Autumn 1981. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Chesn ut:1980:SOI

[CW80] D. B. Chesn ut and F. W. Whiteh urst. A simplex opti-

mized INDO calculation of

13

C c hemical shifts in h ydro-

carb ons. Journal of Computational Chemistry, 1(1):36–45,

Spring 1980. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Co x:1981:RME

[CW81] S. R. Co x and D. E. Williams. Represen tation of the molec-

ular electrostatic p oten tial b y a net atomic c harge mo del.

Journal of Computational Chemistry, 2(3):304–323, Autumn

1981. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Chesn ut:1988:MMC

[CZ88] D. B. Chesn ut and C. Zhang. Mo dified MINDO/3

13

C c hem-

ical shift calculations for simple h ydro carb ons. Journal of

Computational Chemistry, 9(4):416–423, June 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

DeLeeu w:1983:CAP

[D A83] F rank A. A. M. De Leeu w and Cornelis Altona. Computer-

assisted pseudorotation analysis of fiv e-mem b ered rings b y

means of proton spin–spin coupling constan ts: Program

PSEUR

OT. Journal of Computational Chemistry, 4(3):428–

437, Autumn 1983. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Darden:1989:MFS

[Dar89] T om Darden. A metho d for fitting a smo oth ribb on to curv ed

DNA. Journal of Computational Chemistry, 10(4):529–551,

June 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Damew o o d:1988:MMS

[D A U88] James R. Damew o o d Jr., W a yne P

. Anderson, and Joseph J.

Urban. A molecular mec hanics study of neutral molecule

complexation with cro wn ethers. Journal of Computational

Chemistry, 9(2):111–124, Marc h 1988. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Delgado-barrio:1986:MEA

[DbCV

+

86] G. Delgado-barrio, A. M. Cortina, A. V arad ´ e, P

. Mareca,

P . Villarreal, and S. Miret-art ´ es. Matrix elemen ts for anhar-

monic p oten tials: Application to I

2

Morse oscillator. Journal

of Computational Chemistry, 7(2):208–212, April 1986. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Delgado-Barrio:1984:VPV

[DBVMB84] G. Delgado-Barrio, P

. Villarreal, P

. Mareca, and J. A.

Beswic k. Vibrational predisso ciation of the v an der W aals

complex Ne· · ·I

2

(B3Π). A quasiclassical approac h. Journal of

Computational Chemistry, 5(4):322–325, August 1984. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Dykstra:1981:R CD

[DCG81] Clifford E. Dykstra, Ric hard A. Chiles, and Mic hael D.

Garrett. Recen t computational dev elopmen ts with the self-

consisten t electron pairs metho d and application to the sta-

bilit y of glycine conformers. Journal of Computational Chem-

istry, 2(3):266–272, Autumn 1981. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Diz:1985:TST

[DCNG85] A. C. Diz, R. H. Con treras, M. A. Natiello, and H. O.

Ga v arini. The through-space transmission of

31

P–

31

P cou-

pling constan ts. Journal of Computational Chemistry, 6(6):

647–651, Decem b er 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Da vid:1981:LAS

[DD81] Carl W. Da vid and Elaine Eisler Da vid. Li

+

F

−

in aqueous

solution. Journal of Computational Chemistry, 2(4):414–415,

Win ter 1981. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

DeOliv eiraNeto:1986:RLP a

[De 86a] Mar¸ cal De Oliv eira Neto. Rapid lo cation of the preferred

in teraction sites b et w een small p olar molecules and macro-

molecules. I. Binding of w ater to the comp onen t units of

n ucleic acids. Journal of Computational Chemistry, 7(5):

617–628, Octob er 1986. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

DeOliv eiraNeto:1986:RLPb

[De 86b] Mar¸ cal De Oliv eira Neto. Rapid lo cation of the preferred

in teraction sites b et w een small p olar molecules and macro-

molecules. I I. Binding of w ater to a mo del segmen t of B-DNA.

Journal of Computational Chemistry, 7(5):629–639, Octob er

1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Da vis:1983:TDS

[DE83] Mic hael I. Da vis and M. La wrence Ellzey Jr. A tec hnique for

determining the symmetry prop erties of molecular graphs.

Journal of Computational Chemistry, 4(2):267–275, Summer

1983. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

DelBene:1981:ISM

[Del81a] Janet E. Del Bene. Ab initio study of 4-monosubstituted

p yrimidines in ground and excited n → π

∗

states. Journal of

Computational Chemistry, 2(3):251–260, Autumn 1981. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

DelBene:1981:MOT a

[Del81b] Janet E. Del Bene. Molecular orbital theory of the h ydrogen

b ond. 24. Ground-state w ater–uracil complexes. Journal of

Computational Chemistry, 2(2):188–199, Summer 1981. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

DelBene:1981:MOTb

[Del81c] Janet E. Del Bene. Molecular orbital theory of the h ydrogen

b ond. 25. W ater–uracil complexes in excited n → π states.

Journal of Computational Chemistry, 2(2):200–206, Summer

1981. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

DelBene:1981:MOTc

[Del81d] Janet E. Del Bene. Molecular orbital theory of the h ydrogen

b ond. 26. The h ydration of uracil. Journal of Computational

for comp ounds con taining io dine. Journal of Computational

Chemistry, 5(4):358–362, August 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Dillen:1986:UCM

[Dil86] Jan L. M. Dillen. On the use of constrain ts in molecular me-

c hanics. Rigid group refinemen t. Journal of Computational

Chemistry, 7(4):476–481, August 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Dillen:1987:UCM

[Dil87] Jan L. M. Dillen. On the use of constrain ts in molecular

mec hanics. I I. The Lagrange m ultiplier metho d and non-full-

matrix Newton–Raphson minimization. Journal of Computa-

tional Chemistry, 8(8):1099–1103, Decem b er 1987. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Dagher:1984:D VR

[DK84] Mounzer Dagher and Hafez Kob eissi. On the diatomic

vibration–rotation eigen v alue equation: Highly accurate re-

sults for high lev els. Journal of Computational Chemistry, 5

(6):576–580, Decem b er 1984. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Dagher:1985:HA V

[DK85] Mounzer Dagher and Hafez Kob eissi. Highly accurate

vibration–rotation F ranc k–Condon factors for high lev els.

Journal of Computational Chemistry, 6(5):360–367, Octob er

1985. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Dagher:1988:VEA

[DK88] Mounzer Dagher and Hafez Kob eissi. Vibrational eigen v al-

ues for all lev els for the Lennard-Jones p oten tial. Journal

of Computational Chemistry, 9(6):647–649, Septem b er 1988.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Dreux:1985:SPM

[DLMR85] J. Dreux, P

. Lhoste, M. Moreau, and J. Ro y er. Studies of

a prop osed mec hanism for the reaction b et w een 2H-p yran-

2-ones and organomagnesium comp ounds. Journal of Com-

putational Chemistry, 6(1):9–12, F ebruary 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Dew ar:1983:GSMa

[DM83] Mic hael J. S. Dew ar and Mic hael L. McKee. Ground states of

molecules. 56. MNDO calculations for molecules con taining

sulfur. Journal of Computational Chemistry, 4(1):84–103,

Spring 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Defrees:1986:IDP

[DM86a] D. J. Defrees and A. D. McLean. Ab initio determina-

tion of the proton affinities of small neutral and anionic

molecules. Journal of Computational Chemistry, 7(3):321–

333, June 1986. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Dosen-Mico vic:1986:A CQ

[DM86b] Ljiljana Do ˇ sen-Mi ´ co vi ´ c. A tomic c harges in the quadrup ole

solv ation energy calculations. Journal of Computational

Chemistry, 7(4):523–527, August 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Da vis:1989:SFD

[DM89] M. E. Da vis and J. A. McCammon. Solving the finite differ-

ence linearized P oisson–Boltzmann equation: a comparison

of relaxation and conjugate gradien t metho ds. Journal of

Computational Chemistry, 10(3):386–391, April 1989. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Dosen-Mico vic:1988:LE

[DMB88] Lj. Do ˇ sen-Mi ´ co vi ´ c and B. Blaiv e. Letter to the editor. Journal

of Computational Chemistry, 9(1):91, Jan uary 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Do dziuk:1984:CCA

[Do d84] Helena Do dziuk. Classical conformational analysis of strained

organic molecules. I. [l , m, n] Prop ellanes with l , m, n equal to

2, 3, and 4. Journal of Computational Chemistry, 5(6):571–

575, Decem b er 1984. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Demare:1980:CES

[DPCS80] G. R. Demar ´ e, M. R. P eterson, I. G. Csizmadia, and O. P .

Strausz. Conformational energy surfaces of triplet-state iso-

meric meth ylo xiranes. Journal of Computational Chemistry,

1(2):141–148, Summer 1980. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Diez:1988:ESC

[DPSF

+

88] Ernesto Diez, Jes ´ us P alma, Jes ´ us San-F abi´ an, Joaquin

Guilleme, Angel L. Esteban, and Maria P

. Galac he. Ef-

fect of the substituen ts on the conformational b eha vior of

fiv e-mem b ered rings: Application to the cis- and trans-2,5-

dimetho xytetrah ydrofuran. Journal of Computational Chem-

istry, 9(3):189–199, April 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Dew ar:1983:GSMb

[DR83] Mic hael J. S. Dew ar and Henry S. Rzepa. Ground states of

molecules. 53. MNDO calculations for molecules con taining

c hlorine. Journal of Computational Chemistry, 4(2):158–169,

Summer 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Dew ar:1986:ISM

[DR86] Mic hael J. S. Dew ar and Charles H. Reynolds. An impro v ed

set of MNDO parameters for sulfur. Journal of Computa-

tional Chemistry, 7(2):140–143, April 1986. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

De:1980:CSS

[DS80] B. R. De and A. B. Sannigrahi. A comparativ e study of the

structure and b onding of HOO, HOS, HSO, and HSS radicals

b y CNDO /2 and INDO metho ds. Journal of Computational

Chemistry, 1(4):334–340, Win ter 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Datta:1987:RF C

[DS87] N. C. Datta and B. Sen. Recursion form ulae for calculation

of o v erlap in tegrals. Journal of Computational Chemistry, 8

(1):1–5, Jan uary 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

DelV alle:1985:ICI

[DTPR85] F. J. Oliv ares Del V alle, S. T olosa, A. Lop ez Pi ~ neiro, and

A. Requena. Ab initio calculations of in termolecular p oten-

tials. The ground state of the Ar H

2 v an der W aals molecule.

Journal of Computational Chemistry, 6(1):39–45, F ebruary

1985. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

DeLeeu w:1983:TSE

[D V A83] F rank A. A. M. De Leeu w, Aart A. V an Beuzek om, and

Cornelis Altona. Through-space effects on vicinal proton

spin–spin coupling constan ts mediated via hetero atoms:

Nonequiv alence of cis couplings in fiv e-mem b ered rings.

Journal of Computational Chemistry, 4(3):438–448, Autumn

1983. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Dykstra:1988:ECE

[Dyk88] Clifford E. Dykstra. Efficien t calculation of electrically based

in termolecular p oten tials of w eakly b onded clusters. Journal

of Computational Chemistry, 9(5):476–487, July 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

El-Basil:1987:CPF

[EB87] Sherif El-Basil. On color p olynomials of Fib onacci graphs.

Journal of Computational Chemistry, 8(7):956–959, Octob er

1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Esteban:1989:LRP

[EGM

+

89] Angel L. Esteban, Maria P

. Galac he, F rancisco Mora, Ernesto

Diez, and Jesus San F abian. Long-range proton-proton cou-

pling constan ts. I. Propanic coupling in v olving a meth yl

group

4

J

M eH

. Journal of Computational Chemistry, 10(7):

887–895, Octob er 1989. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Eisenstein:1983:SEC

[EH83] M. Eisenstein and F. L. Hirshfeld. Substituen t effects on

the c harge densit y in the form yl group. Journal of Compu-

tational Chemistry, 4(1):15–22, Spring 1983. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ehrenson:1981:CBE

[Ehr81] S. Ehrenson. Ca vit y b oundary effects within the Onsager

theory for dielectrics. Journal of Computational Chemistry,

2(1):41–52, Spring 1981. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ehrenson:1984:SD A

[Ehr84] S. Ehrenson. Solv en t dielectric atten uation of substituen t

effects. Dep endence on b oundary represen tation in prolate

spheroidal ca vit y mo dels. Journal of Computational Chem-

istry, 5(1):56–63, F ebruary 1984. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ehrenson:1986:OMC

[Ehr86] S. Ehrenson. Offcen ter molecular c harge distribution cor-

rections to Born equation electrostatic solv ation energies.

Journal of Computational Chemistry, 7(5):648–656, Octob er

1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ehrenson:1989:CRD

[Ehr89] S. Ehrenson. Con tin uum radial dielectric functions for ion

and dip ole solution systems. Journal of Computational

Chemistry, 10(1):77–93, Jan uary 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ermer:1985:CPP

[EIO85] Otto Ermer, P etk o M. Iv ano v, and Eiji Osa w a. Conforma-

tional prop erties of p ermeth ylcyclohexane as compared to

cyclohexane: a force field study

. Journal of Computational

Chemistry, 6(5):401–428, Octob er 1985. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Egan:1984:CEP

[EM84] John T. Egan and Rob ert D. MacElro y . Calculating the elec-

trostatic p oten tial of molecular mo dels with separate ev alu-

ations b y con v en tional, v ector, and arra y pro cessors. Jour-

nal of Computational Chemistry, 5(1):72–83, F ebruary 1984.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Essen:1983:GTM

[Ess83] Hanno Ess ´ en. On the general transformation from molecular

geometric parameters to Cartesian co ordinates. Journal of

Computational Chemistry, 4(2):136–141, Summer 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Edw ards:1987:QMM

[EW87] W. Daniel Edw ards and Gary R. W eisman. Quan tum me-

c hanical mo deling of a transann ular in teraction in a bicyclic

amidinium ion. Journal of Computational Chemistry, 8(2):

149–157, Marc h 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Eato c k:1985:ISM

[EWM85] Bev erley G. Eato c k, William L. W altz, and P aul G. Mezey .

Ab initio SCF MO calculations on the reactions of h ydro xyl

radical with imidazole and monoprotonated imidazole. Jour-

nal of Computational Chemistry, 6(1):68–75, F ebruary 1985.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

F aegri:1986:EOG

[F A86] Kn ut F aegri Jr. and Jan Almlof. Energy-optimized GTO ba-

sis sets for LCA

O Calculations. A Gradien t Approac h. Jour-

nal of Computational Chemistry, 7(4):396–405, August 1986.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

F abian:1988:A CR

[F ab88] W alter M. F. F abian. AM1 calculations of rotation around

essen tial single b onds and preferred conformations in conju-

gated molecules. Journal of Computational Chemistry, 9(4):

369–377, June 1988. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

F aegri:1989:BSQ

[FB89] Kn ut F aegri Jr. and Gil Biran. Basis set qualit y v ersus size I I.

Appro ximate GTO w a v e functions for second ro w transition

metal atoms. Journal of Computational Chemistry, 10(4):

495–502, June 1989. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

F ripiat:1986:CFS

[FBBA86] J. G. F ripiat, C. Barbier, V. P

. Bo dart, and J. M. Andr ´ e.

Calculations of first- and second-order nonlinear molecular

h yp erp olarizabilities b y p erturbation metho ds: I. An effi-

cien t metho d for ev aluating time-indep enden t h yp erp olariz-

abilities. Journal of Computational Chemistry, 7(6):756–760,

Decem b er 1986. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F eller:1980:TSP

[FBD80] Da vid F eller, W eston Thatc her Borden, and Ernest R. Da vid-

son. A theoretical study of paths for decomp osition and re-

arrangemen t of dih ydro xycarb ene. Journal of Computational

Chemistry, 1(2):158–166, Summer 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

F an tucci:1985:UMV

[FBKK85] P . F an tucci, V. Bona ˇ ciC ´ c-Koutec k ´ y, and J. Koutec k ´ y. Use-

fulness of mo dified virtual orbitals in m ultireference CI pro-

cedure illustrated b y calculations on lithium clusters. Journal

of Computational Chemistry, 6(5):462–468, Octob er 1985.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

F ro elic h:1988:SOT

[F C88] P . F ro elic h and F. T. Chan. On the second-order terms of

p erturbation theory

. Journal of Computational Chemistry, 9

(5):578–580, July 1988. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

F ried:1987:PSP

[FE87] Laurence E. F ried and Gregory S. Ezra. PER

TURB: a

sp ecial-purp ose algebraic manipulation program for classical

p erturbation theory

. Journal of Computational Chemistry, 8

(4):397–411, June 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

F erguson:1989:MMC

[F GR89] Da vid M. F erguson, William A. Glauser, and Douglas J.

Rab er. Molecular mec hanics conformational analysis of cy-

clononane using the RIPS metho d and comparison with

quan tum-mec hanical calculations. Journal of Computational

F ujita:1987:SID

[F uj87] T. F ujita. A sp ecific inhibitor design approac h b y means of

molecular dynamics calculation for p orcine pancreatic elas-

tase. Journal of Computational Chemistry, 8(5):645–650,

July 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F rancois:1985:GEM

[FVV85] J. P . F ran¸ cois, R. V o ets, and L. C. V an P ouc k e. General

expressions for mono cen ter repulsion in tegrals in a basis of

real atomic orbitals. Journal of Computational Chemistry, 6

(5):343–349, Octob er 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Fleisc hman:1985:STM

[FWB85] Stephen H. Fleisc hman, Eugen E. W eltin, and C. Hac k ett

Bush w eller. Stereo dynamics of trieth ylamine: Molecular me-

c hanics calculations on the direct rotational racemization of

the C

3

-symmetric conformers. Journal of Computational

Chemistry, 6(3):249–255, June 1985. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

F arcasiu:1989:CNF

[FWS89] Dan F˘ arca ¸ siu, P atric k W alter, and Kelly Sheils. Calcula-

tion of n um b er and free energy of the conformers of linear

alk anes with medium and long c hains. Implications for catal-

ysis. Journal of Computational Chemistry, 10(4):520–528,

June 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gallup:1982:ICE

[Gal82] G. A. Gallup. Iterativ e calculation of eigen v alues and eigen-

v ectors of large, real matrix systems with o v erlap. Journal of

Computational Chemistry, 3(2):127–129, Summer 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Garst:1982:BRBb

[Gar82a] John F. Garst. Bo ok review: Computational chemistry, A n

intr o duction to numeric al analysis, A. C. Norris, Wiley

, New

Y ork, 1981, 454 pp. Price: $46.95. Journal of Computational

Chemistry, 3(4):604, Win ter 1982. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Garst:1982:BRBa

[Gar82b] John F. Garst. Bo ok review: Personal c omputers in chem-

istry, P eter Lyk os, ed., Wiley

, New Y ork, 1981, 262 pp. Jour-

nal of Computational Chemistry, 3(2):273, Summer 1982.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Garmer:1989:ETS

[Gar89] Da vid R. Garmer. Extrap olation of the time-step bias in dif-

fusion quan tum Mon te Carlo b y a differen tial sampling tec h-

nique. Journal of Computational Chemistry, 10(2):176–185,

Marc h 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Go wda:1983:ESH

[GB83] B. Thimme Go wda and Sidney W. Benson. Energetics and

structure of the h ydrated gaseous halide anions. Journal of

Computational Chemistry, 4(3):283–293, Autumn 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gilliom:1985:MTS

[GBP85] Ric hard D. Gilliom, Jean-P aul Bec k, and William P

. Purcell.

An MNDO treatmen t of sigma v alues. Journal of Compu-

tational Chemistry, 6(5):437–440, Octob er 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

George:1980:ISG

[GBT80] Phillip George, Charles W. Bo c k, and Mendel T rac h tman.

An ab initio study of the geometry and energy of six planar

conformers of β -h ydro xy acrolein. Journal of Computational

Chemistry, 1(4):373–385, Win ter 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

George:1982:ISG

[GBT82] Philip George, Charles W. Bo c k, and Mendel T rac h tman. An

ab initio study of the geometry

, energy

, and selected force

constan ts for the three planar conformers of carb onic acid,

and the bicarb onate ion; and of the energy for the reaction

H

2

O + CO

2

→ H

2

CO

3

. Journal of Computational Chemistry,

3(3):283–296, Autumn 1982. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Ghose:1985:GFB

[GC85] Arup K. Ghose and Gordon M. Cripp en. Geometrically fea-

sible binding mo des of a flexible ligand molecule at the recep-

tor site. Journal of Computational Chemistry, 6(5):350–359,

Octob er 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ghose:1986:APP

[GC86] Arup K. Ghose and Gordon M. Cripp en. A tomic ph ysico-

c hemical parameters for three-dimensional structure-directed

quan titativ e structure-activit y relationships I. P artition co-

efficien ts as a measure of h ydrophobicit y . Journal of Com-

putational Chemistry, 7(4):565–577, August 1986. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Grunew ald:1988:CP A

[GCW88] Gary L. Grunew ald, Mary W. Creese, and H. J. R. W ein-

traub. Conformational preferences in alkylb enzenes and aryl-

alkylamines: a comparativ e study using CAMSEQ, MM2

and molecular dynamics metho ds. Journal of Computational

Chemistry, 9(4):315–326, June 1988. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gimarc:1989:ISM

[GDO89] Benjamin M. Gimarc, Baic hing Dai, and Jane J. Ott. Ab

initio SCF MO results for the carb orane isomers 3,5-C

2

B

6

H

8

,

1, 7-C

2

B

7

H

9

, and 1,2-C

2

B

7

H

9

. Journal of Computational

Chemistry, 10(1):14–16, Jan uary 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gilb ert:1985:PR T

[GDP

+

85] Mary M. Gilb ert, Jac k J. Donn, Martha P eirce, Kenneth R.

Sundb erg, and Klaus Rueden b erg. Pictorial represen tation of

three-dimensional electron distributions through a p ersp ec-

tiv e view of con tour diagrams in a set of parallel planes. Jour-

nal of Computational Chemistry, 6(3):209–215, June 1985.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Genest:1987:TSW

[Gen87] Monique Genest. Theoretical study of w ater-p yridine com-

plexes using in termolecular p oten tials. Journal of Compu-

tational Chemistry, 8(1):67–80, Jan uary 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gidiotis:1987:CAM

[GF87] Grigorios Gidiotis and W endell F orst. Computational as-

p ects of master equation transformation in terms of mo-

men ts. Journal of Computational Chemistry, 8(4):420–427,

June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gregory:1989:FFP

[GG89] D. H. Gregory and J. T. Gerig. F orce field parameteriza-

tion for the 4-fluorophen yl group. Journal of Computational

Chemistry, 10(5):711–717, July 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Georgian:1987:HDC

[GHF87] T. Georgian, J. M. Halpin, and G. L. Findley

. Hamiltonian

dynamics of c hemical reactions. Consecutiv e first-order reac-

tions and reactions p ossessing one auto catalytic in termedi-

ate. Journal of Computational Chemistry, 8(5):744–751, July

1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Graimann:1985:MMC

[GHHS85] Christof Graimann, Helm ut H¨ onig, Klaus Hummel, and

F ranz Stelzer. Molecular mec hanics calculations on cyclop en-

ten yl comp ounds, pro ducts obtained b y olefin metathesis of

norb ornadiene deriv ativ es. Journal of Computational Chem-

istry, 6(4):302–311, August 1985. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Glidew ell:1987:IRS

[GHT87] Christopher Glidew ell, Derek Higgins, and Colin Thomson.

An in v estigation of the relativ e stabilities of the isomers of

CF

2

N

2

: Comparison of ab initio and MNDO calculations.

Journal of Computational Chemistry, 8(8):1170–1178, De-

cem b er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Gilliom:1984:CSR

[Gil84] Ric hard D. Gilliom. A computational study of the reaction

of methane with meth yl radical. Journal of Computational

Chemistry, 5(3):237–240, June 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gilb ert:1987:BRB

[Gil87] Kevin E. Gilb ert. Bo ok review: Scientific and engine ering

applic ations with p ersonal c omputer, R. Annino and R. D.

Driv er. Wiley

, New Y ork, 1986, $45.00, 577 pp. Journal

of Computational Chemistry, 8(7):1066–1067, Octob er 1987.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Grigoras:1987:ICE

[GL87] Stelian Grigoras and Thomas H. Lane. Ab initio calculations

on the effect of p olarization functions on disilo xane. Jour-

nal of Computational Chemistry, 8(1):84–93, Jan uary 1987.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Grigoras:1988:MMP

[GL88] Stelian Grigoras and Thomas H. Lane. Molecular mec hanics

parameters for organosilicon comp ounds calculated from ab

initio computations. Journal of Computational Chemistry,

9(1):25–39, Jan uary 1988. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic). See correction [GL89 ].

Grigoras:1989:CMM

[GL89] Stelian Grigoras and Thomas H. Lane. Correction. Molecu-

lar mec hanics parameters for organosilicon comp ounds cal-

culated from ab initio computations. Journal of Compu-

tational Chemistry, 10(1):136, Jan uary 1989. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic). See

[GL88 ].

Glaser:1989:DIA

[Gla89] Rainer Glaser. The densit y in tegration approac h to p opula-

tions. A critical comparison of pro jection p opulations to p op-

ulations defined b y the theory of atoms in molecules. Journal

of Computational Chemistry, 10(1):118–135, Jan uary 1989.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gonzalez-Lafon t:1988:HFM

[GLLOB88] A. Gonz´ alez-Lafon t, J. M. Lluc h, A. Oliv a, and J. Bertr´ an.

Hydration of F e

+

: a Mon te Carlo sim ulation of w ater clus-

ters and of a dilute aqueous solution. Journal of Compu-

tational Chemistry, 9(8):819–826, Decem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Gan ti:1986:TPM

[GM86] Girija Gan ti and J. Andrew McCammon. T ransp ort prop-

erties of macromolecules b y Bro wnian dynamics sim ulation:

V ectorization of Bro wnian dynamics on the Cyb er-205. Jour-

nal of Computational Chemistry, 7(4):457–463, August 1986.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Go ddard:1987:CSD

[Go d87] John D. Go ddard. Computational studies of 1,2-dithiete and

dithiogly o xal. Journal of Computational Chemistry, 8(4):

389–396, June 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Goldblum:1987:IHB

[Gol87] Amiram Goldblum. Impro v emen t of the h ydrogen b onding

correction to MNDO for calculations of bio c hemical in terest.

Journal of Computational Chemistry, 8(6):835–849, Septem-

b er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gordon:1988:NR V

[Gor88] R. L. Gordon. Note on the role of vibrational mo des in molec-

ular electronic transitions. Journal of Computational Chem-

istry, 9(8):924–929, Decem b er 1988. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ghose:1988:APP

[GPC88] Arup K. Ghose, Avis Pritc hett, and Gordon M. Cripp en.

A tomic ph ysico c hemical parameters for three dimensional

structure directed quan titativ e structure-activit y relation-

ships I I I: Mo deling h ydrophobic in teractions. Journal of

Computational Chemistry, 9(1):80–90, Jan uary 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Gresh:1983:TSI

[Gre83] Nohad Gresh. A theoretical study of the in teraction

of monometh ylammonium with double-stranded oligon u-

cleotides. Journal of Computational Chemistry, 4(3):390–

398, Autumn 1983. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gready:1984:VBO

[Gre84] Jill E. Gready

. The v alue of the π -b ond order–b ond length

relationship in geometry prediction and c hemical b onding

in terpretation. Journal of Computational Chemistry, 5(5):

411–426, Octob er 1984. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Gready:1985:TSP

[Gre85] Jill E. Gready

. Theoretical studies on pteridines. 2. Geome-

tries, tautomer, ionization and reduction energies of sub-

strates and inhibitors of dih ydrofolate reductase. Journal of

Computational Chemistry, 6(5):377–400, Octob er 1985. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Grop en:1987:GBS

[Gro87] Odd Grop en. Gaussian basis sets for the fifth ro w elemen ts,

Mo-Cd, and the sixth ro w elemen ts W-RN. Journal of Com-

putational Chemistry, 8(7):982–1003, Octob er 1987. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Glauser:1988:ED A

[GRS88] William A. Glauser, Douglas J. Rab er, and Brian Stev ens.

Electron donor-acceptor complexes: Ev aluation of MNDO

as a computational to ol to prob e in termolecular in terac-

tions. Journal of Computational Chemistry, 9(5):539–553,

July 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gersten:1985:SEI

[GS85] Jo el I. Gersten and Anne Marie Sapse. Solv en t-effect in-

v estigations through the use of an extended Born equation.

Hurst:1988:IDC

[HD88] G. J. B. Hurst and M. Dupuis. In tegral data compression for

FPS 64-bit pro cessors: Impro v ed I/O and reduced storage.

Journal of Computational Chemistry, 9(2):148–157, Marc h

1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Harding:1985:P A V

[HE85] La wrence B. Harding and W alter C. Ermler. P oly atomic,

anharmonic, vibrational–rotational analysis. Application to

accurate ab initio results for formaldeh yde. Journal of Com-

putational Chemistry, 6(1):13–27, F ebruary 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hsieh:1988:IVT

[HE88] Hsiuc hin C. Hsieh and W alter C. Ermler. Ab initio vibra-

tional transition dip ole momen ts and in tensities of formalde-

h yde. Journal of Computational Chemistry, 9(2):95–106,

Marc h 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Higo:1989:AR C

[HG89] Jun’Ic hi Higo and Nobuhiro G¯ o. Algorithm for rapid calcula-

tion of excluded v olume of large molecules. Journal of Com-

putational Chemistry, 10(3):376–379, April 1989. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hall:1980:AMP

[HH80] Da vid Hall and Christine E. L. Headford. An analysis of

the molecular pac king of maleic h ydrazide. Journal of Com-

putational Chemistry, 1(3):261–265, Autumn 1980. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Halim:1986:MMC

[HHK

+

86] Herman Halim, Nik olaus Heinric h, W olfram Ko c h, Jo c hen

Sc hmidt, and Gernot F renking. MINDO/3 and MNDO cal-

culations of closed- and op en-shell cations con taining C, H,

N, and O. Journal of Computational Chemistry, 7(2):93–

104, April 1986. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Huige:1987:SIO

[HHR87] C. J. M. Huige, A. M. F. Hezemans, and Kjeld Rasm ussen.

Small imines and o ximes as mo del comp ounds in the op-

timization of a consisten t force field p oten tial energy func-

tion. Journal of Computational Chemistry, 8(3):204–225,

April 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hilal:1980:LMO

[Hil80a] Rifaat Hilal. Lo calized molecular orbitals and c hemical bind-

ing in fiv e-mem b ered hetero cycles. I I. Journal of Computa-

tional Chemistry, 1(4):358–367, Win ter 1980. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hilal:1980:MCD

[Hil80b] Rifaat Hilal. Molecular c harge distribution and c hemical

binding in fiv e-mem b ered hetero cycles. I. Journal of Com-

putational Chemistry, 1(4):348–357, Win ter 1980. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hinc hliffe:1980:BIR

[Hin80] Alan Hinc hliffe. The barrier to in ternal rotation in Ge

2

H

6

.

Journal of Computational Chemistry, 1(2):185–188, Summer

1980. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Houser:1988:NTR

[HK88] John J. Houser and Gilles Klopman. A new to ol for the

rapid estimation of c harge distribution. Journal of Compu-

tational Chemistry, 9(8):893–904, Decem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hub er:1983:PLC

[HL83] Hansp eter Hub er and Zdzis la w Lata jk a. Proton and lithium

cation affinities calculated with floating orbital geometry op-

timization (F

OGO). Journal of Computational Chemistry, 4

(2):252–259, Summer 1983. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Hermansson:1988:VSM

[HLC88] Kersti Hermansson, George C. Lie, and Enrico Clemen ti. On

v elo cit y scaling in molecular dynamics sim ulations. Journal

of Computational Chemistry, 9(3):200–203, April 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Hammarstrom:1988:EIM

[HLG88] Lars-Gunnar Hammarstr¨ om, T omm y Liljefors, and Johann

Gasteiger. Electrostatic in teractions in molecular mec hanics

(MM2) calculations via PEOE partial c harges I. Haloalk a-

nes. Journal of Computational Chemistry, 9(4):424–440,

June 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Hout:1982:EEC

[HLH82] Rob ert F. Hout Jr., Bev erly A. Levi, and W arren J. Hehre.

Effect of electron correlation on theoretical vibrational fre-

quencies. Journal of Computational Chemistry, 3(2):234–250,

Summer 1982. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hout:1983:MCN

[HLH83] Rob ert F. Hout Jr., Bev erly A. Levi, and W arren J. Hehre.

A metho d for the calculation of normal-mo de vibrational fre-

quencies using symmetry co ordinates. Application to the cal-

culation of secondary deuterium isotop e effects on carb o ca-

tions. Journal of Computational Chemistry, 4(4):499–505,

Win ter 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hall:1982:CM

[HLPT82] Da vid Hall, P aul John Ly ons, Nicola P a vitt, and John A.

T rezise. The conformation of malformin A. Journal of Com-

putational Chemistry, 3(1):89–94, Spring 1982. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hass:1982:TSA

[HMA82] Ernst C. Hass, P aul G. Mezey

, and Suzanne R. Abrams. The-

oretical studies on “acet ylenic zipp er” reaction in termediates.

Journal of Computational Chemistry, 3(2):185–190, Summer

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hopkinson:1983:TSS

[HML83] A. C. Hopkinson, M. A. McKinney

, and M. H. Lien. A

theoretical study of α-substituted isoprop yl and cycloprop yl

anions. Journal of Computational Chemistry, 4(4):513–523,

Win ter 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hoso y a:1983:OTO

[HO83] Haruo Hoso y a and Norik o Ohk ami. Op erator tec hnique for

obtaining the recursion form ulas of c haracteristic and matc h-

ing p olynomials as applied to p olyhex graphs. Journal of

Computational Chemistry, 4(4):585–593, Win ter 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Hall:1984:AMF

[HP84a] Da vid Hall and Nicola P a vitt. An appraisal of molecular force

fields for the represen tation of p olyp eptides. Journal of Com-

putational Chemistry, 5(5):441–450, Octob er 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hopfinger:1984:MMF

[HP84b] A. J. Hopfinger and R. A. P earlstein. Molecular mec hanics

force-field parameterization pro cedures. Journal of Compu-

tational Chemistry, 5(5):486–499, Octob er 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hout:1983:OP

[HPH83] Rob ert F. Hout Jr., William J. Pietro, and W arren J. Hehre.

Orbital photograph y . Journal of Computational Chemistry,

4(2):276–282, Summer 1983. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Hinde:1980:T AS

[HPR80] Alan L. Hinde, Addy Pross, and Leo Radom. A theoretical

approac h to substituen t effects. In teractions b et w een directly

b onded groups in the neutrals X NH

2

, X OH, and X F and

the anions X NH

−

and X O

−

. Journal of Computational

Chemistry, 1(2):118–128, Summer 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hall:1982:CP

[HPW82] Da vid Hall, Nicola P a vitt, and Murra y K. W o o d. The confor-

mation of pithom ycolide. Journal of Computational Chem-

istry, 3(3):381–384, Autumn 1982. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Hafelinger:1985:ISO

[HR85] G ¨ un ter H¨ afelinger and Claus Regelmann. Ab initio STO-3G

optimization of planar, p erp endicular, and t wisted molecular

structures of biphen yl. Journal of Computational Chemistry,

6(5):368–376, Octob er 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Hafelinger:1987:RIS

[HR87] G ¨ un ter H¨ afelinger and Claus Regelmann. Refined ab initio

6-31G split-v alence basis set optimization of the molecular

structures of biphen yl in t wisted, planar, and p erp endicular

conformations. Journal of Computational Chemistry, 8(7):

1057–1065, Octob er 1987. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Hafelinger:1989:BSD

[HRKW89] G ¨ un ter H¨ afelinger, Claus Ulric h Regelmann, T adeusz Marek

Krygo wski, and Krzysztof W ozniak. Basis set dep endence,

precision, and accuracy of full ab initio gradien t optimiza-

tions of molecular structures of nonstrained h ydro carb ons. I.

CC b ond lengths. Journal of Computational Chemistry, 10

(3):329–343, April 1989. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Hall:1982:MP A

[HS82] Da vid Hall and K. Barry Sexton. A molecular pac king anal-

ysis of some ferrous p orph yrin complexes. Journal of Com-

putational Chemistry, 3(4):588–592, Win ter 1982. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hess:1983:ISC

[HSE

ˇ

C83] B. A. Hess Jr., L. J. Sc haad, C. S. Ewig, and P .

ˇ

C´ arsky

. Ab

initio studies on calicene. Journal of Computational Chem-

istry, 4(1):53–57, Spring 1983. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Herzig:1983:ISP

[HSS83] L. Herzig, A. M. Sapse, and G. Sn yder. Ab initio studies of a

prop osed mec hanism for N -nitrosamine formation. Journal

of Computational Chemistry, 4(1):68–72, Spring 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Harris:1982:MSC

[HSW82] J. Milton Harris, Stev en G. Shafer, and S. D. W orley

. MINDO

/3 Calculation of carb o cation heats of formation. Journal of

Computational Chemistry, 3(2):208–213, Summer 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Handler:1982:ILC

[HT82] George S. Handler and Carl T rindle. The imp osition of lin-

ear constrain ts up on eigen v alue problems. Journal of Com-

putational Chemistry, 3(1):37–39, Spring 1982. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Higgins:1988:TSR

[HT88] Derek Higgins and Colin Thomson. A theoretical study of

the rotational isomers of nitrosomethanol b y semiempirical

(AM1) and ab initio metho ds. Journal of Computational

Chemistry, 9(3):212–221, April 1988. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Higgins:1988:CSM

[HTT88] Derek Higgins, Colin Thomson, and W alter Thiel. Compar-

ison of semiempirical MO metho ds for op en-shell systems.

Journal of Computational Chemistry, 9(6):702–707, Septem-

b er 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Hurley:1988:CFF

[Hur88] A. C. Hurley

. The computation of floating functions and their

use in force constan t calculations. Journal of Computational

Chemistry, 9(1):75–79, Jan uary 1988. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Hall:1980:PCS

[HW80] Da vid Hall and Murra y K. W o o d. Prediction of the crystal

structure of a cyclic tetrap eptide. Journal of Computational

Chemistry, 1(4):368–372, Win ter 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ha:1982:ICC

[HW82] T ae-Kyu Ha and Urs P

. Wild. An ab initio CI calculation of

the triplet–triplet absorption sp ectrum of naph thalene. Jour-

nal of Computational Chemistry, 3(1):1–5, Spring 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Holder:1988:CED

[HW88] Andrew J. Holder and Da vid L. W ertz. Conformational en-

ergetics of 1,3-dic hloropropane as predicted b y sev eral calcu-

lations metho ds. Journal of Computational Chemistry, 9(6):

684–688, Septem b er 1988. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Ibrahim:1987:CEH

[IFvRSS87] Mustafa R. Ibrahim, Zac haria A. F ataftah, P aul v on

Ragu ´ e Sc hley er, and P eter D. Stout. Calculation of en thalpies

of h ydrogenation of h ydro carb ons. Journal of Computational

Chemistry, 8(8):1131–1138, Decem b er 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ikuta:1984:IMC

[Iku84] Shigeru Ikuta. Ab initio MO calculations on the acidities of

w ater and methanol, and h ydrogen b ond energies of the con-

jugate ions with a w ater molecule. Journal of Computational

Chemistry, 5(4):374–380, August 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ikuta:1985:TSR

[Iku85] Shigeru Ikuta. Theoretical study of the relativ e stabilities of

H

+

(X)

2 and H

+

(X)

3 conformers and their clustering ener-

gies: X CO and N

2

. Journal of Computational Chemistry, 6

(2):116–121, April 1985. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Jug:1988:ASP

[JS88] Karl Jug and Joac him Sc h ulz. Application of SINDO1 to

phosphorus comp ounds. Journal of Computational Chem-

istry, 9(1):40–50, Jan uary 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Jug:1988:SPS

[JSKI88] Karl Jug, Hans-P eter Sc hluff, Hans Kupk a, and R ¨ udiger If-

fert. Structure and prop erties of small silicon and alumin um

clusters. Journal of Computational Chemistry, 9(8):803–809,

Decem b er 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Jeffrey:1980:AMM

[JT80] G. A. Jeffrey and R. T a ylor. The application of molecu-

lar mec hanics to the structures of carb oh ydrates. Journal

of Computational Chemistry, 1(1):99–109, Spring 1980. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Jug:1984:UTV

[Jug84] Karl Jug. A unified treatmen t of v alence and b ond order from

densit y op erators. Journal of Computational Chemistry, 5(6):

555–561, Decem b er 1984. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Jurs:1988:BRB

[Jur88] P eter C. Jurs. Bo ok review: Similarity and clustering in

chemic al information systems, b y P eter Willett, Researc h

Studies Press, Letc h w orth, Hertfordshire, England, 230 + xii

pp, $54.95, (1987). Journal of Computational Chemistry, 9

(7):798, Octob er 1988. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Kaldor:1987:OSC

[Kal87] Uzi Kaldor. Op en-shell coupled-cluster metho d: Electron

affinities of Li and Na. Journal of Computational Chemistry,

8(4):448–453, June 1987. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Kao:1988:TSC

[Kao88] J. Kao. Theoretical studies of conjugated systems con taining

C C and C N fragmen ts and their alkyl and amino deriv a-

tiv es. Journal of Computational Chemistry, 9(8):905–923,

Decem b er 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Karlstrom:1981:PI I

[Kar81] Gunnar Karlstr¨ om. On the p ossibilit y of impro ving the in te-

gral ev aluation section in ab initio Hartree–F o c k calculations

on large molecules. Journal of Computational Chemistry, 2

(1):83–86, Spring 1981. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Karfunk el:1986:F AI

[Kar86] H. R. Karfunk el. A fast algorithm for the in teractiv e do c king

maneuv er with flexible macromolecules and prob es. Journal

of Computational Chemistry, 7(2):113–128, April 1986. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Karfunk el:1987:MMD

[Kar87] H. R. Karfunk el. Molecular mec hanics and the deformation

of macromolecules: the use of a v ery short cutoff com bined

with a quadratic appro ximation. Journal of Computational

Chemistry, 8(2):174–184, Marc h 1987. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Karpfen:1984:ISP a

[KB84a] Alfred Karpfen and An ton Bey er. Ab initio studies on p oly-

mers. VI. T orsional p oten tial in regular p oly eth ylene c hains.

Journal of Computational Chemistry, 5(1):11–18, F ebruary

1984. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Karpfen:1984:ISPb

[KB84b] Alfred Karpfen and An ton Bey er. Ab initio studies on p oly-

mers. VI I. P oly o xymeth ylene. Journal of Computational

Chemistry, 5(1):19–23, F ebruary 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Krey e:1988:ASS

[KBS88] W. C. Krey e, Prem Batra, and Gordon Skinner. Analytic

solutions to sets of first-order rate equations with up to six

rate constan ts using a sym b olic computer language SMP and

application to bio c hemical kinetics. Journal of Computa-

tional Chemistry, 9(6):674–683, Septem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kim:1987:HSE

[K C87] Kw ang S. Kim and E. Clemen ti. Hydration structures and

energetics of phospholipid. Journal of Computational Chem-

istry, 8(1):57–66, Jan uary 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Kuhl:1984:CA C

[K CF84] F. S. Kuhl, G. M. Cripp en, and D. K. F riesen. A com bi-

natorial algorithm for calculating ligand binding. Journal of

Computational Chemistry, 5(1):24–34, F ebruary 1984. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kob eissi:1989:CME

[KDEHK89] H. Kob eissi, M. Dagher, A. El-Ha jj, and M. Kob eissi. On

the computation of matrix elemen ts b et w een n umerical w a v e

functions: the canonical functions metho d. Journal of Com-

putational Chemistry, 10(3):358–366, April 1989. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kob eissi:1983:NTV

[KDK

C83] Hafez Kob eissi, Mounzer Dagher, Mahmoud Korek, and Ah-

mad Chaalan. A new treatmen t of the vibration–Rotation

eigen v alue problem for a diatomic molecule. Journal of Com-

putational Chemistry, 4(2):218–225, Summer 1983. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Karfunk el:1989:AR C

[KE89] Heinric h R. Karfunk el and V eronique Eyraud. An algorithm

for the represen tation and computation of sup ermolecular

surfaces and v olumes. Journal of Computational Chemistry,

10(5):628–634, July 1989. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Kelsey:1980:OTB

[Kel80a] Donald R. Kelsey

. Orbital top ology

. I. A basic top ological

mo del for c hemical systems, an orbital mapping tec hnique,

and analyses of mo del, thermal electro cyclic reactions. Jour-

nal of Computational Chemistry, 1(1):3–20, Spring 1980. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kelsey:1980:OTI

[Kel80b] Donald R. Kelsey

. Orbital top ology

. I I. Orbital mapping of

unsymmetrical molecules. A surv ey of the thermal isomeriza-

tions of Dew ar isomers of iso electronically substituted b en-

zenes, cyclop en tadienes, and cyclop en tadien yl ions. Journal

of Computational Chemistry, 1(1):21–29, Spring 1980. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kelsey:1982:OTI

[Kel82] Donald R. Kelsey

. Orbital top ology

. I I I. Orbital mapping of

unsymmetrical molecules. A surv ey of the thermal ring op en-

ing of iso electronically substituted cyclobutenes and b enzo cy-

clobutenes. Journal of Computational Chemistry, 3(3):436–

444, Autumn 1982. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

King:1988:COT

[KF88] Harry F. King and Thomas R. F urlani. Computation of one

and t w o electron spin-orbit in tegrals. Journal of Computa-

tional Chemistry, 9(7):771–778, Octob er 1988. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kaufman:1987:IMC

[KHRvH87] Jo yce J. Kaufman, P

. C. Hariharan, Szczepan Roszak, and

Marc v an Hemert. Ab-initio MRD–CI calculations on a

CNO

2 decomp osition path w a y of nitrob enzene. Journal of

Computational Chemistry, 8(5):736–743, July 1987. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Klein:1986:TMM

[KHS86] D. J. Klein, G. E. Hite, and T. G. Sc hmalz. T ransfer-

matrix metho d for subgraph en umeration: Applications to

p olyp yrene fusenes. Journal of Computational Chemistry, 7

(4):443–456, August 1986. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Klopman:1981:CPC

[KI81] Gilles Klopman and Linda D. Iroff. Calculation of partition

co efficien ts b y the c harge densit y metho d. Journal of Com-

putational Chemistry, 2(2):157–160, Summer 1981. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kim:1985:MEA

[Kim85] Kw ang S. Kim. Microscopic effect of an applied v oltage on the

solv ated gramicidin a transmem brane c hannel in the presence

of Na

+

and K

+

cations. Journal of Computational Chemistry,

6(3):256–263, June 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

King:1983:A

[Kin83] R. Bruce King. Announcemen t. Journal of Computational

Chemistry, 4(1):124, Spring 1983. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

King:1987:CA T

[Kin87] R. B. King. Chemical applications of top ology and group

theory

. 23. A comparison of graph-theoretical and extended

H ¨ uc k el metho ds for study of b onding in o ctahedral and icosa-

hedral b oranes. Journal of Computational Chemistry, 8(4):

341–349, June 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Krogh-Jesp ersen:1982:ESB

[KJ82] Karsten Krogh-Jesp ersen. Electronic states and barriers to

in ternal rotation in silaallenes. Journal of Computational

Chemistry, 3(4):571–579, Win ter 1982. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Krogh-Jesp ersen:1985:TD A

[KJ85] Mary-Beth Krogh-Jesp ersen. Theoretically deriv ed absorp-

tion and MCD sp ectral data for the cellular sp ecies pro-

duced in the h ydrolysis of cis-diamminedic hloroplatin um(I I).

Journal of Computational Chemistry, 6(6):614–624, Decem-

b er 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Kruger:1987:GPS

[KJ87] Thomas Kr ¨ uger and Karl Jug. Generalized p oten tial sur-

faces under inclusion of n uclear motion. Journal of Compu-

tational Chemistry, 8(4):350–357, June 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kondo:1984:GOU

[KJL

W84] H. Kondo, H. H. Jaff ´ e, H. Y. Lee, and William J. W elsh.

Geometry optimization using symmetry co ordinates. Jour-

nal of Computational Chemistry, 5(1):84–88, F ebruary 1984.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Klopman:1985:CSA

[KK85] Gilles Klopman and Alexander N. Kalos. Causalit y in

structure–activit y studies. Journal of Computational Chem-

istry, 6(5):492–506, Octob er 1985. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Kob eissi:1988:TDE

[KKE88] Hafez Kob eissi, Ma jida Kob eissi, and Ali El Ha jj. On test-

ing difference equations for the diatomic eigen v alue problem.

Journal of Computational Chemistry, 9(8):844–850, Decem-

b er 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Kozm utza:1982:TLP

[KKR

+

82] C. Kozm utza, E. Kapuy

, M. A. Robb, R. Daudel, and I. G.

Csizmadia. Theory of lone pairs. IV. Molecular ion hole states

of ten-electron h ydrides. Molecular ionization p oten tials and

proton affinities b y direct SCF calculations. Journal of Com-

putational Chemistry, 3(1):14–22, Spring 1982. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Klobuk o wski:1983:NQM

[Klo83] M. Klobuk o wski. Nonrelativistic and quasirelativistic mo del

p oten tial calculations on AgH and Ag

2

. Journal of Com-

putational Chemistry, 4(3):350–361, Autumn 1983. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kirkpatric k:1985:LMO

[KM85] Carol M. Kirkpatric k and Dennis S. Marynic k. Lo calized

molecular orbital studies of transition metal complexes. I I:

Simple π -accepting ligands. Journal of Computational Chem-

istry, 6(2):142–147, April 1985. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Klimk o wski:1985:MSI

[KMS85] V. J. Klimk o wski, J. P

. Manning, and Lothar Sc h¨ afer. Molec-

ular structures and in tramolecular in teractions in dimeth yl

cyclohexane isomers. Journal of Computational Chemistry, 6

(6):570–580, Decem b er 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Knop:1987:CEG

[KMS

+

87] J. V. Knop, W. R. M ¨ uller, K. Szymanski, H. W. Kroto, and

N. T rina jsti ´ c. Computer en umeration and generation of ph ys-

ical trees. Journal of Computational Chemistry, 8(4):549–

554, June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Knop:1986:EFP

[KMST86] J. V. Knop, W. R. M ¨ uller, K. Szymanski, and N. T rina jsti ´ c.

On the en umeration of 2-factors of p olyhexes. Journal of

Computational Chemistry, 7(4):547–564, August 1986. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Klopman:1985:SMC

[KNS85] Gilles Klopman, Krishnan Nam b o o diri, and Melvin Sc ho c het.

Simple metho d of computing the partition co efficien t. Jour-

nal of Computational Chemistry, 6(1):28–38, F ebruary 1985.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kikuc hi:1986:SGA

[KNS86] T ak eshi Kikuc hi, George N ´ emeth y , and Harold A. Sc heraga.

Spatial geometric arrangemen ts of disulfide-crosslink ed lo ops

in proteins. Journal of Computational Chemistry, 7(1):67–88,

F ebruary 1986. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

groups. Ab initio studies of the cyclic S

4 w ater tetramer.

Journal of Computational Chemistry, 8(8):1090–1098, De-

cem b er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Klimk o wski:1983:ISS

[KSS83] V. J. Klimk o wski, J. N. Scarsdale, and Lothar Sc h¨ afer. Ab

initio studies of structural features not easily amenable to ex-

p erimen t. 25. Conformational analysis of meth yl propanoate

and comparison with the meth yl ester of glycine. Journal of

Computational Chemistry, 4(4):494–498, Win ter 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Kao:1988:MMR

[KT88] S. C. Kao and T. J. Tseng. The MT-MSXα (R) metho d: Ap-

plications to Li

2

, F

2

, and N

2 molecules. Journal of Compu-

tational Chemistry, 9(8):890–892, Decem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kaufmann:1986:RI I

[KTvRS86] Elmar Kaufmann, Bruce Tidor, and P aul v on Ragu ´ e Sc hley er.

The remark ably in v arian t in teraction energies of lithium first-

ro w comp ounds with w ater and with ammonia. Journal of

Computational Chemistry, 7(3):334–344, June 1986. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kausc h:1980:ISP

[KvRS80] Mic hael Kausc h and P aul v on Ragu ´ e Sc hley er. Isomeric struc-

tures of protonated ozone: a theoretical study

. Journal of

Computational Chemistry, 1(1):94–98, Spring 1980. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kaufmann:1989:DLH

[KvRS89] Elmar Kaufmann and P aul v on Ragu ´ e Sc hley er. Degener-

ate lithium-h ydrogen exc hange reactions: Ab initio mo dels

for metallation mec hanisms in v olving H

2

, CH

4

, NH

3

, H

2

O,

and HF. Journal of Computational Chemistry, 10(4):437–

448, June 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Klimk o wski:1984:ISSa

[KVV

+

84] V. J. Klimk o wski, P . V an Nuffel, L. V an Den Enden, C. V an

Alseno y, H. J. Geise, J. N. Scarsdale, and Lothar Sc h¨ afer. Ab

initio studies of structural features not easily amenable to ex-

p erimen t. 30. Conformational analysis and molecular struc-

tures of propanal and butanal. Journal of Computational

Chemistry, 5(2):122–128, April 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kraus:1986:V CT

[KW86] W a yne A. Kraus and Alb ert F. W agner. V ectorization of a

classical tra jectory co de on a Floating P oin t Systems, Inc.

Mo del 164 attac hed pro cessor. Journal of Computational

Chemistry, 7(2):219–229, April 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Kim:1988:IWS

[KYJ88] Seungmoak Kim, Chang No Y o on, and Mu Shik Jhon.

In termediate w ater structures in solution of N α

-acet yl-N-

meth ylphen ylalaninamide. Journal of Computational Chem-

istry, 9(2):125–132, Marc h 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Liljefors:1985:NTF

[LA85] T omm y Liljefors and Norman L. Allinger. A note on torsional

force constan ts in molecular mec hanics for a meth yl group

attac hed to a conjugated system. Journal of Computational

Chemistry, 6(5):478–480, Octob er 1985. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Laub e:1988:CBS

[Lau88] Thomas Laub e. Construction of the b est set of four orthonor-

mal 2s–2p h ybrid orbitals b y least-squares metho ds. Journal

of Computational Chemistry, 9(4):356–361, June 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lipk o witz:1986:SF O

[LB86] Kenn y Lipk o witz and An thon y Burk ett. Structural features

of organic anions: 7-Norb ornadien yllithium. Journal of Com-

putational Chemistry, 7(6):745–755, Decem b er 1986. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Laidla w:1987:HFI

[LB87] W. G. Laidla w and M. B ´ enard. Hartree–F o c k instabilities

of sulfur-nitrogen ring systems: S

2

N

2

. Journal of Compu-

tational Chemistry, 8(5):727–735, July 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liu:1989:CGE

[LB89a] Xiao yu Liu and K. Balasubramanian. Computer generation

of edge groups and edge colorings of graphs. Journal of Com-

putational Chemistry, 10(1):1–13, Jan uary 1989. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liu:1989:CGC

[LB89b] Xiao yu Liu and K. Balasubramanian. Computer generation

of the c haracter tables of the symmetric groups (S

n

). Jour-

nal of Computational Chemistry, 10(3):417–425, April 1989.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lee:1989:BSS

[LBM89] Y o on Sup Lee, Ky oung Ko o Baec k, and A. D. McLean. Ba-

sis set selections for relativistic self-consisten t field calcula-

tions. Journal of Computational Chemistry, 10(1):112–117,

Jan uary 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lipk o witz:1989:TSMb

[LBZ89] Kenn y B. Lipk o witz, Brian Bak er, and Ric hard Zegarra. The-

oretical studies in molecular recognition: Enan tioselectivit y

in c hiral c hromatograph y . Journal of Computational Chem-

istry, 10(5):718–732, July 1989. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Largo-Cabrerizo:1987:HCM

[LCC87] A. Largo-Cabrerizo and E. Clemen ti. The Hylleraas–CI

metho d in molecular calculations: Tw o-electron in tegrals.

Journal of Computational Chemistry, 8(8):1191–1198, De-

cem b er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lee:1984:DRM

[LCL84] Ik c ho on Lee, Jeoung Ki Cho, and Bon-Su Lee. Determination

of reactivit y b y MO theory

. 27. Molecular orbital study of

the gas-phase decarb o xylation of but-3-enoic acid. Journal of

Computational Chemistry, 5(3):217–224, June 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lee:1982:ISN

[LCY82] Ik c ho on Lee, Y oung Gu Cheun, and Kiyull Y ang. Ab-initio

studies on π -non b onded and through-b onds in teractions in n-

alk anes, n-alkyl radicals, and p olymeth ylene diradicals. Jour-

nal of Computational Chemistry, 3(4):565–570, Win ter 1982.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Loushin:1987:PCC

[LD87] Sharilyn K. Loushin and Clifford E. Dykstra. P olarization

coun terp oise corrections to correlated h ydrogen b ond in ter-

action energies. Journal of Computational Chemistry, 8(1):

81–83, Jan uary 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Lipk o witz:1988:EMP

[LDL

+

88] Kenn y B. Lipk o witz, Da vid A. Demeter, Jo. M. Landw er,

Carol A. P arish, and Thomas Darden. Explorations on the

m ultidimensional p oten tial energy surface of a c hiral station-

ary phase. Journal of Computational Chemistry, 9(1):63–66,

Jan uary 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Labano wski:1989:OEA

[LDM89] Jan K. Labano wski, Ric hard A. Dammk o ehler, and Ioan Mo-

to c. Orbital electronegativit y and analytical represen tation of

atom v alence state energy

. Journal of Computational Chem-

istry, 10(8):1016–1030, Decem b er 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

La v ery:1980:EPY

[LDP80] Ric hard La v ery , Marcal De Oliv eira, and Bernard Pullman.

The electrostatic p oten tial of y east tRNA

P he

. I I. The p oten-

tials of the phosphate groups in their v arious conformational

states. Journal of Computational Chemistry, 1(3):301–306,

Autumn 1980. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lipk o witz:1987:CDT

[LDP

+

87] Kenn y B. Lipk o witz, Da vid A. Demeter, Carol A. P arish,

Jo M. Landw er, and Thomas Darden. Column design. 3.

Theoretical studies of a c hiral stationary phase used in col-

umn c hromatograph y . Journal of Computational Chemistry,

8(6):753–760, Septem b er 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Lewis:1987:MOC

[Lew87] Da vid F. V. Lewis. Molecular orbital calculations on sol-

v en ts and other small molecules: Correlation b et w een elec-

tronic and molecular prop erties ν , α MOL, π

∗

, and β . Jour-

nal of Computational Chemistry, 8(8):1084–1089, Decem b er

1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lewis:1989:CMP

[Lew89] Da vid F. V. Lewis. The calculation of molar p olarizabilities

b y the CNDO/2 metho d: Correlation with the h ydrophobic

parameter, log P . Journal of Computational Chemistry, 10

(2):145–151, Marc h 1989. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Lii:1989:MMM

[LGB

+

89] Jenn-Huei Lii, Stev en Gallion, Charles Bender, H ˚ ak an Wik-

str¨ om, Norman L. Allinger, Kenneth M. Flurc hic k, and M. M.

T eeter. Molecular mec hanics (MM2) calculations on p eptides

and on the protein Cram bin using the CYBER 205. Jour-

nal of Computational Chemistry, 10(4):503–513, June 1989.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lien:1985:TSS

[LH85] M. H. Lien and A. C. Hopkinson. A theoretical study of

α-substituted cycloprop yl and isoprop yl radicals. Journal of

Computational Chemistry, 6(4):274–281, August 1985. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lohr:1987:CDM

[LH87] La wrence L. Lohr and A. J. Helman. Cen trifugal distor-

tions in molecules: an ab initio approac h with application

to ozone. Journal of Computational Chemistry, 8(4):307–

312, June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lee:1984:MSS

[LHC84] Ik c ho on Lee, Eun So ok Han, and Jae Y oung Choi. A MINDO

/3 study of the hetero-Diels–Alder reaction. Journal of Com-

putational Chemistry, 5(6):606–611, Decem b er 1984. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lee:1984:TSP

[LHOM84] Choi Ch uc k Lee, Ernst C. Hass, Craig A. Obafemi, and

P aul G. Mezey

. A theoretical study on the protonation of

cycloalk anes C

n

H

2n

(n = 3 to 6). Journal of Computational

Chemistry, 5(2):190–196, April 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Liljefors:1987:BRB

[Lil87] T omm y Liljefors. Bo ok review: Macr omole cular structur e

and sp e cificity: Computer-assiste d mo deling and applic ations,

Edited b y Babu V enk ataragha v an and Ric hard J. F eldmann,

Annals of the New Y ork Academ y of Sciences, New Y ork, 209

pp. Price: $48.00 (1985). Journal of Computational Chem-

istry, 8(2):185, Marc h 1987. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Linse:1988:GA C

[Lin88] P er Linse. General algorithm for calculating vibrational–

librational states of a rigid molecule in an external p oten-

tial. Application to b enzene–w ater complexes. Journal of

Computational Chemistry, 9(5):505–517, July 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lipk o witz:1983:BRBb

[Lip83a] Kenn y Lipk o witz. Bo ok review: Mole cular me chanics, b y

Ulric h Burk ert and Norman L. Allinger, published b y the

American Chemical So ciet y , 1982. 339 pages, $64.95. Journal

of Computational Chemistry, 4(4):605, Win ter 1983. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lipk o witz:1983:BRBa

[Lip83b] Kenn y Lipk o witz. Bo ok review: Pr o gr ess in the or etic al or-

ganic chemistry, v olume 3, L. Radom et al. Elsevier, New

Y ork, 1982. Price: $103. Journal of Computational Chem-

istry, 4(1):123, Spring 1983. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Lipk o witz:1986:BRB

[Lip86] Kenn y Lipk o witz. Bo ok review: A handb o ok of c omputational

chemistry: A pr actic al guide to chemic al structur e and ener gy

c alculations, b y Tim Clark, John Wiley

, New Y ork, 332 pp.

Price: $35.00 (1985). Journal of Computational Chemistry, 7

(3):379–380, June 1986. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Lipson:1987:SSB

[Lip87] J. E. G. Lipson. Sim ulation studies of branc hed p olymer

molecules. Journal of Computational Chemistry, 8(4):333–

340, June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lee:1987:TSA

[LKL87] Ik c ho on Lee, Chang Kon Kim, and Byung Cho on Lee. The-

oretical studies on the acid h ydrolysis of meth yl carbamate.

Journal of Computational Chemistry, 8(6):794–800, Septem-

b er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Lee:1985:TSG

[LLC85] Ik c ho on Lee, Bon-Su Lee, and Jae Y oung Choi. Theoreti-

cal study of the gas-phase reaction of h ydrogen iso cy anate

with w ater. Journal of Computational Chemistry, 6(2):79–

87, April 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lee:1985:TSH

[LLSC85] Bon-Su Lee, Ik c ho on Lee, Chang Hyun Song, and Jae Y oung

Choi. Theoretical studies on the h ydrogen atom transfer re-

action. Journal of Computational Chemistry, 6(5):486–491,

Lipk o witz:1985:SFB

[LUNV85] Kenn y B. Lipk o witz, Christopher Uhegbu, Adel M. Na ylor,

and Rob ert V ance. Structural features of b enzylic carbanions.

A theoretical study

. Journal of Computational Chemistry, 6

(6):662–673, Decem b er 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

LaManna:1982:CSI

[L V82] Gianfranco La Manna and Eduardo V en uti. Computa-

tional study on the in teraction of w ater with 2- and 3-

h ydro xyp yridine and the corresp onding p yridones. Journal of

Computational Chemistry, 3(4):593–602, Win ter 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Liu:1988:FD A

[L V88] Zong Jie Liu and Roland V an Rap en busc h. A fast, direct

algorithm for the least-squares fitting of t w o sets of atomic

co ordinates of macromolecular structures. Journal of Compu-

tational Chemistry, 9(6):596–599, Septem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lugosi:1988:SWP

[L W88] Erzseb et Lugosi and Arth ur T. Winfree. Sim ulation of w a v e-

propagation in three dimensions using F ortran on the CY-

BER 205. Journal of Computational Chemistry, 9(6):689–

701, Septem b er 1988. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Lo c hmann:1982:IDL

[L WD82] R. Lo c hmann, Th. W eller, and D. Deininger. An impro v ed

description of lone pairs b y a mo dified PCILO metho d. Jour-

nal of Computational Chemistry, 3(4):507–511, Win ter 1982.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Lop ez:1987:ESC

[L YH87] Jesus P

. Lop ez, Cary Y. Y ang, and C. R. Helms. Electronic

structure of clusters mo deling silica. Journal of Computa-

tional Chemistry, 8(3):198–203, April 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Lipk o witz:1989:TSMa

[LZ89] Kenn y B. Lipk o witz and Ric hard Zegarra. Theoretical studies

in molecular recognition: Reb ek’s cleft. Journal of Compu-

tational Chemistry, 10(5):595–602, July 1989. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

La v ery:1984:OME

[LZP84] Ric hard La v ery , Kryst yna Zakrzewsk a, and Alb erte Pullman.

Optimized monop ole expansions for the represen tation of the

electrostatic prop erties of the n ucleic acids. Journal of Com-

putational Chemistry, 5(4):363–373, August 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Magn usson:1984:SES

[Mag84] Eric Magn usson. Substituen t effects in second-ro w molecules:

Basis set p erformance in calculations of normal v alency phos-

phorus and sulfur comp ounds. Journal of Computational

Chemistry, 5(6):612–628, Decem b er 1984. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mercau:1984:MV C

[MAR

+

84] N. Mercau, R. Aro ca, E. A. Robinson, J. Aron, J. Bunnell,

and T. A. F ord. Molecular vibrational constan ts of some sim-

ple p oly atomic molecules. Meth yl, silyl, and germ yl halides.

Journal of Computational Chemistry, 5(5):427–440, Octob er

1984. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Marc h:1987:D AP

[Mar87] N. H. Marc h. The densit y amplitude ρ

1/2

and the p oten tial

whic h generates it. Journal of Computational Chemistry, 8

(4):375–379, June 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Masam ura:1988:EAS

[Mas88] M. Masam ura. An efficien t algorithm for solving eigen v alue

problems of the t yp e H C = S C e or F C = S C e. Journal

of Computational Chemistry, 9(3):257–268, April 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Mat ysk a:1988:F AR

[Mat88] Lud ˘ ek Mat ysk a. F ast algorithm for ring p erception. Journal

of Computational Chemistry, 9(5):455–459, July 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Mezei:1984:GSS

[MB84] Mihaly Mezei and Da vid L. Bev eridge. Generic solv en t sites

in a crystal. Journal of Computational Chemistry, 5(6):523–

527, Decem b er 1984. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Mek en y an:1984:UDC

[MBB84] Ov anes Mek en y an, Danail Bonc hev, and Alexandru T. Bal-

aban. Unique description of c hemical structures based on

hierarc hically ordered extended connectivities (HOC pro-

cedures). V. New top ological indices, ordering of graphs,

and recognition of graph similarit y . Journal of Computa-

tional Chemistry, 5(6):629–639, Decem b er 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mek en y an:1985:UDC

[MBB85] Ov anes Mek en y an, Danail Bonc hev, and Alexandru T. Bal-

aban. Unique description of c hemical structures on hierar-

c hically ordered extended connectivities (HOC pro cedures).

I I. Mathematical pro ofs for the HOC algorithm. Journal

of Computational Chemistry, 6(6):552–561, Decem b er 1985.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Margheritis:1988:A WI

[MC88] C. Margheritis and G. Corongiu. Acet ylc holine in w ater: Ab-

initio p oten tial and Mon te Carlo sim ulation. Journal of Com-

putational Chemistry, 9(1):1–10, Jan uary 1988. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mey er:1980:MMO

[Mey80a] A. Y. Mey er. Molecular mec hanics of organic halides. I I I.

Fluorinated olefins. Journal of Computational Chemistry, 1

(2):111–117, Summer 1980. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Mey er:1980:CA C

[Mey80b] Edgar F. Mey er Jr. The computational application of the

Cahn–Ingold–Prelog rules 1 and 2. Journal of Computational

Chemistry, 1(3):229–232, Autumn 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mey er:1981:MMO

[Mey81] A. Y. Mey er. Molecular mec hanics of organic halides. V. Con-

formational equilibria in solution. Journal of Computational

Chemistry, 2(4):384–391, Win ter 1981. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mey er:1984:RMM

[Mey84] A. Y. Mey er. Remarks on the molecular mec hanical calcu-

lations of functionalized h ydro carb ons. Journal of Computa-

tional Chemistry, 5(4):299–306, August 1984. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mey er:1986:MMM

[Mey86] A. Y. Mey er. Molecular mec hanics and molecular shap e. I I I.

Surface area and cross-sectional areas of organic molecules.

Journal of Computational Chemistry, 7(2):144–152, April

1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Mey er:1988:MMM

[Mey88] A. Y. Mey er. Molecular mec hanics and molecular shap e. V.

on the computation of the bare surface area of molecules.

Journal of Computational Chemistry, 9(1):18–24, Jan uary

1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Mezey:1987:I

[Mez87a] P aul G. Mezey

. In tro duction. Journal of Computational

Chemistry, 8(4):281, June 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Mezey:1987:SMC

[Mez87b] P aul G. Mezey

. The shap e of molecular c harge distributions:

Group theory without symmetry

. Journal of Computational

Chemistry, 8(4):462–469, June 1987. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mey er:1985:TCM

[MF85] A. Y. Mey er and F. R. F. F orrest. T o w ards the con v er-

gence of molecular-mec hanical force fields. Journal of Com-

putational Chemistry, 6(1):1–4, F ebruary 1985. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Martin:1989:ISP

[MF G89a] J. M. L. Martin, J. P . F ran¸ cois, and R. Gijb els. Ab initio

study of the proton affinit y of a n um b er of ortho-substituted

p yridines. Journal of Computational Chemistry, 10(3):346–

357, April 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Martin:1989:CBPb

[MF G89b] J. M. L. Martin, J. P . F ran¸ cois, and R. Gijb els. Com bined

b ond-p olarization basis sets for accurate determination of

disso ciation energies. I I. Basis set sup erp osition error as a

function of the paren t basis set. Journal of Computational

Chemistry, 10(7):875–886, Octob er 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Martin:1989:CBP a

[MF G89c] J. M. L. Martin, J. P . F ran¸ cois, and R. Gijb els. Com bined

b ond p olarization function basis sets for accurate ab initio

calculation of the disso ciation energies of AH

n molecules (A

= Li to F). Journal of Computational Chemistry, 10(2):

152–162, Marc h 1989. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Mezey:1983:PBS

[MH83] P aul G. Mezey and Ernst-C. Hass. The propagation of basis-

set error and geometry optimization in ab initio calculations.

I I. Correlation b et w een the balance of Gaussian basis sets and

calculated molecular prop erties. Journal of Computational

Chemistry, 4(4):482–487, Win ter 1983. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Miller:1989:FSD

[MHA89] Kenneth J. Miller, Rob ert J. Hinde, and Janet Anderson.

First and second deriv ativ e matrix elemen ts for the stretc h-

ing, b ending, and torsional energy

. Journal of Computational

Chemistry, 10(1):63–76, Jan uary 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Millett:1987:SIF

[Mil87] Kenneth C. Millett. Stereotop ological indices for a family of

c hemical graphs. Journal of Computational Chemistry, 8(4):

536–548, June 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Mitin:1988:DLS

[Mit88] A. V. Mitin. The dynamic “lev el shift” metho d for impro v-

ing the con v ergence of the SCF pro cedure. Journal of Com-

putational Chemistry, 9(2):107–110, Marc h 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Masut:1984:MMV

[MK84a] Remo A. Masut and Joseph N. Kushic k. The molecular me-

c hanics of v alinom ycin. I. Energy minimization calculations

on the uncomplexed ionophore. Journal of Computational

Chemistry, 5(4):336–342, August 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Miller:1984:IMN

[MK84b] Kenneth J. Miller and P aul J. Ko w alczyk. In teractions of

molecules with n ucleic acids. IX. Ev aluation and presen tation

of electrostatic con tours on a steric surface with the remo v al

of hidden lines. Journal of Computational Chemistry, 5(1):

89–103, F ebruary 1984. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Mac h:1985:CBB

[MK85a] P

. Mac h and O. Kysel. Comparison b et w een 6-31 + b ond

functions and 6-31 G* basis sets in UMP calculations of disso-

ciation energies of the first ro w elemen t comp ounds. I. Jour-

nal of Computational Chemistry, 6(4):312–315, August 1985.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Masut:1985:MMV

[MK85b] Remo A. Masut and Joseph N. Kushic k. The molecular me-

c hanics of v alinom ycin. I I: Comparativ e studies of alk ali ion

binding. Journal of Computational Chemistry, 6(2):148–155,

April 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Miller:1983:IMN

[MKSW83] Kenneth J. Miller, P aul Ko w alczyk, W olfgang Segm uller,

and George W alk er. In teractions of molecules with n ucleic

acids. VI I. Ev aluation and presen tation of steric con tours and

molecules in b onding sites. Journal of Computational Chem-

istry, 4(3):366–378, Autumn 1983. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Mullally:1983:FFD

[MM83] D. J. Mullally and J. W. McIv er Jr. F aster finite-difference

calculations of molecular prop erties. Journal of Computa-

tional Chemistry, 4(4):552–555, Win ter 1983. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

McCourt:1987:SCE

[MM87] Mary McCourt and James W. McIv er Jr. On the SCF cal-

culation of excited states: Singlet states in the t w o-electron

problem. Journal of Computational Chemistry, 8(4):454–458,

June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Muller:1989:SER

[MM89] P aul M ¨ uller and Jiri Mareda. Steric effects on reaction rates.

XI. Solv olysis of tertiary carb on substrates rationalized b y

molecular mec hanics calculations. Journal of Computational

Chemistry, 10(7):863–868, Octob er 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Mom:1981:CSA

[Mom81] V. Mom. On the construction of self-a v oiding c hains. Jour-

nal of Computational Chemistry, 2(4):446–459, Win ter 1981.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Morin:1985:CRD

[Mor85] F ran¸ cois Morin. Computation of reequilibration data in

solids. Journal of Computational Chemistry, 6(6):514–519,

Decem b er 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Neub erger:1987:NCE

[NN87] J. W. Neub erger and D. W. Noid. Numerical calculation

of eigen v alues for the Sc hr¨ odinger equation. I I I. Journal of

Computational Chemistry, 8(4):459–461, June 1987. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Norman:1980:MMB

[NR80] Jo e G. Norman Jr. and P

. Barry Ry an. Metal–metal b ond

energies in Mo

2

, Mo

2

Cl, and Mo

2

(O

2

CH)

4

. Journal of Com-

putational Chemistry, 1(1):59–63, Spring 1980. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Natiello:1985:GF Q

[NRM85] Mario A. Natiello, H ´ ector F. Reale, and Jorge A. Medrano.

A generalized formalism of the quan tum theory of v alence

and b onding. Journal of Computational Chemistry, 6(2):108–

115, April 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Nob es:1982:GBS

[NRR82] Ross H. Nob es, William R. Ro dw ell, and Leo Radom. The

6-31 G

++

basis set: an economical basis set for correlated

w a v efunctions. Journal of Computational Chemistry, 3(4):

561–564, Win ter 1982. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Nguy en:1984:AIF

[NRS84] T. T. Nguy en, P

. N. Ra yc ho wdh ury , and D. D. Shillady

. Ap-

plication of an ion-fitted pseudop oten tial to HF, H

2

O, NH

3

,

BeO, and HCl in a Gaussian lob e basis. Journal of Compu-

tational Chemistry, 5(6):640–649, Decem b er 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Naara y-Szab o:1981:SCE

[NSGK

+

81] G. N´ aara y-Szab´ o, A. Grofcsik, K. K´ osa, M. Kubin yi, and

A. Martin. Simple calculation of electrostatic isop oten tial

maps from b ond fragmen ts. Journal of Computational Chem-

istry, 2(1):58–62, Spring 1981. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Nara y-Szab o:1987:TQC

[NSKNK87] G´ ab or N´ ara y-Szab´ o, Gy¨ orgy Kramer, P ´ eter Nagy

, and

S´ andor Kugler. T o w ards a quan tum c hemical soft w are pac k-

age utilizing transferable fragmen ts as molecular building

blo c ks. Journal of Computational Chemistry, 8(4):555–561,

June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Nam b o o diri:1981:ESS

[NV GB81] K. P

. Krishnan Nam b o o diri, S. Visw anathan, R. Ganesan,

and V. C. Jy othi Bhasu. The electronic structure, sp ec-

tra, and reactivit y of nitrophenols. Journal of Computational

Chemistry, 2(4):392–401, Win ter 1981. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

On uc hic:1988:D W G

[OC88] J. N. On uc hic and G. Corongiu. Determination of the w ater

geometry in violuric acid monoh ydrate with a Mon te Carlo

sim ulation. Journal of Computational Chemistry, 9(1):11–17,

Jan uary 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Olefiro wicz:1989:CAM

[OE89] Edw ard M. Olefiro wicz and Ernest L. Eliel. Conforma-

tional analysis. 48. A molecular mec hanics (MMP2) approac h

to the conformational analysis of meth yl-, dimeth yl- and

trimeth yliso c hromanes. Journal of Computational Chem-

istry, 10(3):407–412, April 1989. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ott:1986:OSR

[OG86] Jane J. Ott and Benjamin M. Gimarc. Optimized structures

and relativ e stabilities of the carb oranes from ab initio calcu-

lations. Journal of Computational Chemistry, 7(5):673–692,

Octob er 1986. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Oie:1983:ISC

[OLBM83] T etsuro Oie, Gilda H. Lo ew, Stanley K. Burt, and Rob ert D.

Macelro y . Ab initio study of catalyzed and uncatalyzed

amide b ond formation as a mo del for p eptide b ond forma-

tion: Ammonia-Glycine reactions. Journal of Computational

Chemistry, 4(4):449–460, Win ter 1983. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Okuy ama:1988:CAS

[OMK

+

88] T ohru Okuy ama, Y oshik atsu Miy ashita, Shigehik o Kana y a,

Hiro yuki Katsumi, Shin-Ic hi Sasaki, and Milan Randi ´ c. Com-

puter assisted structure–taste studies on sulfamates b y pat-

tern recognition metho d using graph theoretical in v arian ts.

Journal of Computational Chemistry, 9(6):636–646, Septem-

b er 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Osa w a:1982:MCC

[

¯

Osa82] Eiji

¯

Osa w a. Mec hanisms of conformational c hiralit y in v ersion

in bicyclo[4.2.1]nonan-9-one and bicyclo[4.2.2]decane as stud-

ied in t w o-parametric torsional energy surfaces. Journal of

Computational Chemistry, 3(3):400–406, Autumn 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Orc hard:1987:MMP

[OTPH87] B. J. Orc hard, S. K. T ripath y , R. A. P earlstein, and A. J.

Hopfinger. Molecular mo deling of p olymers: I. Correct and

efficien t en umeration of in trac hain conformational energet-

ics. Journal of Computational Chemistry, 8(1):28–38, Jan-

uary 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Osman:1981:EDR

[OTW81] Roman Osman, Sid T opiol, and Harel W einstein. Elec-

tron densit y redistribution in the stabilization of a molecular

stac king complex: the nature and correction of basis set su-

p erp osition errors. Journal of Computational Chemistry, 2

(1):73–82, Spring 1981. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Oliv ella:1984:EMC

[OUV84] San tiago Oliv ella, F elix Urpi, and Jaume Vilarrasa. Ev alua-

tion of MNDO calculated proton affinities. Journal of Com-

putational Chemistry, 5(3):230–236, June 1984. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P ascual-Ah uir:1987:EIS

[P ASTB87] J. L. P ascual-Ah uir, E. Silla, J. T omasi, and R. Bonaccorsi.

Electrostatic in teraction of a solute with a con tin uum. Im-

pro v ed description of the ca vit y and of the surface ca vit y

b ound c harge distribution. Journal of Computational Chem-

istry, 8(6):778–787, Septem b er 1987. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Phillips:1983:TRL

[PD83] Philip Phillips and Ernest R. Da vidson. Theory of the ra-

diativ e lifetime of the

3

B

1 state of SO

2

. Journal of Com-

putational Chemistry, 4(3):337–344, Autumn 1983. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P erry:1984:MIT

[P er84] W. L. P erry

. A monotone iterativ e tec hnique for solution

of pth order (p < 0) reaction–diffusion problems in p erme-

able catalysis. Journal of Computational Chemistry, 5(4):

353–357, August 1984. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

P ople:1982:SSA

[PFRS82] John A. P ople, Mic hael J. F risc h, Krishnan Ragha v ac hari,

and P aul V. R. Sc hley er. The structure and stabilit y of the

acet ylene dication. Journal of Computational Chemistry, 3

(4):468–470, Win ter 1982. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Pietro:1983:MOT

[PH83] William J. Pietro and W arren J. Hehre. Molecular orbital

theory of the prop erties of inorganic and organometallic com-

p ounds. 3. STO-3G basis sets for first- and second-ro w tran-

sition metals. Journal of Computational Chemistry, 4(2):

241–251, Summer 1983. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Price:1989:IDM

[PHG89] S. L. Price, R. J. Harrison, and M. F. Guest. An ab ini-

tio distributed m ultip ole study of the electrostatic p oten tial

around an undecap eptide cyclosp orin deriv ativ e and a com-

parison with p oin t c harge electrostatic mo dels. Journal of

Computational Chemistry, 10(4):552–567, June 1989. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

P anc henk o:1988:IV A

[PKB88] Y urii N. P anc henk o, Sergei V. Krasnoshc hiok o v, and

Charles W. Bo c k. Ab initio vibrational analysis of three ro-

tamers of 2-prop en-1-imine, H

2

C

= =

CH

− −

HC

= =

N

− −

H,

and methanimine, H

2

C

= =

N

− −

H. Journal of Computa-

tional Chemistry, 9(5):443–454, July 1988. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P elissier:1988:OCE

[PKD88] M. P elissier, N. Komiha, and J. P

. Daudey

. One-cen ter expan-

sion for pseudop oten tial matrix elemen ts. Journal of Com-

putational Chemistry, 9(4):298–302, June 1988. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P ettersson:1987:BBP

[PL87] Ingrid P ettersson and T omm y Liljefors. Benzene-b enzene

(phen yl-phen yl) in teractions in MM2/MMP2 molecular me-

c hanics calculations. Journal of Computational Chemistry,

8(8):1139–1145, Decem b er 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

P attabiraman:1985:CGR

[PLFL85] N. P attabiraman, M. Levitt, T. E. F errin, and R. Langridge.

Computer graphics in real-time do c king with energy calcula-

tion and minimization. Journal of Computational Chemistry,

6(5):432–436, Octob er 1985. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

P oirier:1986:SCS

[PMZ86] Ra ymond A. P oirier, Dariush Ma jlessi, and Theresa J.

Zielinski. An SCF and CI study of the 1,3 shift in the

HX

− −

CH

= =

Y

⇀

↽ X

= =

CH

− −

YH iso electronic series: X,

Y = CH

2

, NH, and O. Journal of Computational Chem-

istry, 7(4):464–475, August 1986. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

P ottle:1980:CAP

[PPT

+

80] C. P ottle, M. S. P ottle, R. W. T uttle, R. J. Kinc h, and H. A.

Sc heraga. Conformational analysis of proteins: Algorithms

and data structures for arra y pro cessing. Journal of Com-

putational Chemistry, 1(1):46–58, Spring 1980. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

P almieri:1983:EO A

[PPV83] P . P almieri, G. P oggi, and J. V rbancic h. Electronic opti-

cal activit y of (-)-α -phellandrene. Journal of Computational

Chemistry, 4(2):260–266, Summer 1983. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Pross:1980:T AS

[PR80] Addy Pross and Leo Radom. A theoretical approac h to

substituen t effects. Structural consequences of electrostatic

and orbital in teractions in mo del mono- and disubstituted

methanes. Journal of Computational Chemistry, 1(3):295–

300, Autumn 1980. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Pietila:1984:PCC

[PR84] Lars-Olof Pietil¨ a and Kjeld Rasm ussen. A program for cal-

culation of crystal conformations of flexible molecules using

con v ergence acceleration. Journal of Computational Chem-

istry, 5(3):252–260, June 1984. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

P onder:1987:ENL

[PR87] Ja y W. P onder and F rederic M. Ric hards. An efficien t

Newton-lik e metho d for molecular mec hanics energy mini-

mization of large molecules. Journal of Computational Chem-

istry, 8(7):1016–1024, Octob er 1987. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

P oirier:1987:ASL

[PS87] Ra ymond A. P oirier and P ´ eter R. Surj´ an. The application

of strictly lo calized geminals to the description of c hemical

b onds. Journal of Computational Chemistry, 8(4):436–441,

June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

P ople:1980:SCT

[PSSS80] John A. P ople, Ute Seeger, Rolf Seeger, and P aul V. R.

Sc hley er. The structure of carb on trio xide. Journal of Com-

putational Chemistry, 1(2):199–203, Summer 1980. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Profeta:1989:SAM

[PUC89] Salv atore Profeta Jr., Ra y omand J. Un w alla, and F rank K.

Cartledge. Simple alkyldisilanes: MM2 and ab initio studies

of their structures and barriers to rotation. Journal of Com-

putational Chemistry, 10(1):99–103, Jan uary 1989. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Pula y:1982:ISC

[Pul82] P

. Pula y . Impro v ed SCF con v ergence acceleration. Journal of

Computational Chemistry, 3(4):556–560, Win ter 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Profeta:1986:CRP

[PUNC86] Salv atore Profeta Jr., Ra y omand J. Un w alla, Binh T.

Nguy en, and F rank K. Cartledge. A comparison of the ro-

tational p oten tial functions in butane, prop ylsilane, eth yl-

meth ylsilane, and 1,2-disilylethane: Ab initio and MM2 re-

sults. Journal of Computational Chemistry, 7(4):528–538,

August 1986. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Putnam:1982:CMF

[PV82a] B. F. Putnam and L. L. V an Zandt. Calculation of macro-

molecular force constan ts. Journal of Computational Chem-

istry, 3(3):297–304, Autumn 1982. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Putnam:1982:PNV

[PV82b] B. F. Putnam and L. L. V an Zandt. Planar and nonplanar

vibrations of cytosine. Journal of Computational Chemistry,

3(3):305–316, Autumn 1982. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

P asternak:1981:SSO

[PW81] R. P asternak and G. W agni ` ere. Semiempirical spin–orbit cou-

pling calculations. I. Theory and metho d. Benzophenone as a

test case. Journal of Computational Chemistry, 2(3):347–355,

Autumn 1981. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Randic:1989:CMP

[RHP89] Milan Randi ´ c, Haruo Hoso y a, and Osk ar E. P olansky

. On

the construction of the matc hing p olynomial for un branc hed

catacondensed b enzenoids. Journal of Computational Chem-

istry, 10(5):683–697, July 1989. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Ritc hie:1986:EV A

[Rit86] James P

. Ritc hie. The effects of vin ylic and allylic fluo-

rine substitution in iso-but ylene. Journal of Computational

Chemistry, 7(1):1–12, F ebruary 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Randha w a:1981:CSF

[RK81] H. S. Randha w a and J. L. Kap o or. CN stretc hing frequencies

in amide systems. Journal of Computational Chemistry, 2

(1):12–13, Spring 1981. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ralev:1985:UDC

[RKM

+

85] Nik olai Ralev, Sto y an Karabunarliev, Ov anes Mek en y an,

Danail Bonc hev, and Alexandru T. Balaban. Unique descrip-

tion of c hemical structures based on hierarc hically ordered ex-

tended connectivities (HOC pro cedures). VI I I. General prin-

ciples for computer implemen tation. Journal of Computa-

tional Chemistry, 6(6):587–591, Decem b er 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rico:1988:COE

[RLR88] J. F ern´ andez Rico, R. L´ op ez, and G. Ram ´ ırez. Calcula-

tion of the one-electron t w o-cen ter in tegrals with STOS us-

ing recurrence-based algorithms. Journal of Computational

Chemistry, 9(7):790–797, Octob er 1988. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rico:1989:IA C

[RLR89] J. F ern´ andez Rico, R. L´ op ez, and G. Ram ´ ırez. Impro v ed

algorithm for the calculation of one-electron t w o-cen ter in te-

grals with STOs. Journal of Computational Chemistry, 10

(7):869–874, Octob er 1989. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Ra vishank er:1986:CSF

[RMB86] G. Ra vishank er, M. Mezei, and D. L. Bev eridge. Confor-

mational stabilit y and flexibilit y of the ala dip eptide in free

space and w ater: Mon te Carlo computer sim ulation stud-

ies. Journal of Computational Chemistry, 7(3):345–348, June

1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Randic:1986:SPC

[R OK86] Milan Randi ´ c, Da vid O. Oakland, and Douglas J. Klein.

Symmetry prop erties of c hemical graphs. IX. The v alence

tautomerism in the P

3−

7 sk eleton. Journal of Computational

Chemistry, 7(1):35–54, F ebruary 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Rouvra y:1987:MCP

[Rou87] Dennis H. Rouvra y . The mo deling of c hemical phenomena

using top ological indices. Journal of Computational Chem-

istry, 8(4):470–480, June 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Rauk:1980:ESO

[RP80] Arvi Rauk and H. Allan P eoples. The electronic structure

and optical activit y of conjugated dienes: 1,3-Butadiene and

α- and β -phellandrene. Journal of Computational Chemistry,

1(3):240–256, Autumn 1980. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Rico:1983:RHFb

[RP AF83] J. F ern´ andez Rico, M. P aniagua, J. I. F ern´ andez Alonso,

and P . F an tucci. Restricted Hartree–F o c k appro ximation.

I I. Computational asp ects of the direct minimization pro-

cedure. Journal of Computational Chemistry, 4(1):41–47,

Spring 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). Chec k garbled author names??

Rico:1986:MMT

[RPD

+

86] J. F ern´ andez Rico, M. P aniagua, J. M. Garc ´ ıa De La V ega,

J. I. F ern´ andez-alonso, and P . F an tucci. A minimal m ulticon-

figurational tec hnique. Journal of Computational Chemistry,

7(2):201–207, April 1986. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Rothstein:1987:TSE

[RPV87] Stuart M. Rothstein, Nara y an P atil, and Jan V rbik. Time

step error in diffusion Mon te Carlo sim ulations: an empirical

study

. Journal of Computational Chemistry, 8(4):412–419,

June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Ra yc haudh ury:1984:DIS

[RR G

+

84] C. Ra yc haudh ury , S. K. Ra y , J. J. Ghosh, A. B. Ro y , and

S. C. Basak. Discrimination of isomeric structures using in-

formation theoretic top ological indices. Journal of Compu-

tational Chemistry, 5(6):581–588, Decem b er 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ragha v ac hari:1986:GPN

[RRH86] Krishnan Ragha v ac hari, W. D. Reen ts Jr., and R. C. Had-

don. Gas-phase nitrosation of b enzene: Theoretical in v esti-

gations. Journal of Computational Chemistry, 7(3):265–273,

June 1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Rubio:1988:DIM

[RRI88] J. Rubio, J. M. Ricart, and F. Illas. Doublet instabilit y

and the molecular structure of AlO

2

. Journal of Compu-

tational Chemistry, 9(8):836–843, Decem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Redfern:1985:EA U

[RS85] P aul Redfern and Stev e Sc heiner. Effects of alkylation up on

the proton affinities of nitrogen and o xygen bases. Journal of

Computational Chemistry, 6(3):168–172, June 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ruelle:1987:TSM

[Rue87] P

. Ruelle. Theoretical study on the mec hanism of the ther-

mal decarb o xylation of acrylic and b enzoic acids. Mo dels for

aqueous solution. Journal of Computational Chemistry, 8(2):

158–169, Marc h 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Ruttink:1985:UPT

[R V85] P

. J. A. Ruttink and M. M. M. V an Sc haik. On the use of p er-

turbation theory corrections to n umerically selected MRDCI

calculations. Journal of Computational Chemistry, 6(2):88–

92, April 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Randic:1987:GG

[R WKH87] Milan Randi ´ c, W a yne L. W o o dw orth, Alexander F. Kleiner,

and Haruo Hoso y a. Graph generators. Journal of Compu-

tational Chemistry, 8(4):522–535, June 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sprague:1980:GMM

[SA80] Joseph T. Sprague and Norman L. Allinger. Graphite: a

molecular mec hanics treatmen t. Journal of Computational

Chemistry, 1(3):257–260, Autumn 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc hmitz:1988:SHH

[SAF88] La wrence R. Sc hmitz, Norman L. Allinger, and Kenneth M.

Flurc hic k. The step wise heats of h ydrogenation of barrelene,

an ab initio study

. Journal of Computational Chemistry, 9

(4):281–287, June 1988. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Symp osia:1982:A

[San82] Sanib el Symp osia. Announcemen ts. Journal of Computa-

tional Chemistry, 3(4):605, Win ter 1982. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc hmitz:1988:RA C

[SAP88] La wrence R. Sc hmitz, Norman L. Allinger, and Salv atore

Profeta Jr. Rotation around the C1 C2 b ond of prop ylamine,

an ab initio study

. Journal of Computational Chemistry, 9

(5):460–464, July 1988. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sidrak:1987:OCO

[SAS87] Y ousry L. Sidrak and A. Ab oul-Seoud. An ob jectiv e

computer-orien ted metho d for the calculation of formation

constan ts from the formation function. A w eigh ted least-

squares curv e fitting. Journal of Computational Chemistry, 8

(5):575–580, July 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Saunders:1989:SSC

[Sau89] Martin Saunders. Sto c hastic searc h for the conformations of

bicyclic h ydro carb ons. Journal of Computational Chemistry,

10(2):203–208, Marc h 1989. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sanz:1988:TCP

[SA V88] Ja vier F ern´ andez Sanz, Julio Anguiano, and Jaume Vilarrasa.

Theoretical calculations of proton affinities of azines. Predic-

tion of the relativ e basicities and preferred protonation sites.

Journal of Computational Chemistry, 9(7):784–789, Octob er

1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sax:1985:PCS

[Sax85] Alexander F. Sax. Pseudop oten tial calculations on Si

2

H

6 and

Si

2

H

4

. Journal of Computational Chemistry, 6(5):469–477,

Octob er 1985. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Spiek ermann:1982:CCV

[SBS82] M. Spiek ermann, D. Bougeard, and B. Sc hrader. Coupled

calculations of vibrational frequencies and in tensities. I I I. IR

and Raman sp ectra of eth ylene o xide and eth ylene sulfide.

Journal of Computational Chemistry, 3(3):354–362, Autumn

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Spitznagel:1982:SMA

[SCCvRS82] G ¨ un ther W. Spitznagel, Timoth y Clark, Ja y araman Chan-

drasekhar, and P aul v on Ragu ´ e Sc hley er. Stabilization of

meth yl anions b y first-ro w substituen ts. The sup eriorit y of

diffuse function-augmen ted basis sets for anion calculations.

Journal of Computational Chemistry, 3(3):363–371, Autumn

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sc harfen b erg:1982:IME

[Sc h82a] P eter Sc harfen b erg. An impro v ed metho d for the ev aluation

of transition states. Journal of Computational Chemistry, 3

(3):277–282, Autumn 1982. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sc hlegel:1982:OEG

[Sc h82b] H. Bernhard Sc hlegel. Optimization of equilibrium geome-

tries and transition structures. Journal of Computational

Chemistry, 3(2):214–218, Summer 1982. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc helly:1986:BRB

[Sc h86] Z. A. Sc helly

. Bo ok review: Physic al chemistry on a micr o-

c omputer, b y J. H. Noggle, Little, Bro wn and Co., Boston,

239 pp. price: $12.95 (1985). Journal of Computational

Chemistry, 7(6):761, Decem b er 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc hlic k:1988:MSG

[Sc h88] T amar Sc hlic k. A mo dular strategy for generating start-

ing conformations and data structures of p olyn ucleotide he-

lices for p oten tial energy calculations. Journal of Compu-

tational Chemistry, 9(8):861–889, Decem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc hlic k:1989:RED

[Sc h89] T amar Sc hlic k. A recip e for ev aluating and differen tiating

cos φ expressions. Journal of Computational Chemistry, 10

(7):951–956, Octob er 1989. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Stew art:1982:FSC

[SCP82] J. J. P

. Stew art, P

. Cs´ asz´ ar, and P

. Pula y . F ast semiempirical

calculations. Journal of Computational Chemistry, 3(2):227–

228, Summer 1982. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Spitznagel:1987:EPD

[SCvRSH87] G ¨ un ther W. Spitznagel, Timoth y Clark, P aul v on Ragu ´ e Sc hley er,

and W arren J. Hehre. An ev aluation of the p erformance

of diffuse function-augmen ted basis sets for second ro w el-

emen ts, Na-Cl. Journal of Computational Chemistry, 8(8):

1109–1116, Decem b er 1987. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Stew art:1987:SEC

[SDB87] James J. P

. Stew art, Larry P

. Da vis, and Larry W.

Burggraf. Semi-empirical calculations of molecular tra jec-

tories: Metho d and applications to some simple molecular

systems. Journal of Computational Chemistry, 8(8):1117–

1123, Decem b er 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sanathanan:1987:SDR

[SDKM87] Lilly Sanathanan, Elizab eth Danaher, Ki-Hw an Kim, and

Yv onne Martin. Systematic drug receptor mapping: a new

approac h to the analysis of conformational energy calcula-

tions of flexible molecules with application to dopaminergic

and adrenergic agonists. Journal of Computational Chem-

istry, 8(8):1075–1083, Decem b er 1987. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic). See correc-

tion [Ano88c ].

Seel:1982:QOD

[SDL82] M. Seel, G. Del Re, and J. Ladik. Quasi-one-dimensional

systems and lo calized defects: Some results of the Green’s

matrix formalism. Journal of Computational Chemistry, 3

(4):451–467, Win ter 1982. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Seeger:1981:PPM

[See81] Rolf Seeger. P arallel pro cessing on minicomputers: a p o w-

erful to ol for quan tum c hemistry

. Journal of Computational

Chemistry, 2(2):168–176, Summer 1981. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Senn:1987:NEA

[Sen87] P eter Senn. A note on the efficien t and accurate computation

of the phase functions φ and χ in semiclassical appro xima-

tions. Journal of Computational Chemistry, 8(7):965–971,

Octob er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

not easily amenable to exp erimen t. 38. Structural and con-

formational in v estigations of propanoic, 2-meth ylpropanoic,

and butanoic acid. Journal of Computational Chemistry, 5

(5):451–456, Octob er 1984. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Sax:1988:MSC

[SKJ88] Alexander F. Sax, Josef Kalc her, and Rudolf Janosc hek. MC–

SCF and CI calculations on four isomers of Si

6

H

6

. Journal of

Computational Chemistry, 9(5):564–577, July 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc hafer:1985:ISS

[SKV

+

85] Lothar Sc h¨ afer, V. J. Klimk o wski, C. V an Alseno y, J. D.

Ewbank, and J. N. Scarsdale. Ab initio studies of structural

features not easily amenable to exp erimen t. 42. Molecular

geometries and conformational analysis of meth ylbutanoate.

Journal of Computational Chemistry, 6(1):61–67, F ebruary

1985. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sc hneider:1981:EIT

[SL81] W. J. Sc hneider and J. J. Ladik. On efficien t in tegration

tec hniques for oscillatory in tegrals in p erio dic system calcu-

lations. Journal of Computational Chemistry, 2(4):376–383,

Win ter 1981. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sa w aryn:1983:ENE

[SLB83] Andrezej Sa w aryn, Bernd Leps, and Hans Bradaczek. En-

ergetics of the neigh b or exclusion mo del of in tercalation.

Journal of Computational Chemistry, 4(3):333–336, Autumn

1983. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sonnensc hein:1986:TRM

[SLC86] Roland Sonnensc hein, Aatto Laaksonen, and Enrico Clemen ti.

The treatmen t of rotational motion in molecular dynamics.

Journal of Computational Chemistry, 7(5):645–647, Octob er

1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sok alski:1986:NAA

[SLR

+

86] W. A. Sok alski, A. H. Lo wrey

, S. Roszak, V. Lew c henk o,

J. Blaisdell, P

. C. Hariharan, and Jo yce J. Kaufman. Nonem-

pirical atom-atom p oten tials for main comp onen ts of in-

termolecular in teraction energy

. Journal of Computational

Chemistry, 7(5):693–700, Octob er 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sriv asta v a:1980:ESB

[SM80] S. K. Sriv asta v a and P

. C. Mishra. Electronic structure of

b enzaldeh yde: a comparativ e study of the lo w est excited sin-

glet π

∗

← π and π

∗

← n states. Journal of Computational

Chemistry, 1(3):288–294, Autumn 1980. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sotomatsu:1989:CAS

[SMF89] T omok o Sotomatsu, Y oshiyuki Murata, and T oshio F ujita.

Correlation analysis of substituen t effects on the acidit y of

b enzoic acids b y the AM1 metho d. Journal of Computational

Chemistry, 10(1):94–98, Jan uary 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Streit wieser:1987:SBS

[SMG87] Andrew Streit wieser Jr., Rob ert S. McDo w ell, and Rainer

Glaser. A study of basis set effects on structures and elec-

tronic structures of phosphine o xide and fluorophosphine

o xide. Journal of Computational Chemistry, 8(6):788–793,

Septem b er 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sak ai:1987:MPMa

[SMKH87a] Y oshik o Sak ai, Eisaku Miy oshi, Mariusz Klobuk o wski, and

Sigeru Huzinaga. Mo del p oten tials for molecular calculations.

I. The sd-MP set for transition metal atoms Sc through Hg.

Journal of Computational Chemistry, 8(3):226–255, April

1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sak ai:1987:MPMb

[SMKH87b] Y oshik o Sak ai, Eisaku Miy oshi, Mariusz Klobuk o wski, and

Sigeru Huzinaga. Mo del p oten tials for molecular calcula-

tions. I I. The spd-MP set for transition metal atoms Sc

through Hg. Journal of Computational Chemistry, 8(3):256–

264, April 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sanc hez-Marin:1985:SMS

[SMOT85] J. S´ anc hez-Mar ´ ın, E. Ort ´ ı, and F. T om´ as. Study of a medium-

size biological molecular asso ciation b y means of a pair p oten-

tial semiempirical approac h: β -carb oline–lumifla vin. Journal

of Computational Chemistry, 6(5):441–446, Octob er 1985.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Smey ers:1987:CTS

[SN87] Yv es G. Smey ers and A. Ni ~ no. Character tables and symme-

try eigen v ectors for t w o C

3v rotor molecular systems. Journal

of Computational Chemistry, 8(4):380–388, June 1987. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Sanjeevi:1983:MSA

[SNR83] R. Sanjeevi, R. Nagara jan, and V. Sri Ram. Multicollinear-

it y and some applications in biological c hemistry

. Journal of

Computational Chemistry, 4(3):362–365, Autumn 1983. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Sc hlic k:1987:PTN

[SO87] T amar Sc hlic k and Mic hael Ov erton. A p o w erful truncated

Newton metho d for p oten tial energy minimization. Journal

of Computational Chemistry, 8(7):1025–1039, Octob er 1987.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

San y al:1986:IESa

[SOR86a] Nitish K. San y al, Ra jendra Prasad Ojha, and M. Ro yc houd-

h ury . In teraction energy studies of p yrrolop yrimidine n u-

cleoside an tibiotics-to y o cam ycin. Journal of Computational

Chemistry, 7(1):13–19, F ebruary 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

San y al:1986:IESb

[SOR86b] Nitish K. San y al, Ra jendra Prasad Ojha, and M. Ro yc houd-

h ury . In teraction energy studies of p yrrolop yrimidine n u-

cleoside an tibiotics: T ub ercidin. Journal of Computational

Chemistry, 7(1):20–29, F ebruary 1986. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

San y al:1987:IES

[SOR87] Nitish K. San y al, Ra jendra Prasad Ojha, and M. Ro yc houd-

h ury . In teraction energy studies of 8-azapurine during tran-

scription. Journal of Computational Chemistry, 8(3):272–

280, April 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

San y al:1986:IESc

[SOR

T86] Nitish K. San y al, Ra jendra Prasad Ojha, M. Ro yc houdh ury ,

and S. N. Tiw ari. In teraction energy studies of p yrrolop yrim-

idine n ucleoside an tibiotics: Sangiv am ycin. Journal of Com-

putational Chemistry, 7(1):30–34, F ebruary 1986. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc hlic k:1987:ASE

[SPBO87] T amar Sc hlic k, Charles P eskin, Suse Bro yde, and Mic hael

Ov erton. An analysis of the structural and energetic prop er-

ties of deo xyrib ose b y p oten tial energy metho ds. Journal of

Computational Chemistry, 8(8):1199–1224, Decem b er 1987.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

San y al:1987:CSS

[SRKT87] Nitish K. San y al, M. Ro yc houdh ury , Ka vita R. Ruhela (Km),

and Sugriv a Nath Tiw ari. Configurational sp ecificit y of stac k-

ing in teractions in DNA base pairs: a computational analy-

sis. Journal of Computational Chemistry, 8(5):604–617, July

1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Scarsdale:1988:MMN

[SRPY88] J. N. Scarsdale, P

. Ram, J. H. Prestegard, and R. K. Y u. A

molecular mec hanics-NMR pseudo energy approac h to the so-

lution conformation of glycolipids. Journal of Computational

Chemistry, 9(2):133–147, Marc h 1988. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sapse:1981:ISG

[SS81] A. M. Sapse and A. San toro. An ab initio study of the guani-

dinium fragmen ts in tetro doto xin and saxito xin. Journal of

Computational Chemistry, 2(4):363–367, Win ter 1981. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Szamosi:1984:TMD

[SS84] Janos Szamosi and Z. A. Sc helly . T reatmen t of m ultiexp onen-

tial deca y data b y the metho d of zero determinan ts. Journal

of Computational Chemistry, 5(2):182–185, April 1984. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Scarsdale:1982:ISS

[SSSA82] J. N. Scarsdale, H. L. Sellers, Lothar Sc h¨ afer, and Nor-

man L. Allinger. Ab initio studies of structural features not

easily amenable to exp erimen t. 22. Structural asp ects of a

long-c hain h ydro carb on (n-nonane) and a study of the trans-

ferabilit y of electronic effects through C

− −

C single b onds.

Journal of Computational Chemistry, 3(2):269–272, Summer

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sc h w eig:1980:CHC

[ST80] Armin Sc h w eig and W alter Thiel. The C

4

H

4

CO p oten tial sur-

face. Reactions in v olving bicyclo[2.1.0]p en tenone. Journal of

Computational Chemistry, 1(2):129–133, Summer 1980. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Shillady:1982:SSA

[ST82] Donald D. Shillady and Da vid B. T alley

. Spherically symmet-

ric axial Gaussian lob e 3d and 4f orbitals. Journal of Com-

putational Chemistry, 3(2):130–134, Summer 1982. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc h w enk e:1987:CCR

[ST87] Da vid W. Sc h w enk e and Donald G. T ruhlar. Con v erged

calculations of rotational energy transfer in HF HF colli-

sions. Journal of Computational Chemistry, 8(4):282–290,

June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sabio:1989:VTG

[ST89] Mic hael Sabio and Sid T opiol. 3s- v ersus 1s-t yp e Gaussian

primitiv es: Mo difications of the 3-21G(*) basis set for the

sulfur atom. Journal of Computational Chemistry, 10(5):660–

672, July 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Stew art:1989:OPSa

[Ste89a] James J. P

. Stew art. Optimization of parameters for semiem-

pirical metho ds I. Metho d. Journal of Computational Chem-

istry, 10(2):209–220, Marc h 1989. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Stew art:1989:OPSb

[Ste89b] James J. P

. Stew art. Optimization of parameters for semiem-

pirical metho ds I I. Applications. Journal of Computational

Chemistry, 10(2):221–264, Marc h 1989. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sak ai:1981:SPNa

[STH81a] Y oshik o Sak ai, Hiroshi T atew aki, and Sigeru Huzinaga. A

systematic preparation of new con tracted Gaussian-t yp e or-

bital sets. V. F rom Na through Ca. Journal of Computational

Chemistry, 2(1):100–107, Spring 1981. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sak ai:1981:SPNb

[STH81b] Y oshik o Sak ai, Hiroshi T atew aki, and Sigeru Huzinaga. A

systematic preparation of new con tracted Gaussian-t yp e or-

bital sets. VI. Ab initio calculation on molecules con taining

Na through Cl. Journal of Computational Chemistry, 2(1):

108–125, Spring 1981. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sak ai:1982:SPN

[STH82] Y oshik o Sak ai, Hiroshi T atew aki, and Sigeru Huzinaga. A

systematic preparation of new con tracted Gaussian-t yp e or-

bital sets. VI I I. MINI-1 and MIDI-1 sets for Ga through Cd.

Journal of Computational Chemistry, 3(1):6–13, Spring 1982.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Streit wieser:1985:BRB

[Str85] A. Streit wieser Jr. Bo ok review: A b initio mole cular or-

bital c alculations for chemists, b y W. G. Ric hards and D.

L. Co op er, 2nd ed., Clarendon, Oxford, 1983. Journal of

Computational Chemistry, 6(1):76, F ebruary 1985. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sprague:1987:MCM

[STY

A87] Joseph T. Sprague, Julia C. T ai, Y oung Y uh, and Norman L.

Allinger. The MMP2 calculational metho d. Journal of Com-

putational Chemistry, 8(5):581–603, July 1987. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Stank evitc h:1988:CMA

[STZ88] M. I. Stank evitc h, S. S. T ratc h, and N. S. Zefiro v. Com bina-

torial mo dels and algorithms in c hemistry

. Searc h for isomor-

phisms and automorphisms of molecular graphs. Journal of

Computational Chemistry, 9(4):303–314, June 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Sc hafer:1981:ISS

[SVS

+

81] Lother Sc h¨ afer, C. V an Alseno y, J. N. Scarsdale, V. J.

Klimk o wski, and J. D. Ewbank. Ab initio studies of struc-

tural features not easily amenable to exp erimen t. 18. Confor-

mational analysis and molecular structure of glycine meth yl

ester. Journal of Computational Chemistry, 2(4):410–413,

Win ter 1981. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Spangler:1983:DCT

[SWM83] Dale Spangler, Ian Henderson Williams, and Gerald M. Mag-

giora. Determination and c haracterization of a transition

structure for w ater–formaldeh yde addition. Journal of Com-

putational Chemistry, 4(4):524–541, Win ter 1983. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Szok e:1987:OME

[Sz¨ o87] J. Sz¨ ok e. Optimized metho d for the ev aluation of the con v o-

lutionally distorted deca y curv es. Journal of Computational

T opiol:1987:CUM

[T op87] Sid T opiol. Comparison of the use of the MNDO and

MINDO/3 metho ds with ab initio metho ds to study tau-

tomerism in histamine, 2- and 4-meth ylhistamine. Journal of

Computational Chemistry, 8(2):142–148, Marc h 1987. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

T osi:1984:QMS

[T os84] Camillo T osi. A quan tum mec hanical study of the equilibrium

b et w een 1,4- and 1,6-dialkylcyclo o ctatetraenes. Journal of

Computational Chemistry, 5(3):248–251, June 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

T rindle:1982:BRB

[T ri82] Carl O. T rindle. Bo ok review: A n intr o duction to P

ASCAL

for scientists, James W. Co op er (Wiley-In terscience, New

Y ork, 1981). Journal of Computational Chemistry, 3(2):273,

Summer 1982. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T rindle:1984:MAI

[T ri84] Carl T rindle. Micro computer-aided instruction and researc h

in group theory

. Journal of Computational Chemistry, 5(2):

162–169, April 1984. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

T rindle:1987:AMC

[T ri87] Carl T rindle. Application of the MuMA

TH computer algebra

system to sets of first order kinetic equations of significance

in c hemistry

. Journal of Computational Chemistry, 8(4):442–

447, June 1987. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T rindle:1988:QMP

[T ri88] Carl T rindle. Quan tum mec hanics of pseudorotation in ring

systems: an application of the MuMA

TH sym b olic algebra

system. Journal of Computational Chemistry, 9(4):336–342,

June 1988. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Titc hener:1983:DEA

[TS83] M. R. Titc hener and R. M. Stimpfle. Digital em ulation

of analog computer tec hniques for the solution of kinetic

systems. Journal of Computational Chemistry, 4(1):58–67,

Spring 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T atew aki:1981:SPNa

[TSH81a] Hiroshi T atew aki, Y oshik o Sak ai, and Sigeru Huzinaga. A

systematic preparation of new con tracted Gaussian-t yp e or-

bital sets. IV. The effect of additional 3s functions in tro duced

b y the use of the six-mem b ered 3d GTOs. Journal of Com-

putational Chemistry, 2(1):96–99, Spring 1981. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

T atew aki:1981:SPNb

[TSH81b] Hiroshi T atew aki, Y oshik o Sak ai, and Sigeru Huzinaga. A

systematic preparation of new con tracted Gaussian-t yp e or-

bital sets. VI I. MINI-3, MINI-4, MIDI-3, and MIDI-4 sets

for transition metal atoms. Journal of Computational Chem-

istry, 2(3):278–286, Autumn 1981. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Tse-Tsai:1981:SMC

[TTZW GQK C81] Li Tse-Tsai, Shi Zheng-W en, Zhou Guo-Qiang, and Chou

Kuo-Chen. A semianalytic metho d for computing the con-

cen tration distribution in enzyme–substrate fast reaction sys-

tems. Journal of Computational Chemistry, 2(3):273–277,

Autumn 1981. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Tseng:1981:SXS

[TW81] T. J. Tseng and M. A. Whitehead. SCF–Xα-SW calcula-

tion on the molecule N

2 using theoretical α

ta

. Journal of

Computational Chemistry, 2(1):38–40, Spring 1981. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Tseng:1982:LMO

[TW82] T. J. Tseng and M. A. Whitehead. Lo calized molecular or-

bital energies within the CNDO /BW form ulation. Journal of

Computational Chemistry, 3(4):552–555, Win ter 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

V anAlseno y:1988:ICL

[V an88] C. V an Alseno y. Ab initio calculations on large molecules: the

m ultiplicativ e in tegral appro ximation. Journal of Computa-

tional Chemistry, 9(6):620–626, Septem b er 1988. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

V enanzi:1989:MMA

[V CZB89] Carol A. V enanzi, Preston M. Canzius, Zhifeng Zhang, and

Jeffrey D. Bunce. A molecular mec hanics analysis of molec-

ular recognition b y cyclo dextrin mimics of α-c h ymotrypsin.

Journal of Computational Chemistry, 10(8):1038–1052, De-

cem b er 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V edani:1986:EPF

[VDD86] Angelo V edani, Max Dobler, and Jac k D. Dunitz. An em-

pirical p oten tial function for metal cen ters: Application to

molecular mec hanics calculations on metalloproteins. Journal

of Computational Chemistry, 7(6):701–710, Decem b er 1986.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

v andeGraaf:1984:LMM

[vdGB84] B. v an de Graaf and J. M. A. Baas. The Lagrange m ulti-

plier metho d for manipulating geometries. Implemen tation

and applications in molecular mec hanics. Journal of Com-

putational Chemistry, 5(4):314–321, August 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

V edani:1988:YIM

[V ed88] Angelo V edani. YETI: an in teractiv e molecular mec hanics

program for small-molecule protein complexes. Journal of

Computational Chemistry, 9(3):269–280, April 1988. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

V erw o erd:1982:MCS

[V er82] W. S. V erw o erd. MNDO calculations of silicon-con taining

molecules. Journal of Computational Chemistry, 3(3):445–

450, Autumn 1982. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

V o ets:1989:TSP

[VFM

+

89] R. V o ets, J.-P . F ran¸ cois, J. M. L. Martin, J. Mullens, J. Yp er-

man, and L. C. V an P ouc k e. Theoretical study of the proton

affinities of 2-, 3-, and 4-monosubstituted p yridines in the

gas phase b y means of MINDO/3, MNDO, and AM1. Jour-

nal of Computational Chemistry, 10(4):449–467, June 1989.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

v anGunsteren:1984:SNC

[vGBC

+

84] W. F. v an Gunsteren, H. J. C. Berendsen, F. Colonna,

D. P erahia, J. P

. Hollen b erg, and D. Lellouc h. On searc hing

neigh b ors in computer sim ulations of macromolecular sys-

tems. Journal of Computational Chemistry, 5(3):272–279,

June 1984. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

V anGunsteren:1980:MCE

[VK80] W. F. V an Gunsteren and M. Karplus. A metho d for con-

strained energy minimization of macromolecules. Journal of

Computational Chemistry, 1(3):266–274, Autumn 1980. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

V anAlseno y:1989:GOG

[VLG89] C. V an Alseno y, A. T. H. Lenstra, and H. J. Geise. The

gradien t-optimized geometry of halop eridol at the 4-21G

lev el. Journal of Computational Chemistry, 10(3):302–308,

April 1989. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Visw anadhan:1986:CAS

[VM86] V. N. Visw anadhan and W a yne L. Mattice. Conforma-

tional analysis of the sixteen C(4)–C(6) and C(4)–C(8) link ed

dimers of (+)-catec hin and (-)-epicatec hin. Journal of Com-

putational Chemistry, 7(6):711–717, Decem b er 1986. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Viruela-Martin:1986:MSR

[VMNGTVM86] P

. M. Viruela-Mart ´ ın, I. Neb ot-Gil, F. T om´ as, and

R. Viruela-Mart ´ ın. MINDO/3 study of the rearrangemen t of

1-meth ylcyclohexyl cation to 1,2-dimeth ylcyclop en t yl cation.

Journal of Computational Chemistry, 7(4):417–427, August

1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sc hley er:1986:BRA

[vRS86] P aul v on Ragu ´ e Sc hley er. Bo ok review: Arc hiv es, bibliogra-

phies, and data bases: Ho w to searc h the ab initio quan tum

c hemistry literature. Journal of Computational Chemistry, 7

(3):380–383, June 1986. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Sc hley er:1986:RSL

[vRSSRH86] P aul v on Ragu ´ e Sc hley er, Andrzej Sa w aryn, Alan E. Reed,

and P a v el Hobza. The remark able structure of lithium

cy anide/iso cy anide. Journal of Computational Chemistry, 7

(5):666–672, Octob er 1986. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

V anAlseno y:1982:ISS

[VSS82] C. V an Alseno y, J. N. Scarsdale, and Lothar Sc h¨ afer. Ab ini-

tio studies of structural features not easily amenable to exp er-

imen t. 17. The molecular structures of some strained cyclic

h ydro carb ons and estimates of their strain energies. Journal

of Computational Chemistry, 3(1):53–61, Spring 1982. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Viers:1984:MSR

[VSSS84] Jimm y W. Viers, John C. Sc h ug, Mic hael D. Sto v all, and

Jeffrey I. Seeman. MNDO study of reaction path w a ys for

S

N

2 reactions. Mensc h utkin reaction p oten tial energy sur-

faces. Journal of Computational Chemistry, 5(6):598–605,

Decem b er 1984. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V enk atac halam:1983:TCA

[VU83] C. M. V enk atac halam and D. W. Urry

. Theoretical conforma-

tional analysis of the Gramicidin a transmem brane c hannel.

I. Helix sense and energetics of head-to-head dimerization.

Journal of Computational Chemistry, 4(4):461–469, Win ter

1983. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V enk atac halam:1984:T A G

[VU84] C. M. V enk atac halam and D. W. Urry

. Theoretical analy-

sis of gramicidin A transmem brane c hannel. I I. Energetics

of helical librational states of the c hannel. Journal of Com-

putational Chemistry, 5(1):64–71, F ebruary 1984. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

V enanzi:1988:CSB

[VV88] Thomas J. V enanzi and Carol A. V enanzi. A conformational

study of a biologically activ e conjugated syn-o xime. Jour-

nal of Computational Chemistry, 9(1):67–74, Jan uary 1988.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

V anHemelrijk:1981:AMS

[VVV

G81] D. V an Hemelrijk, W. V ersic hel, C. V an Alseno y, and H. J.

Geise. On the applicabilit y of the MINDO /3 metho d in

studies of molecular structures in the v ap or phase. Geome-

tries, conformational energies, and vibrational amplitudes of

alk enes and c hloroalk anes. Journal of Computational Chem-

istry, 2(1):63–72, Spring 1981. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Wirth:1980:TCC

[WB80] Da vid Wirth and Nathan L. Bauld. A theoretical comparison

of cationic and anionic homoaromaticit y: Reinforcemen t of

cationic homoaromaticit y b y σ -nonclassical effects. Journal

of Computational Chemistry, 1(2):189–191, Summer 1980.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

W atts:1988:PCM

[WD88] John D. W atts and Mic hel Dupuis. P arallel computation

of the Møller–Plesset second-order con tribution to the elec-

tronic correlation energy

. Journal of Computational Chem-

istry, 9(2):158–170, Marc h 1988. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

W enzel:1982:CIC

[W en82] Klaus B. W enzel. Configuration in teraction (CI): Appro xi-

mate inclusion of fourfold and threefold excitations, an appli-

cation of kno wledge engineering. Journal of Computational

Chemistry, 3(2):191–207, Summer 1982. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ertz:1982:BRB

[W er82] Da vid H. W ertz. Bo ok review: Distanc e ge ometry and c on-

formational c alculations, G. M. Cripp en. Researc h Studies

Press, Chic hester, New Y ork, 1981, 58 pp. Journal of Com-

putational Chemistry, 3(4):603, Win ter 1982. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ak o:1987:AR C

[W G87] Hiroshi W ak o and Nobuhiro G¯ o. Algorithm for rapid calcula-

tion of Hessian of conformational energy function of proteins

b y sup ercomputer. Journal of Computational Chemistry, 8

(5):625–635, July 1987. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Williams:1989:GTR

[W G89] Martin L. Williams and Jill E. Gready

. Guanidinium-t yp e

resonance stabilization and its biological implications. I. the

guanidine and extended-guanidine series. Journal of Com-

putational Chemistry, 10(1):35–54, Jan uary 1989. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Wib erg:1984:GEC

[Wib84] Kenneth B. Wib erg. Group equiv alen ts for con v erting ab

initio energies to en thalpies of formation. Journal of Compu-

tational Chemistry, 5(2):197–199, April 1984. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Wib erg:1986:BRB

[Wib86] Kenneth B. Wib erg. Bo ok review: A b Initio Mole cular Or-

bital The ory, b y W. J. Hehre, L. Radom, P

. v. R. Sc hley er,

and J. A. P ople, John Wiley

, New Y ork, 548pp. Price: $79.95

(1986). Journal of Computational Chemistry, 7(3):379, June

1986. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

1980. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Zuccarello:1987:TV O

[ZD87] F elice Zuccarello and Giusepp e Del Re. T o w ards a v alence-

orbital/b ond-orbital description of bio c hemical H-b onds from

ab initio calculations. Journal of Computational Chemistry,

8(6):816–825, Septem b er 1987. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Zielinski:1983:UHT

[Zie83] Theresa Julia Zielinski. Uracil–4-h ydro xyuracil tautomerism

revisited. Journal of Computational Chemistry, 4(3):345–

349, Autumn 1983. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zauhar:1988:R CM

[ZM88] R. J. Zauhar and R. S. Morgan. The rigorous computation

of the molecular electric p oten tial. Journal of Computational

Chemistry, 9(2):171–187, Marc h 1988. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zielinski:1984:EFF

[ZP84] Theresa Julia Zielinski and Ra ymond Alcide P oirier. Exam-

ination of formamide, formamidic acid, amidine dimers, and

the double proton transfer transition states in v olving these

dimers. Journal of Computational Chemistry, 5(5):466–470,

Octob er 1984. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zakrzewsk a:1985:OME

[ZP85] Kryst yna Zakrzewsk a and Alb erte Pullman. Optimized

monop ole expansions for the represen tation of the electro-

static prop erties of p olyp eptides and proteins. Journal of

Computational Chemistry, 6(4):265–273, August 1985. CO-

DEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zhou:1989:CSA

[ZP89] Xue-F eng Zhou and P eter Pula y . Characters for symmetric

and an tisymmetric higher p o w ers of represen tations: Appli-

cation to the n um b er of anharmonic force constan ts in sym-

metrical molecules. Journal of Computational Chemistry, 10

(7):935–938, Octob er 1989. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Zielinski:1982:ISC

[ZPCR82] Theresa Julia Zielinski, Mic hael R. P eterson, Imre G. Csiz-

madia, and Rob ert Rein. An ab initio study on the confor-

mations of protonated, neutral, and deprotonated amidine.

Journal of Computational Chemistry, 3(1):62–68, Spring

1982. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zielinski:1982:CSP

[ZPPC82] Theresa Julia Zielinski, Ra ymond Alcide P oirier, Mic hael Ro y

P eterson, and Imre G. Csizmadia. Conformational study of

protonated, neutral, and deprotonated formamide. Jour-

nal of Computational Chemistry, 3(4):477–485, Win ter 1982.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zielinski:1983:WMT

[ZPPC83] Theresa Julia Zielinski, Ra ymond Alcide P oirier, Mic hael Ro y

P eterson, and Imre G. Csizmadia. A w ater-mediated tau-

tomerism mec hanism in formamide and amidine. An ab initio

study

. Journal of Computational Chemistry, 4(3):419–427,

Autumn 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zaera:1981:MCS

[ZR81] F. Zaera and Isak Rusinek. Mon te Carlo sim ulation for inho-

mogeneous c hemical kinetics: Application to the Belouso v–

Zhab otinskii reaction. Journal of Computational Chemistry,

2(4):402–409, Win ter 1981. CODEN JCCHDD. ISSN 0192-

8651 (prin t), 1096-987X (electronic).

Zeiss:1983:CRN

[ZW83a] G. D. Zeiss and M. A. Whitehead. Comparison of RHF,

NDDO, and MOM molecular one-electron exp ectation v alues

calculated using w eigh ted and un w eigh ted STO–NG(ω ) basis

functions. Journal of Computational Chemistry, 4(1):48–52,

Spring 1983. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zeiss:1983:SDR

[ZW83b] G. D. Zeiss and M. A. Whitehead. Standard deviation in re-

duced errors (SDRE): a criterion to assess the relativ e o v erall

qualit y of appro ximate w a v efunctions. Journal of Computa-

tional Chemistry, 4(2):150–153, Summer 1983. CODEN JC-

CHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zeiss:1984:CRN

[ZW84] G. D. Zeiss and M. A. Whitehead. Comparison of the RHF,

NDDO, and MOM molecular one-electron exp ectation v al-

ues calculated using minim um basis sets with Slater, Burns,

Clemen ti, and BLMO exp onen ts. Journal of Computational

Chemistry, 5(2):207–215, April 1984. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).