A Complete Bibliograph y of Publications in The

International Journal of Quantum

Chemistry : 2020–2029

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: https://www.math.utah.edu/~beebe/

28 Ma y 2024

V ersion 1.09

Title w ord cross-reference

(n, m) [RA20]. (n = 8, 10) [MI20]. (x + y + z = 6) [KYL

+

20]. 1 [MSAD

A21].

12 [AJC

+

21, ZZZ20b]. 15 [JZL

+

21]. 18 [D

YG21, GYC20]. 1s2s3s [NdVVT22].

1s

2

[NZAH21]. 2 [BRB

+

21, EM21, KMK21, MKKA21, WWZ

+

20, W A W

+

21].

3 [JXL

+

21, MSS22, SRS21]. 38 [GZWL22]. 3d [DR

V20]. 3z [SK21]. 4

[MSAD

A21, YST

+

21]. 4d [DR

V20]. 4f [sLhZX

+

22]. 4f → 5d [GYC20]. 5

[BSH

+

21, JXL

+

21, LSS

+

21]. 5f [sLsHtW

+

23, sLLqX

+

23]. 6

[BA21, MSS22, QOM

+

20,

¨

UB20]. 60 [GZWL22]. 6π /2σ [ZFB

+

20]. 7 [MSS22].

8 [MSS22]. [3 + 2] [MSAD

A21, TXW

+

20]. [4 + 1] [KZ21, YYL21]. [4 + 2]

[LZ21, YYL21].

+

[Ari21, ABDD22, BA21, FK20, Iri21, JWZZ20, KWWZ20,

K C23, MSS22, MKD21, MM20, PCKP20, Shi21, SPR22, W an21].

+

2

[GRLH21].

−

[BFW

+

22, HDF

+

21, THL

+

21, WWW

C21].

1

[Cha21a, SSK20, SPR21, SPR22].

13

[Cha21a, GMRKMCMC21, SSK20, SK21].

19

[GZC21].

2+

1

[CLC

+

21, F

AJOF20, V CM

+

21, WDS

+

20].

2+/3+

[RR21].

2−

[SGWW22].

2

Π

[ASO

+

22].

3

[BESG22].

3

+ [SMK

+

23, MAHRA

+

21, SMK

+

23, TSHRS

+

20].

31

[GZC21].

4+

[WWKH22].

I I I

[SKR

+

21, WSSD21].

I V

[SKR

+

21].

n+

[QOM

+

20].

q +

[MSS22].

t

[V OK

+

20].

0

[W AM

+

20].

0.5

[K C23, YFX

+

22].

1

[NYX

+

21, W AM

+

20, XPZ20].

1−8

[Ko v20].

1−x

[ARRB

+

21, BB20, MT A

+

22, TMH21, ZYZ

+

21b].

−1

11

[Y an20].

12

[GZWL22, KMG22, PL20, SYD

+

23, YFX

+

22, dPZFM

+

22].

12−k

[SBKT23].

17

[SYD

+

23].

18

[ILPY

+

23, JXYL20].

2

[AAJ

+

23, AI I21, AMK

+

20, ARRB

+

21, BFW

+

22, BBAA21, BZP

+

20, BB20,

CSL

+

23, CXZ

+

21, CZGW22, CWL

+

22, CLLC21, DR

V20, EGLJQ

+

21, EB22,

FK20, F AB

+

23, F GW

+

22, GNC20, GSR

G22, GGUU21, GUUG23, HNO

+

21,

HLL20b, HYC

+

21, HZC21, IMJ21a, JZL

+

21, KD Y

+

22, KWWZ20, Kan21,

Kan22, KHK

+

23, Ko v20, K

C23, LLLL20, LLZC20, LHZG23, L YW

+

20,

LHL

+

21, L WH

+

21, LDS

+

23, LCY

+

23, LZL

+

21, LXWZ21, LZZ

+

20, MSS20,

MIA23, MZ23, MKM

+

20, MKD21, MZ21, MHS21, MBM

+

21, MHG

+

23,

MAK

+

22, NLA

+

21, dRNS21, NHH22, dA

OdASP

+

20, ONH

+

21, OGSPP

+

22,

P AS

+

21, P an20, P

ASS21, PVR20, PZGH

+

20, PLZT22, PR

C23, PP21,

QDC

+

22, QdOdMC

+

21, R CM

+

22, RS21, RS23, RKA

+

21, RINHY20, RHS

+

21,

RSM

+

22, RNRBF

C21, Ro y20, SSIE20, SSEI21, SSIE21, SIM23, SPF

+

22,

SGWW22, SUG20, SCY

+

23, TXW

+

20, TWT

+

21, TCX

+

22, UP20,

¨

UB20,

VNK

+

23, WLP

+

20, WDS

+

20, WXL

+

21, WZL

+

21, WXHX22, W CM

+

23].

2

[W CZ

+

20, W OE

+

22, W A W

+

21, XPZ20, XHX

+

20, X QJ

+

21, XWS

+

22, Y an21,

Y an20, YST

+

21, YZD

+

21, YCL

+

23, YZL

+

21b, ZZZ

+

20a, ZCL

+

22, ZZL

Y22,

tZNb

+

22].

20

[Ari21, JXYL20, TWT

+

21].

20−k

[SBKT23].

21

[ELH20].

(−1)

2

[GNC20].

+

2

[Dau21, MM21].

2+

2

[Y an20].

2d

[GMRKMCMC21].

2n

[LCT

+

22].

3

[AAM

+

20, BPB

+

20, CSL

+

23, EGLJQ

+

21, F GW

+

22, JXYL20, JZL

+

21,

KD Y

+

22, LFR TRP

+

20, LDS

+

23, LFMF23, LZZ

+

20, MJA20, MSS20,

MAHRA

+

21, MZ23, MHS21, MT21, MT A

+

22, MT23, NG20, ORL

+

20b,

P AS

+

21, P an22, PPCF

+

20, PCKP20, PL T

+

20, QOM

+

20, RINHY20,

RMeH

+

20, RR21, SUG20, SBG21, SMK

+

23, SXTZ23, TWT

+

21, TCX

+

22,

WDS

+

20, WXL

+

21, WZL

+

21, XFW

+

20, fXmTlS

+

23, YCPW20, YZL

+

21b,

YHZ

+

22, ZZZ

+

20a, ZFB

+

20, ZHG

+

22, ZQZ

+

23b, ZHS21].

36

[GMRKMCMC21, Tia21].

+

3

[HDF

+

21, ZFB

+

20].

3h

[PCKP20].

4

[AAJ

+

23, CZC

+

23, EB22, KHH

+

21, KHK

+

23, KMG22, KS21, MSS20,

MHG

+

23, PPCF

+

20, PC22, RINHY20, RR21, SGWW22, THL

+

21, VNK

+

23,

WDS

+

20, WWZ

+

21, YZL

+

21b, YCSK20, ZWZB23].

4−n

[OGSPP

+

22].

49

[JXYL20].

+

4

[W A W

+

21].

−

4

[WDS

+

20].

2−

4

[HO V G20b].

5

[ASO

+

22, CYL

+

23, Kan21, L

YPD23, PP21, SRS21, WWW

C21, YCPW20].

5.5

[PZGH

+

20].

58

[JXYL20].

6

[AMK

+

20, ASO

+

22, F AB

+

23, GSR

G22,

ILPY

+

23, L

YPD23, RKA

+

21, RSM

+

22, WJF

+

21, YCSK20, ZCL

+

22].

6,7

[R G20].

60

[ABDD22, CCZ20, DFK20, GMO

+

20, MZ21, SBA

T23].

−

60

[HL20].

6h

[GMRKMCMC21].

7

[CYL

+

23].

70

[GMO

+

20].

8

[CYL

+

23, L W C

+

21, MZD

+

20, QOM

+

20, SRS21].

9

[ZWZB23].

92−x

[MZD

+

20].

a

[PS23a].

k

[SBKT23].

m

[PP21, SNL

+

23].

n

[AJC

+

21, FPdS21, GNC20, GZWL22, JZL

+

21, MOB21, OGSPP

+

22,

SNL

+

23, SP20b, TSS

+

23, Y an21, ZZZ20b].

n=1−−4

[FK20].

n=1−4

[FK20].

+

n

[

¨

UB20].

−

n

[WYL22].

−/0/+

n

[TT21b].

0/−

n

[DCY21].

0/−

n

[D YG21, GYC20].

X

[APR20, Kid21, ARRB

+

21, BB20, GTC

+

23, KYL

+

20, MZD

+

20, MT A

+

22,

QOM

+

20, TMH21, WLP

+

20, YST

+

21, ZYZ

+

21b].

y

[GTC

+

23, KYL

+

20].

z

[KYL

+

20]. α [JAZ

+

20, YZL

+

21b, ZXS20]. β

[BSH

+

21, KL

T21, RK

G21, ZLH20a]. L

q

[SSD22, SD23]. ·

[SKR

+

21, WLLS21, WLLS21]. · · · [MOB21, SLL

+

22]. Δ [JXM22]. η

′

[L YPD23]. g [JAZ

+

20]. γ [SUG20, Sur20, Sur22]. J [OR21]. k

[SBKT23, Zh u21, ZZL20b]. l [MW

CJ23, PGR

OM20]. λ = 0, ±1 [LDK23]. λ

3

[NHNO20]. m ≠ 0 [CSS

+

21]. N

[DDSB22, KKK23, LLZ

+

20, PM20, SF20a, TXW

+

20, DCY21, LCT

+

22,

LDK23, MI20, MOB21, PSJ22, SMS23, TSS

+

23, TT21b, WYL22]. N + 1

[KKK23]. n = 0, 1, 2, 3, 4 [OGSPP

+

22]. n = 1 [JZL

+

21, ZZZ20b]. n = 10

[D YG21]. n = 2 [AJC

+

21,

¨

UB20]. n = 30 [GZWL22]. n = 5 [PSJ22]. n = 6

[GYC20]. n: m ≥ 2: 1 [SNL

+

23]. n → π ∗ [CP23]. ω [DPC

+

20]. π

[HLL20b, HFF22, L YT

+

20, LL21, MPBL23, OR21, PGPHAPM20, SSIE21,

SLL

+

22, VM20, ZIA20, ZL21]. q [Lom21, PGR

OM20, SD23]. q = 1 [MSS22].

q = 2 [MSS22]. s [KKK23]. σ [BSMB23, KSP20, LL21, VM20]. Σ3[110](111)

[PP23]. t [CMM

+

22]. → [JWZZ20, WY20, W CZ

+

20]. x [APR20, BB20].

X

2

Π [KRS

+

21].

&K [TWT

+

21].

-1 [LMAA23]. -1H-azoles [QLGZ23]. -5 [BRB

+

21]. -A-D [XPZ20].

-acceptor [L YT

+

20]. -acylh ydrazones [TXW

+

20]. -Al [YZL

+

21b].

-alanine [JAZ

+

20]. -aromatic [JS21]. -based [XZ20,

¨

Ung23, dRNS21].

-b ound [PGR

OM20]. -bromanes [NHNO20]. -bromo c hloro ethane

[W A W

+

21]. -butadiene [SRS21]. -butene [WWZ

+

20]. -but yl [CMM

+

22].

-BX [PVR20]. -carbamido-1 [EM21]. -catalyzed [WLH

+

20, TXW

+

20].

-cen tered [SF20a]. -conjugated [HFF22, OR21, SSIE21, ZIA20]. -coupling

[OR21]. -Cu [L

YPD23]. -cyclization [YCSK20]. -cyclo dextrin [BSH

+

21].

-deformed [PGR

OM20]. -dib orene [SLL

+

22]. -dik etones [RK

G21].

-directed [WSSD21]. -edge [R

G20]. -electronic [Kha23].

-en ylidene-malonitrile [BRB

+

21]. -exp onen tials [Lom21]. -F e [SUG20].

-fluorouracil [BSH

+

21]. -graphene [MIA23]. -graphs [RA20].

-hetero cyclic [DDSB22, LLZ

+

20, PM20]. -hole

[HLL20b, KSP20, LL21, VM20, ZL21]. -h ydro xylmeth ylfurfural [LSS

+

21].

-iso xazolines [MSAD

A21]. -lactamase [KL

T21]. -lactide [MW

CJ23].

-mediated [PD22]. -meth yl [MSM

+

20]. -Mo [PP21]. -NH [PL T

+

20].

-nitro-1 [JXL

+

21]. -norms [SD23]. -one [JXL

+

21]. -o xide [MSAD

A21].

-phen yl [LMAA23]. -photon [Dau23]. -p oly [LMAA23]. -profile [BSMB23].

-prop ylamine [SMS23]. -p yrroline- [MSAD

A21]. -ric h [MZ21]. -S [SK21].

-SCF [JXM22]. -sequestration [QdOdMC

+

21]. -tensors [JAZ

+

20]. -TP A

[HFF22]. -tricyclic [SWXM23]. -t yp e [KKK23, P an22]. -uniform

[Zh u21, ZZL20b]. -v alence [QOM

+

20]. -vin ylsilane [ZXS20].

/2 [KKK23]. /2-site [KKK23]. /CNT [SUG20]. /D [GMRKMCMC21].

/DMSO [V OK

+

20]. /dop ed [EGLJQ

+

21]. /dop ed-carb on [EGLJQ

+

21].

/Eu [LNC

+

23]. /F12c [WWF23]. /F e [MGK23]. /graphene [MI20]. /M

[LZZ

+

20]. /NiI [MKM

+

20]. /organic [NLA

+

21]. /S [W AM

+

20]. /SiO

[WLP

+

20].

1-54 [RPT21a]. 1.0 [Boz21]. 11/12 [SLL

+

22]. 12-hexaazaiso wurtzitane

[ZGCF20]. 12-hexanitro-2 [ZGCF20]. 120 [Sur22]. 121 [Ano22a]. 1234ze

[HYHW22]. 15-19 [Y an21]. 19 [KAA21, LAAP21, RNH23]. 1D

[CSK21, WZ21]. 1H [KPTL23, QLGZ23]. 1H-imidazol-2-yl [KPTL23].

2 [KMK21, PPR21, ZQZ

+

23a, Cha21b, KPTL23, TCL

+

21, YCSK20]. 2-

[BRB

+

21, PPR21, ZWL22]. 2-3- [BRB

+

21]. 2-amino-2-o xy etho xy

[ZWL22]. 2’-bip yridyl-em b edded [ZQZ

+

23a]. 2-dimeth ylcyclohexyl

[BWLZ22]. 2-eth yl-hexylo xy [LMAA23]. 2’-h ydro xyphen yl [KMK21].

2-metho xy-5- [LMAA23]. 2-metho xy eth yl [YST

+

21]. 2-meth yl-1

[SRS21]. 2-phen ylindol [BSMI23]. 2-R-C [YCSK20]. 2-site [KKK23]. 2C9

[CS23]. 2D [CR

C21, ISL

+

23, LK21, RMLPGHP20, SDL

+

23, WZ21]. 2D/1D

[WZ21]. 2H [LZ21]. 2H-azirines [LZ21]. 2x [JL

WH23].

3 [LZS20, EM21]. 3’- [LZS20]. 3-cyclohexanedione [MOB21].

3-dimeth ylcyclohexane [BZW

+

21]. 3-en ynes [YYL21].

3-hexafluoro-1-prop ene [LZL

+

23]. 3-hexylthiophene [LMAA23].

3-indandione [EM21]. 3d [GRZ

+

21, GN21a]. 3H [ZZXT21]. 3H-tetrazolo

[ZZXT21].

4 [PPR21, SYT

+

21]. 4-acyl-1-sulfon yltriazoles [WLH

+

20].

4’-amino-2’-h ydro xyphen yl [PPR21]. 4-b [PGPHAPM20].

4-cyclo-addition [JJJM21]. 4-difluoro-crotonaldeh yde [CMM21].

4-dimeth ylaminophen yl [BRB

+

21]. 4-dimeth ylcyclohexane [BZW

+

21].

4-dione [LZS20]. 4-dio xop yrimidine [BY23]. 4-dithiafulv ene [ZKP22].

4-hexadienal [SYT

+

21]. 4-hexafluoro- [WWZ

+

20]. 4-phen ylene [LZS20].

4-phen ylene-vin ylene [LMAA23]. 4-triazine [LNC

+

23]. 4-triazol-

[JXL

+

21]. 4d [RHS

+

21].

5- [HH23]. 5-d [ZZXT21]. 5-dimeth yl- [KMK21]. 5-dimeth ylcyclohex-

[BRB

+

21]. 5-h ydro xymeth ylfurfural [D YZ

+

23]. 5-tetrazine [ZJW

+

21].

5-tetrazines [HH23].

6-bis [KPTL23]. 6-trinitrophen yl [QLGZ23].

7 [SWML23, ZZL

Y22].

8 [RDMF21]. 8-h ydro xyquinoline [SFPH22, UHK

+

22].

= [AMK

+

20, Ari21, APR20, AMM21, BB20, CZGW22, DCY21, F AB

+

23,

GGUU21, GUUG23, HBB

+

21, HDF

+

21, JWZZ20, KLRS22, KHK

+

23, Kid21,

K C23, LMM

+

22, LCT

+

22, L YW

+

20, LDK23, MZ23, MOB21, MBM

+

21,

MEWD20, MHG

+

23, NG20, dA

OdASP

+

20, OMA21, P AS

+

21, P

ASS21,

PVR20, PZGH

+

20, PCKP20, QOM

+

20, RKA

+

21, RMeH

+

20, SPF

+

22, SG22,

SBKT23, SGWW22, Shi21, SMK

+

23, SYD

+

23, TSS

+

23, Tia21, TT21b,

WYL22, WXHX22, XFW

+

20, XL22, Y an21, Y an20].

A-D-A [GXL

+

22]. Ab-initio [PSN23]. ABC [L

YFL21]. abilities [THS20].

Abilit y [dPZFM

+

22, hHNRA23, NHH22, ZQZ

+

23b]. absorbing

[BAM20, JBPV21]. absorption [BWBR21, GA20, HSV22, HP21, INV22b,

KMK21, KK21, KLK21, MSO

A23, R

G20, STI20, XBL23]. absorptiv e

[P AS

+

21]. ABX [BPB

+

20]. A

C [WXHX22]. Accelerating [AR22, WV21].

Acceleration [GKK21]. acceptor [BSS21, CZW21, GXL

+

22, KMH

+

20,

LFR TRP

+

20, L YT

+

20, PGPHAPM20, ZAB

+

23]. acceptors

[KSM

+

23, SSS23]. accoun t [XHS

+

23]. accoun ting [ZMOE23]. accuracy

[GZC21, KRS

+

21,

¨

UB20]. Accurate

[MRI20, WWL21, ZYZ

+

22, KMK21, KV23, KA G

+

20, KK23b, NdVVT22,

OB21b, TdV21, TVdVN21, TVdVN22, VKK

+

21, XHS

+

23]. acetate

[ZPS

+

20]. acetic [ZWL22]. acetonitrile [MF

C20a]. acet ylene

[AKKN20, LK21, V OK

+

20]. acet ylenes [MSAD

A21]. ac hiev able [KM21a].

Ac hiev emen t [GG22]. Ac hieving [WL Y

+

20]. acid

[FFBH21, L YT

+

20, LMAA23, MBR21a, MA23, Ro y20, RED21, SDL

+

22,

SXTZ23, SLdS20, TL T

+

22, WWW

C21, W CZ

+

20, ZWL22]. acid-base

[WWW

C21]. acid-based [FFBH21]. acid-methotrexate [MA23]. acidic

[LZL

+

21]. acidit y [PVR20]. acids

[BVT20, HYY20, LC20, MZXL21, ZL T

+

20]. acridone [NTND23]. acrylic

[SXTZ23]. actinide [KKH21]. actinides [WTC

+

23]. activ ated

[KWWZ20, KK23a, NHNO20]. activ ation

[dSFdSdMdM20, L

WR21, PPCF

+

20, QDJY23, STF21]. activ e

[CN21, GKPK21, HP21, LMAA23, MWBQ20, WF G

+

21, YXKJ21].

activities [RHS

+

21]. Activit y

[RSD21, BSMI23, CSL

+

23, CZJ

+

23, GOS20, KS23, YCSK20, dPZFM

+

22].

actually [Cio22]. acyl [WLH

+

20]. acylh ydrazones [TXW

+

20].

adaman tadine [Bra21]. adamanzane [RMS

+

23]. adapted [AIB21, UR23].

Adaptiv e [K CM

+

23, DGA23]. added [RINHY20]. addition

[D YK22, JJJM21, LLZ

+

20]. additiv e [LAAP21]. additiv es [UBV

+

21].

adducts [MGK23, ZPS

+

20]. adenine [MHD20]. adenine-th ymine

[MHD20]. adenosine [SASA21]. adhesion [SPF

+

22]. adiabatic

[CMM21, Dau23, MM21, TPB

+

20]. adjusting [LNC

+

23]. ADMET

[KB23, PB23, TB22]. adsorb ed [DK21, HLZZ23]. adsorb en ts [F

AJOF20].

Adsorption [HYY20, ID21, THL

+

21, WTC

+

23, ARBM21, AR22, CXZ

+

21,

CZC

+

23, DJC21, GT

AL23, HLL

+

23, JXYL20, LQZ

+

21, QDC

+

22, RBJ21,

RDMF21, STI20, SBJ20, WXL

+

21, X CZ

+

21, YZL

+

21b, ZL23]. adsorptivit y

[HLL20b]. adv anced [MT A

+

22]. Adv ances [BGM

+

23, P AS

+

21, SF20b].

aerosol [JL

WH23]. aerosols [LR G

+

20]. affect [KSPG23]. affecting

[SIM23]. affinit y [ARBM21, TD22]. Ag

[GSR

G22, L YW

+

20, HLZZ23, XL22]. against [TB22]. AgBiBr [ZCL

+

22].

agen t [HYC

+

21]. aggregates [CRKMC21]. aggregation [SYL

+

21].

aggregation-induced [SYL

+

21]. Aharano v [KASAK23].

Aharano v-Bohm [KASAK23]. Aharono v [GN21b, W OE

+

22]. AIMD

[ZKP22]. air [BSS21]. Al [MBM

+

21, SYD

+

23, ER22, KYL

+

20, LMM

+

22,

LL W

+

21, MW C

+

21, RS21, TSHRS

+

20, WWM

+

22, YZL

+

21b]. Al-dop ed

[ER22]. alanine [JAZ

+

20]. AlB [F GW

+

22]. AlC [ARRB

+

21]. alc hem y

[GKK21]. alcohol [L

WW20]. alcohols [LLLL20]. alcoholysis [CLL23].

aldeh ydes [HZZZ22, LLQ

+

21]. Alder [ABDD22]. aldimine [LLZ

+

20].

Algebraic [SSD22]. algorithm [BSMI23, CN21, MSI22, YHW

+

23].

algorithm-m ultiple [MSI22]. alicyclic [LPH22]. aliphatic

[LC20, LNC

+

23]. alk ali [FK20, GT

AL23, HDF

+

21, LLLL20, MCP

+

20].

alk ali- [MCP

+

20]. alk aline [LL21, MCP

+

20, RMS

+

23]. alk aline-earth

[LL21]. alk aline-earth-dop ed [MCP

+

20]. alk aloid [MI20]. alk aloids

[SSK20]. alk anes [SC21]. alk enes [LG21]. alk en ylation [WHYL21]. alkyl

[CL W21, CMM

+

22, KSPG23]. alkylamine [QDJY23]. alkyne [JRA21].

alkynes [PPCF

+

20, WHYL21, ZXS20]. all-inorganic [ZZLC20]. allotrop es

[PNC20]. allo y [LSS

+

21, Rac21, RSD21, ZYZ

+

21b]. allo ying

[DPC

+

20, PL20]. allo ys [BB20, GGUU21, GUUG23, MZD

+

20, PKBZ20,

R CM

+

22, SG22, TMH21, UBV

+

21]. allyl [D

YK22, L

WW20, MZ23]. along

[SMMP

+

23]. alpha [sLLqX

+

23, MNWD20]. alteration [CP23]. alterations

[JHH

+

22]. alternation [OR21]. alternativ e [ZHD

+

23]. aluminides

[P an22]. Alumin um [D YJ

+

22, FMM

+

23, LL W

+

21, RDMF21, SK20].

Alumin um-nitrogen [D YJ

+

22]. alw a ys [LFMG20]. Alzheimer [ZLH20a].

Am [LNC

+

23, WZL23]. am bien t [ZWW

+

22]. americium [sLsHtW

+

23].

amide [BSS21]. amidine [HH23, UAH

+

20]. amine [MSM

+

20]. amino

[HYY20, LC20, MZXL21, MBR21a, PPR21, SWML23, YLL

+

20, ZWL22].

amino-eth yl-amino [YLL

+

20]. amino-substituted [SWML23].

aminolysis [AAN

+

21]. aminophosphoranes [MFE

+

23]. aminosalicylic

[TL T

+

22]. Ammonia [F

GMO20, MSM

+

20, VSK

G21, W CZ

+

20].

ammonia-w ater [W CZ

+

20]. among [MM21]. am yloid [ZLH20a]. am yloid-

[ZLH20a]. Analogies [CR

C21]. analogous [LPH22]. analogs [HLF23].

analogue [ABDD22]. analogues [PM20, ZL T

+

20]. analyses

[CR GD

+

23, DC22]. Analysis

[STN20, XBK

+

20, AAAAA23, AA20, BUKA21, BZW

+

21, BWLZ22, BRB

+

21,

RR21, SMCNH22, SK20, SK

G23, STF21, SLL

+

22, TTTH20, WLLS21, ZZF22].

b onded [AS22, MOB21]. b onding

[ASO

+

22, AA23, CSY

+

21, DKK

+

20, KSP20, Ko v20, LFR TRP

+

20, MZ23,

NSM22, PCKP20, RNRBF

C21, SFB20, V CM

+

21, XL22, ZWL22]. b onds

[CLL20, LL21, PC22, SI20, VM20, WXLL21, ZL21]. Bo ok

[BRB

+

21, EM21, YST

+

21]. b o osts [ZXS20]. b orane [MSM

+

20]. b oride

[FMM

+

23]. Born [BA22a]. b oron

[CPL

+

21, MMP23, MCP

+

20, SZMM22, THS20]. b oro xol [ZFB

+

20].

b oro xol-t yp e [ZFB

+

20]. b orylation [TMX

+

22]. Bose [PMdN21]. b oth

[QDC

+

22]. b ottom [LC20]. b ottom-up [LC20]. Bound [Y al23, PGR

OM20].

b oundary [LLC20, PP23]. Bounds [RA20, CDR20, RMWF20]. Bo x

[GSMT

+

20]. Br [AMK

+

20, AMM21, GSR

G22, P AS

+

21, RKA

+

21].

branc hing [CL22]. Braun [CBK

+

20]. Braun-lik e [CBK

+

20]. BrCl

[W A W

+

21]. Brezo vnik [Ano22a]. bridge [CZW21, HFF22]. bridge-state

[CZW21]. bridged [L TC

+

23, SSIE21, SSS23, XWLZ20]. bridges

[L YT

+

20, SE22]. bridging [JHH

+

22, MZ23]. brigh t [DSNZ

+

20].

broadening [UP20]. bromanes [NHNO20]. bromo c hloro ethane

[W A W

+

21]. Building [MNN

+

20]. bulk

[LHL

+

21, MHD20, R

C20, XHS

+

23, Y an20]. butadiene [BTS

+

21, SRS21].

butene [WWZ

+

20, YHW

+

22]. but yl [CMM

+

22]. but yric [LMAA23]. BX

[PVR20]. Bypassing [JJJM21]. b ypro ducts [ZHD

+

23].

C [Ari21, CSL

+

23, EB22, GMRKMCMC21, ILPY

+

23, L WH

+

21, LZZ

+

20,

SK21, SBA

T23, SRS21, TWT

+

21, ASO

+

22, ABDD22, Cha21a, CYL

+

23,

CCZ20, DFK20,

´

EC21, GMO

+

20, GMRKMCMC21, HL20, JSF

+

21, KA G

+

20,

L W C

+

21, L

WR21, LFMF23, MZ21, MOB21, NZ20, NTND23, QDJY23, RS21,

RS23, RINHY20, SSK20, STF21, VNK

+

23, WSSD21, WWKH22, WHYL21,

W A W

+

21, XL22, YCPW20, YCSK20, ZHG

+

22, ZWZB23, SMCNH22].

c-DFT [SMCNH22]. C-H [WHYL21]. C-Mg [KA G

+

20]. C-NMR

[GMRKMCMC21]. C40 [P an20]. C61 [LMAA23]. Ca

[PZGH

+

20, Tia21, XFW

+

20, RMS

+

23, WY20]. CaCl [WY20]. cadmium

[F CL22]. CaF [HNO

+

21]. caffeine [KV

CS21]. cage

[AJC

+

21, ELH20, GMO

+

20, PR

C23, TWT

+

21, dPZFM

+

22]. cage-lik e

[AJC

+

21]. cages [GW21, GZWL22]. calcium [ZLH

+

20b]. calculating

[Cio22, Izs21]. Calculation

[F CL22, LNE

+

20, NZAH21, AKKN20, EB22, Eti20, GM21, KRS

+

21,

sLLqX

+

20, QLGZ23, SAP22, STT20, TCX

+

22, WP22, XJLH21, ZS21].

Calculations [Cha21a, GRFM20, BCKN21, BBAA21, BVL22, BCM23,

CSL

+

23, CN21, CRKMC21, CXZ

+

21, GMO

+

20, GRZ

+

21, GUUG23, HK22,

HMN20, HCZ20, JXM22, Kan22, K

C23, LR G

+

20, LCH

+

22, L WH

+

21,

MKD21, MP20, OGT20, O

AJ21, ORL

+

20b, PL20, QdOdMC

+

21, QOM

+

20,

Rac21, SBA21, SK21, THS20, UR23, VNK

+

23, WZ20, W an21, XFW

+

20,

Y al23, ZRR

+

21, ZGJ

+

20, ZYZ

+

21b, ZLH

+

20b]. calculus

[NdVVT22, TVdVN21, TVdVN22]. Calibration [GKPK21]. calix [BA21].

Can [F

GMO20, KM21a, LL21, V ar23]. cancer [Ha v21, MA23]. canonic

[SM22]. Canonical [V ar21]. capabilit y [R

GLG23, ZHW23]. capacitance

[CLLC21, RBJ23, SUG20, XWS

+

22, YCL

+

23]. capacities [YHW

+

23].

capacit y [END

+

23, LFX

+

21, MNN

+

20, ZHG

+

22]. capp ed [JHH

+

22].

capture [DR

V20, Kan21, Kan22, RS23]. Capturing [RF23]. carbamido

[EM21]. carbazole [LK20, MSKA20]. carbazole-based [MSKA20]. carb ene

[DDSB22, JRA21, KZ21, LLZ

+

20, LLMQ20, PM20]. carb ene-catalyzed

[JRA21, LLZ

+

20]. carbide [FMH

+

22, JSF

+

21, MKKK22]. carb o cation

[VdM22]. Carb on [KS21, AAN

+

21, AKKN20, Ali20, AA20, EGLJQ

+

21,

GW21, GG20a, HLL20a, Jah20, KWWZ20, K

OB20, KS23, LQZ

+

21, NS22,

PNC20, SUSS23, THS20, TT21a, XL22, ZMS21]. carb onate

[ASHPHCB20, ZLH

+

20b]. carb onated [UV20]. carb onates [LLLL20].

carb ons [ILPY

+

23, KS23]. Carb on yl [KBR

+

20, LZL

+

21, MSM

+

20].

carb o xylate [LL W

+

21]. care [RBSW21b]. career [SF20b]. Carlo

[HZC21, KA23, NZ20, SRH20, SS21]. carrier [Dau21, WWLL21].

carrier-en v elop e [Dau21]. carriers [RSM

+

22]. Case [HMN20, Ari21,

INV22b, MM20, NHNO20, NTND23, PCEA

G23, V ar23, YCSK20]. cases

[RRSF22]. CASPT2 [AMRS22, BCKN21, VNK

+

23]. CASSCF

[BCKN21, AMRS22, CN21]. catalysis [HYY20, PG

´

AML21, SRH20].

catalyst [AKKN20, GKK21, LK21, Ro y20, SDL

+

22, VKS21, WLP

+

20].

catalysts [AR22, CSL

+

23, DLZ

+

21, GKPK21, KS21, LLX

+

23, LZL

+

21,

RSD21, WWM

+

22, fXmTlS

+

23]. Catalytic

[GOS20, AKKN20, ES21, KS23, LZL

+

21, SE20, fXmTlS

+

23]. catalyzed

[CYJC20, CSY

+

21, JRA21, LLZ

+

20, LZ21, LG21, L

WR21, QDJY23, SLdS20,

TXW

+

20, WWZ

+

21, WSSD21, WLH

+

20, YZD

+

21, YYL21, ZZZW20,

CMM

+

22]. catalyzing [WWM

+

22]. caterpillars [Y e20]. catho de

[KM21a, MHS21]. cation [DT

AS21, GT

AL23, Iri21, MKD21, Mk a20].

cation-circumcoronene [GT

AL23]. cationic [DT

AS21]. cations

[BCM

+

22, CYJC20, ELH20, KKH21, KML23, PCKP20]. ca vit y

[BUF

+

22, Y ¸ CD

¨

O21]. ca vit y-induced [BUF

+

22]. CC2 [JS21, JS21]. CC3

[JS21]. CCSD [JS21, BT23, JS21, VNK

+

23]. CCSDfor [TD22]. Cd

[WXHX22]. Ce [SMK

+

23]. Celebrating [KKRR21]. cell

[MSKA20, ZZZ

+

23, SSS23]. Cellmetry [PS23a, PS23b]. cells

[BSS21, FFBH21, FZL

+

20, KPMAB22, KMH

+

20, KJA

+

21, LZ20, MJH

+

22,

PIA21, PGPHAPM20, PSJ23, SIA20]. Cen ter [GM21]. cen tered

[DKK

+

20, SF20a]. cen ters [SCAD

+

20]. cen tral [BA22a, Nat22].

cephalosp orins [KL

T21]. ceramics [PL20, XFW

+

20]. cerium [sLhZX

+

22].

Cern us´ ak [LUB23]. certain [A

GK23, LAAP21, RRSF22]. CF

[CLLC21, LDS

+

23, LZL

+

21, TCX

+

22, YZL

+

21b, YHZ

+

22]. CF3 [HMN20].

CF CN [LDS

+

23]. CH

[HMN20, ZHS21, ASO

+

22, BZP

+

20, CZC

+

23, WWZ

+

21, ZZZ

+

20a, ZHS21].

Chain [D

YK22, AI I21, CLC

+

21, KSPG23, LC20, LSG21, LGW23, MAK

+

22].

c hain-initiation [CLC

+

21]. c hains [BMR21, FYL21, ZZXT21]. c halcogen

[CLL20, ZL T

+

20]. c halcogenides [L YW

+

20]. c halcones [ZAB

+

23].

Challenges [SC21, GG22, ZG21]. c hange [RNRBF

C21]. c hannel

[TSHRS

+

20]. c haracter [GMRKMCMC21, JJJM21]. Characteristic

[CRKMC21]. c haracteristics

[CXZ

+

21, LFR TRP

+

20, SFB20, SCY

+

23, fXmTlS

+

23, XHX

+

20].

Characterization [JD20, AKK

+

21, RP

AA22]. Charge

[KV CS21, ABS20, BZW

+

20, BS20, FK20, Gun21, KKK23, MKM

+

20,

Mok21c, RR21, SCZ21,

¨

Ung20, VL21, XAM

+

22, YCPW20]. c harged

[KKH21]. CHCl [HMN20]. c helotropic [SMMP

+

23]. Chem [GM21, Sur22].

Chemical [Cha21a, RMWF20, WF G

+

21, ZWZB23, ADZA21, APR20, AD22,

BDEM21, BPB

+

20, CFJ20, CL

W21, D AR

+

21, FYL21, GB21, GZC21,

GG20a, GMRKMCMC21, HMN20, HCZ20, IAI20, LC20, LR G

+

20,

LFR TRP

+

20, LL20, LCX

+

21, LDS

+

23, MJA20, MJH

+

22, MB23, MSI22,

NSM22, PCKP20, RRS21, RNB22, SMN

+

23, SM22, SBM22, SK21, SBKT23,

SMS23, Sta21, VKS21, V OK

+

20, ZG21, ZHW23, ZZF22]. c hemicals

[GG20b]. c hemist [RBSW21b]. Chemistry [KKRR21, BHH20, BWR22,

Cio22, EPMC20, GTC

+

23, HHA23, HHG

+

21, KBR

+

20, KS22, MFK22,

MJRS20, Mos21, PG

´

AML21, RP22, Sha20, Shi20, VN21, WWL21, HHG

+

21].

c hemists [Cla22]. c hemo div ergen t [ZZZW20]. c hemosensor

[HR TSS

+

20, TSHRS

+

20]. c hiral [ZLG22]. Chiralit y

[XAM

+

22, LNX

+

21, NYX

+

22]. Chiralit y-helicit y [XAM

+

22]. c hitosan

[SU22]. c hloride [D

YK22]. c hlorine [SRS21]. c hloroph ylls [SIA21]. CHO

[ZHS21]. c hromophores [GA20, SFB20]. CHZ [WDS

+

20]. CIE [Jan22].

cigar [PMdN21]. cigar-shap ed [PMdN21]. circuit [YZW

+

23]. circular

[R G20]. circumcoronene [GT

AL23]. cis [WWZ

+

20, Mk a20]. cis-1

[WWZ

+

20]. Cisplatin [ZYZ

+

21a]. Cl [AMK

+

20, AMM21, MZ23, P AS

+

21,

PVR20, RKA

+

21, CYL

+

23, GNC20, MZ23, SGWW22, SCY

+

23]. Clar

[RRD

+

22]. Clar-structure-based [RRD

+

22]. class [LPH22, PMGR

+

21].

Classical [RRSF22, BM21, DG21]. classically [F

GMO20]. clea v age

[KA G

+

20]. ClO [WDS

+

20, FWJ

+

23, WDS

+

20]. cloud [RBSW21b]. cluster

[AIB21, BBTN23, BBG20, Cha21b, FK20, GDR21, Gun21, HTNP21, Hua20,

JBPV21, KBR

+

20, Ro y20, SGWW22, V ar21, WWF23, XgZX

+

22, ZFB

+

20,

ZG21]. clusters [AJC

+

21, APR20, BTS

+

21, DCY21, GNC20, GYC20,

HFL23, JZL

+

21, JL

WH23, KYL

+

20, LAKJ20, LDK23, MF

C20a, MOB21,

NLA

+

21, PPCF

+

20, R

GS23, RMB

+

23, SSDF23, SBJ20, TSS

+

23, TT21b,

¨

UB20, WYL22, Y an21, ZZZ20b]. Cm [WZL23]. Cmcm [PP21]. Cmcm-Mo

[PP21]. CN [PVR20]. CNT [SUG20]. CO

[KWWZ20, LLZC20, XWS

+

22, YCL

+

23, D YJ

+

22, DR

V20, DK21, ER22,

HLL20b, Kan21, LLLL20, LXWZ21, MZ23, NHH22, QdOdMC

+

21, RINHY20,

SSIE20, SSEI21, SSIE21, W OE

+

22, LQZ

+

21, MZD

+

20, MHG

+

23].

co-doping [D YJ

+

22]. coal [ZL23]. coatings [ARRB

+

21]. cobalt

[RMB

+

23, SG21, SP20b, fXmTlS

+

23]. cobalt-based [SG21].

cobalt-phosphorus [RMB

+

23]. co dop ed [KS23]. co efficien t [KRS

+

21].

co efficien ts [HYHW22, UR23]. CoF [SP20b]. coheren t [Dau23]. CoI

[MKM

+

20]. coindices [D AR

+

21, SUSS23]. cold [KK23a]. Collab oration

[GOR20, MNN

+

20]. collision [CLS

+

22]. color [Jan22]. CoM [SU22].

CoM-p olynomial [SU22]. com bined

[D YJ

+

22, GNC20, sLsHtW

+

23, NF20, STI20, YHZ

+

22, ZKP22]. Com bining

[FWY

+

22, dOSdASC

+

20, YHW

+

23]. coming [RPT21b]. Commen t

[Cin20, MMM20, MAK

+

22, NA

CP21, TdV21, OB21a, OO21b]. Compact

[WP22, NdVVT22, TVdVN21, TVdVN22]. Comparativ e

[BSMI23, JWZZ20, Kha23, Ole21, SU22, AB21, CYL

+

23, HTNP21, HLF23,

HFL23, NS22, dLRdLJ

+

20]. compared [NYX

+

22]. Comparison

[CLL20, SLL

+

22, AIB21, BT23, GSMT

+

20, HFF22]. comp eting [WZL23].

Comp etition [W CZ

+

20]. complete [BT23, HP21, V ar21].

complete-basis-set [V ar21]. completeness [Sha20]. Complex

[BAM20, UBW

+

22, JBPV21, KD Y

+

22, K¨ on21, L TC

+

23, RR23, SBA

T23].

complexes

[ASHPHCB20, AS22, CYJC20, DSNZ

+

20, EB22, GT

AL23, Ko v20, KPTL23,

LL W

+

21, LSOEAE22, LLMQ20, MFJ

+

23, MGK23, MZ23, dA

OdASP

+

20,

PPR21, PL T

+

20, PS23b, RR21, RK

G21, SFPH22, SP20a, SBKT23, Shi21,

SN21, SLL

+

22,

¨

Ung23, V

GSS20, VSK

G21, WXLL21, ZQZ

+

23a]. complexit y

[EAPCD20, EAPCD21, FLZP23, GN21b, Nat22, SSD22]. complexit y-lik e

[SSD22]. compliance [MM22a]. comp onen t [AMM21]. comp osite

[HYC

+

21, KV23, LMAA23, SBA21, SUG20, VKK

+

21]. comp osites

[EGLJQ

+

21, KA

UB21]. comp ound

[F GW

+

22, GTC

+

23, HNO

+

21, sLLqX

+

20, LHL

+

21, ONH

+

21, WXHX22].

comp ounds

[AN20, AMK

+

20, BRHECY

+

22, BBAA21, HBB

+

21, HR TSS

+

20, KLRS22,

LAAP21, MSM

+

20, MBM

+

21, QLGZ23, QDJY23, SK21, dOSdASC

+

20,

SG21, SYD

+

23, W CM

+

23, XL22, XWLZ20, XWJ

+

21, Y an20, ZRR

+

21].

comprehensiv e [Eti20, R CM

+

22]. compressed [SBA21]. comprising

[PC22]. Computation

[AIA

G21, CDG

+

21, MSA22, TCSG

+

20, Boz21, RR23].

Computation-driv en [CDG

+

21]. Computational

[AAN

+

21, ABDD22, BZW

+

21, CLL23, GHZ

+

23, GMRKMCMC21, ISL

+

23,

JHH

+

22, KI20, KKRR21, L

WR21, R

GLG23, R YC

+

20, SBG21, TMX

+

22,

VSK G21, WJL

+

21, ZJW

+

21, ZZZW20, BY23, BHH20, BSS21, BRB

+

21,

CMM

+

22, EPMC20, GKPK21, GKK21, GG22, HFL23, KBR

+

20, KDM

+

22,

MZF21, MNN

+

20,

¨

O ¸ C

¨

O21, R CM

+

22, RBSW21b, SNL

+

23, Shi20, Shi21,

SCU21, TCSG

+

20, UBV

+

21, WLH

+

20, WHYL21]. Computationally

[JRA21, RF23]. computations [WWF23, AIR

+

23]. computed [BBG20].

Computing

[LG22, NS22, Ano22a, AKP22, BT21, Cla22, K CM

+

23, LSG21, RBSW21b].

CoNbMnZ [SG22]. concen tration [CMGH

+

21, WWLL21]. concept

[SSIE20, V ar23]. conceptual [PCEA

G23]. concerted [TXW

+

20, W A W

+

21].

condensates [PMdN21]. condensed [RKI20]. condensed-phase [RKI20].

condition [SMN

+

23]. conditions [ISL

+

23, Sør21, ZWW

+

22]. conductance

[BMH21]. conductivit y [L

YPD23, SYD

+

23, UBW

+

22, YFX

+

22].

configuration [A TL

+

20, BZW

+

20, dSFdSdMdM20, GOT

+

23, sLsHtW

+

23,

MKD21, SPR21, SPR22, UR23, ZGJ

+

20, ZS21, dLRdLJ

+

20].

configuration-in teraction [ZGJ

+

20]. configured [ZMS21]. confined

[BBTN23, EAPCD20, EAPCD21, HJL

+

23, LBG20, MR21, SJ20, SLPS20,

T AMU

+

23, Y ¸ CD

¨

O21, ZZJ

+

23, ZHJ

+

20]. confinemen t

[CP23, ISL

+

23, RNFMC20, RNRBF

C21]. conformation [WV21].

Conformational

[BT23, BZW

+

21, BWLZ22, BESG22, HYY20, MBR21a, ZGCF20].

conformer [FH21]. conformers [CR GD

+

23]. conical [W AM

+

20].

conjugate [KRB20]. Conjugated

[K OB20, HFF22, KZ21, KK23a, L YT

+

20, OR21, SSIE21, ZIA20].

Conjugated-carb on [K

OB20]. conjugates [MA23]. conjugation [ZZ22].

connection [T AMU

+

23]. connectiv e [WYZZ20]. connectivit y [GW21].

consisten t [HK22, HP21, SM22, V

GSS20]. consortium [MNN

+

20, Shi20].

constan t [LHL

+

21]. constan ts

[BESG22, HYHW22, JAZ

+

20, MM22a, O

AJ21, PS23b, YZW

+

23].

Constrain t [AAAAA23]. Constrain t-based [AAAAA23]. construct

[L WR21]. Constructing [TPB

+

20]. Construction [ZMOE23]. con tact

[VdM22]. con tained [Eti20, LXZ

+

21a]. con taining

[AN20, BSMB23, HYC

+

21, SSEI21, TTTH20]. con ten t [GZWL22].

con tin uation [LBP20]. Con tin uum [BVL22]. con tracted [HRA

+

22].

con tributions [R

–

DB

+

23]. Con trol [LNX

+

21, Dau23, DSNZ

+

20].

Con trollable [GKN

+

22]. Con trolling [Dau21, GZCY22]. con v ergence

[BBG20]. con v ersion [BTS

+

21, Kan21, LLZ

+

20, RINHY20, SIA21].

Con v ersions [TWT

+

21]. Co op erativ e [WXLL21, ZL21]. co op erativit y

[MOB21, LL21]. co ordinate [T ak22a, T ak22b]. co ordinated [MSO

A23].

co ordinates [Bra21, MM22a]. co ordination [MZ23, SCAD

+

20, HLF23].

coplanar [WJL

+

21, XWJ

+

21]. cop olymers [BSS21, SCU21]. copp er

[L TC

+

23, SDK

+

21, ZPS

+

20]. core

[GT AL23, JHH

+

22, JXM22, KMH

+

20, LNE

+

20, MZT20, ZMOE23].

core-lev el [LNE

+

20]. CoRhZrZ [LMM

+

22]. corona [A

GK23, LS21].

coronene [HAA

+

23]. coronoid [CSGR21]. correct [CN21]. corrected

[EB22, GMO

+

20]. Correcting [CM21]. correction [BSH

+

21, KA23].

corrections [AMM21, Iri20, Iri21, Nan23, XJLH21]. correlated

[BBTN23, CPK22, JIFM22, SPR21, SPR22, V ar21, WWF23]. correlation

[A TL

+

20, AA23, Hua20, sLLqX

+

23, PT21, SP20b, STT20, VP20, ZIA20, ZS21].

correlation-p olarization [STT20]. correlations [L TC

+

23]. Corrigendum

[Ano21a, GM21, SDS20]. corrolazine [WWZ

+

21]. corrosion [UBV

+

21].

CoSi [ONH

+

21]. cost [KV23, KA G

+

20, TCSG

+

20, VKK

+

21].

cost-effectiv e [KV23, KA G

+

20]. Coulom b

[Dau21, HJL

+

23, MF21a, WWKH22, XJLH21]. coun ting [P ev21]. coupled

[AIB21, BBTN23, BBG20, CDD23, GDR21, HTNP21, JBPV21, Ro y20,

SGWW22, SY21, V ar21, WWF23, Xa v23, XgZX

+

22]. coupled-cluster

[AIB21, BBTN23, BBG20, HTNP21, SGWW22]. couplers [KA21]. coupling

[AAM

+

20, BESG22, JAZ

+

20, KWWZ20, LLLL20, MKD21, OR21, UR23,

WLH

+

20, YYL21, ZS21, ZPS

+

20]. co v alency [ASHPHCB20]. co v alen t

[HW21a, MC22, MFK22, TCSG

+

20]. Co v er

[Ano20a, Ano20l, Ano20p, Ano20q, Ano20r, Ano20s, Ano20t, Ano20u,

Ano20v, Ano20b, Ano20c, Ano20d, Ano20e, Ano20f, Ano20g, Ano20h, Ano20i,

Ano20j, Ano20k, Ano20m, Ano20n, Ano20o, Ano21b, Ano21q, Ano21r,

Ano21s, Ano21t, Ano21c, Ano21d, Ano21e, Ano21f, Ano21g, Ano21h, Ano21i,

Ano21j, Ano21k, Ano21l, Ano21m, Ano21n, Ano21o, Ano21p, HO V G20a,

INV22a, MBR21b, MM22b, RBSW21a, SFT

+

21a, WV20a]. co v erage [DB20].

CO VID [KAA21, LAAP21, RNH23, TB22]. CO

VID-19

[KAA21, LAAP21, RNH23]. CoZr [TMH21]. Cp [MZ23]. Cr

[ARRB

+

21, LLMQ20, MZ23, YZD

+

21]. Cr/PNP [YZD

+

21].

Cr/PNP-catalyzed [YZD

+

21]. Cŕ amer [EAPCD21]. criteria [P ev21].

Critical [SDS19, BGM

+

23, HZZZ22, SDK

+

21, SDL

+

23, SDS20]. cross

[KMH

+

20, MW21, ZHD

+

23]. cross-linking [ZHD

+

23]. crossing

[KWWZ20, L

YTS20, SV21, SJ20, TPB

+

20]. crosso v er [K

GSD20, KPTL23].

crotonaldeh yde [CMM21]. cro wn [BA21, TT21a]. CrSi [P an20]. crude

[BXWK22]. crystal [BRB

+

21]. crystallization [T

AS21]. crystallograph y

[MM22c]. Cs [BA21, RSM

+

22, ZCL

+

22, ZQZ

+

23b]. CsSnI [MT23].

CsTmCl [AAM

+

20]. CTDE [YZD

+

20]. Cu

[L YW

+

20, MHS21, OMA21, Y an20, BWBR21, CZGW22, DB20, GZWL22,

KM23, L

YPD23, SBJ20, TXW

+

20, fXmTlS

+

23, XL22]. Cu-p orph yrazines

[BWBR21]. CUA GA U [Cha21b]. CUA GA U-2 [Cha21b]. Cuban [GG22].

cubic [A

GK23, A

CM20, XFW

+

20]. cub oidal [PPCF

+

20]. cucurbit

[MZXL21, MGK23, MI20, PSJ22]. cumene [CLC

+

21]. cum ulenes

[XAM

+

22]. Curie [SMP23b]. Curl [SMN

+

23]. curren t [PM20, SIA21].

Curtius [LFMG20]. curv e [Kid21, LSA

+

22]. curv es [TFF

+

22]. cusp

[Cio22, JIFM22]. customization [Ale23]. cut [Ano22a, BT21]. cy anic

[ZL T

+

20]. cy anob enzene [KJA

+

21]. cyclic [LFR TRP

+

20, Rad21].

cyclic-triphosphazene [LFR TRP

+

20]. cyclization [QDJY23, YCSK20].

cyclo [JJJM21, WWW

C21]. cyclo-N [WWW

C21]. cycloaddition

[KZ21, MSAD

A21, PPCF

+

20, SBM22, TXW

+

20]. cyclobutene

[MAMB

+

22]. cyclo dextrin [BSH

+

21]. cyclo dextrins [BRHECY

+

22].

cyclohexanedione [MOB21]. cyclohexylamine [MFJ

+

23]. cyclo o ctane

[LGW23]. cyclo o ctatetraene [CMY22]. cycloparaphen ylenes [ZQZ

+

23a].

cyclop en tadiene [ASO

+

22, PVR20]. cyclop en tano [MI20].

cyclop en tano-cucurbit [MI20]. cyclopropanol [L

WR21]. cylinder

[FLZP23, QSZ23]. cylinder-nonorien table [QSZ23]. cytidine [SE22].

cyto c hrome [QDJY23]. cytosine [Ram23, SE22, UI IP23].

D [GXL

+

22, GMRKMCMC21, JWZZ20, JS21, Mk a20, XPZ20, ZZXT21,

DKK

+

20, GRLH21, GMRKMCMC21, JHH

+

22, MKKA21, PGPHAPM20,

PCKP20, UHK

+

22, XPZ20]. D-A [JHH

+

22]. D18 [ZZZ

+

23]. D8 [PP21].

dark [DSNZ

+

20]. Data [OGT20, GTC

+

23]. database

[KV23, MJH

+

22, TTTH20]. DCCnT [XZ20]. deactiv ator [FMG23]. DEAL

[KKRR21]. deamination [UAH

+

20, UI IP23]. Deb y e [WWKH22, W CM

+

23].

deca y [SV21, TSHRS

+

20]. deciphering [V ar23]. decomp osition

[AIB21, BWLZ22, CYL

+

23, CMM

+

22, HCZ20, Hua20, LZL

+

23, MW C

+

21,

SWXM23, SDL

+

22, TCX

+

22, WWZ

+

20, YHZ

+

22]. decorated

[MJA20, RS21, ZHG

+

22]. decoration [QDC

+

22]. Deep [LA

CP21]. deep er

[ZYZ

+

21a]. defect [CLLC21]. defected [AKKN20]. defectiv e

[HLZZ23, LK21]. defects [QDC

+

22, RMM

+

22, SPF

+

22]. deficien t

[LZ20, SBKT23]. defined [RKI20, T ak22a, T ak22b]. definitions [CPK22].

deformation [AA20, MNWD20]. Deformations [BRHECY

+

22]. deformed

[PGR

OM20]. degeneracies [BUF

+

22, ZZJ

+

23]. degenerate [Xa v23].

degradation [CXZ

+

21, SRS21, SYT

+

21, ZWZB23]. Degree

[MA23, SSD22, A

GK23, CSGR21, hHNRA23, hHRN

+

23, PS22, RNA22,

RNB22, RMWF20, RR23, SF20b, TB22, W an21]. Degree-based

[MA23, hHNRA23, RNA22, TB22]. deh ydrogenation [DB20]. dela y ed

[SYL

+

21]. delimited [BVT20]. deliv ery [PSJ22]. delo calization [Rad21].

dendrimers [MSA22]. Deng [NR21]. dense [CLS

+

22]. densities [LBG20].

Densit y [AMRS22, BA21, CXZ

+

21, DR

V20, DPC

+

20, KRS

+

21, MR21,

OKK

+

22, RBJ23, SPF

+

22, Shi21, SBJ20, T ak22b, V

GSS20, XWS

+

22,

dPZFM

+

22, AA Y A23, A TL

+

20, AAAAA23, AA20, ABDD22, ARRB

+

21,

BY23, BBAA21, BZP

+

20, BMH21, BRB

+

21, BB20, Boz21, BSH

+

21,

CPL

+

21, Cio22, DFK20, DS20, EGLJQ

+

21, EB22, Eti20, FFBH21, FMM

+

23,

GMO

+

20, GTV20, HMBPJ

+

20, H¨ of21, HW21a, Hua20, Jan22, JMO

W20,

JZL

+

21, KZ21, KPMAB22, KV

CS21, KYL

+

20, KA G

+

20, KH20, KS23, L

T23,

LL W

+

21, LK21, sLsHtW

+

23, LLX

+

23, LCP21, LSS

+

21, LDS

+

23, LFMG20,

MSKA20, MKKK22, MZ21, MSAD

A21, MIM21, MOB21, MB23, MPBL23,

MP20, MHG

+

23, Nag20b, Nag22, O

AJ21, PM22, PJ20b, P ev21, PCEA

G23,

PR C23, QdOdMC

+

21, QOM

+

20, RSD21, RPT21b, R

VK23, SAP22, SK20,

SMJ20, STN20, SK21, SF20a, SSS23, SG20]. densit y [STF21, T ak22a,

TXW

+

20, THL

+

21, TSS

+

23, TCX

+

22, TT21b, WZ20, XAM

+

22, XZ20,

XWLZ20, X QJ

+

21, YHW

+

23, YZD

+

21, ZJW

+

21, ZZZ

+

20a, ZZLC20, ZXS21,

ZYZ

+

22, ZHG

+

22, ZZXT21, BVL22, PD22, SSEI21, TEEH23].

densit y-densit y [DS20]. densit y-fitted [Boz21]. densit y-functional

[LDS

+

23, STN20, SF20a]. densit y-to-p oten tial [KH20]. den tate [WZL23].

deo xycytidine [SE22]. dep endence

[BS20, BWLZ22, CLL20, ORL

+

20b, ZGJ

+

20]. dep enden t [BUKA21,

BMF20, Dau21, GTC

+

23, HW21b, HYHW22, Jan22, KV

CS21, sLhZX

+

22,

sLLqX

+

23, LHL

+

21, MSKA20, MBKA21, MSCM23, NA

CP21, OO21a,

OO21b, PM22, QF A

+

23, SAP22, STN20, UBW

+

22, WZ20, XZ20, ZZLC20].

dephasing [CZW21]. dep osition [LQZ

+

21]. depth [YHW

+

22]. Depurated

[Cin20, MMM16, MMM20]. deriv ation [Eti20]. deriv ativ e [HTNP21,

ILPY

+

23, L YT

+

20, LZ20, LG22, MVF

+

23, TPT20, ZWW

+

22, dPZFM

+

22].

deriv ativ e-based [L YT

+

20, LZ20]. deriv ativ es

[BSMI23, Boz21, FSR

+

22, GXL

+

22, hHRN

+

23, JXL

+

21, KML23, LL20,

electro de [dRNS21, SUG20, XWS

+

22]. electro dynamic [ZMOE23].

electro dynamics [SI20]. Electron [BA22a, DSNZ

+

20, MPBL23, SP20b,

SA20, CCZ20, CPL

+

21, CLL20, CZW21, Cio22, FFBH21, Hua20, JVK22,

JXM22, KZ21, KML23, LNE

+

20, LZ20, LL21, Lom21, LFMG20, MSS22,

MSKA20, MSAD

A21, Nan23, PT21, PJ20b, QOM

+

20, Rad21, SDS19, SDS20,

SCAD

+

20, SK

G23, SBKT23, STT20, TWT

+

21, T AMU

+

23, TD22, UHK

+

22,

UR23, XZ20, Y ¸ CD

¨

O21, ZIA20, ZS21, ZGCF20]. electron-correlation

[ZIA20]. electron-deficien t [LZ20, SBKT23]. electron-donating [XZ20].

Electron-donor [DSNZ

+

20]. electron-hole [CPL

+

21]. electron-induced

[UHK

+

22]. electron-transfer [TWT

+

21]. electron-withdra wing

[FFBH21, SCAD

+

20]. electronegativit y [SMCNH22]. Electronic

[AIR

+

23, CSY

+

21, DJC21, FK20, HLZZ23, MCP

+

20, RKA

+

21, RNFMC20,

SBA21,

¨

Ung20, YZY

+

22, ZIA20, BPB

+

20, BBAA21, BA21, BWBR21, CDD23,

CZGW22, CMGH

+

21, CP23, CLLC21, DDSB22, Dau21, DCY21, FPdS21,

FH21, GYC20, GRZ

+

21, GGUU21, GUUG23, Gun21, HLL

+

23, HNO

+

21,

HFL23, INV22b, JZX

+

20, KKH21, KLRS22, KM23, Kha23, KYL

+

20, KK21,

KLK21, KM21b, KMG22, LLZC20, LCT

+

22, sLhZX

+

22, L WH

+

21, LDS

+

23,

LDK23, LFMF23, MKKK22, MKuAS

+

22, MKM

+

20, MEBL22, MKD21,

MK21, MIM21, MM21, MBM

+

21, MEWD20, MHG

+

23, NdVVT22, Nan23,

NLA

+

21, ORL

+

20a, ONH

+

21, OMA21, P an20, P an22, PSN23, RPT21b,

RSM

+

22, RMB

+

23, SAP22, SMP23a, SBG21, SCU21, dOSdASC

+

20, SG20,

SMK

+

23, TMH21, TT21b, TVdVN21, TVdVN22, UBV

+

21, WXL

+

21,

WYL22, WP20, W CM

+

23, WF G

+

21, Xa v23, XFW

+

20, XBK

+

20, XWS

+

22,

YLL

+

20, YCPW20, YCL

+

23, ZLH

+

20b, ZZZ20b, ZHFD

+

20]. electronic

[tZNb

+

22]. electronic/atomic [UBV

+

21]. electronic/atomic-scale

[UBV

+

21]. electrons

[CFJ20, sLLqX

+

23, PJ20b, Sah21, SDK

+

21, TWT

+

21, UR23]. electrophilic

[KZ21]. electrophilicit y [JPSC20]. electrostatic

[ABS20, Doh20, SSIE20, ZGCF20]. elemen t [CMGH

+

21, WWLL21].

elemen ts [BHN23, BA22a, DPC

+

20, KD Y

+

22, MZT20, NG20, PL20,

RPT21a, RPT21b, WWM

+

21, WWKH22, ZWL22]. elephan ts [P ev21].

elimination [AMM21, W A W

+

21]. elucidated [NHNO20]. Elucidating

[MT A

+

22]. elucidation [HR TSS

+

20, SFPH22]. Em b edded

[RKI20, CZJ

+

23, DG21, GML

+

22, Hua20, ZQZ

+

23a]. em b edding [Doh20,

HO V G20b, H¨ of21, JMO

W20, MJRS20, O

AJ21, R

VK23, SMJ20, WP20].

em b edding-based [SMJ20]. Emergences [K

OB20]. emission

[D YJ

+

22, Jan22, SCZ21]. emissiv e [DSNZ

+

20]. emitter [SYL

+

21].

emitting [LK20,

¨

Ung23]. emp o w ering [EPMC20, JHH

+

22]. enable

[LLZ

+

20]. enan tioselectivit y [LLQ

+

21]. encapsulated [Ari21, ABDD22].

encapsulating [MI20]. encapsulation [BA21, CRKMC21, GMO

+

20]. End

[KM21b, JHH

+

22]. end-capp ed [JHH

+

22]. End-substituted [KM21b].

endohedral [SBKT23, SBA

T23]. endohedrally [RMS

+

23]. energetic

[JXL

+

21, PL T

+

20, QLGZ23, SWXM23, WJL

+

21, XWJ

+

21, ZJW

+

21].

energetics [KML23,

¨

UB20]. energies

[AIB21, BHN23, BBG20, dSFdSdMdM20, FH21, FWY

+

22, GRFM20,

HMBPJ

+

20, JXM22, LCP21, MF

C20a, OB21b, PPCF

+

20, STN20, SGWW22,

SPR22, TTTH20, TdV21, V CM

+

21]. Energy

[T ak22b, Y ¸ CD

¨

O21, AAAAA23, AIB21, AA23, AB21, BFW

+

22, CZ21, CP23,

CZW21, FWJ

+

23, HTNP21, HW21a, JHH

+

22, KRS

+

21, Kha23, KASAK23,

KK23b, LCH

+

22, LCY

+

23, MC22, MZ21, MHD20, NF20, NR21, OR21,

PT21, PZGH

+

20, RRD

+

22, Ram23, RKA

+

21, RK21, SFPH22, SSDF23,

SPR21, SCU21, SK

G21, T ak22a, TFF

+

22, VP20, W OE

+

22, WP22, XWLZ20,

ZJW

+

21, ZZXT21, Zh u21, T ak22b, ZZJ

+

23]. enforced [MYS23]. Engaging

[BHH20]. engineering [Cio22, JHH

+

22, PIA21]. enhance

[GRZ

+

21, JHH

+

22]. Enhanced

[AAB22, AJC

+

21, EGLJQ

+

21, FSR

+

22, R

GLG23, SN21, WL Y

+

20].

Enhancemen t [BSS21, PVR20, RMS

+

23, RBJ23, VdM22, YCL

+

22]. enol

[KMK21, LZS20, SLdS20]. ensem ble [LMA21, SF20a]. ensem bles [CN21].

en tanglemen t [AkAR

+

21]. en thalp y [WWL21]. en tropic [KRB20].

en tropies [hHNRA23, hHRN

+

23, IRA

+

20, INEB23, NZAH21, Ole20, SD20,

TPCSD20, YHW

+

23]. en trop y [AIN

+

20, EAPCD20, FMS

+

22, JSF

+

21,

LSA

+

22, MSA22, QSZ23, RNA22, RR23, SJ20, SLPS20]. en v elop e

[Dau21, GZCY22]. en vironmen t [BMF20, DFB20, STN20]. en vironmen tal

[XHX

+

20, YZD

+

20]. en vironmen ts [CLS

+

22, CBB21, MEBL22]. en ylidene

[BRB

+

21]. en ynes [YYL21, ZZZW20]. EOM [TD22]. EOM-CCSDfor

[TD22]. EPc [PC22]. Ep o xidation [CSY

+

21, AAN

+

21, WLP

+

20].

equalization [SMCNH22]. equation [BBG20, CSS

+

21, Eti20, HRA

+

22,

Izs21, KASAK23, LBP20, NA

CP21, OO21a, PM22, SS21, SGWW22].

equation-of-motion [BBG20, Eti20, SGWW22]. equations

[BESG22, KL

T21, SD20, TJA20]. equilibrium

[BM21, EM21, KMK21, SP20a]. equiv alen t [LLZ

+

20]. Erratum

[Ano22a, Ano23a, Bah22, Sur22]. error [DK21, Jan22, KA23, SM22].

error-free [SM22]. errors [LCP21]. ester [LMAA23]. estimate [GG20b].

estimation [HP

AM23]. Estrada [LXZ21b]. ethanol [BTS

+

21, MF

C20b].

ethanol-to-butadiene [BTS

+

21]. ethers [CMM

+

22, HZZZ22, TT21a].

eth yl [LMAA23, YLL

+

20]. eth ylene [YZD

+

21]. Eu

[LNC

+

23, AAJ

+

23, WZL23]. Eu-dop ed [AAJ

+

23]. Europium [DCY21].

Europium-link ed [DCY21]. EuRu [KMG22]. EuSi [DCY21]. Ev [RNB22].

Ev-degree [RNB22]. Ev aluating [BCM23]. Ev aluation

[VL21, BM21, KV23,

¨

O ¸ C

¨

O21, P ev21, RDMF21, SSIE20, VKK

+

21]. ev en

[WZ20]. Evidence [Hol21]. ev olution [ASO

+

22, AKP22, DLZ

+

21, GYC20,

LLX

+

23, LFMG20, ORL

+

20b, RSBK20, WYL22, fXmTlS

+

23]. Exact

[CWY

+

20, GN20, KRS

+

21]. examination [ASHPHCB20, MGK23].

Examining [BMH21]. example [SBM22, dOSdASC

+

20]. excellen t

[WDS

+

20]. exceptional [Shi20]. excess [TWT

+

21]. Exc hange

[MMM20, AA23, Cin20, KRS

+

21, KA21, MMM16, NHNO20, ZPS

+

20].

exc hange-correlation [AA23]. excimer [LK20]. excitation

[BZW

+

20, CP23, FK20, HMBPJ

+

20, JBPV21, STN20, SGWW22].

excitations [BMF20, GDR21, XgZX

+

22]. Excited

[VNK

+

23, BXWK22, DFB20, Eti20, FK20, HL20, Izs21, K

GSD20, LBG20,

Mk a20, Nag20b, NZ20, NTND23, NYX

+

21, Rui22, SBG21, SK

G21,

TVdVN22, UHK

+

22, WY20, WWKH22]. excited-state

[Eti20, Nag20b, NTND23]. exciton [BZW

+

20, CZ21, L

YTS20]. excitons

[KK23a]. exhibiting [ZQZ

+

23a]. exhibition [MOB21]. Existence

[SMN

+

23]. exohedrally [RMS

+

23]. expanded [Cha21b]. expansion

[AAAAA23, GM21, RSBK20, SSDF23, TLL23]. expansions

[BCM23, SMJ20]. exp ectation [HTNP21, JIFM22, ZZJ

+

23, ZHJ

+

20].

exp ected [FYL21, LGW23]. exp erimen t [ID21]. Exp erimen tal

[LZS20, TCL

+

21, BY23, BBG20, D YJ

+

22, LZL

+

23, LSS

+

21, PPCF

+

20,

RINHY20, RF23, WWZ

+

20, W A W

+

21, YHZ

+

22, ZAB

+

23]. explain

[RRSF22]. explanation [LAKJ20]. explicit [OKK

+

22]. explicitly

[BBTN23, JIFM22, V ar21, WWF23]. Exploiting [HRA

+

22]. Exploration

[CS23, BWLZ22, D

YG21, Kan21, LZZ

+

20, MYS23, R¨ oh21, ZWZB23].

Exploring [CZGW22, CJVF

+

23, DDSB22, EGLJQ

+

21, FSR

+

22, KS23,

LCH

+

22, L

YPD23, NHH22, SK

G21, WZ20, ZGCF20, ZZ22, ZWL22].

explosiv e [HR TSS

+

20, MW C

+

21, WDS

+

20, ZGCF20]. explosiv es

[WJL

+

21]. exp onen tial [BKB

+

23, PGR

OM20, PMGR

+

21, XJ20].

exp onen tial-t yp e [PGR

OM20, PMGR

+

21, XJ20]. Exp onen tially

[SPR21, SPR22]. exp onen tials [Lom21]. expression [Xa v23]. expressions

[YSZ23]. extended [KBR

+

20, LFR TRP

+

20]. exten t [AD22]. External

[MKM

+

20, ZXS20, A

CM20, Bah22, EM21, KB21, PJ20b, TWT

+

21,

WWZ

+

21, ZYZ

+

21a]. external-p oten tial-to-electron [PJ20b].

extinguishing

[CYL

+

23, HYC

+

21, LZL

+

23, TCX

+

22, WWZ

+

20, YHW

+

22, YHZ

+

22].

extractan ts [WZL23]. extraction [BA21]. extrap olation

[QdOdMC

+

21, VP20, V ar21]. Extremal

[BDEM21, CSGR21, DL21, Y e20, Zh u21, BMR21, DTW21, ZZL20b].

extremely [LFX

+

21]. extrem um [D AR

+

21]. Eyringp y [QDOC

+

21].

F [AMM21, CYL

+

23, GTC

+

23, PVR20, PLZT22, TWT

+

21, Y an20,

ZWZB23, MBKA21,

´

EC21, GZC21, MKD21, MNWD20, NZ20, SGWW22].

f-orbital-dep enden t [MBKA21]. F12 [WWF23, KV23, VKK

+

21]. F12c

[WWF23]. F ace [DQS

+

21]. faceted [RF23]. factors [ZLG22]. fail [RRSF22].

family [WJL

+

21, XWLZ20, XWJ

+

21]. F an [NR21]. F ano [CWW

+

23]. fast

[BWR22, GKN

+

22, GKK21, KSM

+

23]. F atigue [NYX

+

21]. F

CIQMC

[WF G

+

21]. F e [MGK23, MGK23, MZ23, MIM21, MHG

+

23, SKR

+

21,

SUG20, WWM

+

22, W CM

+

23, WF G

+

21]. F eature

[HNO

+

21, CSY

+

21, JVK22, WWLL21]. F eature-ric h [HNO

+

21]. features

[MK21, Mok21a]. featuring [UR23]. F eCrSe [PKBZ20]. F eCrT e [PKBZ20].

feedbac k [GOR20]. F ein b erg [NA

CP21, OO21b, OO21a]. feldspar

[HYY20]. F eNC [GKPK21]. fermionic [BKB

+

23]. fermions [LMMA21].

ferrate [CSY

+

21]. ferrimagnetism [LHL

+

21]. ferrites [MHG

+

23].

ferro cene [WV20b]. F erro cenes [Cha21a]. ferro electric [MAHRA

+

21].

ferromagnetic [AMK

+

20, SG21]. F erromagnetism [MNWD20]. F eSi

[TMH21]. F ew [T AMU

+

23]. Field [ZXS20, A

CM20, AMM21, CR

C21,

CFJ20, CWY

+

20, Dau21, Dau23, EM21, F AX

+

23, GN21b, GOR20, Guh23,

HK22, HP21, KKH21, LNX

+

21, sLsHtW

+

23, LCP21, MKM

+

20, Mok21a,

NIA21, PPR21, SM22, TSN

+

21, TWT

+

21, WP22, ZIA20]. field-dressed

[Dau21, Dau23]. field-effect [NIA21]. Field-Phen yl [ZXS20]. fields

[Bah22, Bra21, KASAK23, KB21, NYX

+

21, R YC

+

20, VM20, WWZ

+

21,

W OE

+

22, ZYZ

+

21a]. fifth [BHN23, Cio22]. fifth-order [Cio22]. fifth-ro w

[BHN23]. figure [RMLPGHP20]. filled [KMG22]. films [D YJ

+

22]. fine

[ZHJ

+

20]. finite [BCM23, VL21]. finite-difference [VL21].

finite-temp erature [BCM23]. fire

[CYL

+

23, HYC

+

21, LZL

+

23, TCX

+

22, WWZ

+

20, YHW

+

22, YHZ

+

22].

fire-extinguishing

[CYL

+

23, LZL

+

23, TCX

+

22, WWZ

+

20, YHW

+

22, YHZ

+

22]. First

[CZC

+

23, FMH

+

22, F AB

+

23, GSR

G22, GGUU21, Kan21, KA21, KHH

+

21,

LHL

+

21, LXWZ21, MBKA21, MHS21, OGSPP

+

22, P an20, PM22, PS23b,

RMeH

+

20, RED21, UV20, WXL

+

21, WWM

+

21, W CM

+

23, X CZ

+

21,

YZL

+

21b, ZRR

+

21, AJC

+

21, AKKN20, BA22a, CSL

+

23, CDD23, CZGW22,

CWL

+

22, DLZ

+

21, D AR

+

21, ER22, HLZZ23, HL20, JZX

+

20, JXM22,

Kan22, KMG22, sLLqX

+

20, LHZG23, L YT

+

20, L WH

+

21, MSKA21, MIA23,

MAHRA

+

21, MVF

+

23, MBM

+

21, MNWD20, NF20, NZ20, PL20, PS23a,

RS21, RNFMC20, SFT

+

21b, SG21, SYD

+

23, WTC

+

23, XFW

+

20, ZYZ

+

21b,

ZLH

+

20b, tZNb

+

22, KS21]. first-h yp erp olarizabilities [L YT

+

20].

First-order [PM22]. First-principle

[MHS21, RMeH

+

20, WXL

+

21, MBM

+

21, PS23a, XFW

+

20].

First-principles

[CZC

+

23, F AB

+

23, GSR

G22, Kan21, KHH

+

21, LHL

+

21, LXWZ21, MBKA21,

OGSPP

+

22, P an20, RED21, WWM

+

21, W CM

+

23, X CZ

+

21, YZL

+

21b,

ZRR

+

21, AJC

+

21, AKKN20, CSL

+

23, CWL

+

22, DLZ

+

21, ER22, HLZZ23,

JZX

+

20, Kan22, KMG22, LHZG23, L WH

+

21, MSKA21, MAHRA

+

21, PL20,

RS21, SFT

+

21b, SYD

+

23, WTC

+

23, ZLH

+

20b, tZNb

+

22]. first-ro w

[JXM22]. Fisher [NA

CP21, OO21b, AkAR

+

21, AIN

+

20, Nag22, OO21a]. fit

[PJ20b]. fitted [Boz21]. Fitting [P ev21, KKK23, LSA

+

22]. fiv e

[JRA21, XPZ20]. fixed [ADZA21]. Fizeau [KA

UB21]. Fizeau-dragging

[KA UB21]. Flat [TT21a, SZMM22]. fla v onoid [SIA20]. fla v onoid-based

[SIA20]. flexible [MBR21a]. flexing [LNX

+

21, YXKJ21]. Flip [XBK

+

20].

fluctuation [sLLqX

+

20]. fluid [TCL

+

21]. fluorescence

[PCEA

G23, SYL

+

21]. fluorescen t

[GA20, LXZ

+

21a, L

YTS20, LZ23, TSHRS

+

20, ZLH20a]. fluoride

[GHZ

+

23, LZL

+

21]. fluorides [SP20b]. fluorine [HNO

+

21]. fluorine-

[HNO

+

21]. fluorographene [ID21]. fluorouracil [BSH

+

21]. flutamide

[PSJ22]. flux [BM21, W OE

+

22]. F o c k

[BBTN23, JBPV21, RPT21a, RPT21b, Rui22]. F o c k-space

[BBTN23, JBPV21]. foldamers [ZLG22]. force

[Bra21, CCZ20, JD20, PPR21]. forces [RKK

+

22]. forecasting [AkAR

+

21].

form [BRHECY

+

22, LK20, MWBQ20]. formalism

[AMM21, Eti20, MM22a]. formamide [SE20]. F ormamidinium

[ZCL

+

22, P AS

+

21]. F ormation [SV21, WJF

+

21, FMM

+

23, LR G

+

20,

LL W

+

21, MFE

+

23, SFB20, SBG21, WWL21, WZL

+

21]. formed [SMS23].

formic [SDL

+

22]. forms [KMK21]. form ulation [BM21, UR23]. F ourier

[SS21]. F O X [SWML23, ZZL

Y22]. F O X-7 [SWML23, ZZL

Y22]. fractal

[HAA

+

23]. F ractional [Mos21, SD20]. fracture [L

YPD23]. fragilit y [JD20].

fragmen t [DFB20, NF20, PNC20]. frame [HTNP21]. framew ork

[Boz21, GOT

+

23, HTNP21, HR TSS

+

20, HRA

+

22, KASAK23, SBA21].

framew orks [HW21a]. free [AKKN20, CPK22, dSFdSdMdM20, FMG23,

HZC21, KM23, L

T23, Nag20b, PIA21, PPCF

+

20, Ram23, SM22, TMX

+

22].

free-standing [HZC21]. freedom [W an21]. frequency [WWF23]. friendly

[GPP

+

21]. F ron tier [SP20a]. F rozen [SMJ20, H¨ of21, O

AJ21].

F rozen-densit y [SMJ20, H¨ of21]. frustrated [SSIE20]. fuel [SMS23]. full

[BFW

+

22, LHL

+

21, SG21]. full-dimensional [BFW

+

22]. full-Heusler

[LHL

+

21]. full-Heuslers [SG21]. fullerene [CRKMC21, DFK20, D

YK22,

GXL

+

22, GMO

+

20, GMRKMCMC21, PR

C23, SBM22, VKS21, dPZFM

+

22].

fullerene-ZnPc [CRKMC21]. fullerenes [GMRKMCMC21]. F ully [MSS22].

F unction [T ak22b, DS20, FWJ

+

23, KA23, NZ20, Sør21, SY21, Sur20, Sur22,

T ak22a, WWM

+

21]. F unctional

[AMRS22, BVL22, TEEH23, T ak22b, AAJ

+

23, AA Y A23, ABDD22,

ARRB

+

21, BY23, BBAA21, BZP

+

20, BA21, BRB

+

21, BB20, BSH

+

21,

CXZ

+

21, CPL

+

21, DR

V20, DPC

+

20, DFK20, EGLJQ

+

21, EB22, FFBH21,

FMM

+

23, GMO

+

20, GTV20, Jan22, JZL

+

21, KRS

+

21, KPMAB22, KV

CS21,

KYL

+

20, KA G

+

20, KS23, L

T23, LL W

+

21, LK21, sLsHtW

+

23, LLX

+

23,

LFR TRP

+

20, LCP21, LSS

+

21, LDS

+

23, MSKA20, MKKK22, MR21, MIM21,

MOB21, MB23, MP20, MHG

+

23, Nag20b, Nag22, NHNO20, OKK

+

22, PM22,

PJ20b, PD22, P ev21, PCEA

G23, QdOdMC

+

21, QOM

+

20, RBJ23, RSD21,

R¨ oh21, SSEI21, SPF

+

22, SAP22, SK20, STN20, SK21, SF20a, Shi21, SSS23,

SBJ20, SG20, STF21, T ak22a, TXW

+

20, THL

+

21, TSS

+

23, TCX

+

22,

V GSS20, WZ20, XZ20, X QJ

+

21, XWS

+

22, YHW

+

23, YZD

+

21, ZZZ

+

20a,

ZZLC20, ZXS21, ZHG

+

22, dPZFM

+

22]. functionalized

[CSL

+

23, CSY

+

21, TEEH23, XZ20]. functionals

[BXWK22, HMBPJ

+

20, P ev21, PR

C23, SSDF23, ZYZ

+

22]. functioning

[TPT20]. functions [CPK22, Gun21, L

T23, NdVVT22, PS23a, TLL23,

TFF

+

22, TVdVN21, TVdVN22]. fundamen tal [BFW

+

22]. fundamen tals

[CM21]. fungal [PB23]. F urther [D YZ

+

23]. fused

[PVR20, SWXM23, ZAB

+

23]. F uture [KKRR21, JHH

+

22].

g [RINHY20]. g-C [RINHY20]. Ga

[GSR

G22, MBM

+

21, NG20, Y an20, LMM

+

22, sLLqX

+

20, SYD

+

23]. Ga/In

[GSR

G22]. gallium [NM23, SMP23a]. GaN [SMP23b]. gap

[LMM

+

22, OR21, RK21, SCU21, T A UM

+

23, WWLL21, WL Y

+

20]. Gas

[PLZT22, AN20, GOS20, LZL

+

21, MYS23, NHH22, PT21, RKI20, SASA21,

Shi21, TTTH20, VdM22, XZGS23]. gas- [RKI20]. gas-phase

[GOS20, LZL

+

21, SASA21, VdM22]. gases

[dA OdASP

+

20, SCY

+

23, ZHW23]. gate [TPT20]. Gaussian

[DGA23, KKK23, L

T23, SSDF23, Sha20, T AMU

+

23]. Gaussian-t yp e

[Sha20]. Gaussians [JIFM22]. Gd [NG20]. GDB17 [MJH

+

22]. GD Y

[HFF22]. GD

Y- [HFF22]. Ge [GUUG23, KLRS22, SYD

+

23, TSS

+

23]. GeC

[TEEH23]. General

[Ano22a, BT21, YSZ23, JL

WH23, KH20, OB21b, TdV21]. Generalized

[GN21a, GDR21, MZT20, ZMOE23, A

GK23, GRFM20, HJIO21, IRA

+

20,

KASAK23, WF G

+

21, WP22, XgZX

+

22, ZZJ

+

23, ZHJ

+

20]. Generation

[KYL

+

20, GW21, L YW

+

20, NYX

+

22, SIM23, VSK

G21, W AM

+

20].

generativ e [HBY20]. genetic [BSMI23, MSI22, RSBK20, TD22].

Geometric [RRS21, WYL22, BDEM21, GRLH21, R

VK23].

geometric-arithmetic [BDEM21]. geometrical [CP23, ZZZ20b].

geometries [SP20a]. geometry [CN21]. German y [KKRR21]. GGA

[AAJ

+

23]. GIA

O [GZC21]. giv en [CL22]. glassy [MZD

+

20]. Global

[ZG21, D

YG21, GHZ

+

23, KYL

+

20, KKK23, SMMP

+

23, TCL

+

21]. globular

[Y e20]. glutathione [KI20]. glycerol [SBJ20]. glycerol/h ydrogen [SBJ20].

glycinamide [ES21]. glycine [GOS20, NYX

+

22]. glycolaldeh yde

[ZWW

+

22]. gmx2qmmm [GPP

+

21]. go [GTV20]. gold [QOM

+

20]. go o d

[Rac21]. Goura v a [SZMM22]. go v erning [KL

T21]. gradien t

[AMM21, MPBL23]. gradien ts [LCP21, R

VK23]. graduate [CM21]. grain

[PP23]. graph [AIA

G21, AD22, CL

W21, IAI20, LS21, PB23, RKI20].

graph-theoretically [RKI20]. graphdiyne [CZC

+

23]. graphene

[ARBM21, CSTD22, DJC21, ID21, ISL

+

23, LZSA20, LK21, LXWZ21, MIA23,

MI20, PSN23, PLZT22, QDC

+

22, RMM

+

22, RBJ21, RBJ23, SPF

+

22,

SDL

+

22, WWM

+

22, XBL23, YZL21a]. graphene-2D [ISL

+

23]. Graphitic

[LFX

+

21, YCPW20]. graphs [Ano22a, AD22, BDEM21, BT21, CL21,

FYL21, Hao21, KB23, LCX

+

21, RRS21, RA20, WYZZ20]. graph yne

[DR V20, HDF

+

21, HFL23, X CZ

+

21]. graph ynes [HDF

+

21]. grid [LLC20].

GridMol2.0 [ZMJ

+

20]. Grignard [KA G

+

20]. Gromacs [GPP

+

21]. ground

[A CM20, KYL

+

20, LHL

+

21, Mk a20, NZ20, Rui22, SPR21, SK

G21, TVdVN21].

ground-state [KYL

+

20, LHL

+

21]. Group [STF21, Cha21b, HLF23,

KD Y

+

22, LLMQ20, PGPHAPM20, SLL

+

22, TT21b, YLL

+

20, ZLG22].

group-11 [Cha21b]. group-14 [KD Y

+

22]. Group-IV-based [STF21].

groups [LFR TRP

+

20, XZ20]. gro wth

[D YK22, D

YG21, F

CL22, LDK23, RMB

+

23, BRB

+

21]. guess [HK22].

guided [AAAAA23, DGA23]. Gutman [LGW23]. GYs [HDF

+

21].

H [ASO

+

22, Ari21, BFW

+

22, EB22, FK20, GNC20, GTC

+

23, JWZZ20,

MOB21, PVR20, SNL

+

23, Shi21, SRS21,

¨

UB20, W CZ

+

20, W A W

+

21,

YCSK20, Cha21a, CLS

+

22, DKK

+

20, Dau21, Dau23, KD Y

+

22, LZL

+

21,

MSS20, dA

OdASP

+

20,

¨

O ¸ C

¨

O21, PLZT22, QDJY23, RS23, Ro y20, SSIE20,

SSIE21, SSK20, STF21, WY20, WXL

+

21, WZL

+

21, WSSD21, W OE

+

22,

WHYL21, YZD

+

21, ISL

+

23, UHK

+

22]. h-BN [ISL

+

23]. H-b ond [

¨

O ¸ C

¨

O21].

H-lik e [CLS

+

22]. H/ [UHK

+

22]. H/D [DKK

+

20]. Half

[PKBZ20, Rui22, BB20, HBB

+

21, KLRS22, KD Y

+

22, LMM

+

22, LHL

+

21,

ONH

+

21, R CM

+

22, SG21, ZRR

+

21]. half-Heusler

[PKBZ20, R CM

+

22, ZRR

+

21]. half-metallic

[BB20, LMM

+

22, LHL

+

21, ONH

+

21, SG21]. Half-metallicit y [PKBZ20].

Half-Pro jected [Rui22]. half-sandwic h [KD Y

+

22]. halide

[AAM

+

20, BPB

+

20, KM23, P AS

+

21, ZZLC20]. halides

[CFM

+

21, LL21, TMX

+

22]. halogen [KSP20, WXLL21]. halogens [KM23].

Halon [YHW

+

22]. Hamiltonian [AKP22, SM22]. handedness [ZLG22].

hard [KRA

+

23, MR21]. hardness [PJ20a]. hardw are [RBSW21b].

harmonic [RNFMC20, SIM23]. Hartree [RPT21a, RPT21b, Rui22].

harv esting [F AB

+

23]. HC [P AS

+

21]. HCl

[WY20, CMM

+

22, TFF

+

22, WY20]. HCl-catalyzed [CMM

+

22]. HCNO

[MM20]. He-lik e [NdVVT22, TVdVN21, TVdVN22]. heat

[END

+

23, YHW

+

23]. hea vier [KD Y

+

22, ZL T

+

20]. hea vy [CFM

+

21]. HeH

[MM21, W an21]. heigh ts [KV23]. Heisen b erg [CSK21, JVK22]. helical

[BCLM

+

22]. helicenes [GML

+

22]. helicit y [XAM

+

22]. helium

[CBB21, DG21, LBG20, MF21a, NZAH21, SPR21, TVdVN22]. helium-lik e

[NZAH21]. helix [ZXS21]. Hellmann [Y al23]. help [V ar23]. Hermitian

[HRA

+

22, LMA21, SM22]. hetero [GML

+

22, JS21]. hetero cycle [WJL

+

21].

hetero cycle-based [WJL

+

21]. hetero cycles [SSEI21]. hetero cyclic

[DDSB22, JRA21, LLZ

+

20, LLMQ20, PM20, SCAD

+

20, SWXM23, YLL

+

20,

ZFB

+

20]. hetero din uclear [ZXS21]. heterogeneous

[PG

´

AML21, WLP

+

20]. heterogeneous-homogeneous [WLP

+

20].

hetero junction [BZW

+

20, MI20, XHS

+

23, ZZZ

+

23]. heterostructure

[ISL

+

23]. heterostructures [MIA23, OGSPP

+

22]. Heusler

[BB20, GGUU21, GUUG23, HBB

+

21, KLRS22, LMM

+

22, LHL

+

21,

MBM

+

21, PKBZ20, Rac21, R CM

+

22, ZRR

+

21]. Heuslers [SG20, SG21].

HeX [JWZZ20]. hexaazaiso wurtzitane [ZGCF20]. hexab orides

[MBKA21]. hexaco ordinate [KRK

+

21]. hexadienal [SYT

+

21]. hexafluoro

[LZL

+

23, WWZ

+

20]. hexagonal [BMR21, CPL

+

21, CDR20, DQS

+

21,

FYL21, QSZ23, RMLPGHP20, SZMM22, ZFB

+

20]. hexagons [CL22, LC23].

hexamer [MF

C20b]. hexamolyb date [AA Y A23].

hexamolyb date-julolidine [AA Y A23]. hexanitro [ZGCF20]. hexylo xy

[LMAA23]. hexylthiophene [LMAA23]. Hf

[GGUU21, PR

C23, SCY

+

23, TFF

+

22, KHK

+

23, LLZC20]. HF

O [HYHW22].

HFP [SK20]. HfSe [OGSPP

+

22]. HfSSe [OGSPP

+

22]. HfT aZrNb

[JSF

+

21]. HfT aZrTi [JSF

+

21]. Hg [QOM

+

20, F

AJOF20]. Hierarc hical

[TJA20]. High

[L YT

+

20, XFW

+

20, XJLH21, BWR22, CZJ

+

23, GZWL22, HLL20a, HW21a,

JSF

+

21, KMH

+

20, LFX

+

21, MZ21, PJ20a, Rac21, SIM23, SMP23b, SF20b,

[HBY20]. In trinsic [SDL

+

23]. In tro ducing [SMCNH22, Sur20, Sur22].

in tro duction [Nat22]. in v arian t [BFW

+

22, KKK23]. in v arian ts

[NS22, ZMS21]. in v erse [LA

CP21, NG20, VN21]. In v ersion

[MMM20, BZW

+

21, Cin20, KH20, LLZ

+

20, MMM16, HKM

+

23].

in v ersion-top omerization [BZW

+

21]. In v erted [YCSK20]. In v erting

[PJ20b]. in v estigate [THS20, ZRR

+

21]. in v estigated [KAA21, SRH20].

In v estigating [CPK22, HO V G20b, KM23, KMG22]. In v estigation

[BB20, JXL

+

21, MKD21, MEWD20, SIM23, SG22, SG20, ZLH

+

20b, AN20,

AJC

+

21, BTS

+

21, CLS

+

22, CBK

+

20, ER22, GNC20, GSR

G22, HBB

+

21,

HMBPJ

+

20, Kan22, Kid21, KML23, KPTL23, LC20, L

YTS20, LCY

+

23,

LLMQ20, LLQ

+

21, MFJ

+

23, MZ23, MOB21, OGSPP

+

22, P an20, RMeH

+

20,

Ro y20, SCZ21, SK

G23, SUSS23, SSS23, SBJ20, SYZF22, SLL

+

22, TT21b,

TD22, UV20, WZL

+

21, YYL21, ZJW

+

21, dPZFM

+

22]. in v estigations

[CZGW22, KWWZ20, KA21, L YT

+

20, LHL

+

21, LXWZ21, MSKA20,

R CM

+

22, WWM

+

22, ZAB

+

23]. in v olv e [LFMG20]. in v olv ed [CMM

+

22].

io dine [MF21b]. ion [BA21, EGLJQ

+

21, FMH

+

22, KSPG23, KRA

+

23,

LXZ

+

21a, LFX

+

21, MHS21, dRNS21, P´23, SPR22, VdM22]. ion-pair

[VdM22]. ionic [BSMB23,

´

EC21, FK20, LNE

+

20, THL

+

21]. ionization

[BBG20, MHD20, TD22]. Ionized [

¨

UB20]. ions

[BVL22, CLS

+

22, HO V G20b, NZAH21, RED21]. IOTC [BCKN21].

IOTC/CASSCF/CASPT2 [BCKN21]. IQA [LFMG20]. IR

[CR GD

+

23, SN21, CZGW22, DSNZ

+

20]. IR

C [QDOC

+

21]. IR

C-Analysis

[QDOC

+

21]. IRMOF [RDMF21]. IRMOF-8 [RDMF21]. iron

[KPTL23, MSO

A23, VSK

G21]. irradiation [L YW

+

20]. iso

[NdVVT22, TVdVN21, TVdVN22]. iso-electronic

[NdVVT22, TVdVN21, TVdVN22]. Isobaric [END

+

23]. iso cy anic

[ZL T

+

20]. isolated [PVR20]. isomer [MF

C20a, TWT

+

21]. Isomerism

[AS22]. isomerization [HKM

+

23, JD20]. isomers

[BWLZ22, TL T

+

22, WYZZ20, dLRdLJ

+

20]. isomorphic [P

ASS21].

isoprene [SRS21, TXW

+

20]. isosp ectral [GN21a]. isotop e

[DKK

+

20, UHK

+

22]. isotop omers [NYX

+

22]. iso xazolines [MSAD

A21].

Issue [Ano20a, Ano20l, Ano20p, Ano20q, Ano20r, Ano20s, Ano20t, Ano20u,

Ano20v, Ano20b, Ano20c, Ano20d, Ano20e, Ano20f, Ano20g, Ano20h, Ano20i,

Ano20j, Ano20k, Ano20m, Ano20n, Ano20o, Ano20w, Ano20x, Ano20y,

Ano20z, Ano20-27, Ano20-28, Ano20-29, Ano20-30, Ano20-31, Ano20-32,

Ano20-33, Ano20-34, Ano20-35, Ano20-36, Ano20-37, Ano20-38, Ano20-39,

Ano20-40, Ano20-41, Ano20-42, Ano20-43, Ano20-44, Ano20-45, Ano20-46,

Ano21b, Ano21q, Ano21r, Ano21s, Ano21t, Ano21c, Ano21d, Ano21e, Ano21f,

Ano21g, Ano21h, Ano21i, Ano21j, Ano21k, Ano21l, Ano21m, Ano21n, Ano21o,

Ano21p, Ano21u, Ano21v, Ano21w, Ano21x, Ano21y, Ano21z, Ano21-27,

Ano21-28, Ano21-29, Ano21-30, Ano21-31, Ano21-32, Ano21-33, Ano21-34,

Ano21-35, Ano21-36, Ano21-37, Ano21-38, Ano21-39, Ano21-40, Ano21-41].

Issue [Ano21-42, Ano21-43, Ano21-44, Ano22b, Ano22c, Ano22d, Ano22e,

Ano22f, Ano22g, Ano22h, Ano22i, Ano22j, Ano22k, Ano22l, Ano22m, Ano22n,

Ano22o, Ano22p, Ano22q, Ano22r, Ano22s, Ano22t, Ano22u, Ano22v,

Ano22w, Ano22x, Ano22y, Ano23b, Ano23c, Ano23d, Ano23e, Ano23f,

Ano23g, Ano23h, Ano23i, Ano23j, Ano23k, Ano23l, Ano23m, Ano23n,

Ano23o, Ano23p, Ano23q, Ano23r, Ano23s, Ano23t, Ano23u, Ano23v,

Ano23w, Ano23x, Ano23y, HO V G20a, INV22a, KKRR21, MBR21b, MM22b,

RBSW21a, SFT

+

21a, WV20a, Ano20-47]. Istv´ an [CPK22, SSL22]. iteration

[Y al23]. Iterativ e [HP

AM23]. IV [ASHPHCB20, HLL20a, STF21, VSK

G21].

Iv an [LUB23].

J [GM21, Sur22, BESG22]. Jacobi [SSD22]. Jahn [HL20, MM20]. Jastro w

[NZ20]. Jastro w-Bac kflo w [NZ20]. join t [RINHY20]. join ted [AJC

+

21].

juglone [dPZFM

+

22]. julolidine [AA Y A23]. junction [NS22]. Jup yterLab

[HHG

+

21].

K-edge [MSO

A23]. Karplus [BESG22]. Karton [KV23]. Kekul ´ e

[RRD

+

22]. Kekul ´ e- [RRD

+

22]. Keto [KMK21, LZS20, SLdS20]. Keto-enol

[KMK21, LZS20, SLdS20]. k etones [HZZZ22, LZ21]. k eto xime [YYL21].

k ey [SKR

+

21, ZLG22]. kinase [WV21]. Kinetic [BWLZ22, AAAAA23,

MW C

+

21, SSDF23, T ak22a, VdM22, YST

+

21, ZTHW23, ZWZB23, T ak22b].

kinetically [KRK

+

21]. Kinetics

[SRS21, KI20, SMS23, SXTZ23, YZD

+

20, ZZZ

+

20a, ZHS21]. Kirc hhoff

[FLZP23, Y e20]. kno wledge [Nag20a]. K O ALA [H¨ of21]. K

OBu [V OK

+

20].

K OH [V OK

+

20]. Kr [dA

OdASP

+

20]. Kratzer [AIN

+

20, GN21b].

L [MZ23, RR21, JAZ

+

20, MZ23]. L- [JAZ

+

20]. L1 [KL

T21]. LAB

[CP23, Nag20a]. lactamase [KL

T21]. lactide [MW

CJ23]. LaF e [MT A

+

22].

Lagrangian [SY21]. landscap e [RK21]. landscap es [R¨ oh21]. lan thanide

[Ko v20, MW

CJ23, SFPH22]. lan than um [RK

G21]. LaO [MEWD20].

lapatinib [HBY20]. Laplacian [LZSA20, LG22, LXZ21b]. Laplacians

[FLZP23]. Large [LMM

+

22, RMLPGHP20, TSW

+

20]. laser

[Dau21, GZCY22, HSV22]. laser-dressed [HSV22]. lateral [OGSPP

+

22].

latest [A

GK23]. lattice [A

CM20, F

CL22, KS23, LHL

+

21, LXWZ21, ZX21].

lattice-strain [LXWZ21]. lattices [DQS

+

21]. Laudatio [LUB23]. la w

[LDK23]. la y er [LMAA23, PSJ23]. la y ered [FMH

+

22, F GW

+

22, MEWD20].

la y ers [MKKA21]. LC [HMN20]. LC-DFT [HMN20]. lead

[KM23, MNWD20, P AS

+

21, ZZLC20]. lead-free [KM23]. lead-halide

[ZZLC20]. leading [MSAD

A21]. learning [AR22, BSMB23, BGM

+

23, FH21,

FWY

+

22, KPMAB22, KSM

+

23, KK23b, LA

CP21, LLX

+

23, MJH

+

22, RP22,

RKK

+

22, WWLL21, YZW

+

23, YHW

+

23, ZX21]. Learn’s [KK23b]. least

[PJ20b]. least-squares [PJ20b]. length [ZZ22]. lepton [BA22b]. lev el

[LNE

+

20, LCY

+

23, ZL T

+

20, ZYZ

+

21a, ZYZ

+

21b]. lev els [JS21]. Lewis

[RK G21, SSIE20, WWW

C21]. Li [Ari21, Y an21, ZXS21, AR22, ABDD22,

FK20, F AB

+

23, HLL

+

23, MHS21, NdVVT22, OKK

+

22, PC22, RS21,

RNRBF

C21, SBA21, SPR22, TVdVN21, TVdVN22, ZYZ

+

22]. Li-decorated

[RS21]. Li-lik e [NdVVT22, TVdVN21, TVdVN22]. Li-metal [ZYZ

+

22].

Li-p olysulfide [AR22]. Li-S [OKK

+

22]. LiBH [KHH

+

21]. Libra

[DGA23, TJA20]. life [HYY20]. lifetime [LDS

+

23]. ligand

[KKH21, KDM

+

22, MZ23, NHNO20, WHYL21]. ligand-promoted

[WHYL21]. ligands

[DSNZ

+

20, LNC

+

23, MW

CJ23, SCAD

+

20, SGWW22, ZQZ

+

23a, ZPS

+

20].

ligated [DDSB22, Mok21a]. Ligh t [K

GSD20, BGK

+

22, CWW

+

23, F AB

+

23,

Fin21, GKN

+

22, GRZ

+

21, LK20, L YW

+

20,

¨

Ung23, W AM

+

20, WZ21].

ligh t-driv en [W AM

+

20]. ligh t-emitting [

¨

Ung23]. Ligh t-induced

[K GSD20]. lik e [AJC

+

21, ARBM21, Ano22a, BT21, CLS

+

22, CBK

+

20,

DL21, JVK22, NdVVT22, NZAH21, dOSdASC

+

20, SSD22, TVdVN21,

TVdVN22, WZ20, XJLH21, ZZJ

+

23, dPZFM

+

22]. limit

[BT23, PMGR

+

21, V ar21]. limitations [CJVF

+

23]. limiting [ZAB

+

23].

Limonene [FMG23]. line [HSV22, LS21, TFF

+

22]. Linear

[A GK23, GXL

+

22, GML

+

22, OR21, ZGJ

+

20, AMM21, BSMI23, DS20,

FLZP23, GZC21, HP21, LMMA21, LG22, MSI22, PM22, ZMJ

+

20].

linear-scale [ZMJ

+

20]. link ed [DCY21]. linking [ZHD

+

23]. liquids

[BSMB23, LNE

+

20, THL

+

21]. Lithium [ZHG

+

22, FMH

+

22, F AX

+

23,

MZF21, MHS21, NdVVT22, dRNS21, OKK

+

22, RBJ21, Y an21]. lithium-ion

[MHS21, dRNS21]. lithium-sulfur [MZF21]. Ln [Ko v20]. Lo cal

[AIB21, SMMP

+

23, DK21, GTV20, Izs21, Ro y20, SSDF23]. lo cal-densit y

[GTV20]. Lo calization [GN21b, KRB20]. lo calized [STI20, TWT

+

21].

lo c k ed [CP23]. logic [TPT20]. Long [XL22, EB22, KA21]. Long-b onding

[XL22]. long-range [EB22, KA21]. longevit y [Nag20a]. loss [YZW

+

23].

Lo w [PZGH

+

20, DB20, MM21, SCU21, TCL

+

21, TCSG

+

20, dLRdLJ

+

20].

Lo w-energy [PZGH

+

20]. lo w-lying [MM21, dLRdLJ

+

20]. L¨ owdin

[P on19, Y os20]. Lo w er [CDR20]. lo w est

[AMRS22, BXWK22, L

YTS20, TVdVN22]. luminescence

[DSNZ

+

20, SLL

+

22]. luminescen t [SYL

+

21]. LuZ [MBM

+

21]. lying

[MM21, dLRdLJ

+

20].

M [Ari21, HBB

+

21, HDF

+

21, KS21, LZZ

+

20, MZ23, OMA21, PZGH

+

20,

PCKP20, QOM

+

20, Shi21, Tia21, Y an20, Ari21, HAA

+

23, LZZ

+

20, MZ23,

MHG

+

23, OMA21, SLL

+

22, SYD

+

23, XL22]. M-dop ed [SYD

+

23]. M-N

[KS21]. M-p olynomials [HAA

+

23]. Mac hine

[BSMB23, RKK

+

22, WWLL21, ZX21, AR22, BGM

+

23, FH21, FWY

+

22,

KPMAB22, KSM

+

23, KK23b, LLX

+

23, MJH

+

22, RP22, YZW

+

23, YHW

+

23].

macroscopic [FWJ

+

23]. made [Mok21b]. magic [ELH20, WKH20].

magnesium [ZZZ20b]. Magnetic

[LZS20, sLLqX

+

20, AJC

+

21, CSTD22, CPL

+

21, CLLC21, GGUU21,

HO V G20b, HLZZ23, HNO

+

21, KA21, KASAK23, K

C23, LBP20, MMP23,

MBM

+

21, MT21, MHG

+

23, O

AJ21, ONH

+

21, R

G20, RMB

+

23, TMH21,

V CM

+

21, W CM

+

23, W OE

+

22, Y an21, YZY

+

22, ZPS

+

20]. Magnetically

[PM20]. magnetism [D

YG21, GOR20, GYC20, PKBZ20, SDL

+

23].

Magneto [BU20, L TC

+

23, BBAA21, KMG22, SG20]. magneto-electronic

[BBAA21, KMG22, SG20]. Magneto-optical [BU20]. Magneto-structural

[L TC

+

23]. Magneto electronic [AMK

+

20, BB20]. Main taining [SF20b].

Ma jorana [LMMA21]. malonic [SLdS20]. malonitrile [BRB

+

21].

manager [KS22]. manipulation [DR

V20]. Man y

[UP20, RKI20, SMJ20, UR23, Y ¸ CD

¨

O21]. Man y-b o dy

[UP20, RKI20, SMJ20]. map [PJ20b]. Mark o vnik o v [LG21]. material

[KD Y

+

22, LFX

+

21, MJRS20, RSM

+

22, SCY

+

23, TD22, ZHG

+

22, ZHD

+

23].

materials

[AKK

+

21, CR

C21, EGLJQ

+

21, FSR

+

22, F AB

+

23, JHH

+

22, KMH

+

20,

KM21a, LZ20, MMP23, MZF21, MHS21, RKA

+

21, RINHY20, SCZ21,

SWXM23, SUG20, SC23, WWLL21, WJL

+

21, XZ20, ZJW

+

21, ZZXT21].

mathematical [Y os20]. matrices [BMH21, Eti20]. Matrix [BA22a,

A TL

+

20, CL21, CMGH

+

21, Cio22, MWBQ20, SS21, TT21b, WWKH22].

matter [PMdN21]. matter-w a v e [PMdN21]. MAX [ARRB

+

21, F GW

+

22].

maxim um [ADZA21]. Maxw ell [BRF21]. Ma y er [CPK22, SSL22]. MB

[Tia21]. McDonald [BXWK22]. mean [CFJ20, sLsHtW

+

23]. mean-field

[CFJ20, sLsHtW

+

23]. means [BVL22, GOT

+

23]. measures

[FMS

+

22, LSA

+

22, MSA22, Ole21, RR23]. Measuring [AD22]. Mec hanical

[JSF

+

21, SMK

+

23, BCLM

+

22, CZGW22, CMGH

+

21, GUUG23, JZX

+

20,

KLRS22, KHH

+

21, KHK

+

23, K¨ on21, KMG22, LZZ

+

20, MSCM23, ORL

+

20a,

OMA21, PL20, PJ20a, P an22, PKBZ20, PP21, TFF

+

22, W CM

+

23, XFW

+

20,

YCL

+

22, ZRR

+

21, ZLH

+

20b]. Mec hanically [P AS

+

21]. mec hanics

[BRF21, LA

CP21, NF20, RKK

+

22, ZMJ

+

20, GPP

+

21].

mec hanics/Gromacs [GPP

+

21]. Mec hanism

[LZ21, MW

CJ23, YZD

+

20, ZZZ

+

20a, ZZL

+

20a, ZHS21, BZP

+

20, CSY

+

21,

CMM

+

22, D YZ

+

23, ES21, GYC20, HH23, HR TSS

+

20, HYC

+

21, JRA21,

JXYL20, KI20, L

WW20, LZL

+

21, LLQ

+

21, SSEI21, SWML23, SE20, SRS21,

SYL

+

21, SYT

+

21, SXTZ23, TXW

+

20, TSS

+

23, TCX

+

22, TSHRS

+

20,

TMX

+

22, WLP

+

20, WWM

+

22, WSSD21, fXmTlS

+

23, YZL

+

21b, YHW

+

22,

YHZ

+

22, ZHD

+

23, ZWW

+

22, ZWZB23, ZL23]. Mec hanisms

[SBG21, LLLL20, LFMG20, V OK

+

20, W CZ

+

20]. Mec hanistic

[BTS

+

21, WLH

+

20, WHYL21, ZTHW23, AAN

+

21, HW21b, LG21, YST

+

21].

media [KA

UB21,

¨

Ung20]. mediated [ER22, PD22, Ram23]. MEH

[LMAA23]. MEH-PPV [LMAA23]. melem [AI I21, MAK

+

22]. melting

[PP21]. mem b ered [JRA21, ZZL

+

20a]. memoriam [SSL22]. MER CUR Y

[Shi20, LXZ

+

21a, QOM

+

20, Ano20-47, MNN

+

20]. merit [RMLPGHP20].

mesogenic [RK

G21]. mesoionic [dSFdSdMdM20]. metab olism [HBY20].

metab olite [HBY20]. Metadynamics [ZLG22]. metal

[AKKN20, Ari21, ARRB

+

21, BTS

+

21, CYJC20, CZJ

+

23, DT

AS21, FK20,

GT AL23, HLZZ23, HR TSS

+

20, JZX

+

20, JXM22, Kan22, KM21a, sLLqX

+

23,

LL21, MFJ

+

23, NG20, O

AJ21, PIA21, P an20, PC22, PS23b, SCAD

+

20,

SSDF23, SRH20, SLL

+

22, SDL

+

23, TMX

+

22, UBW

+

22, VN21, WWM

+

22,

WWM

+

21, fXmTlS

+

23, X QJ

+

21, YZY

+

22, ZYZ

+

22]. metal-an thracene

[YZY

+

22]. metal-dop ed [P an20]. metal-free [AKKN20, PIA21, TMX

+

22].

metal-nitrogen [PC22]. metal-organic [HR TSS

+

20]. metal-salen

[CYJC20]. metallated [

¨

Ung20]. metallic [BB20, CYJC20, CWW

+

23,

LMM

+

22, LHL

+

21, MBR21a, Mok21b, ONH

+

21, SG21]. metallicit y

[PKBZ20]. metallo [KL

T21, PC22]. metallo- [KL

T21]. metallo-organic

[PC22]. metallop orph yrin [GMO

+

20]. metallop orph yrin-based

[GMO

+

20]. metalloproteinase [MWBQ20]. metalloproteinase-7

[MWBQ20]. metals [DR

V20, F GW

+

22, GRZ

+

21, KM21a, MKKK22,

MMP23, RMS

+

23, RHS

+

21, SAP22, SMP23b]. Metastable [FMM

+

23].

methacrylate [DFK20]. Methane [DB20, RSD21, RDMF21, X CZ

+

21].

methanol [CLL23]. Metho d [MMM20, A TL

+

20, Ano22a, BFW

+

22,

BBTN23, BT21, BBG20, Cin20, FWY

+

22, GM21, KA23, KH20, LDS

+

23,

LLC20, MMM16, NF20, NLA

+

21, P on19, PS23b, Rad21, Rui22, STI20, SY21,

SYL

+

21, TCSG

+

20, Y al23, ZZJ

+

23, ZHJ

+

20]. metho dology [DGA23].

Metho ds [ZG21, Boz21, CDD23, CLS

+

22, Eti20, FH21, GZC21, GTC

+

23,

HP21, LSA

+

22, PPCF

+

20, P ev21, R¨ oh21, SRH20, SS21, WWL21, WP20,

WWF23, ZMJ

+

20]. methotrexate [MA23]. metho xy [LMAA23].

metho xy eth yl [YST

+

21]. meth yl

[CLL20, DFK20, HMA

+

22, LMAA23, MSM

+

20, SRS21]. meth ylidyne

[ASO

+

22]. metronidazole [MJA20]. MF e [MHG

+

23]. Mg

[Ari21, PCKP20, Tia21, AAB22, HYC

+

21, KA G

+

20, PLZT22, RMS

+

23,

SNL

+

23, SYD

+

23, WWM

+

21]. Mg-dop ed [PLZT22]. MgB [L WH

+

21].

MgTi [Kan21]. MgV [Kan21]. MH [PCKP20]. microh ydration [MHD20].

microscopic [ZL23]. Microsolv ation [CFM

+

21, V CM

+

21].

microstructural [YZL21a]. micro w a v e [F

CL22].

micro w a v e-h ydrothermal [F

CL22]. migration [KV

CS21, RBJ21]. mimic

[KI20]. mimics [

¨

O ¸ C

¨

O21]. minima [D

YG21, SDK

+

21]. minimization

[KRB20, PJ20b]. Minim um [RPT21a, RPT21b, SYD

+

23]. mining

[MJH

+

22]. misfolding [Hol21]. mitigator [UBV

+

21]. Mixed [sLsHtW

+

23].

mixtures [BSMB23]. MM [CN21, Ram23, SYL

+

21]. Mn

[CZC

+

23, K

C23, LHL

+

21, MBM

+

21, ONH

+

21, SG20, WWZ

+

21]. Mn-based

[SG20]. Mn-corrolazine [WWZ

+

21]. Mn-mo dified [CZC

+

23]. MNg

[Y an20]. MnGe [TT21b]. MnO [MHS21]. MnX [GGUU21]. Mo

[OMA21, PP21, PPCF

+

20, PP21]. mobilit y [RSM

+

22, ZZ22]. Mobius

[NOO

+

23, QSZ23, FLZP23]. mo del

[AkAR

+

21, ABS20, BCM23, END

+

23, K

GSD20, KKK23, NSM22, OKK

+

22,

R VK23, SMCNH22, TSN

+

21, T

AS21, TFF

+

22, Xa v23, BVL22]. Mo deling

[KMK21, LMAA23, R

GS23, Ale23, BSMI23, BBTN23, Doh20, Ha v21, KI20,

LL20, MJH

+

22, MEBL22, ORL

+

20a, SBKT23, Sta21, TPB

+

20]. mo dels

[A GK23, FK20, Fin21, KK23b, MSI22, PB23, RF23, VL21, V OK

+

20].

mo derate [DB20]. mo des [WZ21, YXKJ21]. mo dification

[HBY20, MSKA20, ZAB

+

23]. Mo dified

[BBTN23, CZC

+

23, HFL23, LCY

+

23, NOO

+

23, X CZ

+

21]. Mo dulating

[SMP23b]. Mo dulation [LZ20, BSS21]. moiet y [FFBH21, ZAB

+

23]. molar

[END

+

23, YHW

+

23]. Molecular [DTW21, FZL

+

20, F

AJOF20, HTNP21,

HLL20a, JXL

+

21, LCY

+

23, PIA21, RP

AA22, RP22, SIA20, SSIE20, WV20b,

XWLZ20, ZZXT21, ZZZ

+

23, Ano22a, BBTN23, BMH21, Boz21, BT21, CS23,

CZ21, DKK

+

20, FMS

+

22, GOT

+

23, GOR20, GDR21, Gun21, GZCY22,

GM21, HZZZ22, IMJ21b, ISL

+

23, JAZ

+

20, JJJM21, JL

WH23, KZ21, KB23,

KPMAB22, KKK23, LCH

+

22, MZD

+

20, MW21, MNN

+

20, MW C

+

21,

MSAD

A21, MB23, MA23, NF20, RA20, RKI20, RK

G21, R

C20, SMN

+

23,

SP20a, Shi20, SA20, TCL

+

21, TCX

+

22, TPT20, WWL21, W AM

+

20, WY20,

WP22, YZY

+

22, YSZ23, ZMJ

+

20, ZYZ

+

21a, ZKP22, ZL23, MNN

+

20].

Molecular-scale [SIA20]. molecule

[BCKN21, FWJ

+

23, GRLH21, KPMAB22, LC20,

¨

O ¸ C

¨

O21, TSS

+

23, V ar23].

molecules

[A GK23, AMM21, BUF

+

22, BCM

+

22, BA22b, CWL

+

22, CBB21, CJVF

+

23,

Doh20, GOS20, GKN

+

22, HSV22, HTNP21, HJIO21, ID21, JS21, KJA

+

21,

KASAK23, LZ20, Mok21b, MAMB

+

22, NHNO20, NR21, PNC20, Rad21,

RED21, SSIE21, Sta21, TFF

+

22, TTTH20, W AM

+

20, W OE

+

22, XJ20, Y an21].

Molin t [Boz21]. Møller [HLL20a]. molyb date [HO V G20b]. molyb den um

[AKK

+

21, RK21]. Momen t [RSBK20, AJC

+

21, CZ21, HTNP21]. momen ts

[AKP22, BCM

+

22]. momen tum [Dau23]. MoN [SMK

+

23]. monk eyp o x

[KB23]. monobasic [HZZZ22]. monob orides [X QJ

+

21]. mono cation

[W A W

+

21]. mono clinic [P an22, ZX21]. mono cyclic [MFE

+

23].

monofluorinated [SYZF22]. monoh ydro xycinnamic [BVT20].

monok etone [L

WR21]. monola y er [CLLC21, HZC21, MKKK22, MNWD20,

NHH22, RS21, RS23, SIM23, SPF

+

22, UP20, tZNb

+

22]. monola y ers

[XHX

+

20]. Monomer [XHS

+

23]. mononitride [sLhZX

+

22].

Monosubstituted [Cha21a]. mono xide [THS20]. Mon te

[SRH20, HZC21, KA23, NZ20, SS21]. Mon te-Carlo [SS21]. MoO

[HO V G20b, WLP

+

20]. MoPro [Shi21]. MoPro-H [Shi21]. morphology

[XHS

+

23]. Morse [BU20, PMGR

+

21, SS21]. MoS [MIA23, UP20].

M¨ ossbauer [GKPK21, KPTL23]. most [SBM22]. Mostar

[AIA

G21, AI I21, DL21, IAI20, MAK

+

22]. motion

[BBG20, Dau21, Eti20, F

GMO20, Izs21, KK23a, RRSF22, SGWW22, TJA20].

motor [W AM

+

20]. mo v emen t [BS20]. Mo ving [LLC20]. MP2

[QdOdMC

+

21]. MRhSb [HBB

+

21]. MSbO [PZGH

+

20]. m ulti

[ABDD22, JBPV21, MKD21, Nan23, SZMM22, ZS21, dLRdLJ

+

20].

m ulti-configuration [ZS21]. m ulti-Diels [ABDD22]. m ulti-dimensional

[SZMM22]. m ulti-electron [Nan23]. m ulti-reference

[JBPV21, dLRdLJ

+

20]. m ulticen ter [YSZ23]. Multidimensional

[LLC20, MJH

+

22, TPCSD20]. m ultielectron [GM21]. m ultifunctionalized

[MZ21]. Multilev el [HK22, K¨ on21]. m ultinitro [XWLZ20].

m ultinitro-triazole [XWLZ20]. Multin uclear [ZQZ

+

23a].

m ultiparameter [PMGR

+

21, XJ20]. m ultiphoton [JWZZ20]. Multiple

[L YT

+

20, BSMI23, KSM

+

23, MZ23, MSI22, SD20]. Multip ole [HJL

+

23].

m ultireference [dSFdSdMdM20, GDR21, JJJM21]. Multiscale

[Doh20, CN21, ZLH20a]. m ultiv alen t [KM21a]. m utations [LCH

+

22].

MXene [LLZC20, YCL

+

23]. MXenes [LLX

+

23, LZZ

+

20].

N [APR20, EB22, Ko v20, KS21, NG20, RINHY20, WWW

C21, YCPW20,

dPZFM

+

22, Y an21, CZC

+

23, CPL

+

21,

´

EC21, GML

+

22, JRA21,

LFR TRP

+

20, LLMQ20, LXWZ21, MSM

+

20, MSS22, MNWD20, NHNO20,

NZ20, R

G20, SSIE20, SSEI21, SDL

+

22, SBG21, TCX

+

22, W OE

+

22, WZL23,

XHX

+

20, X QJ

+

21, ZHG

+

22, ZWZB23]. N-con taining [SSEI21]. N-donor

[WZL23]. N-dopan t [LXWZ21]. N-dop ed [CZC

+

23, SDL

+

22].

N-em b edded [GML

+

22]. N-hetero cyclic [JRA21]. Na-ion [LFX

+

21].

Nak atsuji [Sør21]. nano [KA

UB21, dPZFM

+

22]. nano-cage [dPZFM

+

22].

nano-comp osites [KA

UB21]. nano ca vit y [CWW

+

23]. nano clusters

[D YG21, ER22, FPdS21, SNL

+

23]. nano comp osites [CSTD22, UBW

+

22].

nano cone [SUSS23]. nano cones [Ali20, Jah20, TEEH23, ZMS21].

nano crystal [F

CL22]. nanoflak es [CSTD22]. nanoho op [ZQZ

+

23a].

nanoh ybrids [Mok21b]. nanomaterials [MZ21]. nanometer [ISL

+

23].

nanoparticle [RF23]. nanoparticles [CWW

+

23, LCY

+

23].

nanoparticles-quan tum [CWW

+

23]. nanoplastics [Hol21]. nanoring

[Mok21b]. nanosheet [MMP23, RR23]. nanosheets [DJC21, PSN23].

nanosize [DCY21]. nanostructures

[AI I21, IAI20, K

OB20, MAK

+

22, ZZLC20]. nanotori [Ali20, Jah20].

nanotub e [KS21, MJA20]. nanotub e-based [KS21]. nanotub es

[AA20, DQS

+

21, IMJ21a, IMJ21b, KS23, MCP

+

20, NS22, NM23, Ro y20,

SMP23a, SMP23b, SZMM22, THS20]. naph thalimide [PCEA

G23]. NaTm

[K C23]. natural [LFR TRP

+

20, Ro y20, SIA20, SMCNH22, SK21]. Nature

[GMO

+

20, PCKP20, QOM

+

20, RR21, Ari21, BPB

+

20, CRKMC21, MT21,

NHNO20, RNRBF

C21]. Nb [HBB

+

21, TMH21]. NbCoSn [ZRR

+

21].

NbF eSb [ZRR

+

21]. NbS [dRNS21]. NbSi [LHL

+

21]. NCO [KRS

+

21]. Nd

[SMK

+

23]. NdCo [BBAA21]. NdRu [KMG22]. near

[BT23, BM21, KRA

+

23, PZGH

+

20]. near-equilibrium [BM21].

nearsigh tedness [HRA

+

22]. necessary [Sør21]. negativ e

[KRA

+

23, MOB21]. neigh b oring [BCM

+

22]. net w ork

[AkAR

+

21, BSMI23, BFW

+

22, HW21a, JL

WH23, MSI22, WWL21].

net w orks [BKB

+

23, FLZP23, LPH22,

¨

O ¸ C

¨

O21]. Neumann [Ole20, Ole21].

neural [AkAR

+

21, BSMI23, BFW

+

22, BKB

+

23, JL

WH23, MSI22, WWL21].

neurotransmitter [CR GD

+

23]. neutral

[AN20, ABDD22, FK20, F AX

+

23, KD Y

+

22, KMK21, MZXL21, MF

C20a].

newly [SG20]. Next [W AM

+

20, NYX

+

22]. Next-generation

[W AM

+

20, NYX

+

22]. NF A T5 [LCH

+

22]. NF A T5-DNA [LCH

+

22]. Ng

[dA OdASP

+

20, XL22, Y an20]. NH

[P AS

+

21, PL T

+

20, RR21, MSS20, WZL

+

21, fXmTlS

+

23]. NHC [LZ21].

NHC-catalyzed [LZ21]. Ni [EB22, KYL

+

20, K

C23, DB20, EB22, MHG

+

23,

RSD21, UBV

+

21, fXmTlS

+

23]. Ni-W [UBV

+

21]. NiB [LCT

+

22]. nic k el

[LG21, RMB

+

23, TEEH23]. nic k el-catalyzed [LG21]. nic k el-phosphorus

[KI20]. p ero xide [CSY

+

21, WWM

+

22, ZHD

+

23]. p ersp ectiv e

[AKP22, GG20a, GG22, KZ21, KMG22, L TC

+

23, OGT20, PM20, RS21,

SIA20, T

AS21, XAM

+

22]. p ersp ectiv es [EPMC20, P AS

+

21, Sah21].

p erturbation [AIB21, BMF20, HLL20a, SM22, ZIA20]. PES [KK23b].

PES-Learn’s [KK23b]. p esticides [CLL23]. PEt [MZ23]. phase

[BY23, CR

C21, CSK21, Dau21, DPC

+

20, GOS20, GRLH21, HP

AM23,

HLL20a, K

C23, sLLqX

+

23, LZL

+

21, ORL

+

20b, RMLPGHP20, RKI20,

SDS19, SDS20, SASA21, Shi21, SG21, VdM22, WXHX22, XZGS23].

phase-dep enden t [Dau21]. phases [ARRB

+

21]. phenol [KML23, YST

+

21].

Phen yl [ZXS20, LMAA23]. phen ylazoindoles [HKM

+

23]. phen ylene

[CL22, FYL21, LZS20, LMAA23]. phen ylenediamines [XZGS23].

phen ylenes [LG22]. phen yleth ylammonium [SYZF22]. phen ylindol

[BSMI23]. Philicit y [MB23]. phonon [PKBZ20]. phores [L YT

+

20].

phosphide [fXmTlS

+

23]. phosphonic [FFBH21]. phosphorene

[CWL

+

22, GG20a, THL

+

21, WL Y

+

20, WTC

+

23, ZHFD

+

20]. phosphorous

[RBJ23]. Phosphorus [RMB

+

23, MFE

+

23, RBJ21]. phosphorus-dop ed

[RBJ21]. phosphorylc holine [R YC

+

20]. photo [KRA

+

23, TSN

+

21].

photo-detac hmen t [KRA

+

23, TSN

+

21]. photoasso ciation

[JWZZ20, W an21]. photo catalyst [RINHY20]. photo catalytic

[DLZ

+

21, L YW

+

20, RHS

+

21, WL Y

+

20]. photo c hemical

[CMM21, TMX

+

22]. photo electron [GYC20]. photo electronic [XHX

+

20].

photoinjection [MSKA21]. photon

[BMF20, Dau23, GA20, LXZ

+

21a, LZ23, SIA21]. Photoph ysical

[SFPH22, HMA

+

22, LMAA23, YLL

+

20, ZLH20a]. photosensitizers

[MSKA20, SIA20]. Photo v oltaic

[SIA20, BZW

+

20, BSS21, FFBH21, FSR

+

22, GSR

G22, JHH

+

22, KMH

+

20,

KJA

+

21, LMAA23, RSM

+

22, XPZ20]. photo v oltaics [YZW

+

23]. pho xim

[CLL23]. ph thalo cy anines [MSA22]. ph ysical [R CM

+

22, RKA

+

21].

ph ysico [RNB22]. ph ysico-c hemical [RNB22]. ph ysico c hemical

[hHNRA23, KB23]. ph ysics [AAAAA23]. ph ysics-guided [AAAAA23].

picture [JVK22]. piezo electric [MT21]. piezo electricit y [SDL

+

23]. pilot

[ZMOE23]. pip eline [KSM

+

23]. pK [PS23a]. place [CLS

+

22]. Planar

[ZFB

+

20, APR20, ILPY

+

23, KRK

+

21, TT21a]. planarit y [V ar23]. plane

[MM20, PS23a, STI20]. plane-w a v e [PS23a]. plasma

[Bah22, BMF20, CLS

+

22, KB21, XZGS23]. plasmas [DG21]. plasmon

[UBW

+

22, KA

UB21]. Plasmonic [Mok21b]. Platin um

[PD22, Iri20, Iri21,

¨

Ung23]. Plesset [HLL20a]. plus [NOO

+

23]. plutonium

[sLLqX

+

23, RED21]. Pn [MEWD20]. pnicogen [ZL21]. pnictogen

[MEWD20, ZL T

+

20]. PNP-catalyzed [YZD

+

21]. p oin t [LCX

+

21, PP21].

p oin ts [BXWK22, HYHW22]. P oisson [VL21]. p olar

[BCM

+

22, MKuAS

+

22]. p olaritons [UBW

+

22]. p olarit y

[ADZA21, Hao21, IMJ21b, SN21]. p olarizabilities

[

´

EC21, HJL

+

23, JS21, WP22, Y ¸ CD

¨

O21]. p olarizabilit y [CBB21].

P olarizable [BVL22, R

VK23]. p olarization [Efr23, PM22, STT20, WP22].

p olarizing [MT21]. p ollutan ts [ARBM21]. p oly [LMAA23]. p oly acene

[KA21]. p oly aromatic [LZZW23]. p oly atomic [BUF

+

22]. p olyb orazines

[LZZW23]. p olyc hromatic [TSN

+

21]. p olycyclic [Rad21, V ar23]. p olymer

[MW21, MJH

+

22]. p olymerization [D

YK22, MW

CJ23]. p olymers

[KK23a]. p olynitro cubane [LL20]. p olynomial [CL22, KKK23, SU22].

p olynomials [HAA

+

23, SSD22, SD23]. p oly o xometalates [CSY

+

21].

p oly o xometalates-supp orted [CSY

+

21]. p olyphen yls [DL21].

p olysulfide [AR22]. p olysulfides [OKK

+

22]. p olyt yp es [ORL

+

20b].

POMzites [VN21]. P ons [Y os20]. P opp er [KHK

+

23]. p opulation

[DC22, MKD21]. p ore [HDF

+

21]. p orph yrazines [BWBR21]. p orph yrin

[GMO

+

20,

¨

Ung20, WF G

+

21]. p orph yrin- [GMO

+

20]. p orph yrins

[HLF23, MSA22, MSO

A23,

¨

Ung20]. P¨ osc hl [HJIO21, PMdN21]. p osition

[BS20, QF A

+

23, SSIE20]. p ositiv e [MOB21]. p ositron [BA22a, STT20].

p ositron-electron [STT20]. p ositronium [HJL

+

23]. p ossible

[AMK

+

20, Y an20]. P ost [V ar21]. P ost-complete-basis-set [V ar21].

p otassium [HJIO21]. P oten tial [MC22, MMM20, RK21, TFF

+

22, ABS20,

AIN

+

20, AB21, BUKA21, BFW

+

22, BBG20, Dau21, EGLJQ

+

21, END

+

23,

FWJ

+

23, FSR

+

22, GHZ

+

23, GN20, GN21b, GG20b, HJL

+

23, HLL20b,

IRA

+

20, JBPV21, JL

WH23, KD Y

+

22, KASAK23, Kid21, KH20, KK23b,

LFX

+

21, MSS20, NA

CP21, NR21, Nat22, NOO

+

23, OO21a, OO21b,

PMGR

+

21, PMdN21, PJ20b, RS21, RKI20, RR21, SSIE20, SFPH22, SS21,

SK G21, STT20, TCL

+

21, T AMU

+

23, TD22, XJ20, Y al23, ZGCF20, MM22a].

p oten tial-based [JBPV21]. p oten tials

[BA22a, BAM20, BCM23, Cin20, Dau23, DFB20, EB22, GN21a, MF21a,

MMM16, MZT20, PGR

OM20, PJ20b, WWKH22, XJLH21, ZYZ

+

22].

P o v aro v [LLQ

+

21]. p o wder [F

CL22, HYC

+

21]. p o w er [BCM23].

p o w er-series [BCM23]. PPh [QOM

+

20]. PPV [LMAA23]. Pr [SMK

+

23].

practical [K CM

+

23, P on19]. pre [MSO

A23]. prebiotic [ES21, SE20].

precision [XJLH21]. predict [KB23, MSI22]. predicted

[HMA

+

22, WJF

+

21]. Predicting [KSM

+

23, BSMI23, KK23b, PB23].

Prediction [ARRB

+

21, BVL22, HW21a, PP21, Rac21, AAJ

+

23, BSMB23,

BGM

+

23, FWY

+

22, GZC21, MRI20, MJH

+

22, WWL21, WWLL21,

WXHX22, Y an21, ZHW23]. predictions

[GZC21, Jan22, SKR

+

21, SBG21, SYD

+

23]. Predictiv e [hHNRA23].

predictor [SJ20]. predominately [SF20b]. preference [F

CL22]. preferred

[CR GD

+

23]. Preliminary [KRS

+

21]. pren ucleation [SP20a].

preorganized [

¨

O ¸ C

¨

O21]. preparation [AKP22, SC23]. prepared [HP

AM23].

prerequisites [FMM

+

23]. presence [GN20, GN21b, Hol21, YST

+

21, ZIA20].

Pressure [ONH

+

21, WXHX22, YCL

+

22, JSF

+

21, L WH

+

21, MIA23, MT21,

PJ20a, PKBZ20, Sta21, XFW

+

20]. Pressure-induced [YCL

+

22, MIA23].

pressures [HLL20a, JZX

+

20, WJF

+

21]. prev en tion [LS21]. primary

[WDS

+

20]. principle

[HRA

+

22, KA21, KS21, MIA23, MHS21, MBM

+

21, PS23a, PS23b, RMeH

+

20,

SMCNH22, T A UM

+

23, UV20, WXL

+

21, XFW

+

20, ZYZ

+

21b]. principles

[AJC

+

21, AKKN20, CSL

+

23, CDD23, CZGW22, CWL

+

22, CZC

+

23, DLZ

+

21,

ER22, FMH

+

22, F AB

+

23, GSR

G22, GGUU21, HLZZ23, JZX

+

20, Kan21,

Kan22, KHH

+

21, KMG22, sLLqX

+

20, LHZG23, LHL

+

21, L WH

+

21, LXWZ21,

MBKA21, MSKA21, MAHRA

+

21, MVF

+

23, MNWD20, OGSPP

+

22, P an20,

PL20, RS21, RED21, SFT

+

21b, SG21, SYD

+

23, WWM

+

21, W CM

+

23,

WTC

+

23, X CZ

+

21, YZL

+

21b, ZRR

+

21, ZLH

+

20b, tZNb

+

22]. prism [LG22].

pro [PGPHAPM20]. pro-aromatic [PGPHAPM20]. probabilit y [CSS

+

21].

prob e [BVL22, ZLH20a]. prob es [LXZ

+

21a, LZ23, MF21b]. Probing

[MSO

A23, VM20]. problems [LA

CP21]. pro cess

[CLC

+

21, F

CL22, MW

CJ23, SCZ21]. pro cessed [Bah22, KB21]. pro cesses

[LR G

+

20, PCEA

G23, SMN

+

23, XZGS23]. pro cy anidin [MWBQ20].

pro duce [L W C

+

21]. pro duced [ZWW

+

22]. pro duct [Hao21]. pro duction

[MSS20, SRH20]. pro ductivit y [SF20b]. pro ducts [MM22c, SYT

+

21].

professors [BHH20]. profile [BSMB23]. program [H¨ of21]. Pro jected

[Rui22]. pro jection [P on19, Y os20]. pro jector [MM22c]. Promising

[LZ20, F AB

+

23, KMH

+

20, RSM

+

22, WJL

+

21, XHX

+

20, YHW

+

22].

promoted [V OK

+

20, WHYL21, ZZL

Y22]. Promoting [LSS

+

21, YZD

+

21].

promotion [DR

V20]. propagation [BSMI23, MSI22]. propagator

[GRFM20, PM22]. propargylic [LLLL20]. prop ene [LZL

+

23]. prop ensit y

[BVT20]. prop erties

[AA Y A23, AMK

+

20, AAM

+

20, AIR

+

23, BA22a, BPB

+

20, BBAA21, BMF20,

BB20, CDD23, CLS

+

22, CZGW22, CWL

+

22, CSTD22, CMGH

+

21, CLLC21,

DDSB22, DJC21, DCY21, FWJ

+

23, F AB

+

23, F

CL22, GXL

+

22, GML

+

22,

GA20, GRZ

+

21, GGUU21, HO V G20b, HLL

+

23, HLZZ23, HMA

+

22, HNO

+

21,

HFF22, HLF23, HFL23, hHNRA23, INV22b, JZX

+

20, JZL

+

21, KB23,

KLRS22, KM23, KHH

+

21, KMH

+

20, KYL

+

20, KSP20, KLK21, KMG22,

K C23, LLZC20, LCT

+

22, sLhZX

+

22, LHZG23, LMA21, LMMA21, LHL

+

21,

L WH

+

21, LDK23, LFMF23, LMAA23, LZZ

+

20, MJA20, MZXL21, MKKA21,

MKKK22, MKuAS

+

22, MIA23, MAHRA

+

21, MGK23, MRI20, MVF

+

23,

MKM

+

20, Mok21b, MIM21, MBM

+

21, MSI22, MEWD20, MSCM23,

MHG

+

23, NG20, NR21, NLA

+

21, NM23, ORL

+

20a, ONH

+

21, OMA21,

P an20, PL20, PJ20a, P an22, P

ASS21, PB23, PKBZ20, PLZT22, PL T

+

20,

PP23, PP21, R CM

+

22, RRS21, RKA

+

21, RNB22, RNH23, RF23, RSM

+

22].

prop erties [RR21, RMB

+

23, SIA20, STI20, SAP22, SFPH22, SMP23a,

SMP23b, Sha20, dOSdASC

+

20, SSD22, SG20, SG21, SMK

+

23, TMH21,

UV20,

¨

Ung20, WWM

+

22, WXL

+

21, WYL22, WJF

+

21, WXHX22, W CM

+

23,

W OE

+

22, WTC

+

23, XPZ20, XFW

+

20, X CZ

+

21, XWS

+

22, YLL

+

20,

YCPW20, YZY

+

22, YCL

+

23, YFX

+

22, ZRR

+

21, ZLH20a, ZWL22,

ZLH

+

20b, ZZZ20b, ZHFD

+

20, tZNb

+

22]. prop ert y

[HZZZ22, PSN23, RNA22, RNB22, TB22, ZXS21]. prop ylamine [SMS23].

prop ylene [CYJC20, CSY

+

21, WLP

+

20]. prosp ectiv e [F AB

+

23].

prosp ectus [SAP22]. protected [QOM

+

20]. protein

[CP23, GA20, Hol21, KDM

+

22]. protein-ligand [KDM

+

22]. Proton

[XBL23, BCLM

+

22, Dau23, JD20, KML23, NTND23, UHK

+

22, SE22].

protonated [MZXL21]. pro vide [SMMP

+

23]. pseudoharmonic [GN21a].

Pseudop oten tial [PNC20]. Pseudop oten tial-fragmen t [PNC20].

pseudop oten tials [ZMOE23]. pseudosp ectral [ZZJ

+

23, ZHJ

+

20]. Pt

[Iri20, Iri21, QOM

+

20, R CM

+

22, Shi21, CZGW22, DLZ

+

21, MJA20, PPR21,

QDC

+

22, SRH20, XBL23]. Pt-decorated [MJA20]. Pt-supp orted [XBL23].

PtS [LHZG23]. Pu [sLLqX

+

20, WTC

+

23]. puc k ered [tZNb

+

22]. pulses

[Dau21, GZCY22]. pure [JZX

+

20, XWS

+

22]. purely [MOB21]. purine

[SE20]. PVDF [SK20]. PVDF-HFP [SK20]. PVDF-T rFE [SK20].

p yrazine [HFL23, PGPHAPM20]. p yrazine-mo dified [HFL23]. p yridine

[WXLL21]. p yridines [KPTL23]. p yrimidine [YLL

+

20]. p yrrole

[PVR20, SCU21]. p yrroline [MSAD

A21]. p ysisyph us [SK

G21]. Python

[ABS20, GPP

+

21]. Python-based [GPP

+

21].

QM [CN21, SYL

+

21, Ram23]. QM/ [Ram23]. QM/MM [CN21, SYL

+

21].

QSAR [BSMI23, KAA21]. QSPR

[Ha v21, KB23, KL

T21, KAA21, MSI22, PB23]. QSPR/QSAR [KAA21].

QT AIM [LFMG20, NYX

+

22]. QT

AIM/IQA [LFMG20]. quadrilateral

[FLZP23]. Qualitativ e [TL T

+

22]. Qualit y [hHRN

+

23]. quan tification

[KDM

+

22]. Quan titativ e

[HZZZ22, JPSC20, RNA22, RNB22, RNH23, TB22, TL T

+

22]. Quan tum

[BM21, CSK21, GB21, GM21, KA23, KDM

+

22, MJA20, MJRS20, NZ20,

NOO

+

23, ORL

+

20a, RBSW21b, SBM22, SBKT23, SD20, Sta21, V OK

+

20,

WP20, AkAR

+

21, AKP22, BHN23, BU20, BUKA21, Bah22, BMF20,

BCLM

+

22, BWR22, BRF21, CDD23, CWW

+

23, CM21, Cio22, CJVF

+

23,

Cla22, CLLC21, DKK

+

20, Dau21, DGA23, F AB

+

23, GKN

+

22, GG20a,

GN21a, GPP

+

21, GDR21, GTC

+

23, HP

AM23, HHA23, HHG

+

21, HCZ20,

HZC21, IRA

+

20, KB21, K¨ on21, KS22, KK23b, K CM

+

23, LA

CP21, LC20,

LR G

+

20, LLC20, MM22c, MFK22, Mok21a, MAMB

+

22, MIM21, MB23,

MSI22, Mos21, MSCM23, NHNO20, Nat22, Ole20, Ole21, OMA21, RMM

+

22,

RKK

+

22, RBJ23, RKI20, SDS19, SDS20, SI20, Sha20, SUG20, SMS23, SC23,

Sur20, Sur22, TFF

+

22, UHK

+

22, VKS21, WWL21, W AM

+

20, XgZX

+

22,

XWS

+

22, YCL

+

23, ZMOE23, ZMJ

+

20, ZHW23]. Quan tum [SRH20].

Quan tum-c hemical [GB21, SBM22, V OK

+

20]. Quan tum-classical

[BM21]. Quan tum-phase [CSK21]. quartet [NdVVT22]. quartic

[OB21b, TdV21]. quasi [V ar23]. quasi-molecule [V ar23]. quaternary

[AIR

+

23, LMM

+

22, Rac21, WWLL21]. quaterthiophene [SV21]. Qubit

[XgZX

+

22]. quest [V ar21]. question [HKM

+

23]. quinoline

[MVF

+

23, ZLG22].

R [YCSK20]. R1216 [LZL

+

23]. Radial [ZHJ

+

20, PMGR

+

21, ZZJ

+

23].

radiated [SBG21]. radiation [JAZ

+

20]. Radiativ e [TSHRS

+

20]. radical

[ASO

+

22, BVT20, D

YK22, FMG23, KML23, SRS21, SYT

+

21, SXTZ23,

YST

+

21, ZWZB23]. radical-sca v enging [BVT20]. radicals

[CL W21, DFK20, D

YK22, JAZ

+

20, SCZ21, SMS23]. radii [L

YFL21].

rain b o w [Jan22]. Raman [FPdS21]. Randi ´ c [BMR21]. random

[FYL21, LSG21, LGW23]. range [EB22, KA21, PT21]. Rank [CL21]. Rao

[EAPCD21]. Rapid [

¨

O ¸ C

¨

O21]. rare [MBKA21, NG20]. rare-earth-based

[NG20]. rasagiline [R

GLG23]. rate [CZW21]. rates [BM21]. ratio [Nat22].

rational [LSA

+

22]. ra y [BWBR21, HP21, MSO

A23, R

G20]. Rb

[RMeH

+

20, AMK

+

20, F AB

+

23, GSR

G22]. RDkit [KSM

+

23]. RD X

[MW C

+

21]. Re [KWWZ20, SMK

+

23, PJ20a, SMK

+

23]. Reaction

[TSS

+

23, ASO

+

22, BZP

+

20, BM21, BTS

+

21, CMY22, CLL23, CSY

+

21,

CMM

+

22, D YZ

+

23, dSFdSdMdM20, GKPK21, HW21b, JWZZ20, JD20,

KZ21, KWWZ20, KV23, KS23, LLX

+

23, SMMP

+

23, SXTZ23, TCL

+

21,

VKS21, VKK

+

21, WWM

+

22, WY20, WZL

+

21, WWZ

+

21, W CZ

+

20, YYL21,

ZZZ

+

20a, ZHD

+

23, ZHS21]. Reactions

[DFK20, ABDD22, CMM21, CZJ

+

23, CBK

+

20, ES21, HH23, HCZ20,

LLQ

+

21, MSAD

A21, MAMB

+

22, QdOdMC

+

21, RRSF22, SMMP

+

23,

SBM22, SE20, SMS23, TPB

+

20, UHK

+

22, UAH

+

20, V OK

+

20]. reactiv e

[HBY20]. Reactivit y [D

YK22, CMM

+

22, KL

T21, L W C

+

21, LZZW23,

LLMQ20, MB23, SMCNH22, SMMP

+

23]. Reagen t [LLZ

+

20, KA G

+

20]. real

[KV CS21]. real-time [KV

CS21]. rearrangemen t [LFMG20, XBK

+

20].

ReaxFF [TCL

+

21, TCX

+

22]. ReaxFF-based [TCL

+

21, TCX

+

22].

receiv er [SV21]. recom bination [BZW

+

20]. recurrence [GM21].

recursiv e [UR23]. redo x [HW21b, ZYZ

+

22]. Reduced

[DS20, A TL

+

20, BMH21, Cio22, MPBL23, Ram23]. reduction

[CSL

+

23, CZJ

+

23, EB22, GKPK21, KS23, LXWZ21, MSM

+

20, RR21,

SSIE20, VKS21, X QJ

+

21, KA23]. reference

[Eti20, HP

AM23, JBPV21, MKD21, dLRdLJ

+

20]. reflecting [KRA

+

23].

reforming [RSD21]. Regio [MF21b]. region [WZ21]. regioselectiv e

[WSSD21]. Regioselectivit y [QDJY23]. regression

[A GK23, BSMI23, GZC21, MSI22]. regular [DQS

+

21]. Regulating

[GRZ

+

21, WWZ

+

21]. rein v estigation [L

WW20]. related

[IMJ21b, L

T23, SBKT23]. Relating [RRD

+

22]. relation [LZS20]. relations

[GM21, JMO

W20]. relationship [AA23, CMM

+

22, HZZZ22, JPSC20,

LDS

+

23, LZZW23, RNA22, RNB22, RNH23, TB22, YCSK20]. Relativ e

[Nag20b]. Relativistic

[AKK

+

21, AMM21, JVK22, O

AJ21, HO V G20b, HTNP21, KSP20, MSS22,

MZT20, Nan23, OGT20, PT21, QOM

+

20, SPR22, XJLH21, ZMOE23].

relaxation [CZW21, INV22b]. release [Ro y20]. relev an t [HBY20]. reliable

[KL T21]. remark able [XHX

+

20]. Remarks [Ali20]. remdesivir

[FMS

+

22, LS21]. remo v al [F

AJOF20]. remo v e [ZQZ

+

23b]. Renner

[KRS

+

21, MM20]. renormalization [TT21b]. R ´ en yi [GN21b, Nat22, Ole20].

reorganization [SPF

+

22]. replacemen t [P ev21]. Reply [MMM20, OO21b].

rep orting [WV21]. represen tation [AB21, DS20, WP22].

Represen tations [R

C20, CM21, RP22]. represen ting [TLL23].

repro ducible [GKK21]. repurp osed [LAAP21]. researc h

[BHH20, Nag20a, SF20b, Shi20]. residues [BESG22]. resistance [NYX

+

21].

Resonance [JBPV21, O

AJ21]. resonances [BAM20, CWW

+

23]. resonan t

[WZ21]. resp ect [FLZP23]. Resp onse [OB21a, T ak22b, AMM21, Bah22,

BMF20, DS20, GRZ

+

21, HP21, HDF

+

21, KB21, LZS20, OR21, PM22,

QF A

+

23, Rac21, RMS

+

23, STN20, T ak22a, UP20, ZAB

+

23, ZZLC20].

resp onses [GUUG23, TSW

+

20]. resp onsivit y [YXKJ21]. REST

[HHG

+

21]. restrained [ABS20]. restricted [GSMT

+

20, GOT

+

23].

retro c halcones [MK21]. rev eal [Cio22]. rev ealed [AKKN20]. Rev ealing

[GUUG23, D YZ

+

23]. Rev erse [Cio22, A

GK23, L

YTS20]. rev ersible

[ZHG

+

22]. Review [BRB

+

21, EM21, YST

+

21, AB21, Doh20, HHA23,

LR G

+

20, MP20, RMM

+

22, SBM22, SC23]. revisited

[BCKN21, CMY22, Sør21]. Revisiting [APR20, KKK23, ZZJ

+

23, ZHJ

+

20].

Rh [CZGW22, GGUU21, HLZZ23, L

WR21, ZZZW20]. Rh-catalyzed

[L WR21, ZZZW20]. rho damine [LXZ

+

21a]. rho damine-con tained

[LXZ

+

21a]. rho dium [WSSD21, WLH

+

20, YYL21]. rho dium-catalyzed

[WSSD21, YYL21]. ric h [HNO

+

21, MZ21, ZJW

+

21, ZYZ

+

21b]. rigid

[CWY

+

20]. ring [BS20, CYJC20, dSFdSdMdM20, KD Y

+

22, LNC

+

23,

MW21, MW

CJ23, MAMB

+

22, PM20, R

–

DB

+

23, SWXM23, Tia21, YLL

+

20,

ZAB

+

23, ZFB

+

20, ZZL

+

20a]. ring-op ening

[dSFdSdMdM20, MW

CJ23, MAMB

+

22]. rings

[dSFdSdMdM20, PVR20, Rad21]. Ritz [SBA21]. RMX [PL T

+

20]. Rn

[dA OdASP

+

20]. Ro [NR21, JVK22]. Ro-vibrational [NR21, JVK22].

roadmap [VN21]. Robustness [SG21]. Role [LFR TRP

+

20, SPF

+

22,

BRF21, CMGH

+

21, GRLH21, HMA

+

22, HFF22, MFK22, PGPHAPM20].

ronidazole [CXZ

+

21]. ro ots [BXWK22]. Rosen [BU20]. rosettes [PS22].

rotary [W AM

+

20]. rotating [SS21]. Rotation [HJIO21, HKM

+

23].

rotational [WY20, W an21]. rotational-excited [WY20]. rotaxane [BS20].

rotor [CWY

+

20]. route [CL

W21, K¨ on21, MSS20]. ro vibronic [HSV22]. ro w

[BHN23, JXM22, RNFMC20]. RP

A [JS21]. Ru

[R CM

+

22, RR21, BB20, CZGW22, HLZZ23, PJ20a]. Ruddlesden

[KHK

+

23]. rules [AS22, XHS

+

23]. running [HHA23]. RuPtSb [R CM

+

22].

ruthenium [Kid21, RR21, SCAD

+

20]. rutile [DK21].

S [CSL

+

23, EGLJQ

+

21, EB22, P

ASS21, PPCF

+

20, SPF

+

22, W AM

+

20,

ZFB

+

20, NYX

+

21, dA

OdASP

+

20, OKK

+

22, PLZT22, RS23, SK21, SPR21,

SPR22, W AM

+

20]. saddle [BXWK22]. Salen [UBV

+

21, CYJC20, RR21].

salt [Y an20]. salts [HDF

+

21]. same [Rui22]. sandwic h

[DLZ

+

21, KD Y

+

22, YZY

+

22]. saturated [HZZZ22, UI IP23]. Sb

[BB20, KMG22, MEWD20, Y an20, EGLJQ

+

21, SG22]. scalar

[KSP20, XAM

+

22]. scale [ISL

+

23, SIA20, UBV

+

21, ZMJ

+

20]. scales

[MB23]. scaling [CJVF

+

23]. Scandium [CMGH

+

21]. scattering

[BA22a, BA22b, KK23b, MSS22, SDK

+

21]. sca v enging [BVT20]. scen ted

[FMG23]. SCF [JXM22]. ScGe [WYL22]. sc heme

[KV23, LFR TRP

+

20, VKK

+

21]. Sc hiff [GG20b]. Sc hro dinger

[SS21, HRA

+

22, LBP20, Sah21, SD20]. Sc h ultz [LGW23]. Sc h w arz

[ZZJ

+

23]. Sc h w arz-lik e [ZZJ

+

23]. Science [GG22, MNN

+

20, SC23].

Sciences [MNN

+

20]. ScK [AJC

+

21]. scores [BGM

+

23]. screened

[AIN

+

20, HJL

+

23, MF21a, SDS19, SDS20, WKH20, WWKH22, XJLH21].

screened-h ydrogenlik e [WKH20]. screening

[JXL

+

21, KPMAB22, dOSdASC

+

20, WJL

+

21, ZJW

+

21]. screw [BU20].

ScYH [WJF

+

21]. Se [EB22, P

ASS21, SPF

+

22]. seams [Xa v23]. searc h

[KRK

+

21, KYL

+

20, KA G

+

20, MJH

+

22, ZFB

+

20]. Searc hing

[BESG22, R

GLG23]. second [AA Y A23, A TL

+

20, ADZA21, GXL

+

22,

GML

+

22, HDF

+

21, NF20, RNFMC20, SM22]. second-order

[AA Y A23, A TL

+

20, GXL

+

22, GML

+

22, HDF

+

21, SM22]. secondary [AS22].

sections [MW21]. segregation [WWM

+

21]. Selected [SSK20, KML23].

selection [XHS

+

23]. Selectiv e

[LNC

+

23, SRH20, HR TSS

+

20, LSS

+

21, MW21, STF21, WLH

+

20].

selectivit y [GG20a, JRA21, LZ21]. selenide [AAB22]. selenides [AIR

+

23].

selenium [RMLPGHP20]. Self

[ES21, SE20, SLdS20, Eti20, HK22, HP21, PS22, SM22]. self-assem bled

[PS22]. Self-catalytic [ES21, SE20]. Self-catalyzed [SLdS20].

self-consisten t [HK22, HP21, SM22]. self-con tained [Eti20]. semiclassical

[ZHS21]. semiconducting [Mok21a, NIA21]. semiconductor

[CDD23, DCY21]. semiconductors [MMP23]. semiempirical [WWL21].

Sensing [CWL

+

22, HR TSS

+

20, LXZ

+

21a, MJA20, NHH22, PLZT22,

SCY

+

23, THS20, TSHRS

+

20, dPZFM

+

22]. sensitivit y [GG20a].

sensitization [GG20b]. Sensitized

[SSS23, FFBH21, FZL

+

20, MSKA20, PIA21, PGPHAPM20]. sensitizers

[SSS23]. sensor [GG20a]. separation [LNC

+

23, MJRS20]. sequence

[LLZ

+

20, NdVVT22, TVdVN22]. sequences

[NdVVT22, TVdVN21, TVdVN22]. sequestration [QdOdMC

+

21]. series

[AkAR

+

21, BCM23, GZWL22, GTC

+

23, JXL

+

21, LMM

+

22, MAMB

+

22,

WZ20, ZPS

+

20]. SeS [tZNb

+

22]. set [Ale23, BT23, Cha21b, DK21,

HMBPJ

+

20, QdOdMC

+

21, STI20, SM22, SK21, V ar21]. sets

[GSMT

+

20, K CM

+

23, NLA

+

21, RPT21a, VP20]. setting [RPT21a]. sev eral

[SWXM23]. sexip yridine [ZXS21]. SGS [SG22]. SH [BZP

+

20]. Shannon

[AIN

+

20, SJ20, SLPS20, TPCSD20]. Shannon-information [SLPS20].

shap e [FPdS21, HSV22, KMH

+

20]. shap ed [PMdN21]. shap es [GZCY22].

shared [TPB

+

20]. shared-orbital [TPB

+

20]. sheets [ARBM21]. shell

[Fin21, ZZJ

+

23]. shell-confined [ZZJ

+

23]. shells [SBKT23]. shielding

[CRKMC21, HMN20, O

AJ21]. shieldings [V CM

+

21]. shift

[GZC21, GMRKMCMC21, HMN20]. Shifts [Cha21a, SK21]. Short

[PT21, D

YK22]. Short-range [PT21]. Should [RBSW21b]. sho w

[PZGH

+

20]. Si [CZGW22, GZWL22, GUUG23, GTC

+

23, ILPY

+

23,

KD Y

+

22, LMM

+

22, NHH22, VKS21, tZNb

+

22]. Si-dop ed [NHH22, VKS21].

SiB [PP21]. SiC [LFX

+

21, TEEH23]. side [LC20]. SiF [F AB

+

23].

significan t [PZGH

+

20]. signless [LXZ21b]. silanes [SC21]. silanol

[CSY

+

21]. silanol-functionalized [CSY

+

21]. silica [UBW

+

22]. silicene

MSAD

A21, MIM21, MM20, MHS21, MPBL23, MBM

+

21, MT21, MSCM23].

study [MHG

+

23, NZ20, NTND23, dA

OdASP

+

20, P

ASS21, PSJ22, PSN23,

PGPHAPM20, PD22, PR

C23, RMS

+

23, RS23, RBJ23, RINHY20, RSD21,

RK G21, R

C20, RED21, SPF

+

22, SFPH22, SBM22, SMP23a, SWXM23, SU22,

SDL

+

22, SNL

+

23, Shi21, SG20, SMS23, SRS21, STF21, SYT

+

21, SXTZ23,

TSN

+

21, TXW

+

20, THL

+

21, TL T

+

22, TSW

+

20, TMX

+

22,

¨

UB20, VSK

G21,

WLP

+

20, WZ20, WV20b, WXL

+

21, W CM

+

23, WLH

+

20, WHYL21,

WTC

+

23, XZ20, X QJ

+

21, X CZ

+

21, XWS

+

22, XZGS23, YZW

+

23, YZD

+

21,

YCL

+

23, YZL

+

21b, YHW

+

22, YHZ

+

22, ZIA20, ZZZW20, ZZZ

+

20a, ZL T

+

20,

ZLH20a, ZZLC20, ZXS21, ZTHW23, ZHD

+

23, ZKP22, ZZZ20b, ZZL

Y22,

ZHS21, dLRdLJ

+

20, tZNb

+

22, TEEH23, YST

+

21]. studying [SC21]. st yryl

[TPT20]. st yryl-b o dip y [TPT20]. sub [ISL

+

23, SMN

+

23]. sub-Hilb ert

[SMN

+

23]. sub-nanometer [ISL

+

23]. Subfem tosecond [Mok21c].

sub jected [Mok21a, NR21]. subph thalo cy anine [CCZ20].

subph thalo cy anine-AzaBODIPY-C [CCZ20]. subsequen t

[AAN

+

21, SYT

+

21]. Substan tial [AA Y A23]. Substituen t

[HLL20b, SSEI21, PCEA

G23, UI IP23, WLLS21, YCSK20]. substituen ts

[BA21, DSNZ

+

20, HMA

+

22, L YT

+

20, PVR20]. substitute [YHW

+

22].

substituted [KM21b, SWML23, ZXS20]. substitution

[AAB22, CLL20, MT23, MEWD20, SSIE20, ZL21]. subsystem

[GTV20, STN20]. subsystem-based [STN20]. subsystems [MJRS20].

subunits [TD22]. success [Shi20]. sufficien t [Sør21]. sugar [ZWW

+

22].

suitable [KJA

+

21, P ev21, SG22]. sulfide [F

CL22, RDMF21]. sulfolane

[OKK

+

22]. sulfon ylimino [NHNO20]. sulfon ylimino- [NHNO20].

sulfon yltriazoles [WLH

+

20]. Sulfur [ZYZ

+

21b, CSL

+

23, MZF21, THS20].

sulfur-dop ed [THS20]. sulfur-functionalized [CSL

+

23]. sulfuric

[W CZ

+

20]. sulphide [dA

OdASP

+

20]. sum [SLPS20]. sums [KRB20].

sup eracids [PVR20]. sup eralk ali [HDF

+

21]. sup eratom [L W C

+

21].

Sup eratomic [Ari21, Y an21]. sup eratoms [QOM

+

20]. sup erbasic

[V OK

+

20]. sup ercapacitors [XWS

+

22]. sup erconducting [WJF

+

21].

sup erhea vy [MZT20]. sup erphenalene [RP

AA22]. sup erp osition

[DK21, SM22]. sup erradian t [CR

C21]. sup ertriphen ylene [RP

AA22].

supp orted

[CSL

+

23, CSY

+

21, DLZ

+

21, LLX

+

23, VSK

G21, WWM

+

22, XBL23].

Supramolecular [SN21, CCZ20, RK

G21]. surface

[BFW

+

22, BSMB23, CXZ

+

21, KRA

+

23, KK23b, LR G

+

20, LQZ

+

21, MC22,

RHS

+

21, RK21, UBW

+

22, YZL

+

21b, ZL23]. surfaces

[DB20, HYY20, KKK23, MBR21a, RKI20, SK

G21]. Sustainable [KS22].

SVECV [KV23, VKK

+

21]. SVECV-f12 [KV23, VKK

+

21]. SVPD

[TCSG

+

20]. sw ap [YCL

+

23]. sw arm [AJC

+

21]. switc h [BMH21].

switc hable [BS20]. Symmetry [MSCM23, AIB21, BA22a, Rui22, ZZ22].

symmetry-adapted [AIB21]. synergistic [JHH

+

22, LXWZ21]. syn thesis

[CDG

+

21, LL20, SWML23]. syn thesize [Y an20]. syn thesized [

¨

Ung23].

system

[AkAR

+

21, BGK

+

22, CWW

+

23, CZW21, FMS

+

22, GKN

+

22, K

GSD20,

MM20, OKK

+

22, PSJ22, QF A

+

23, SDS19, SDS20, YCL

+

22, ZFB

+

20, GG22].

system- [MM20]. systematic [GZC21, HMBPJ

+

20, KHK

+

23]. systems

[AB21, BBTN23, CR

C21, CFJ20, Cha21b, CL22, CSK21, CDR20, CSGR21,

Gun21, Hua20, KZ21, K¨ on21, Lom21, PJ20b, R

C20, SF20a, SPR22, SD20,

T AMU

+

23, V OK

+

20, W an21, ZIA20]. Szeged

[Ano22a, BT21, IMJ21a, LC23]. Szeged-lik e [Ano22a, BT21]. Szeged-t yp e

[IMJ21a].

T [BT23, LZZ

+

20, VNK

+

23]. T ailored [K¨ on21, SG20]. tailoring

[BA21, YZL21a]. taking [CLS

+

22]. tautomeric [EM21]. T automerism

[SE22, KMK21, LZS20]. tautomerization [SLdS20]. tautomery [SBA

T23].

T aZ [AMK

+

20]. TbSi [GYC20]. TD

[CMM21, HMA

+

22, KLK21, MEBL22, PGPHAPM20]. TD-DFT

[CMM21, KLK21, PGPHAPM20, HMA

+

22, MEBL22]. TD-DFT/p erio dic

[PGPHAPM20]. TDDFT [XZ20]. T e [P

ASS21, WLLS21]. teac hing [CM21].

tec hnique [SBA21]. tec hniques [BSMI23, BGM

+

23]. T ec hnology

[GG22, HHA23, SG22]. T eller [HJIO21, HL20, KRS

+

21, MM20, PMdN21].

tellurium [KI20, RMLPGHP20]. tellurium-based [KI20]. T emp erature

[sLhZX

+

22, ORL

+

20b, BCM23, GTC

+

23, HZZZ22, Rac21, SMP23b,

W CM

+

23]. T emp erature-dep enden t [sLhZX

+

22, GTC

+

23].

temp eratures [HLL20a, SDL

+

23, WV20b]. temp ering [GNC20]. template

[RS21]. temp oral [BS20]. tension [BSMB23]. tensor [KKK23, MAMB

+

22].

tensors [JAZ

+

20]. terahertz [TL T

+

22]. terbium [GYC20].

terbium-dop ed [GYC20]. T erminal [MZ23, ZLG22, ZPS

+

20]. T ernary

[L YW

+

20, CZGW22, KYL

+

20, WJF

+

21, WXHX22]. terphen yl [INV22b].

terp yridine [PS22, RR23]. terthiophene [SV21]. tested [LAAP21].

testing [hHRN

+

23]. tetra [LLMQ20, MM20, MSO

A23]. tetra-atomic

[MM20]. tetra-co ordinated [MSO

A23]. tetra-N-hetero cyclic [LLMQ20].

tetraazaacene [FSR

+

22]. tetrab orate [ZZL

+

20a]. tetrab orides [SDL

+

23].

tetraco ordinate [ILPY

+

23, TT21a]. tetracyclic [BDEM21].

tetramerization [YZD

+

21]. tetramers [Ram23].

tetraphen yldip yran ylidene [NIA21]. tetraphen yleth ylene [PS22].

tetrazine [XWJ

+

21, ZJW

+

21]. tetrazines [HH23]. tetrazole [ZZXT21].

tetrazole-based [ZZXT21]. tetrazolo [ZZXT21]. tetrel [HLL20b, LL21].

tetro xide [Kid21]. T euk olsky [CSS

+

21]. Th [WTC

+

23]. their

[BRHECY

+

22, Boz21, ELH20, FMS

+

22, KKH21, LCT

+

22, L

YFL21,

LCX

+

21, LPH22, MSO

A23, dA

OdASP

+

20, SMMP

+

23, ZL T

+

20]. theorem

[Sør21]. Theoretic [IRA

+

20, OMA21]. Theoretical

[AN20, ASHPHCB20, BBAA21, CR GD

+

23, CYJC20, CBK

+

20, D

YG21,

FK20, GG20b, HBB

+

21, KWWZ20, Kan22, KKRR21, L

WW20, LXZ

+

21a,

LG21, LZL

+

23, L

YTS20, LL20, LLMQ20, LLQ

+

21, LZZ

+

20, MSM

+

20,

MF C20b, MI20, PSJ22, QLGZ23, R

G20, RDMF21, Ro y20, SSIE21, SCZ21,

SFPH22, SWML23, SWXM23, SDL

+

22, STT20, SYZF22, SYL

+

21, SYT

+

21,

SXTZ23, TSW

+

20, WLP

+

20, WWM

+

22, WWZ

+

20, WZL

+

21, WSSD21,

W A W

+

21, WZL23, XPZ20, XHX

+

20, YCL

+

23, YYL21, ZL21, ZHD

+

23,

ZZL Y22, AAM

+

20, AR22, BHN23, BA21, BESG22, CCZ20, CSTD22,

D YJ

+

22, GT

AL23, HFF22, Kid21, LZS20, LK20, LCT

+

22, LNC

+

23,

L YT

+

20, L TC

+

23, MZXL21, MFJ

+

23, MRI20, MW

CJ23, MWBQ20, MK21,

Mk a20, MOB21, dA

OdASP

+

20, RINHY20, R¨ oh21, SK

G23, SRS21, XZGS23,

XHS

+

23, Y an21, YHZ

+

22, ZZ22, KML23, SLL

+

22].

theoretical-exp erimen tal [D YJ

+

22]. Theoretically [ZWL22, RKI20].

Theory [BVL22, AA Y A23, AIB21, ASO

+

22, ABDD22, ARRB

+

21, BY23,

BBAA21, BZP

+

20, BRB

+

21, BB20, BWBR21, BSH

+

21, CL

W21, CXZ

+

21,

CPL

+

21, DR

V20, DPC

+

20, DFK20, EGLJQ

+

21, FFBH21, FMM

+

23,

GRFM20, GMO

+

20, GTV20, HLL20a, ID21, Jan22, JZL

+

21, KZ21, KRS

+

21,

KPMAB22, KV

CS21, KYL

+

20, K¨ on21, KS23, L

T23, LL W

+

21, LK21,

sLsHtW

+

23, LLX

+

23, LCP21, LSS

+

21, LDS

+

23, MSKA20, MKKK22, MF21a,

MSAD

A21, MAMB

+

22, MIM21, MB23, MP20, MHG

+

23, Nag20b, Nag22,

NHNO20, OKK

+

22, PM22, PD22, P ev21, PCEA

G23, QdOdMC

+

21, QOM

+

20,

RBJ23, RSD21, SSEI21, Sah21, SM22, SPF

+

22, SAP22, SK20, STN20, SK21,

SF20a, SGWW22, Shi21, SSS23, SBJ20, SG20, STF21, Sur20, Sur22,

TXW

+

20, THL

+

21, TSS

+

23, TCX

+

22, T

AS21, WZ20, W AM

+

20, XZ20,

X QJ

+

21, XWS

+

22, YHW

+

23, YZD

+

21, ZZZ

+

20a, ZXS21, ZHG

+

22, ZS21].

theory [ZHS21, dPZFM

+

22, AMRS22, TEEH23]. theory-based

[SK20, SSS23]. Theory-Study [TEEH23]. Theory/P olarizable [BVL22].

theory/time [WZ20]. theory/time-dep enden t [WZ20]. there [TLL23].

Thermal [HKM

+

23, TCX

+

22, YHZ

+

22, ARRB

+

21, BRB

+

21, CYL

+

23,

CMGH

+

21, CMM

+

22, F

CL22, L

YPD23, LZL

+

23, MKKA21, MW C

+

21,

PKBZ20, SYD

+

23, WWZ

+

20, W OE

+

22, YFX

+

22, ZZL

Y22]. Thermally

[KK23a]. thermo [RKA

+

21]. thermo-ph ysical [RKA

+

21].

Thermo c hemical [Iri20, Iri21, GTC

+

23]. Thermo dynamic

[Ram23, CP23, FWJ

+

23, F AB

+

23, F

AJOF20, GNC20, JZX

+

20, JZL

+

21,

KLRS22, KHK

+

23, KMG22, LCT

+

22, LMA21, MGK23, MBM

+

21, NR21,

NLA

+

21, ONH

+

21, PL20, P an22, PD22, WXHX22]. thermo dynamics

[YFX

+

22]. thermo electric

[AAJ

+

23, AAB22, AAM

+

20, GSR

G22, GUUG23, HBB

+

21, KLRS22, LHZG23,

MT A

+

22, ONH

+

21, RMLPGHP20, SG22, TMH21, WWLL21, tZNb

+

22].

thermomec hanical [UV20]. thermoph ysical [SG20]. thiahelicenes

[KM21b]. thic kness [SAP22]. thieno [PGPHAPM20]. thiobarbituric

[L YT

+

20]. thiolate [PD22]. thione [dLRdLJ

+

20]. thion yl [GHZ

+

23].

thiophene [MC22]. thiophenol [dLRdLJ

+

20]. thiourea [BT23]. third

[ZQZ

+

23a]. third-order [ZQZ

+

23a]. Three

[EPMC20, AMRS22, DKK

+

20, KMH

+

20, LHZG23, Xa v23]. three-cen tered

[DKK

+

20]. three-dimensional [KMH

+

20, LHZG23]. threefold [Tia21].

throughput [BWR22, XFW

+

20]. th ymine [MHD20]. Ti [GGUU21,

KYL

+

20, MHS21, CSL

+

23, F GW

+

22, K

C23, R CM

+

22, WXHX22, X CZ

+

21].

Ti-mo dified [X CZ

+

21]. TiAl [OMA21]. TiAl-M [OMA21]. Tietz

[END

+

23]. tigh test [ZMS21]. Time

[MSKA20, AkAR

+

21, BMF20, Jan22, KV

CS21, KA23, NA

CP21, OO21a,

OO21b, PM22, RSBK20, STN20, XZ20, ZZLC20]. Time-dep enden t

[MSKA20, BMF20, Jan22, KV

CS21, NA

CP21, OO21a, OO21b, PM22,

STN20, WZ20, ZZLC20]. time-step [KA23]. TiO

[CXZ

+

21, HZC21, IMJ21a, NLA

+

21, RHS

+

21]. titania [RF23]. titanium

[IMJ21a, IMJ21b, KS21, LSA

+

22, RK21]. titanium- [KS21]. TiX [P

ASS21].

TiXSb [R CM

+

22]. Tl [SBKT23]. TM [CZGW22, GZWL22, K

C23]. TMAl

[P an22]. TmCo [BBAA21]. TNT [MW C

+

21]. TNT-RD

X-Al [MW C

+

21].

together [Xa v23]. to ol [Gun21]. T op ological

[BUF

+

22, Ha v21, KB23, KAA21, LSG21, LS21, LPH22, QSZ23, Ali20, AA23,

Ano22a, A

GK23, BT21, CR

C21, CSGR21, F AX

+

23, Hao21, IMJ21b, INEB23,

Jah20, LAAP21, MBKA21, MA23, NS22, PS22, RNB22, R

–

DB

+

23, SUSS23,

TB22, ZMS21, OGT20]. T op ology [BVT20, MBKA21, WV20b].

top omerization [BZW

+

21]. torquoselectivit y [MAMB

+

22]. total

[HSV22]. toughness [L

YPD23]. to xic [RKA

+

21, SCY

+

23]. to xicit y

[JPSC20]. TP

A [HFF22]. T r [WLLS21]. traditional [BXWK22]. training

[MNN

+

20]. tra jectories [SA20, W AM

+

20]. tra jectory [DGA23].

tra jectory-guided [DGA23]. trans [BWLZ22, RR21]. trans- [RR21].

trans-1 [BWLZ22]. transfer

[BCLM

+

22, CCZ20, CZW21, FK20, JD20, KML23, LLMQ20, MKM

+

20,

Nag20a, NTND23, SCZ21, SFPH22, SE22, TWT

+

21, UHK

+

22,

¨

Ung20].

transformation [LLMQ20, SSEI21, YZD

+

20, YCSK20]. transformations

[ZGCF20]. transformed [Izs21]. transistors [NIA21]. T ransition [CZJ

+

23,

MMP23, ARRB

+

21, DR

V20, DT

AS21, F GW

+

22, GYC20, GRZ

+

21, JXM22,

KM21a, LFR TRP

+

20, MKKK22, NHNO20, O

AJ21, P an20, RHS

+

21, SDS19,

SDS20, SMP23b, SDL

+

23, WL Y

+

20, WWKH22, X QJ

+

21, YZY

+

22, ZHS21].

transition-matrix [WWKH22]. transitions [CSK21, JWZZ20, KLK21].

transp ort [CDD23, PSJ23, SG20, SG21]. transp orting [LZ20].

transuranic [ZWL22]. trapping [K

GSD20]. T ratnik [Ano22a]. treat

[PB23]. treated [XZGS23]. treating [LAAP21, SFT

+

21b]. treatmen t

[A GK23, Ha v21, KAA21, MA23, RPT21b]. treatmen ts [GOT

+

23]. tree

[DL21, LG22]. tree-lik e [DL21]. trees

[ADZA21, DTW21, D AR

+

21, L

YFL21]. T rFE [SK20]. tri

[ELH20, SZMM22]. tri-cations [ELH20]. tri-hexagonal [SZMM22]. triad

[CCZ20]. triangle [DJC21]. triarylmeth yl [SCZ21]. triatomic [KRA

+

23].

triazine [LNC

+

23]. triazol [JXL

+

21]. triazole [XWLZ20]. tric hloride

[sLsHtW

+

23]. tricyclic [SWXM23]. triel [CLL20, WXLL21, WLLS21].

trifluoroacetonitrile [ZTHW23]. trifluorometh ylated [TXW

+

20].

trigonal [VSK

G21]. trimers [Ram23]. trinitrophen yl [QLGZ23].

triphen ylamine [LZ20, PIA21, YLL

+

20]. triphen ylamine-based [PIA21].

triphen ylamine-p yrimidine [YLL

+

20]. triphosphate [SASA21].

triphosphazene [GB21, LFR TRP

+

20]. T riple [Tia21, MM22c]. T riple-ring

[Tia21]. triples [JBPV21]. triplet [L

YTS20, SV21, T A UM

+

23, TVdVN22].

triply [Xa v23]. triv alen t [ZWL22]. T rolo x [dOSdASC

+

20]. T rolo x-lik e

[dOSdASC

+

20]. trop osphere [WZL

+

21, W CZ

+

20]. trop ospheric [FMG23].

truncated [LLC20]. trypanothione [R

GS23]. Tsallis [Lom21, Ole20]. TSH

[CMM21]. tubular [Tia21]. tunabilit y [KSPG23]. tunable [LLZC20]. T une

[WKH20, ZL21]. T une-out [WKH20]. tuned [SN21]. tungsten

[AKK

+

21, JZX

+

20]. T uning [HMA

+

22, NM23, TMH21]. turn [TSHRS

+

20].

turn-on [TSHRS

+

20]. T urning [PG

´

AML21]. tutorial

[BHH20, Doh20, HHA23, MP20]. T utte [CL22]. Tw en t y [Shi20]. t wisted

[QSZ23]. t wisting [YXKJ21]. Tw o

[EAPCD20, MM22c, BMF20, CZJ

+

23, DLZ

+

21, D AR

+

21, EAPCD21,

F GW

+

22, GA20, GZCY22, HAA

+

23, ILPY

+

23, KYL

+

20, LXZ

+

21a, LLX

+

23,

LZZW23, LZ23, Lom21, LBG20, dRNS21, Ole21, R YC

+

20, SDS19, SDS20,

SAP22, SWML23, SCY

+

23, SYZF22, TSN

+

21, X QJ

+

21, dLRdLJ

+

20].

Tw o-dimensional [EAPCD20, CZJ

+

23, DLZ

+

21, EAPCD21, HAA

+

23,

LLX

+

23, LZZW23, dRNS21, Ole21, R YC

+

20, SAP22, SCY

+

23, SYZF22].

t w o-electron [Lom21, SDS19, SDS20]. t w o-photon

[BMF20, GA20, LXZ

+

21a, LZ23]. t w o-stage [KYL

+

20]. T yp e

[GM21, BA22b, IMJ21a, KKK23, KS21, P an22, PGPHAPM20, PGR

OM20,

PMGR

+

21, RMeH

+

20, RR21, Sha20, UV20, UBV

+

21, XJ20, Y al23, YSZ23,

ZFB

+

20]. t ypical [SBM22]. t yrosine [WV21].

U [AAJ

+

23, AIR

+

23, GRZ

+

21, K

C23, WTC

+

23]. U-computations

[AIR

+

23]. Ultra [BWR22, NdVVT22, TVdVN21, TVdVN22].

Ultra-compact [NdVVT22, TVdVN21, TVdVN22]. Ultra-fast [BWR22].

ultrafine [HYC

+

21]. ultrahigh [ZQZ

+

23a]. Uncommonly

[OB21b, TdV21]. Undergraduate

[EPMC20, BHH20, CM21, MNN

+

20, Nag20a, SF20b, Shi20]. undermines

[LK20]. understand [TSHRS

+

20]. Understanding

[BCLM

+

22, KZ21, SSIE21]. underv alued [MP20]. Undheim [BXWK22].

unicyclic [ZZL20b]. uniform [LXZ21b, Zh u21, ZZL20b]. unifying [R

C20].

unimolecular [CMM21, SMS23]. Unique [LBP20]. uniqueness [KZ21].

unit [SKR

+

21]. unitary [GDR21, XgZX

+

22]. units [LZ20]. Unlo c king

[CDD23]. unpaired [UR23]. unra v el [GKPK21]. unra v eling

[JRA21, LFR TRP

+

20]. unresolv ed [ID21]. unrestricted [GOT

+

23].

unsaturated [UI IP23]. unsaturation [KSPG23]. Un usual

[WLLS21, LAKJ20]. Un v eiling [CMM

+

22, HH23]. UO

[SGWW22, SGWW22]. up dated [XHS

+

23]. up dates [SSK20]. up on

[CPL

+

21, MT23]. upp er [L

YTS20]. uranium [Efr23, R

G20]. urea

[BT23, BVL22, ES21]. urea-based [BVL22]. uril

[MZXL21, MGK23, MI20, PSJ22]. Use [DFB20, KPMAB22, WWF23]. used

[CM21, Ha v21, HMA

+

22, LS21]. user [GPP

+

21]. user-friendly [GPP

+

21].

Using [Nag20a, T ak22b, THS20, AAJ

+

23, BSMI23, BFW

+

22, BSMB23,

BBG20, CMM21, CDD23, DR

V20, Eti20, FH21, GZC21, GM21, HCZ20,

hHNRA23, hHRN

+

23, IAI20, JPSC20, JBPV21, KSM

+

23, KV23, LLLL20,

LCH

+

22, LLX

+

23, LCP21, MAMB

+

22, MB23, MSI22, NZ20, NYX

+

22,

ORL

+

20b, PPCF

+

20, PR

C23, RS23, RNH23, SBA21, STI20, SAP22, SI20,

SS21, STT20, SYL

+

21, T ak22a, WF G

+

21, ZL23].

V [LLMQ20, MT A

+

22]. v acancies [PZGH

+

20, ZHFD

+

20]. v acancy

[CLLC21, GG20a, HLZZ23, RSM

+

22, SPF

+

22]. v acancy-defectiv e

[HLZZ23]. v acancy-ordered [RSM

+

22]. V acuum [Efr23]. v alence

[CPK22, sLLqX

+

20, LFR TRP

+

20, QOM

+

20]. v alidation [PPR21]. v alue

[HTNP21, RINHY20, RNH23]. v alue-added [RINHY20]. v alued [Xa v23].

v alues [BMR21, BMH21, CSGR21, DTW21, FYL21, JIFM22, LGW23,

ZZJ

+

23, ZHJ

+

20]. v anadium [KS23]. v arian t [TB22]. v arian ts

[SMMP

+

23]. v ariation [BMF20, NG20]. V ariational

[BXWK22, A TL

+

20, CJVF

+

23, GDR21, NdVVT22, SBA21, SS21, TVdVN21,

TVdVN22, XgZX

+

22]. v ariationally [HP

AM23]. v aried [DPC

+

20]. v arious

[BA21, CLS

+

22, MM21, NG20, WV20b]. V e [hHRN

+

23, RNB22]. V e-degree

[hHRN

+

23, RNB22]. v ector [GN20, NA

CP21, OO21a, OO21b]. v egetable

[AAN

+

21]. v elo cit y [BUKA21, YFX

+

22]. v elo cit y-dep enden t [BUKA21].

v ersatile [FMG23]. v ersus

[A GK23, BXWK22, D

YK22, HTNP21, QdOdMC

+

21, V ar21]. v ertex

[CSGR21]. v ertex-degree-based [CSGR21]. v ertical

[BBG20, CP23, MHD20]. v ertically [Mok21c]. V

Ge [BB20]. via

[AAN

+

21, AR22, AD22, FFBH21, GRZ

+

21, GUUG23, HJIO21, KA21,

sLLqX

+

20, LSA

+

22, MI20, SFB20, WWLL21, ZLH

+

20b]. Viabilit y

[KD Y

+

22]. viable [KRK

+

21, Ro y20]. vibration [HJIO21]. vibrational

[BY23, Bra21, FWY

+

22, F

CL22, JVK22, KHH

+

21, KHK

+

23, K¨ on21,

LZZ

+

20, MCP

+

20, MSO

A23, NR21, ORL

+

20a, RRD

+

22, WYL22, WWF23].

Vibronic [KLK21, KK21]. vicinal [BESG22]. Vic k ers [PJ20a]. viewp oin t

[DC22, LCY

+

23]. vin yl [BRB

+

21]. vin ylene [LMAA23]. vin ylsilane

[ZXS20]. Virial [JMO

W20]. virtual [dOSdASC

+

20]. virus [LS21]. visible

[GRZ

+

21, L YW

+

20, WZ21]. visible-ligh t [WZ21]. visualization

[CSS

+

21, ZMJ

+

20]. Visualizing [CRKMC21]. Viv er [Y os20]. v oltage

[YZW

+

23]. v oltages [KM21a]. V olume

[Ano20a, Ano20l, Ano20p, Ano20q, Ano20r, Ano20s, Ano20t, Ano20u,

Ano20v, Ano20b, Ano20c, Ano20d, Ano20e, Ano20f, Ano20g, Ano20h, Ano20i,

Ano20j, Ano20k, Ano20m, Ano20n, Ano20o, Ano21b, Ano21q, Ano21r,

Ano21s, Ano21t, Ano21c, Ano21d, Ano21e, Ano21f, Ano21g, Ano21h, Ano21i,

Ano21j, Ano21k, Ano21l, Ano21m, Ano21n, Ano21o, Ano21p, HO V G20a,

INV22a, MBR21b, MM22b, RBSW21a, SFT

+

21a, WV20a]. v olumes

[PPCF

+

20]. vs [HMN20, YYL21].

W [OMA21, JXYL20, UBV

+

21, Y an21]. W aals [ISL

+

23, UP20]. w all

[NM23]. w alled [NM23, SMP23a]. w arming [GHZ

+

23, TCL

+

21].

w astew ater [ZQZ

+

23b]. w astew aters [SFT

+

21b]. w ater

[BVL22, F

GMO20, GOS20, KMK21, KBR

+

20, LC20, LAKJ20, L YW

+

20,

LCY

+

23, SKR

+

21, SE22, TSS

+

23,

¨

UB20, WWM

+

22, W CZ

+

20, XBK

+

20].

w a v e [CPK22, Dau21, KA23, NdVVT22, NZ20, PMdN21, PS23a, STI20,

Sør21, SY21, TLL23, TVdVN21, TVdVN22]. W a v efunction

[H¨ of21, CFJ20, NSM22, RKI20]. w a v efunction-in-DFT [RKI20].

W a v elength [Hua20]. W a v elength-decomp osition-based [Hua20].

w a v elengths [WKH20]. w a y [BXWK22, TLL23]. w eak [TL T

+

22].

w eigh ted [RNA22]. w ell [SD20]. w ells [KRB20, Ole20, T AMU

+

23]. white

[ARBM21]. Wiener [ADZA21, Hao21, IMJ21b, Y e20, ZZL20b]. Wigner

[T AS21]. wiki [Nag20a]. wires [YZY

+

22]. withdra wing

[FFBH21, SCAD

+

20]. within [AMM21, GOT

+

23, HTNP21, HRA

+

22,

LFR TRP

+

20, MKD21, MB23, QDOC

+

21, Rac21, RPT21b, STN20]. without

[Cio22, ZHD

+

23, ZHFD

+

20]. W

O [JXYL20]. w omen [EPMC20]. w ork

[WWM

+

21]. W orking [PM22, TCL

+

21]. w orth while [GTV20, SSEI21].

WS [NHH22, SIM23]. WT e [SCY

+

23]. WX [SPF

+

22].

X [ASO

+

22, AMM21, GGUU21, JWZZ20, Kid21, L YW

+

20, MZ23, NG20,

P AS

+

21, P

ASS21, PVR20, R CM

+

22, RKA

+

21, RMeH

+

20, SPF

+

22,

SGWW22, XFW

+

20, QOM

+

20, BWBR21, HP21, HLL20b, KHK

+

23, MZ23,

MSO A23, R

G20, RKA

+

21, SGWW22]. X-ra y

[BWBR21, HP21, MSO

A23, R

G20]. Xe [dA

OdASP

+

20, AN20, MSS22].

X GaS [L YW

+

20]. XLPE [ZHD

+

23]. X

O [KHK

+

23]. XSrH [RMeH

+

20].

XTiO [XFW

+

20]. XY [NG20, AMM21].

Y-junction [NS22]. Y6 [ZZZ

+

23]. y ears [AB21, Shi20]. YF eO

[MAHRA

+

21]. yl [KPTL23]. YN [CMGH

+

21]. Y oung [BA22b].

Y oung-t yp e [BA22b]. Ys [CZGW22]. Y uk a w a [SSDF23].

Z [AMK

+

20, GSMT

+

20, MBM

+

21, F AB

+

23, GUUG23, KLRS22, LMM

+

22,

SG22]. Z-HF

O-1234ze [HYHW22]. Z-Simplified [GSMT

+

20]. Zagreb

[D AR

+

21, RA20]. zeolites [DT

AS21, MSCM23]. zigzag [DJC21]. zigzag-

edged [DJC21]. zinc [AAB22, HLF23]. zirconium [KS21]. zirconium-

dop ed [KS21]. Zn [GGUU21, MHS21, MEWD20, OMA21, AAJ

+

23, CLC

+

21,

L YPD23, ORL

+

20a, SK

G23, SBJ20, WWM

+

22, WDS

+

20]. Zn-based [ORL

+

20a ].

ZnO [D YJ

+

22, ER22, SBJ20]. ZnP [CRKMC21]. ZnP-based [CRKMC21].

ZnPc [CRKMC21]. ZnS [MIM21, ZYZ

+

21b]. zo o [P ev21]. Zr [ARRB

+

21,

GGUU21, KHK

+

23, XWS

+

22, YCL

+

23, YFX

+

22]. ZrAlB [F GW

+

22]. ZrB

[PL20]. ZrC [YCL

+

22]. zwitterionic [HH23].

References

Amini:2020:ADD

[AA20] Samad Amini and Sey ed Mohammad Azami. Asymmetric

deformation densit y analysis in carb on nanotub es. Inter-

Altun:2021:LED

[AIB21] Ahmet Altun, R´ ob ert Izs´ ak, and Gio v anni Bistoni. Lo-

cal energy decomp osition of coupled-cluster in teraction

energies: In terpretation, b enc hmarks, and comparison

with symmetry-adapted p erturbation theory

. International

Journal of Quantum Chemistry, 121(3):e26339:1–e26339:??,

F ebruary 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Akh ter:2021:MIS

[AI I21] Shehnaz Akh ter, Muhammad Imran, and Zahid Iqbal.

Mostar indices of SiO

2 nanostructures and melem c hain

nanostructures. International Journal of Quantum Chem-

istry, 121(5):e26520:1–e26520:??, Marc h 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Amadi:2020:SEF

[AIN

+

20] Precious O. Amadi, Akpan N. Ik ot, Alalib o T. Ngiangia,

Uduak ob ong S. Ok orie, Gaotsiw e J. Rampho, and Hew a Y.

Ab dullah. Shannon en trop y and Fisher information for

screened Kratzer p oten tial. International Journal of Quan-

tum Chemistry, 120(14):e26246:1–e26246:??, July 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Azam:2023:EOP

[AIR

+

23] Sik andar Azam, Muhammad Imran, Amin Ur Rahman, Asif

Nadeem, and Riadh Neffati. Electronic and optical prop er-

ties of quaternary selenides for opto electronic applications:

Insigh ts from DFT+U-computations. International Journal

of Quantum Chemistry, 123(3):e27025:1–e27025:??, F ebru-

ary 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Aireti:2021:CLS

[AJC

+

21] Maidina Aireti, Yi Jiang, Haibin Cao, Haiming Duan, Xi-

uh ua Cui, Qun Jing, and Xun Xue. The cage-lik e structure

enhanced magnetic momen t in ScK

n

(n = 2–12) clusters: a

first-principles join ted particle sw arm optimization in v esti-

gation. International Journal of Quantum Chemistry, 121

(14):e26654:1–e26654:??, July 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ab del-khalek:2021:AFI

[AkAR

+

21] S. Ab del-khalek, Azhri Alhag, Mahmoud Ragab, S. M.

Ab o-Dahab, Ali Algarni, and Hijaz Ahmad. A tomic

Fisher information and en tanglemen t forecasting for quan-

tum system based on artificial neural net w ork and time se-

ries mo del. International Journal of Quantum Chemistry,

121(4):e26446:1–e26446:??, F ebruary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Aro c kiara j:2021:RSC

[AKK

+

21] Mic heal Aro c kiara j, Sandi Kla vzar, S. Ruth Julie Ka vitha,

Shagufa Mush taq, and Krishnan Balasubramanian. Rel-

ativistic structural c haracterization of molyb den um and

tungsten disulfide materials. International Journal of Quan-

tum Chemistry, 121(5):e26492:1–e26492:??, Marc h 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ali:2020:CPM

[AKKN20] Sa jjad Ali, Muhammad Bab er Azam Khan, Said Alam

Khan, and No ora. The catalytic p erformance of metal-

free defected carb on catalyst to w ards acet ylene h ydro c hlori-

nation rev ealed from first-principles calculation. Interna-

tional Journal of Quantum Chemistry, 120(24):e26418:1–

e26418:??, Decem b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Aulicino:2022:SPE

[AKP22] Joseph C. Aulicino, T rev or Keen, and Bo P eng. State prepa-

ration and ev olution in quan tum computing: a p ersp ectiv e

from Hamiltonian momen ts. International Journal of Quan-

tum Chemistry, 122(5):e26853:1–e26853:??, Marc h 05, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Alenaizan:2023:BSC

[Ale23] Asem Alenaizan. Basis set customization for mo deling non-

co v alen t in teractions. International Journal of Quantum

Chemistry, 123(19):e27183:1–e27183:??, Octob er 5, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ali:2020:R TI

[Ali20] Akbar Ali. Remarks on top ological indices of carb on

nano cones and nanotori. International Journal of Quantum

Chemistry, 120(17):e26331:1–e26331:??, Septem b er 1, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ali:2020:MPF

[AMK

+

20] Malak Azmat Ali, G. Murtaza, Afzal Khan, Eman Al-

grafy

, Asif Mahmo o d, and Shahid M. Rama y . Magneto-

electronic prop erties of ferromagnetic comp ounds Rb

2

T aZ

6

(Z = Cl, Br) for p ossible spin tronic applications. Inter-

national Journal of Quantum Chemistry, 120(19):e26357:1–

e26357:??, Octob er 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Aucar:2021:R CE

[AMM21] Juan J. Aucar, Alejandro F. Maldonado, and Juan I. Melo.

Relativistic corrections of the electric field gradien t in di-

halogen molecules XY (X, Y = F, Cl, Br, I, A t) within the

linear resp onse elimination of the small comp onen t formal-

ism. International Journal of Quantum Chemistry, 121(20):

e26769:1–e26769:??, Octob er 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Alanis-Manzano:2022:TLS

[AMRS22] Emiliano Isa ´ ıas Alan ´ ıs-Manzano and Alejandro Ram ´ ırez-

Sol ´ ıs. On the three lo w est spin states of Hybrid Densit y

F unctional Theory and b enc hmark CASSCF(12,12)+CASPT2

studies. International Journal of Quantum Chemistry,

122(23):e26995:1–e26995:??, Decem b er 5, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ab dev eiszadeh:2020:TIS

[AN20] Zeinab Ab dev eiszadeh and Siamak No orizadeh. Theoreti-

cal in v estigation on the structure and stabilit y of some neu-

tral noble gas comp ounds con taining Xe–Xe b ond. Inter-

national Journal of Quantum Chemistry, 120(11):e26185:1–

e26185:??, June 5, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2020:CIV a

[Ano20a] Anon ymous. Co v er image, v olume 120, issue 1. International

Journal of Quantum Chemistry, 120(1):e26098:1–e26098:??,

Jan uary 1, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2020:CIVj

[Ano20b] Anon ymous. Co v er image, v olume 120, issue 10. Inter-

national Journal of Quantum Chemistry, 120(10):e26224:1–

e26224:??, Ma y 15, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2020:CIVk

[Ano20c] Anon ymous. Co v er image, v olume 120, issue 11. Inter-

national Journal of Quantum Chemistry, 120(11):e26240:1–

e26240:??, June 5, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2020:CIVl

[Ano20d] Anon ymous. Co v er image, v olume 120, issue 12. Inter-

national Journal of Quantum Chemistry, 120(12):e26241:1–

e26241:??, June 15, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2020:CIVm

[Ano20e] Anon ymous. Co v er image, v olume 120, issue 13. Inter-

national Journal of Quantum Chemistry, 120(13):e26272:1–

e26272:??, July 1, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2020:CIVn

[Ano20f ] Anon ymous. Co v er image, v olume 120, issue 14. Inter-

national Journal of Quantum Chemistry, 120(14):e26337:1–

e26337:??, July 15, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2020:CIV o

[Ano20g] Anon ymous. Co v er image, v olume 120, issue 15. Inter-

national Journal of Quantum Chemistry, 120(15):e26345:1–

e26345:??, August 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIVp

[Ano20h] Anon ymous. Co v er image, v olume 120, issue 16. Inter-

national Journal of Quantum Chemistry, 120(16):e26384:1–

e26384:??, August 15, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIVq

[Ano20i] Anon ymous. Co v er image, v olume 120, issue 17. Inter-

national Journal of Quantum Chemistry, 120(17):e26395:1–

e26395:??, Septem b er 1, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIV r

[Ano20j] Anon ymous. Co v er image, v olume 120, issue 18. Inter-

national Journal of Quantum Chemistry, 120(18):e26420:1–

e26420:??, Septem b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIVs

[Ano20k] Anon ymous. Co v er image, v olume 120, issue 19. Inter-

national Journal of Quantum Chemistry, 120(19):e26465:1–

e26465:??, Octob er 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIVb

[Ano20l] Anon ymous. Co v er image, v olume 120, issue 2. Inter-

national Journal of Quantum Chemistry, 120(2):e26125:1–

e26125:??, Jan uary 15, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIVt

[Ano20m] Anon ymous. Co v er image, v olume 120, issue 20. Inter-

national Journal of Quantum Chemistry, 120(20):e26484:1–

e26484:??, Octob er 15, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIV u

[Ano20n] Anon ymous. Co v er image, v olume 120, issue 22. Inter-

national Journal of Quantum Chemistry, 120(22):e26505:1–

e26505:??, No v em b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIVv

[Ano20o] Anon ymous. Co v er image, v olume 120, issue 24. Inter-

national Journal of Quantum Chemistry, 120(24):e26539:1–

e26539:??, Decem b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIVc

[Ano20p] Anon ymous. Co v er image, v olume 120, issue 3. Inter-

national Journal of Quantum Chemistry, 120(3):e26138:1–

e26138:??, F ebruary 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2020:CIVd

[Ano20q] Anon ymous. Co v er image, v olume 120, issue 4. International

Journal of Quantum Chemistry, 120(4):e26156:1–e26156:??,

F ebruary 15, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2020:CIV e

[Ano20r] Anon ymous. Co v er image, v olume 120, issue 5. International

Journal of Quantum Chemistry, 120(5):e26164:1–e26164:??,

Marc h 1, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2020:CIVf

[Ano20s] Anon ymous. Co v er image, v olume 120, issue 6. International

Journal of Quantum Chemistry, 120(6):e26173:1–e26173:??,

Marc h 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2020:CIVg

[Ano20t] Anon ymous. Co v er image, v olume 120, issue 7. International

Journal of Quantum Chemistry, 120(7):e26177:1–e26177:??,

April 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2020:CIVh

[Ano20u] Anon ymous. Co v er image, v olume 120, issue 8. International

Journal of Quantum Chemistry, 120(8):e26199:1–e26199:??,

April 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2020:CIVi

[Ano20v] Anon ymous. Co v er image, v olume 120, issue 9. International

Journal of Quantum Chemistry, 120(9):e26205:1–e26205:??,

Ma y 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2020:I Ia

[Ano20w] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 120(1):e26099:1–e26099:??, Jan uary 1,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2020:I Ib

[Ano20x] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 120(2):e26126:1–e26126:??, Jan uary

15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2020:I Ic

[Ano20y] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 120(3):e26139:1–e26139:??, F ebruary

5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2020:I Id

[Ano20z] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 120(4):e26157:1–e26157:??, F ebruary

15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2020:I Ie

[Ano20-27] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 120(5):e26163:1–e26163:??, Marc h 1,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2020:I If

[Ano20-28] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 120(6):e26174:1–e26174:??, Marc h 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:CIVf

[Ano21c] Anon ymous. Co v er image, v olume 121, issue 10. Inter-

national Journal of Quantum Chemistry, 121(10):e26298:1–

e26298:??, Ma y 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2021:CIVg

[Ano21d] Anon ymous. Co v er image, v olume 121, issue 11. Inter-

national Journal of Quantum Chemistry, 121(11):e26300:1–

e26300:??, June 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2021:CIVh

[Ano21e] Anon ymous. Co v er image, v olume 121, issue 12. Inter-

national Journal of Quantum Chemistry, 121(12):e26302:1–

e26302:??, June 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2021:CIVi

[Ano21f ] Anon ymous. Co v er image, v olume 121, issue 13. Inter-

national Journal of Quantum Chemistry, 121(13):e26304:1–

e26304:??, July 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Anon ymous:2021:CIVj

[Ano21g] Anon ymous. Co v er image, v olume 121, issue 15. Inter-

national Journal of Quantum Chemistry, 121(15):e26308:1–

e26308:??, August 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIVk

[Ano21h] Anon ymous. Co v er image, v olume 121, issue 16. Inter-

national Journal of Quantum Chemistry, 121(16):e26310:1–

e26310:??, August 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIVm

[Ano21i] Anon ymous. Co v er image, v olume 121, issue 17. Inter-

national Journal of Quantum Chemistry, 121(17):e26312:1–

e26312:??, Septem b er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIVn

[Ano21j] Anon ymous. Co v er image, v olume 121, issue 18. Inter-

national Journal of Quantum Chemistry, 121(18):e26314:1–

e26314:??, Septem b er 15, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIV o

[Ano21k] Anon ymous. Co v er image, v olume 121, issue 19. Inter-

national Journal of Quantum Chemistry, 121(19):e26316:1–

e26316:??, Octob er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIVp

[Ano21l] Anon ymous. Co v er image, v olume 121, issue 20. Inter-

national Journal of Quantum Chemistry, 121(20):e26318:1–

e26318:??, Octob er 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIVq

[Ano21m] Anon ymous. Co v er image, v olume 121, issue 21. Inter-

national Journal of Quantum Chemistry, 121(21):e26320:1–

e26320:??, No v em b er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIV r

[Ano21n] Anon ymous. Co v er image, v olume 121, issue 22. Inter-

national Journal of Quantum Chemistry, 121(22):e26322:1–

e26322:??, No v em b er 15, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIVs

[Ano21o] Anon ymous. Co v er image, v olume 121, issue 23. Inter-

national Journal of Quantum Chemistry, 121(23):e26324:1–

e26324:??, Decem b er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIVt

[Ano21p] Anon ymous. Co v er image, v olume 121, issue 24. Inter-

national Journal of Quantum Chemistry, 121(24):e26326:1–

e26326:??, Decem b er 15, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Anon ymous:2021:CIVb

[Ano21q] Anon ymous. Co v er image, v olume 121, issue 6. International

Journal of Quantum Chemistry, 121(6):e26290:1–e26290:??,

Marc h 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:CIVc

[Ano21r] Anon ymous. Co v er image, v olume 121, issue 7. International

Journal of Quantum Chemistry, 121(7):e26292:1–e26292:??,

April 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:CIVd

[Ano21s] Anon ymous. Co v er image, v olume 121, issue 8. International

Journal of Quantum Chemistry, 121(8):e26294:1–e26294:??,

April 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:CIV e

[Ano21t] Anon ymous. Co v er image, v olume 121, issue 9. International

Journal of Quantum Chemistry, 121(9):e26296:1–e26296:??,

Ma y 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:I Ia

[Ano21u] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(1):e26279:1–e26279:??, Jan uary 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Ib

[Ano21v] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(2):e26281:1–e26281:??, Jan uary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2021:I Ic

[Ano21w] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(3):e26283:1–e26283:??, F ebruary

5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2021:I Id

[Ano21x] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(4):e26285:1–e26285:??, F ebruary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2021:I Ie

[Ano21y] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(5):e26287:1–e26287:??, Marc h 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I If

[Ano21z] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(6):e26289:1–e26289:??, Marc h 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Ig

[Ano21-27] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(7):e26291:1–e26291:??, April 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Ih

[Ano21-28] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(8):e26293:1–e26293:??, April 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Ii

[Ano21-29] Anon ymous. Issue information. International Journal

of Quantum Chemistry, 121(9):e26295:1–e26295:??, Ma y 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Ij

[Ano21-30] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(10):e26297:1–e26297:??, Ma y 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Ik

[Ano21-31] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(11):e26299:1–e26299:??, June 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Il

[Ano21-32] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(12):e26301:1–e26301:??, June 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Im

[Ano21-33] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(13):e26303:1–e26303:??, July 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I In

[Ano21-34] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(14):e26305:1–e26305:??, July 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Io

[Ano21-35] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(15):e26307:1–e26307:??, August 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2021:I Ip

[Ano21-36] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(16):e26309:1–e26309:??, August

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2021:I Iq

[Ano21-37] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(17):e26311:1–e26311:??, Septem-

b er 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:I Ir

[Ano21-38] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(18):e26313:1–e26313:??, Septem-

b er 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:I Is

[Ano21-39] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(19):e26315:1–e26315:??, Octob er

5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2021:I It

[Ano21-40] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(20):e26317:1–e26317:??, Octob er

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2021:I Iu

[Ano21-41] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(21):e26319:1–e26319:??, No v em-

b er 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:I Iv

[Ano21-42] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(22):e26321:1–e26321:??, No v em-

b er 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:I Iw

[Ano21-43] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(23):e26323:1–e26323:??, Decem-

b er 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2021:I Ix

[Ano21-44] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 121(24):e26325:1–e26325:??, Decem-

b er 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2022:ESB

[Ano22a] Anon ymous. Erratum: [Simon Brezo vnik and Nik o T ratnik,

General cut metho d for computing Szeged-lik e top ological

indices with applications to molecular graphs, IJQC 121(6)

2021, e26530]. International Journal of Quantum Chem-

istry, 122(10):e26903:1–e26903:??, Ma y 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

See [BT21 ].

Anon ymous:2022:I Ia

[Ano22b] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 122(1):e26691:1–e26691:??, Jan uary 5,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2022:I Ib

[Ano22c] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 122(2):e26693:1–e26693:??, Jan uary

15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2022:I Ic

[Ano22d] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 122(3):e26695:1–e26695:??, F ebruary

5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2022:I Id

[Ano22e] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 122(4):e26697:1–e26697:??, F ebruary

15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2022:I Ie

[Ano22f ] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 122(5):e26699:1–e26699:??, Marc h 05,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2022:I If

[Ano22g] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 122(6):e26701:1–e26701:??, Marc h 15,

15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2023:I Ic

[Ano23d] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(3):e26928:1–e26928:??, F ebruary

5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2023:I Id

[Ano23e] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(4):e26929:1–e26929:??, F ebruary

15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2023:I Ie

[Ano23f ] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(5):e26930:1–e26930:??, Marc h 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I If

[Ano23g] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(6):e26931:1–e26931:??, Marc h 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Ig

[Ano23h] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(7):e26932:1–e26932:??, April 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Ih

[Ano23i] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(8):e26933:1–e26933:??, April 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Ii

[Ano23j] Anon ymous. Issue information. International Journal

of Quantum Chemistry, 123(9):e26934:1–e26934:??, Ma y 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Ij

[Ano23k] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(10):e26935:1–e26935:??, Ma y 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Ik

[Ano23l] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(11):e26936:1–e26936:??, June 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Il

[Ano23m] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(12):e26937:1–e26937:??, June 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Im

[Ano23n] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(13):e26938:1–e26938:??, July 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I In

[Ano23o] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(14):e26939:1–e26939:??, July 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Io

[Ano23p] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(15):e26940:1–e26940:??, August 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Anon ymous:2023:I Ip

[Ano23q] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(16):e26941:1–e26941:??, August

15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2023:I Iq

[Ano23r] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(17):e26942:1–e26942:??, Septem-

b er 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2023:I Ir

[Ano23s] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(18):e26943:1–e26943:??, Septem-

b er 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2023:I Is

[Ano23t] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(19):e26944:1–e26944:??, Octob er

5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2023:I It

[Ano23u] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(20):e26945:1–e26945:??, Octob er

15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Anon ymous:2023:I Iu

[Ano23v] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(21):e26946:1–e26946:??, No v em-

b er 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2023:I Iv

[Ano23w] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(22):e26947:1–e26947:??, No v em-

b er 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2023:I Iw

[Ano23x] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(23):e26948:1–e26948:??, Decem-

b er 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Anon ymous:2023:I Ix

[Ano23y] Anon ymous. Issue information. International Journal of

Quantum Chemistry, 123(24):e26949:1–e26949:??, Decem-

b er 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Arrue:2020:RAA

[APR20] Lily Arru ´ e and Ricardo Pino-Rios. Revisiting (an ti)aromaticit y

and c hemical b ond in planar B

X

N

X clusters (x = 2–

11). International Journal of Quantum Chemistry, 120(22):

e26403:1–e26403:??, No v em b er 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Andritsos:2022:A TS

[AR22] Eleftherios I. Andritsos and Kevin Rossi. Accelerating the

theoretical study of Li-p olysulfide adsorption on single-atom

catalysts via mac hine learning approac hes. International

Journal of Quantum Chemistry, 123(8):e26956:1–e26956:??,

Septem b er 5, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Alv arado:2021:AA G

[ARBM21] Ra ´ ul Alv arado, Nicol´ as Ramos-Berdullas, and Marcos Man-

dado. On the adsorption affinit y of graphene and white

graphene sheets b y dio xin-lik e p ollutan ts. International

Journal of Quantum Chemistry, 121(9):e26591:1–e26591:??,

Ma y 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Ariy arathna:2021:SNM

[Ari21] Isuru R. Ariy arathna. Sup eratomic nature of metal en-

capsulated do decahedrane: the case of M@C

20

H

20

(M =

Li, Na, Mg

+

). International Journal of Quantum Chem-

istry, 121(20):e26774:1–e26774:??, Octob er 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Azzouz-Rac hed:2021:PDT

[ARRB

+

21] Ahmed Azzouz-Rac hed, Habib Rac hed, Ma jibul Haque

Babu, T ariq Hadji, and Djamel Rac hed. Prediction of dou-

ble transition metal (Cr

1−x

Zr

x

)

2

AlC MAX phases as ther-

mal barrier coatings: Insigh t from densit y functional the-

ory . International Journal of Quantum Chemistry, 121(20):

e26770:1–e26770:??, Octob er 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Alikhani:2022:ISB

[AS22] M. Esmail Alikhani and Bernard Silvi. Isomerism in sec-

ondary b onded complexes: Do structural rules apply? Inter-

national Journal of Quantum Chemistry, 122(8):e26670:1–

e26670:??, April 15, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Albrec h t-Sc hmitt:2020:TEC

[ASHPHCB20] Thomas E. Albrec h t-Sc hmitt, Da vid E. Hobart, Da y an

P´ aez-Hern´ andez, and Cristian Celis-Barros. Theoretical ex-

amination of co v alency in b erk elium (IV) carb onate com-

plexes. International Journal of Quantum Chemistry, 120

(15):e26254:1–e26254:??, August 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Andres:2022:BET

[ASO

+

22] Juan Andr ´ es, Vicen t S. Safon t, M´ onica Oliv a, Kacee L.

Caster, and F abien Goula y . A b onding ev olution the-

ory study of the reaction b et w een meth ylidyne radical,

CH(X

2

Π), and cyclop en tadiene, C

5

H

6

. International Jour-

nal of Quantum Chemistry, 122(11):e26892:1–e26892:??,

June 5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Alcoba:2020:IDC

[A TL

+

20] Diego R. Alcoba, Alicia T orre, Luis Lain, Ofelia B. O ~ na,

El ´ ıas R ´ ıos, and Gusta v o E. Massaccesi. Incorp orating dy-

namic correlation in to the v ariational determination metho d

of the second-order reduced densit y matrix in the doubly o c-

cupied configuration in teraction space. International Jour-

nal of Quantum Chemistry, 120(15):e26256:1–e26256:??,

August 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Bo da:2021:DFT

[BA21] Anil Bo da and Sk. Musharaf Ali. Densit y functional theoret-

ical tailoring of electronic effect through v arious substituen ts

on calix[4]arene-cro wn-6 for efficien t Cs

+

ion encapsulation

and extraction. International Journal of Quantum Chem-

istry, 121(2):e26436:1–e26436:??, Jan uary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Barp:2022:EPE

[BA22a] Marcos V. Barp and F elip e Arretc he. Electron and p ositron

elastic scattering b y non-cen tral p oten tials: Matrix ele-

men ts and symmetry prop erties in the first Born appro x-

imation. International Journal of Quantum Chemistry, 122

(13):e26909:1–e26909:??, July 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Barp:2022:YTI

[BA22b] Marcos V. Barp and F elip e Arretc he. Y oung-t yp e in-

terference in soft lepton scattering of diatomic homon u-

clear molecules. International Journal of Quantum Chem-

istry, 122(10):e26882:1–e26882:??, Ma y 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Bahar:2022:EOR

[Bah22] Mustafa Kemal Bahar. Erratum to: Optical resp onse

of plasma pro cessed quan tum dot under the external

fields. International Journal of Quantum Chemistry, 122(9):

e26893:1–e26893:??, Ma y 5, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic). See [KB21].

Ben-Asher:2020:CAP

[BAM20] Anael Ben-Asher and Nimro d Moisey ev. Complex absorb-

ing p oten tials for Stark resonances. International Journal

of Quantum Chemistry, 120(2):e26067:1–e26067:??, Jan uary

15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Bouras:2020:ISM

[BB20] F arida Bouras and Ali Ben touaf. In v estigation of struc-

tural and magneto electronic prop erties of new half-metallic

Heusler allo ys Ru

2

V Ge

x

Sb

1−x

(x = 0, 0.5 and 1): a densit y

functional theory study

. International Journal of Quantum

Chemistry, 120(24):e26413:1–e26413:??, Decem b er 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Benaissa:2021:TSM

[BBAA21] Ab delghani Bena ¨ ıssa, Ali Ben touaf, Brahim A ¨ ıssa, and

Boucif Abbar. Theoretical study of magneto-electronic

prop erties of TmCo

2 and NdCo

2 in termetallic comp ounds

through densit y functional theory calculations. Interna-

tional Journal of Quantum Chemistry, 121(5):e26488:1–

e26488:??, Marc h 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Buzzanca:2020:ICE

[BBG20] Marissa Buzzanca, Brandon Brummey er, and Jonathan H.

Guto w. Impro ving con v ergence of exp erimen tal and com-

puted v ertical ionization energies using the ionization p o-

ten tial equation-of-motion coupled-cluster with singles and

doubles metho d. International Journal of Quantum Chem-

istry, 120(18):e26261:1–e26261:??, Septem b er 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Bedniak o v:2023:MEC

[BBTN23] Aleksandr S. Bedniak o v, Denis Bokhan, Dmitrii N. T rub-

nik o v, and Y ulia V. No v ak o vsk a y a. Mo dified explicitly corre-

lated F o c k-space coupled-cluster metho d for mo deling con-

fined molecular systems. International Journal of Quan-

tum Chemistry, 123(1):e27010:1–e27010:??, Jan uary 5, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Barysz:2021:AMR

[BCKN21] Maria Barysz, Iv an Cern us´ ak, Vladimir Kell¨ o, and P a v el

Neogr´ ady . AuSi molecule revisited: IOTC/CASSCF/

CASPT2 calculations. International Journal of Quantum

Chemistry, 121(5):e26502:1–e26502:??, Marc h 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Bian:2022:UPT

[BCLM

+

22] Jiang Bian, An thon y Cruz, Gabriel L´ op ez-Morales, An-

ton Kyrylenk o, Donna McGregor, and Gusta v o E. L´ op ez.

Understanding proton transfer in non-aqueous biop olymers

based on helical p eptides: a quan tum mec hanical study .

International Journal of Quantum Chemistry, 122(19):

BenSadok:2020:ECN

[BPB

+

20] Raouia Ben Sadok, Neculai Plugaru, Anca Birsan, Victor

Kuncser, and Dalila Hammout ` ene. Effect of c hemical nature

of atoms on the electronic, dielectric, and dynamical prop-

erties of ABX

3 halide p ero vskite. International Journal of

Quantum Chemistry, 120(10):e26172:1–e26172:??, Ma y 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Brandan:2021:NIC

[Bra21] Silvia An tonia Brand´ an. Normal in ternal co ordinates, force

fields, and vibrational study of sp ecies deriv ed from an tivi-

ral adaman tadine. International Journal of Quantum Chem-

istry, 121(2):e26425:1–e26425:??, Jan uary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Bo omadevi:2021:BR G

[BRB

+

21] Shanm ugam Bo omadevi, Mohanra j Ramac handran, Karup-

pannan Balam urugan, Dipali Na y ak, Ra jalingam Thanga v el,

Krishnamo orth y P andiy an, Sam bandam Anandan, and

Dilibabu Sastikumar. Bo ok review: Gr owth, crystal

structur e, thermal, sp e ctr al studies and density func-

tional the ory c omputational analysis of an or ganic nonlin-

e ar optic al crystal: 2-3-[2-(4-dimethylaminophenyl)vinyl]-

5,5-dimethylcyclohex-2-enylidene-malonitrile. International

Journal of Quantum Chemistry, 121(17):e26741:1–e26741:??,

Septem b er 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Buc hel:2021:DQM

[BRF21] Ralf C. B ¨ uc hel, Dominik A. Rudolph, and Irmgard F rank.

Deterministic quan tum mec hanics: the role of the Maxw ell–

Boltzmann distribution. International Journal of Quantum

Chemistry, 121(7):e26555:1–e26555:??, April 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Bautista-Renedo:2022:DCT

[BRHECY

+

22] Joanatan-Mic hael Bautista-Renedo, Ra ym undo Hern´ andez-

Esparza, Eric k Cuev as-Y a ~ nez, Horacio Rey es-P ´ erez, Ru-

bicelia V argas, Jorge Garza, and Nelly Gonz´ alez-Riv as. De-

formations of cyclo dextrins and their influence to form inclu-

sion comp ounds. International Journal of Quantum Chem-

istry, 122(6):e26859:1–e26859:??, Marc h 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Bazargan:2020:IRP

[BS20] Gloria Bazargan and Karl Sohlb erg. Influence of ring p osi-

tion on the temp oral dep endence of c harge mo v emen t in a

switc hable [2]rotaxane. International Journal of Quantum

Chemistry, 120(2):e26078:1–e26078:??, Jan uary 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Buczek:2021:IF C

[BSH

+

21] Aneta Buczek, Monik a Sta’s, Christian Heb enstreit, Co-

rina Maller, Ma lgorzata A. Bro da, T eobald Kupk a, and

Anne-Marie Kelterer. In teraction of 5-fluorouracil with β -

cyclo dextrin: a densit y functional theory study with disp er-

sion correction. International Journal of Quantum Chem-

istry, 121(5):e26487:1–e26487:??, Marc h 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Benmouloud:2023:MLA

[BSMB23] Widad Benmouloud, Cherif Si-Moussa, and Othmane

Benk ortbi. Mac hine learning approac h for the prediction

of surface tension of binary mixtures con taining ionic liq-

uids using σ -profile descriptors. International Journal of

Quantum Chemistry, 123(3):e27026:1–e27026:??, F ebruary

5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Bahrami:2023:CQM

[BSMI23] Samira Bahrami, F atemeh Shafiei, Azam Marjani, and

T ahereh Momeni Isfahani. Comparativ e QSAR mo deling

of 2-phen ylindol deriv ativ es for predicting the an ticancer

activit y using genetic algorithm m ultiple linear regres-

sion and bac k-propagation-artificial neural net w ork tec h-

niques. International Journal of Quantum Chemistry, 123

(6):e27057:1–e27057:??, Marc h 15, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Bhattac hary a:2021:EAS

[BSS21] Laban y a Bhattac hary a, Sagar Sharma, and Sridhar Sah u.

Enhancemen t of air stabilit y and photo v oltaic p erformance

in organic solar cells b y structural mo dulation of bis-

amide-based donor-acceptor cop olymers: a computational

insigh t. International Journal of Quantum Chemistry, 121

(6):e26524:1–e26524:??, Marc h 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Brezo vnik:2021:GCM

[BT21] Simon Brezo vnik and Nik o T ratnik. General cut metho d

for computing Szeged-lik e top ological indices with applica-

tions to molecular graphs. International Journal of Quan-

tum Chemistry, 121(6):e26530:1–e26530:??, Marc h 15, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic). See erratum ab out errors in mathematical expres-

sions [Ano22a ].

Barlo w:2023:CCU

[BT23] Ka yleigh R. Barlo w and Gregory S. Tsc h ump er. Conforma-

tional comparison of urea and thiourea near the CCSD(T)

complete basis set limit. International Journal of Quan-

tum Chemistry, 123(8):e27075:1–e27075:??, April 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Butera:2021:MIE

[BTS

+

21] V aleria Butera, Y usuk e T anab e, Y u Shink e, T omohisa

Miy aza w a, T adahiro F ujitani, Megumi Ka y an uma, and

Y o ong-Kee Cho e. Mec hanistic in v estigation on ethanol-

to-butadiene con v ersion reaction o v er metal o xide clus-

ters. International Journal of Quantum Chemistry, 121(5):

e26494:1–e26494:??, Marc h 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Bahar:2020:MOS

[BU20] Mustafa Kemal Bahar and F atih Ungan. Magneto-optical

sp ecifications of Rosen–Morse quan tum dot with screw dis-

lo cation. International Journal of Quantum Chemistry, 120

(11):e26186:1–e26186:??, June 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Badank o:2022:T A C

[BUF

+

22] P ´ eter Badank´ o, Otab ek Umaro v, Csaba F´ abri, G´ ab or J.

Hal´ asz, and

´

Agnes Vib´ ok. T op ological asp ects of ca vit y-

induced degeneracies in p oly atomic molecules. International

Journal of Quantum Chemistry, 122(8):e26750:1–e26750:??,

April 15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Bahar:2021:O A Q

[BUKA21] M. K. Bahar, F. Ungan, H. Ka y a, and S. Akk o yun. Opti-

cal analysis of quan tum dot with v elo cit y-dep enden t p oten-

tial. International Journal of Quantum Chemistry, 121(5):

e26518:1–e26518:??, Marc h 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Benda:2022:PIS

[BVL22] Rob ert Benda, Thomas V ezin, and B ´ ereng ` ere Leb en tal. Pre-

diction of the in teraction strength of an urea-based prob e

to w ard ions in w ater b y means of Densit y F unctional The-

ory/P olarizable Con tin uum Mo del calculations. Interna-

tional Journal of Quantum Chemistry, 122(12):e26901:1–

e26901:??, June 15, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Borisla v o v:2020:TDR

[BVT20] Lyub en Borisla v o v, Zhivk o V elk o v, and Alia T adjer. T op ol-

ogy delimited radical-sca v enging prop ensit y of monoh ydro x-

ycinnamic acids. International Journal of Quantum Chem-

istry, 120(22):e26329:1–e26329:??, No v em b er 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Bo ydas:2021:IXR

[BWBR21] Esma Birsen Bo ydas, Bernd Win ter, Da vid Batc helor, and

Mic hael Ro emelt. Insigh t in to the X-ra y absorption sp ectra

of Cu-p orph yrazines from electronic structure theory

. Inter-

national Journal of Quantum Chemistry, 121(3):e26515:1–

e26515:??, F ebruary 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Bian:2022:SDI

[BWLZ22] Huiting Bian, Y ong jin W ang, Jing Li, and Jun Zhao.

Structure-dep endence in initial decomp osition of trans-1,2-

dimeth ylcyclohexyl isomers: Kinetic exploration and confor-

mational analysis. International Journal of Quantum Chem-

istry, 122(11):e26890:1–e26890:??, June 5, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Bosia:2022:UFS

[BWR22] F rancesco Bosia, Thomas W eym uth, and Markus Reiher.

Ultra-fast sp ectroscop y for high-throughput and in terac-

tiv e quan tum c hemistry

. International Journal of Quantum

Chemistry, 122(19):e26966:1–e26966:??, Octob er 5, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Bacalis:2022:VFE

[BXWK22] Naoum C. Bacalis, Zh uang Xiong, Zhen Xin W ang, and

Dimitris Karaoulanis. V ariational functionals for excited

state saddle p oin ts v ersus traditional Hylleraas–Undheim

and McDonald higher “ro ots,” and a w a y to instan tly im-

pro v e a lo w est state crude appro ximan t. International

Journal of Quantum Chemistry, 122(6):e26855:1–e26855:??,

Marc h 15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Badoglu:2023:EVS

[BY23] Serdar Badoglu and Sena y Y urdakul. An exp erimen-

tal vibrational sp ectroscopic and densit y functional theory

computational study on 2,4-dio xop yrimidine in solv ation

phase. International Journal of Quantum Chemistry, 123

(8):e27073:1–e27073:??, April 15, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Bian:2020:IRM

[BZP

+

20] He Bian, Honghong Zhang, Ling P ei, Qian W ang, F ang

W ang, Y un Zhang, and Jinshe Chen. Insigh t in to the reac-

tion mec hanism of CH

2

SH with HO

2

: a densit y functional

theory study

. International Journal of Quantum Chem-

istry, 120(8):e26146:1–e26146:??, April 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Bai:2020:ICE

[BZW

+

20] Rui-Rong Bai, Cai-Rong Zhang, Y ou-Zhi W u, Li-Hua Y uan,

Mei-Ling Zhang, Y u-Hong Chen, Zi-Jiang Liu, and Hong-

Shan Chen. In terface configuration effects on excitation, ex-

citon disso ciation, and c harge recom bination in organic pho-

to v oltaic hetero junction. International Journal of Quantum

Chemistry, 120(4):e26103:1–e26103:??, F ebruary 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Bian:2021:CSI

[BZW

+

21] Huiting Bian, Yifan Zhang, Y ong jin W ang, Jun Zhao, Xiao-

h ui Ruan, and Jing Li. Computational study of in v ersion-

top omerization path w a ys in 1,3-dimeth ylcyclohexane and

1,4-dimeth ylcyclohexane: Ab initio conformational analy-

sis. International Journal of Quantum Chemistry, 121(11):

e26636:1–e26636:??, June 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Choluj:2021:PI I

[CBB21] Marta Cho luj, Bartosz B lasiak, and W o jciec h Bartk o wiak.

P artitioning of the in teraction-induced p olarizabilit y of

molecules in helium en vironmen ts. International Journal of

Quantum Chemistry, 121(6):e26544:1–e26544:??, Marc h 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Cout y:2020:TIB

[CBK

+

20] F ran¸ cois Cout y , Oleg N. Buro v, Mikhail E. Kletskii, An-

ton V. Liso vin, Karen W righ t, Bruno Drouillat, and

Sergey V. Kurbato v. Theoretical in v estigation of v on Braun

and v on Braun-lik e reactions. International Journal of

Quantum Chemistry, 120(3):e26088:1–e26088:??, F ebruary

5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Chen:2020:IDF

[CCZ20] W enlan Chen, Zhiqian Chen, and Shaoh ui Zheng. The in-

fluence of driving force on in tramolecular electron transfer:

a theoretical study of subph thalo cy anine-AzaBODIPY-C

60

supramolecular triad. International Journal of Quantum

Chemistry, 120(7):e26131:1–e26131:??, April 5, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Chakrab ort y:2023:UEO

[CDD23] Arup Chakrab ort y , Bidisa Das, and I. Dasgupta. Unlo c king

the electronic, optical and transp ort prop erties of semicon-

ductor coupled quan tum dots using first principles meth-

o ds. International Journal of Quantum Chemistry, 123(11):

e27101:1–e27101:??, June 5, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Chen:2021:CDS

[CDG

+

21] Jitian Chen, Tian yu Du, Liuzhou Gao, Zhong jing Chai,

and Hao Dong. Computation-driv en syn thesis of p en tothal

so dium. International Journal of Quantum Chemistry, 121

(11):e26624:1–e26624:??, June 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Cruz:2020:LBN

[CDR20] Rob erto Cruz, F rank Duque, and Juan Rada. Lo w er b ounds

for the n um b er of inlets of hexagonal systems. Interna-

tional Journal of Quantum Chemistry, 120(19):e26358:1–

e26358:??, Octob er 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Carrier:2020:BAE

[CFJ20] Laurie Carrier, Charles-

´

Emile F ecteau, and P aul A. John-

son. Bethe ansatz of electrons as a mean-field w a v efunction

for c hemical systems. International Journal of Quantum

Chemistry, 120(15):e26255:1–e26255:??, August 5, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Chamorro:2021:MHH

[CFM

+

21] Y uly Chamorro, Edison Fl´ orez, Alejandro Maldonado, Gus-

ta v o Aucar, and Alb eiro Restrep o. Microsolv ation of hea vy

halides. International Journal of Quantum Chemistry, 121

(7):e26571:1–e26571:??, April 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Chamkin:2021:BDC

[Cha21a] Aleksandr A. Chamkin. Benc hmarking DFT calculations

of

1

H and

13

C c hemical shifts in monosubstituted fer-

ro cenes. International Journal of Quantum Chemistry,

121(4):e26456:1–e26456:??, F ebruary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Chan:2021:ADD

[Cha21b] Bun Chan. Assessmen t and dev elopmen t of DFT with

the expanded CUA GA U-2 set of group-11 cluster sys-

tems. International Journal of Quantum Chemistry, 121(4):

thermal decomp osition. A computational study

. Interna-

tional Journal of Quantum Chemistry, 122(14):e26915:1–

e26915:??, July 15, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Castanedo:2022:RPC

[CMY22] L´ azaro A. M. Castanedo, Ch ´ erif F. Matta, and Kai E. O.

Ylijoki. The reaction path of cyclo o ctatetraene dimerization

revisited. International Journal of Quantum Chemistry, 122

(7):e26866:1–e26866:??, April 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Cardenas:2021:A CC

[CN21] Gusta v o C´ ardenas and Juan J. Nogueira. An algorithm to

correct for the CASSCF activ e space in m ultiscale QM/MM

calculations based on geometry ensem bles. International

Journal of Quantum Chemistry, 121(6):e26533:1–e26533:??,

Marc h 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Cholasseri:2023:EGE

[CP23] Rinsha Cholasseri and P attiyil P aramesw aran. Effect of ge-

ometrical and electronic alteration on the n → π ∗ v erti-

cal excitation energy and thermo dynamic stabilit y of lo c k ed

azob enzene (LAB) with protein confinemen t. Interna-

tional Journal of Quantum Chemistry, 123(21):e27215:1–

e27215:??, No v em b er 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Co op er:2022:I IM

[CPK22] Da vid L. Co op er, Rob ert P onec, and P eter B. Karadak o v.

In v estigating Istv´ an Ma y er’s “impro v ed” definitions of b ond

orders and free v alence for correlated singlet-state w a v e func-

tions. International Journal of Quantum Chemistry, 122(8):

e26612:1–e26612:??, April 15, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Chettri:2021:IMS

[CPL

+

21] B. Chettri, Prof. P

. K. P atra, Lalm uanc hhana, Lalhri-

atzuala, Sw ati V erma, B. Kesha v Rao, Mohan L. V erma,

Vishal Thakur, Narender Kumar, Nguy en N. Hieu, and D. P .

Rai. Induced magnetic states up on electron-hole injection at

B and N sites of hexagonal b oron nitride bila y er: a densit y

functional theory study

. International Journal of Quantum

Chemistry, 121(16):e26680:1–e26680:??, August 15, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Calixto:2021:ABT

[CR C21] Man uel Calixto, Elvira Romera, and Octa vio Casta ~ nos.

Analogies b et w een the top ological insulator phase of 2D

Dirac materials and the sup erradian t phase of atom-field

systems. International Journal of Quantum Chemistry,

121(4):e26464:1–e26464:??, F ebruary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Castro:2023:TNI

[CR GD

+

23] Mar ´ ıa Eugenia Castro, Maricruz Rangel-Galv´ an, Eliud Morales

D´ avila, Norma A. Caballero, and F rancisco J. Melen-

dez. Theoretical NMR and IR sp ectroscopic analyses of

the preferred conformers of the neurotransmitter anan-

damide. International Journal of Quantum Chemistry, 123

(11):e27098:1–e27098:??, June 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Carey:2021:VNS

[CRKMC21] Desmond MacLeo d Carey , P eter L. Ro dr ´ ıguez-Kessler, and

Alv aro Mu ~ noz-Castro. Visualizing NMR-shielding effect in

fullerene-ZnPc aggregates: Characteristic patterns of ZnP-

based hosts and encapsulation nature from DFT calcula-

tions. International Journal of Quantum Chemistry, 121

(5):e26500:1–e26500:??, Marc h 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Cai:2023:EBA

[CS23] Juan Cai and Rongw ei Shi. Exploration of the binding of

an tifungal drugs to h uman P450 2C9 based on do c king and

molecular dynamics sim ulation. International Journal of

Quantum Chemistry, 123(14):e27121:1–e27121:??, July 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Cruz:2021:EVV

[CSGR21] Rob erto Cruz, Andr ´ es Da vid San tamar ´ ıa-Galvis, and Juan

Rada. Extremal v alues of v ertex-degree-based top ological

indices of coronoid systems. International Journal of Quan-

tum Chemistry, 121(6):e26536:1–e26536:??, Marc h 15, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Cherano vskii:2021:QPT

[CSK21] Vladysla v O. Cherano vskii, Viktor V. Sla vin, and Douglas J.

Klein. Quan tum-phase transitions in 1D Heisen b erg spin

systems. International Journal of Quantum Chemistry, 121

(5):e26498:1–e26498:??, Marc h 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Cao:2023:ORA

[CSL

+

23] Da Cao, P engc heng Shen, Hui Liu, Jice Li, Zhizhao

Zhang, and Ying Li. Oxygen reduction activit y of sulfur-

functionalized Ti

3

C

2

S

2 supp orted single-atom catalysts b y

first-principles calculations. International Journal of Quan-

tum Chemistry, 123(17):e27143:1–e27143:??, Septem b er 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Chen:2021:V AP

[CSS

+

21] Chang-Y uan Chen, Dong-Sheng Sun, Guo-Hua Sun, Xiao-

Hua W ang, Y uan Y ou, and Shi-Hai Dong. The visualiza-

tion of the angular probabilit y distribution for the angular

T euk olsky equation with m ≠ 0. International Journal of

Quantum Chemistry, 121(6):e26546:1–e26546:??, Marc h 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Cherano vskii:2022:TSM

[CSTD22] Vladysla v O. Cherano vskii, Victor V. Sla vin, Andrei L.

Tc hougr ´ eeff, and Ric hard V. Dronsk o wski. A theoretical

sim ulation of the magnetic prop erties of nano comp osites

based on graphene nanoflak es. International Journal of

Quantum Chemistry, 123(8):e26954:1–e26954:??, Septem b er

5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Ch u:2021:EPH

[CSY

+

21] Y un-Jie Ch u, Gang Sun, Ch un-Hua Y ang, Xue-Mei Chen,

and Ch un-Guang Liu. Ep o xidation of prop ylene b y h y-

drogen p ero xide catalyzed b y the silanol-functionalized

p oly o xometalates-supp orted ferrate: Electronic structure,

b onding feature, and reaction mec hanism. International

Journal of Quantum Chemistry, 121(4):e26463:1–e26463:??,

F ebruary 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Chen:2022:SPN

[CWL

+

22] Guo-Xiang Chen, Rui-Xue W ang, Han-Xiao Li, Xiao-Na

Chen, Guo An, and Jian-Min Zhang. Sensing prop erties

of nonmetal dop ed blue phosphorene to w ard NO and NO

2

molecules: a first-principles study

. International Journal of

Quantum Chemistry, 122(15):e26919:1–e26919:??, August 5,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Chen:2023:FRS

[CWW

+

23] Chen Chen, Y axue W ang, W enjuan W ang, Sheng jia W ang,

Kuan Xiahou, Ch unc hao Y u, Xun Xiao, F ang Chen,

Huafeng Zhang, and Lih ui Sun. F ano resonances and slo w

ligh t in a nano ca vit y assisted b y metallic nanoparticles-

quan tum dot system. International Journal of Quantum

Chemistry, 123(7):e27071:1–e27071:??, April 5, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Chen:2020:ESR

[CWY

+

20] Chang-Y uan Chen, Xiao-Hua W ang, Y uan Y ou, Guo-Hua

Sun, and Shi-Hai Dong. Exact solutions of the rigid rotor in

the electric field. International Journal of Quantum Chem-

istry, 120(18):e26336:1–e26336:??, Septem b er 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Chen:2021:DFT

[CXZ

+

21] Y ang Chen, Dongh ui Xu, Sh uang Zhang, Ruolan T an, Laicai

Li, and Xiang-Y ang Liu. Densit y functional theory calcu-

lations on the adsorption and degradation c haracteristics

of ronidazole on the TiO

2 surface. International Journal

of Quantum Chemistry, 121(13):e26648:1–e26648:??, July 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Chen:2020:TSI

[CYJC20] Lei Chen, Hui-Qing Y ang, Cheng-Y u Jin, and Zhao-Xu

Chen. Theoretical studies on the influence of metallic cations

on ring op ening of prop ylene o xide catalyzed b y metal-salen

complexes. International Journal of Quantum Chemistry,

120(22):e26366:1–e26366:??, No v em b er 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Chang:2023:CTD

[CYL

+

23] Zhenxiang Chang, Rourou Y u, Sh uk ai Li, Y ueying Guo,

Zhao y ang T an, Xiao Zhang, and Jiexiang Liu. A compar-

ativ e on the thermal decomp osition and fire-extinguishing

p erformance of C

5

F

8 and C

5

F

7

Cl. International Journal

of Quantum Chemistry, 123(20):e27198:1–e27198:??, Octo-

b er 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Chen:2021:SIM

[CZ21] Xue Chen and Shaoh ui Zheng. On the study of influence

of molecular arrangemen ts and dip ole momen t on exciton

binding energy in solid state. International Journal of Quan-

tum Chemistry, 121(5):e26511:1–e26511:??, Marc h 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Chen:2023:FPS

[CZC

+

23] Zhiw ei Chen, Qiuyu Zhao, Y uhong Chen, Jialin Sun, Meil-

ing Zhang, Cuicui Sang, and Cairong Zhang. First-principles

study on the CH

4 adsorption p erformance of Mn-mo dified

N-dop ed graphdiyne. International Journal of Quantum

Chemistry, 123(15):e27130:1–e27130:??, August 5, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Chen:2022:EEM

[CZGW22] Xin yue Chen, Xudong Zhang, Hui Guo, and F eng W ang. Ex-

ploring the electronic, mec hanical, anisotropic, and optical

prop erties of ternary silicides TM

2

Si

2

Ys (TM = Cu, Ir, Os,

Pt, Pd, Rh, Ru) from a first principles in v estigations. Inter-

national Journal of Quantum Chemistry, 122(16):e26922:1–

e26922:??, August 15, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Chen:2023:TME

[CZJ

+

23] F eng Chen, Xinh ui Zhang, Baonan Jia, Jin b o Hao, Ch unling

Zhang, Ge W u, Y azhao Y uan, Yirong Ma, Y uanzi Li, and

P engfei Lu. T ransition metal em b edded in t w o-dimensional

bi-BN as high activit y single atom electro catalyst for o xy-

gen reduction reactions. International Journal of Quantum

Chemistry, 123(22):e27218:1–e27218:??, No v em b er 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ch u:2021:IBS

[CZW21] Xiumei Ch u, W enjuan Zh u, and W enji W ang. Influence of

bridge-state energy on the electron transfer relaxation and

dephasing rate in a donor-bridge-acceptor system. Inter-

national Journal of Quantum Chemistry, 121(22):e26795:1–

e26795:??, No v em b er 15, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Oliv eira:2020:HSH

[dA OdASP

+

20] Alan Leone de Araujo Oliv eira, M^ onica de Abreu Silv a, F er-

nando Pirani, Luiz Guilherme Mac hado de Macedo, and Ri-

cardo Gargano. Hydrogen sulphide H

2

S and noble gases (Ng

= He, Ne, Ar, Kr, Xe, Rn) complexes: a theoretical study

of their dynamics, sp ectroscop y , and in teractions. Inter-

national Journal of Quantum Chemistry, 120(16):e26266:1–

e26266:??, August 15, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Du:2021:FTE

[D AR

+

21] Zhibin Du, Akbar Ali, Rabbia Rafee, Zahid Raza, and

Muhammad Kamran Jamil. On the first t w o extrem um Za-

greb indices and coindices of c hemical trees. International

Journal of Quantum Chemistry, 121(6):e26547:1–e26547:??,

Marc h 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Daud:2021:CQW

[Dau21] Mohammad Noh Daud. Con trolling quan tum w a v e pac k et

of electronic motion on field-dressed Coulom b p oten tial

of H

+

2 b y carrier-en v elop e phase-dep enden t strong field

laser pulses. International Journal of Quantum Chemistry,

121(21):e26783:1–e26783:??, No v em b er 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Daud:2023:SF C

[Dau23] Mohammad Noh Daud. Strong-field coheren t con trol of the

proton momen tum distribution arising from the -photon ()

field-dressed adiabatic p oten tials of H. International Journal

of Quantum Chemistry, 123(23):e27228:1–e27228:??, De-

cem b er 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Didar:2020:MDC

[DB20] Behnaz Rahmani Didar and P erla B. Balbuena. Methane de-

h ydrogenation on Cu and Ni surfaces with lo w and mo derate

o xygen co v erage. International Journal of Quantum Chem-

istry, 120(2):e26065:1–e26065:??, Jan uary 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Da vidson:2022:VP A

[DC22] Ernest R. Da vidson and Aurora E. Clark. A viewp oin t

on p opulation analyses. International Journal of Quantum

Chemistry, 122(8):e26860:1–e26860:??, April 15, 2022. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Dong:2021:ELS

[DCY21] Xuey an Dong, Lin Cheng, and Jucai Y ang. Europium-link ed

structures and electronic prop erties of nanosize semiconduc-

tor EuSi

0/−

n

(n = 11–18) clusters. International Journal of

Quantum Chemistry, 121(4):e26457:1–e26457:??, F ebruary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Dar:2022:HCL

[DDSB22] Mohammad Ov ais Dar, Gurudutt Dub ey , T ejender Singh,

and Prasad V. Bharatam. N -hetero cyclic carb ene ligated

o ximes: Exploring the electronic structure and prop er-

ties. International Journal of Quantum Chemistry, 122(13):

e26907:1–e26907:??, July 5, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Neto:2021:TTD

[dRNS21] Armando S. de Rezende Neto and Leandro Seixas. T o w ard

a t w o-dimensional NbS

2

-based electro de for lithium-ion bat-

teries. International Journal of Quantum Chemistry, 121(9):

e26603:1–e26603:??, Ma y 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Darvishnejad:2020:DFT

[DR V20] Mohammad Hossein Darvishnejad and Adel Reisi-V anani.

Densit y functional theory study of CO

2 capture and stor-

age promotion using manipulation of graph yne b y 3d and 4d

transition metals. International Journal of Quantum Chem-

istry, 120(18):e26342:1–e26342:??, Septem b er 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Dressler:2020:RER

[DS20] Christian Dreßler and Daniel Sebastiani. Reduced eigen-

system represen tation of the linear densit y-densit y resp onse

function. International Journal of Quantum Chemistry,

120(3):e26085:1–e26085:??, F ebruary 5, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Filho:2020:MCI

[dSFdSdMdM20] An t^ onio Jo~ ao da Silv a Filho, Ot´ avio Lu ´ ıs de San tana,

Elizete V en tura do Mon te, and Silmar Andrade do Mon te.

A m ultireference configuration in teraction study with sin-

gles and doubles of some mesoionic rings: reaction and ac-

tiv ation free energies for the ring-op ening reaction. Inter-

national Journal of Quantum Chemistry, 120(23):e26391:1–

e26391:??, Decem b er 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Dreyse:2020:EDS

[DSNZ

+

20] P aulina Dreyse, Mirey a San tander-Nelli, Da vid Zam brano,

Luis Rosales, and Luis Sanh ueza. Electron-donor sub-

stituen ts on the dppz-based ligands to con trol lumines-

cence from dark to brigh t emissiv e state in Ir(I I I) com-

plexes. International Journal of Quantum Chemistry, 120

(12):e26167:1–e26167:??, June 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Dedecek:2021:SDD

[DT AS21] Jiri Dedecek, Edyta T ab or, Prok opis C. Andrik op oulos, and

Stepan Sklenak. Splitting dio xygen o v er distan t bin uclear

transition metal cationic sites in zeolites. Effect of the transi-

tion metal cation. International Journal of Quantum Chem-

istry, 121(10):e26611:1–e26611:??, Ma y 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Deng:2021:MTE

[DTW21] Han yuan Deng, Zik ai T ang, and Renfang W u. Molecu-

lar trees with extremal v alues of Som b or indices. Inter-

national Journal of Quantum Chemistry, 121(11):e26622:1–

e26622:??, June 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Dong:2021:TEG

[D YG21] Xuey an Dong, Jucai Y ang, and Mazhar Amjad Gilani. The-

oretical exploration of global minima, magnetism, struc-

tural stabilit y and gro wth pattern of holmium-dop ed silicon

HoSi

0/−

n

(n = 10–18) nano clusters. International Journal of

Quantum Chemistry, 121(21):e26776:1–e26776:??, No v em-

b er 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Ding:2022:ANC

[D YJ

+

22] Jijun Ding, Jiah ui Y an, Y anxin Jin, Y ulong Cao, and

Haixia Chen. Alumin um-nitrogen co-doping impro v es

the blue emission of ZnO films: a com bined theoretical-

exp erimen tal study

. International Journal of Quantum

Chemistry, 122(16):e26923:1–e26923:??, August 15, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Diniakhmeto v a:2022:RSR

[D YK22] Diana R. Diniakhmeto v a, Rosa Kh. Y umagulo v a, and

Sergey V. Koleso v. Reactivit y of short radicals at the ini-

tial stages of radical p olymerization of allyl c hloride: Chain

gro wth v ersus addition to fullerene. International Journal of

Quantum Chemistry, 122(5):e26852:1–e26852:??, Marc h 05,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Du:2023:FRR

[D YZ

+

23] Xia Du, Tingyu Y ao, Hui Zhang, Y an Shang, Liquan Jing,

and Jinguang Hu. F urther rev ealing reaction mec hanism on

the o xidativ e b eha vior of 5-h ydro xymeth ylfurfural. Inter-

national Journal of Quantum Chemistry, 123(20):e27187:1–

e27187:??, Octob er 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Estanon:2020:TDC

[EAPCD20] Carlos R. Esta ~ n´ on, Norb erto Aquino, Da vid Puertas-

Cen teno, and Jesus S. Dehesa. Tw o-dimensional confined

h ydrogen: an en trop y and complexit y approac h. Interna-

tional Journal of Quantum Chemistry, 120(11):e26192:1–

e26192:??, June 5, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Estanon:2021:CR C

[EAPCD21] Carlos R. Esta ~ n´ on, Norb erto Aquino, Da vid Puertas-

Cen teno, and Jesus S. Dehesa. Cr´ amer–Rao complexit y of

the confined t w o-dimensional h ydrogen. International Jour-

nal of Quantum Chemistry, 121(2):e26424:1–e26424:??, Jan-

uary 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Elder:2022:ALR

[EB22] Jesse B. Elder and Eric A. C. Bushnell. An assess-

men t of long-range corrected densit y functional appro xi-

mations in the calculation of the reduction p oten tials of

Ni(S

2

C

2

H

2

)

2

, Ni(Se

2

C

2

H

2

)

2

, Ni(S

2

C

2

H

2

)(N

2

C

2

H

4

), and

Ni(Se

2

C

2

H

2

)(N

2

C

2

H

4

) complexes. International Journal

of Quantum Chemistry, 122(9):e26874:1–e26874:??, Ma y 5,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Ehn:2021:AIP

[

´

EC21] Ladisla v

´

Ehn and Iv an Cern us´ ak. A tomic and ionic p olar-

izabilities of B, C, N, O, and F. International Journal of

Quantum Chemistry, 121(4):e26467:1–e26467:??, F ebruary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Efremo v:2023:VPU

[Efr23] Alexander Efremo v. V acuum p olarization in uranium. Inter-

national Journal of Quantum Chemistry, 123(4):e27029:1–

e27029:??, F ebruary 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

ElHac himi:2021:EEP

[EGLJQ

+

21] Ab del Ghafour El Hac himi, Alfredo Guill ´ en-L´ op ez, Os-

car A. Jaramillo-Quin tero, Marina E. Rinc´ on, P erla Y azm ´ ın

Sevilla-Camac ho, and Jes ´ us Mu ~ niz. Exploring the enhanced

p erformance of Sb

2

S

3

/dop ed-carb on comp osites as p oten tial

ano de materials for so dium-ion batteries: a densit y func-

tional theory approac h. International Journal of Quantum

Chemistry, 121(21):e26779:1–e26779:??, No v em b er 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ehlert:2020:A CS

[ELH20] Christopher Ehlert, Xiao jing J. Liu, and Ian P

. Hamil-

ton. Au

21 cage structures and their magic n um b er tri-

cations. International Journal of Quantum Chemistry, 120

(11):e26191:1–e26191:??, June 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Enc hev:2021:BRE

[EM21] V enelin Enc hev and Nadezhda Mark o v a. Bo ok review:

Effe ct of external ele ctric field on the tautomeric e quilib-

rium and structur e of 2-c arb amido-1,3-indandione. Inter-

national Journal of Quantum Chemistry, 121(19):e26760:1–

e26760:??, Octob er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Eyub e:2023:IMH

[END

+

23] Edwin S. Eyub e, P aul P

. Notani, Y ab w a Dlama, Ekw evugb e

Om ugb e, Clemen t A. Onate, Ituen B. Ok on, George G.

Ny am, Y akubu Y. Jabil, and Musa M. Izam. Isobaric molar

heat capacit y mo del for the impro v ed Tietz p oten tial. Inter-

national Journal of Quantum Chemistry, 123(5):e27040:1–

e27040:??, Marc h 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Ev ans:2020:UWE

[EPMC20] Reb ecca Ev ans, Madison P erc hik, Caroline Magee, and

Mauricio Cafiero. Undergraduate w omen emp o w ering

w omen in computational c hemistry: Three p ersp ectiv es.

International Journal of Quantum Chemistry, 120(20):

e26354:1–e26354:??, Octob er 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Esrafili:2022:COM

[ER22] Mehdi D. Esrafili and F arzad Arjomandi Rad. CO o xidation

mediated b y Al-dop ed ZnO nano clusters: a first-principles

in v estigation. International Journal of Quantum Chemistry,

122(9):e26873:1–e26873:??, Ma y 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Enc hev:2021:SCM

[ES21] V enelin Enc hev and Sofia Sla v o v a. Self-catalytic mec hanism

of prebiotic reactions: I I. F rom urea and glycinamide to

h yp o xan thine. International Journal of Quantum Chem-

istry, 121(5):e26508:1–e26508:??, Marc h 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Etienne:2020:CSC

[Eti20] Thibaud Etienne. A comprehensiv e, self-con tained deriv a-

tion of the one-b o dy densit y matrices from single-reference

excited-state calculation metho ds using the equation-of-

motion formalism. International Journal of Quantum Chem-

istry, 120(5):e26110:1–e26110:??, Marc h 1, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

F atima:2023:FPQ

[F AB

+

23] Kisa F atima, Zeesham Abbas, F ab ey a Butt, Komal Butt,

Sa jjad Hussain, Ahsan Ali, Shabbir Muhammad, H. Algarni,

and Ab dullah G. Al-Sehemi. First-principles quan tum anal-

ysis of promising double p ero vskites Z

2

SiF

6

(Z = K, Li,

Na, Rb) as prosp ectiv e ligh t harv esting materials: Opto-

electronic, structural and thermo dynamic prop erties. Inter-

national Journal of Quantum Chemistry, 123(18):e27179:1–

e27179:??, Septem b er 15, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

F orgionn y:2020:TDE

[F AJOF20] Ang ´ elica F orgionn y , Nancy Y. Acelas, Carlos Jimenez-

Orozco, and Elizab eth Fl´ orez. T o w ard the design of effi-

cien t adsorb en ts for Hg

2+

remo v al: Molecular and thermo-

dynamic insigh ts. International Journal of Quantum Chem-

istry, 120(15):e26258:1–e26258:??, August 5, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

F eng:2023:IEF

[F AX

+

23] Xinxin F eng, Alireza Azizi, Tianlv Xu, W enjing Y u, Xi-

aop eng Mi, Hui Lu, Herb ert F r ¨ uc h tl, T anja v an Mourik,

Stev en R. Kirk, and Saman tha Jenkins. Influence of an

electric-field on the top ological stabilit y of the neutral

lithium dimer. International Journal of Quantum Chem-

istry, 123(18):e27180:1–e27180:??, Septem b er 15, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

F u:2022:CL V

[F CL22] Jia F u, Su Chen, and Xing Liu. Calculation of lattice vibra-

tional and thermal prop erties of cadmium sulfide nano crys-

tal and gro wth preference of cadmium sulfide p o wder dur-

ing micro w a v e-h ydrothermal pro cess. International Journal

of Quantum Chemistry, 122(2):e26828:1–e26828:??, Jan uary

15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

F adili:2021:IPP

[FFBH21] Driss F adili, Zak aria Moh yi Eddine F ahim, Si Mohamed

Bouzzine, and Mohamed Hamidi. Impro v ed photo v oltaic

p erformance of phosphonic acid-based sensitized solar cells

via an electron-withdra wing moiet y: a densit y of functional

theory study

. International Journal of Quantum Chem-

istry, 121(2):e26431:1–e26431:??, Jan uary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

F rank:2020:A WH

[F GMO20] Irmgard F rank, Stefanie Gen uit, Florian Matz, and Hedda

Osc hinski. Ammonia, w ater, and h ydrogen: Can n uclear

motion b e describ ed classically? International Journal

of Quantum Chemistry, 120(7):e26142:1–e26142:??, April 5,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

F eng:2022:ISH

[F GW

+

22] Shiquan F eng, F eng Guo, Y ongqiang W ang, Chaosheng

Y uan, Xuerui Cheng, and F eng Miao. Ab initio study of

h yp othetical Ti

3

AlB

2 and t w o new designed la y ered ordered

double-transition metals MAX comp ound Ti

2

ZrAlB

2

. Inter-

national Journal of Quantum Chemistry, 122(23):e26994:1–

e26994:??, Decem b er 5, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

F olmsb ee:2021:A CE

[FH21] Dak ota F olmsb ee and Geoffrey Hutc hison. Assessing con-

former energies using electronic structure and mac hine

learning metho ds. International Journal of Quantum Chem-

istry, 121(1):e26381:1–e26381:??, Jan uary 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Finzel:2021:ASM

[Fin21] Kati Finzel. Analytical shell mo dels for ligh t atoms. Inter-

national Journal of Quantum Chemistry, 121(3):e26212:1–

e26212:??, F ebruary 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

F arrokhp our:2020:TSD

[FK20] Hossein F arrokhp our and Samaneh Khoshkhou. Theoret-

ical study of the desorption of neutral and ionic alk ali

metal atoms from the excited Li

+

(H

2

O)

n=1−−4 and Na

+

(H

2

O)

n=1−4 cluster mo dels: Electronic excitation c harge

transfer. International Journal of Quantum Chemistry,

120(4):e26104:1–e26104:??, F ebruary 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

F ang:2023:KIC

[FLZP23] Lu-Lu F ang, Jia-Bao Liu, Qian Zheng, and Xin-Bei P eng.

Kirc hhoff index and complexit y of linear M¨ obius and cylin-

der o ctagonal-quadrilateral net w orks with resp ect to Lapla-

cians. International Journal of Quantum Chemistry, 123(4):

e27037:1–e27037:??, F ebruary 15, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

F rancisco-Marquez:2023:LSV

[FMG23] Misaela F rancisco-M´ arquez and Annia Galano. Limonene:

a scen ted and v ersatile trop ospheric free radical deactiv a-

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Gulin-Gonzalez:2022:A CC

[GG22] Jorge Gul ´ ın-Gonz´ alez. Ac hiev emen t and c hallenges of the

Cuban Science, T ec hnology

, and Inno v ation System: a p er-

sp ectiv e on computational science. International Journal of

Quantum Chemistry, 122(3):e26837:1–e26837:??, F ebruary

5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Guler:2021:FPS

[GGUU21] Emre G ¨ uler, Melek G ¨ uler, Sule Ugur, and G¨ ok a y Ugur. First

principles study of electronic, elastic, optical and magnetic

prop erties of Rh

2

MnX (X = Ti, Hf, Sc, Zr, Zn) Heusler

allo ys. International Journal of Quantum Chemistry, 121

(10):e26606:1–e26606:??, Ma y 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Gao:2023:CSA

[GHZ

+

23] Keli Gao, Hua Hou, Mi Zhang, W enjun Zhou, and Baoshan

W ang. Computational study of the atmospheric o xidation

and global w arming p oten tial of thion yl fluoride. Inter-

national Journal of Quantum Chemistry, 123(13):e27113:1–

e27113:??, July 5, 2023. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Griego:2021:A CD

[GKK21] Charles D. Griego, John R. Kitc hin, and John A. Keith.

Acceleration of catalyst disco v ery with easy

, fast, and re-

pro ducible computational alc hem y . International Journal of

Quantum Chemistry, 121(1):e26380:1–e26380:??, Jan uary 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Ghaffar:2022:CFL

[GKN

+

22] Ammal Ab dul Ghaffar, Muhammad Aslam Khan, Shana w er

Niaz, F aro o q Khan, Muhammad Ashfaq Jamil, and

Shahid M. Rama y . Con trollable fast ligh t in quan tum dot

molecules assisted h ybrid optomec hanical system. Inter-

national Journal of Quantum Chemistry, 123(8):e26955:1–

e26955:??, Septem b er 5, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Gallenk amp:2021:CCM

[GKPK21] Charlotte Gallenk amp, Ulrik e I. Kramm, Jonn y Propp e,

and V era Krew ald. Calibration of computational M¨ ossbauer

sp ectroscop y to unra v el activ e sites in F eNC catalysts for

the o xygen reduction reaction. International Journal of

Quantum Chemistry, 121(3):e26394:1–e26394:??, F ebruary

5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Guseino v:2021:CCA

[GM21] I. I. Guseino v and B. A. Mamedo v. Corrigendum to: “On

the calculation of arbitrary m ultielectron molecular in te-

grals o v er Slater-T yp e orbitals using recurrence relations for

o v erlap in tegrals I. Single-Cen ter expansion metho d” [In t. J.

Quan tum Chem., 78 (2000) 146–152]. International Journal

of Quantum Chemistry, 121(13):e26640:1–e26640:??, July 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Gong:2022:LSOb

[GML

+

22] Lijing Gong, Cheng Ma, W anfeng Lin, Huan Guo, and

Hongliang Zhao. Linear and second-order nonlinear opti-

cal prop erties of B,N-em b edded double hetero[7]helicenes.

International Journal of Quantum Chemistry, 122(21):

e26974:1–e26974:??, No v em b er 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Gonzalez:2020:NCC

[GMO

+

20] Johanna Camac ho Gonzalez, Suk an ta Mondal, F ernanda

Oca y o, Raul Gua jardo-Maturana, and Alv aro Mu ~ noz-

Castro. Nature of C

60 and C

70 fullerene encapsulation

in a p orph yrin- and metallop orph yrin-based cage: Insigh ts

from disp ersion-corrected densit y functional theory calcula-

tions. International Journal of Quantum Chemistry, 120(3):

e26080:1–e26080:??, F ebruary 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Gua jardo-Maturana:2021:NCS

[GMRKMCMC21] Raul Gua jardo-Maturana, P eter L. Ro dr ´ ıguez-Kessler,

Desmond MacLeo d-Carey

, and Alv aro Mu ~ noz-Castro. On

the

13

C-NMR c hemical shift anisotrop y patterns and aro-

matic c haracter in strained fullerenes: Computational anal-

ysis of D

6h

/D

2d

–C

36 fullerene. International Journal of

Quantum Chemistry, 121(2):e26437:1–e26437:??, Jan uary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Ghosh:2020:ESS

[GN20] Piu Ghosh and Debra j Nath. Exact solutions and sp ectrum

analysis of a noncen tral p oten tial in the presence of v ec-

tor p oten tial. International Journal of Quantum Chemistry,

120(9):e26153:1–e26153:??, Ma y 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ghosh:2021:GQS

[GN21a] Piu Ghosh and Debra j Nath. Generalized quan tum similar-

it y index: an application to pseudoharmonic oscillator with

isosp ectral p oten tials in 3D. International Journal of Quan-

tum Chemistry, 121(5):e26517:1–e26517:??, Marc h 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ghosh:2021:LER

[GN21b] Piu Ghosh and Debra j Nath. Lo calization effect on

R ´ en yi complexit y of Kratzer p oten tial in the presence of

Aharono v–Bohm field. International Journal of Quantum

Chemistry, 121(4):e26461:1–e26461:??, F ebruary 15, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ghorai:2020:ISS

[GNC20] Sank ar Ghorai, Pulak Nask ar, and Pinaki Chaudh ury . An

in v estigation on the structure, sp ectroscop y , and thermo dy-

namic asp ects of Cl

(−1)

2

(H

2

O)

n clusters: a com bined P aral-

lel temp ering and DFT based study

. International Jour-

nal of Quantum Chemistry, 120(17):e26270:1–e26270:??,

Septem b er 1, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Go o dwin:2020:SA C

[GOR20] Conrad A. P

. Go o dwin, F abrizio Ortu, and Daniel Reta.

Strangely attractiv e: Collab oration and feedbac k in the field

of molecular magnetism. International Journal of Quantum

Chemistry, 120(14):e26248:1–e26248:??, July 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Gale:2020:CA W

[GOS20] Ariel G. Gale, T uguldur T. Odbadrakh, and George C.

Shields. Catalytic activit y of w ater molecules in gas-phase

glycine dimerization. International Journal of Quantum

Chemistry, 120(20):e26469:1–e26469:??, Octob er 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Garcia:2023:SMD

[GOT

+

23] Ja vier Garcia, Ofelia B. O ~ na, Alicia T orre, Luis Lain,

Diego R. Alcoba, and Gusta v o E. Massaccesi. Studies of

molecular disso ciation b y means of restricted and unre-

stricted treatmen ts within the doubly o ccupied configura-

tion in teraction framew ork. International Journal of Quan-

tum Chemistry, 123(14):e27119:1–e27119:??, July 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Gotze:2021:UFP

[GPP

+

21] Jan P

. G¨ otze, Y uan-W ei Pi, Simon P etry , F abian Langk-

ab el, Jan F elix Witte, and Oliv er Lemk e. A user-

friendly

, Python-based quan tum mec hanics/Gromacs in-

terface: gmx2qmmm. International Journal of Quantum

Chemistry, 121(3):e26486:1–e26486:??, F ebruary 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Gonzalez-Ramirez:2020:GPP

[GRFM20] Henry Nicole Gonz´ alez-Ram ´ ırez and Rob erto Flores-

Moreno. A generalized an y-particle propagator theory:

Calculations of n ucleon’s binding energies. International

Journal of Quantum Chemistry, 120(7):e26140:1–e26140:??,

April 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Gao:2021:R GP

[GRLH21] W ei Gao, Lu-Lu Ren, Run-Qin Liu, and Y ong-Chang Han.

The role of geometric phase in disso ciation dynamics of the

D

+

2 molecule. International Journal of Quantum Chemistry,

121(22):e26787:1–e26787:??, No v em b er 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Guan:2021:REP

[GRZ

+

21] Meih ua Guan, Guangmin Ren, Xiao c hao Zhang, Qirui

Zhang, Changming Zhang, Rui Li, and Caimei F an. Regu-

lating electronic prop erties of BiOBr to enhance visible ligh t

resp onse via 3d transition metals doping: DFT + U calcula-

tions. International Journal of Quantum Chemistry, 121(7):

e26568:1–e26568:??, April 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Garcia:2020:SRD

[GSMT

+

20] Victor Garc ´ ıa, Jes ´ us S´ anc hez-M´ arquez, Estefan ´ ıa T orres,

Da vid Zorrilla, and Man uel F ern´ andez. Spatially restricted

Double Z-Simplified Bo x Orbital basis sets: Optimization

and comparison with some standard basis sets. International

Journal of Quantum Chemistry, 120(6):e26129:1–e26129:??,

Marc h 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Goura v:2022:FPI

[GSR

G22] Goura v, Muk addar Sk, Krishnamo orth y Ramac handran,

and Saurabh Ghosh. First-principles in v estigation of

Rb

2

Ag(Ga/In)Br

6 for thermo electric and photo v oltaic ap-

plications. International Journal of Quantum Chem-

istry, 122(14):e26910:1–e26910:??, July 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Georgiev a:2023:T AS

[GT AL23] Iv elina Georgiev a, Daniel T unega, Adelia J. A. Aquino,

and Hans Lisc hk a. A theoretical adsorption study of the

inner-core and outer-core h ydrated alk ali metal cation-

circumcoronene complexes. International Journal of Quan-

tum Chemistry, 123(24):e27100:1–e27100:??, Decem b er 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Guo:2023:BQC

[GTC

+

23] Junjiang Guo, Shiyun T ang, Lijun Chen, Deju W ei, and An-

jiang T ang. Benc hmarking quan tum c hemistry comp ound

metho ds for the temp erature-dep enden t thermo c hemical

data of Si

x

H

y and Si

x

F

y series. International Journal of

Quantum Chemistry, 123(7):e27063:1–e27063:??, April 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Grimmel:2020:IW G

[GTV20] Stephanie A. Grimmel, Tiago Q. T eo doro, and Lucas Viss-

c her. Is it w orth while to go b ey ond the lo cal-densit y ap-

pro ximation in subsystem densit y functional theory? Inter-

national Journal of Quantum Chemistry, 120(21):e26111:1–

e26111:??, No v em b er 1, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Guha:2023:OEF

[Guh23] Ankur K. Guha. Orien ted electric field stabilized b eryl-

lium dimer. International Journal of Quantum Chemistry,

123(16):e27138:1–e27138:??, August 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Gunk o:2021:A CD

[Gun21] Vladimir M. Gun’k o. A tomic c harge distribution functions

as a to ol to analyze electronic structure of molecular and

cluster systems. International Journal of Quantum Chem-

istry, 121(14):e26665:1–e26665:??, July 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Guler:2023:REO

[GUUG23] Melek G ¨ uler, Sule Ugur, G¨ ok a y Ugur, and Emre G ¨ uler.

Rev ealing the electronic, optical, elastic, mec hanical,

anisotropic, and thermo electric resp onses of Sc

2

NiZ (Z =

Si, Ge, and Sn) Heusler allo ys via DFT calculations. Inter-

national Journal of Quantum Chemistry, 123(4):e27033:1–

e27033:??, F ebruary 15, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Gan:2021:GSC

[GW21] Li-Hua Gan and Ch un-Ru W ang. The generation, stabilit y ,

and connectivit y of small-sized carb on cages. International

Journal of Quantum Chemistry, 121(4):e26462:1–e26462:??,

F ebruary 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Gong:2022:LSOa

[GXL

+

22] Lijing Gong, Jing Xu, Ch unping Li, Xiangyu Zhang, and

Zhi Jiang. Linear and second-order nonlinear optical prop er-

ties of non-fullerene acceptor deriv ativ es with A-D-A struc-

ture. International Journal of Quantum Chemistry, 122

(6):e26861:1–e26861:??, Marc h 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Gu:2020:SSE

[GYC20] Y ansong Gu, Jucai Y ang, and Lin Cheng. Structural sta-

bilit y and ev olution of terbium-dop ed silicon clusters and

influence of 4f → 5d electronic transition mec hanism on

magnetism and app earance of photo electron sp ectroscop y

for TbSi

0/−

n

(n = 6–18) clusters. International Journal of

Quantum Chemistry, 120(3):e26087:1–e26087:??, F ebruary

5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Gao:2021:SBN

[GZC21] P eng Gao, Jie Zhang, and Hongming Chen. A systematic

b enc hmarking of

31

P and

19

F NMR c hemical shift predic-

tions using differen t DFT/GIA

O metho ds and applying lin-

ear regression to impro v e the prediction accuracy

. Inter-

national Journal of Quantum Chemistry, 121(5):e26482:1–

e26482:??, Marc h 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Guo:2022:CMO

[GZCY22] Meiqi Guo, Min Zhou, Sh uo Chai, and Jie Y u. Con trol-

ling molecular orien tation b y laser pulses with t w o differen t

en v elop e shap es. International Journal of Quantum Chem-

istry, 122(2):e26830:1–e26830:??, Jan uary 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Guo:2022:CSS

[GZWL22] Jing jing Guo, Huiy an Zhao, Jing W ang, and Ying Liu.

Cu

n

Si

12

(n = 30, 38, and 60): a series of silicide cages with

high con ten t of TM atoms. International Journal of Quan-

tum Chemistry, 122(13):e26905:1–e26905:??, July 5, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

He:2023:MPS

[HJL

+

23] Y u Ying He, Li Guang Jiao, Aih ua Liu, Henry E. Mon t-

gomery

, Jr., and Y ew Kam Ho. Multip ole p olarizabilities

of spherically confined h ydrogen atom and p ositronium in

screened Coulom b p oten tial. International Journal of Quan-

tum Chemistry, 123(1):e27009:1–e27009:??, Jan uary 5, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Hegely:2022:MAI

[HK22] Bence H ´ egely and Mih´ aly K´ alla y . Multilev el approac h to

the initial guess for self-consisten t field calculations. Inter-

national Journal of Quantum Chemistry, 122(8):e26782:1–

e26782:??, April 15, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Hegeduso v a:2023:TIP

[HKM

+

23] Lea Heged ¨ uso v´ a, Rastisla v KuteI’, Mirosla v Medv ed’,

Luk´ as F ´ elix P astek a, Marek Cig´ an, and Simon Budz´ ak.

Thermal isomerization of phen ylazoindoles: In v ersion or

rotation? That is the question. International Journal of

Quantum Chemistry, 123(24):e27120:1–e27120:??, Decem-

b er 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Huang:2020:DJT

[HL20] Zhish uo Huang and Dan Liu. Dynamical Jahn–T eller effect

in the first excited C

−

60

. International Journal of Quantum

Chemistry, 120(8):e26148:1–e26148:??, April 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Hou:2023:CSN

[HLF23] Na Hou, Ting-Ting Liu, and Xiao-Hui F ang. A compara-

tiv e study on nonlinear optical prop erties of zinc p orph yrins

analogs: Co ordination atoms and group effects. Interna-

tional Journal of Quantum Chemistry, 123(11):e27104:1–

e27104:??, June 5, 2023. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Han:2020:MSD

[HLL20a] Y anqiang Han, Jin yun Liu, and Jinjin Li. Molecular struc-

ture determination of solid carb on dio xide phase IV at high

pressures and temp eratures based on Møller–Plesset p ertur-

bation theory

. International Journal of Quantum Chem-

istry, 120(23):e26397:1–e26397:??, Decem b er 5, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Hou:2020:HTB

[HLL20b] Mingc hang Hou, Zhen b o Liu, and Qingzhong Li. The π -hole

tetrel b ond b et w een X

2

TO and CO

2

: Substituen t effects

and its p oten tial adsorptivit y for CO

2

. International Journal

of Quantum Chemistry, 120(15):e26251:1–e26251:??, Au-

gust 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

He:2023:ESL

[HLL

+

23] Jianlin He, Guili Liu, Xin yue Li, Y ao W ang, and Guo y-

ing Zhang. Effects of strain and Li adsorption on the elec-

tronic structure and optical prop erties of arsenene. Inter-

national Journal of Quantum Chemistry, 123(13):e27115:1–

e27115:??, July 5, 2023. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

He:2023:ESM

[HLZZ23] Jianlin He, Guili Liu, Ch un w ei Zhang, and Guo ying Zhang.

Electronic structure and magnetic prop erties of noble metal

(Rh, Ru, Pd, Ag) adsorb ed v acancy-defectiv e arsenene: a

first-principles study

. International Journal of Quantum

Chemistry, 123(20):e27197:1–e27197:??, Octob er 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Helal:2022:TPP

[HMA

+

22] Wissam Helal, Ali Marashdeh, Qabas Alkhatib, Hana Qash-

mar, Mohammed Gharaib eh, and Ak ef T. Afaneh. T un-

ing the photoph ysical prop erties of BODIPY dy es used in

DSSCs as predicted b y double-h ybrid TD-DFT: the role of

the meth yl substituen ts. International Journal of Quantum

Chemistry, 122(24):e27000:1–e27000:??, Decem b er 15, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Hernandez-Martinez:2020:NDH

[HMBPJ

+

20] Laura Hern´ andez-Mart ´ ınez, Eric Br ´ emond, Angel J. P ´ erez-

Jim ´ enez, Emilio San-F abi´ an, Carlo Adamo, and Juan C.

Sanc ho-Garc ´ ıa. Nonempirical (double-h ybrid) densit y func-

tionals applied to atomic excitation energies: a systematic

basis set in v estigation. International Journal of Quantum

Chemistry, 120(11):e26193:1–e26193:??, June 5, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Holtomo:2020:IPL

[HMN20] Olivier Holtomo, Ousmanou Motap on, and Mama Nsangou.

Insigh t and p erformance of LC-DFT vs DFT in the NMR

shielding and c hemical shift calculations: Case of CHCl–

CH–CF3. International Journal of Quantum Chemistry,

120(24):e26408:1–e26408:??, Decem b er 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Hoat:2021:FRS

[HNO

+

21] D. M. Hoat, Duy Khanh Nguy en, V o V an On, Bakh tiar Ul

Haq, J. F. Riv as-Silv a, and Gregorio H. Co coletzi. F eature-

ric h structural, electronic, magnetic and optical prop er-

ties of the fluorine- and nitrogen-incorp orated CaF

2 com-

p ound. International Journal of Quantum Chemistry, 121

(15):e26672:1–e26672:??, August 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Hofener:2021:KPW

[H¨ of21] Sebastian H¨ ofener. The K O ALA program: W a v efunc-

tion frozen-densit y em b edding. International Journal of

Quantum Chemistry, 121(3):e26351:1–e26351:??, F ebruary

5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Hollo czki:2021:EPM

[Hol21] Oldam ur Holl´ oczki. Evidence for protein misfolding in the

presence of nanoplastics. International Journal of Quantum

Chemistry, 121(3):e26372:1–e26372:??, F ebruary 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Halb ert:2020:CIV

[HO V G20a] Lo ¨ ıc Halb ert, Ma lgorzata Olejniczak, V al ´ erie V allet, and

Andr ´ e Sev ero P ereira Gomes. Co v er image, v olume 120,

issue 21. International Journal of Quantum Chemistry,

120(21):e26496:1–e26496:??, No v em b er 1, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Halb ert:2020:ISE

[HO V G20b] Lo ¨ ıc Halb ert, Ma lgorzata Olejniczak, V al ´ erie V allet, and

Andr ´ e Sev ero P ereira Gomes. In v estigating solv en t effects

on the magnetic prop erties of molyb date ions (MoO

2−

4

) with

relativistic em b edding. International Journal of Quantum

Chemistry, 120(21):e26207:1–e26207:??, No v em b er 1, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Helmic h-P aris:2021:SXR

[HP21] Benjamin Helmic h-P aris. Sim ulating X-ra y absorption sp ec-

tra with complete activ e space self-consisten t field linear re-

sp onse metho ds. International Journal of Quantum Chem-

istry, 121(3):e26559:1–e26559:??, F ebruary 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Halder:2023:IQP

[HP AM23] Dipanjali Halder, V. Sriniv asa Prasannaa, V ala y Agara w al,

and Rah ul Maitra. Iterativ e quan tum phase estimation with

v ariationally prepared reference state. International Journal

of Quantum Chemistry, 123(3):e27021:1–e27021:??, F ebru-

ary 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Honore:2022:ENP

[HRA

+

22] Eduardo M. Honor ´ e, El ´ ıas R ´ ıos, Diego R. Alcoba, Gus-

ta v o E. Massaccesi, Alicia T orre, Luis Lain, and Ofelia B.

O ~ na. Exploiting the nearsigh tedness principle within the

framew ork of the an ti-Hermitian con tracted Sc hr¨ odinger

equation. International Journal of Quantum Chemistry, 122

(6):e26862:1–e26862:??, Marc h 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Hidalgo-Rosa:2020:SME

[HR TSS

+

20] Y oan Hidalgo-Rosa, Man uel A. T reto-Su´ arez, Eduardo

Sc hott, Ximena Zarate, and Da y´ an P´ aez-Hern´ andez. Sens-

ing mec hanism elucidation of a c hemosensor based on a

metal-organic framew ork selectiv e to explosiv e aromatic

comp ounds. International Journal of Quantum Chemistry,

120(23):e26404:1–e26404:??, Decem b er 5, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Halasz:2022:LST

[HSV22] G´ ab or J. Hal´ asz, T am´ as Szidaro vszky

, and

´

Agnes Vib´ ok. On

the line shap e of the total ro vibronic absorption in laser-

dressed diatomic molecules. International Journal of Quan-

tum Chemistry, 122(7):e26868:1–e26868:??, April 5, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Haldar:2021:MFD

[HTNP21] Soumi Haldar, Kaushik T alukdar, Mala y a K. Na y ak, and

Soura v P al. Molecular frame dip ole momen t of diatomic

molecules within relativistic coupled-cluster framew ork: a

comparativ e study of exp ectation v alue v ersus energy deriv a-

tiv e approac h. International Journal of Quantum Chem-

istry, 121(20):e26764:1–e26764:??, Octob er 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Huang:2020:WDB

[Hua20] Chen Huang. W a v elength-decomp osition-based em b edded

cluster densit y appro ximation for systems with nonlo cal

electron correlation. International Journal of Quantum

Chemistry, 120(21):e26347:1–e26347:??, No v em b er 1, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Hou:2021:PHE

[HW21a] Hua Hou and Baoshan W ang. Prediction on the high-

energy densit y co v alen t organic framew orks with diamond

net w ork. International Journal of Quantum Chemistry,

121(22):e26790:1–e26790:??, No v em b er 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Hou:2021:SDM

[HW21b] Hua Hou and Baoshan W ang. Solv en t-dep enden t mec hanis-

tic asp ects for the redo x reaction of paraquat in basic solu-

tion. International Journal of Quantum Chemistry, 121(19):

e26757:1–e26757:??, Octob er 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Hu:2021:FEM

[HYC

+

21] W enhao Hu, Rourou Y u, Zhenxiang Chang, Zhao y ang

T an, and Xiu wu Liu. The fire extinguishing mec ha-

nism of ultrafine comp osite dry p o wder agen t con taining

Mg(OH)

2

. International Journal of Quantum Chemistry,

121(24):e26810:1–e26810:??, Decem b er 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Hu:2022:SDD

[HYHW22] Xiao yi Hu, Xiao juan Y u, Hua Hou, and Baoshan W ang.

Stereo-dep enden t dimerization, b oiling p oin ts, diffusion

co efficien ts, and dielectric constan ts of E/Z-HF

O-1234ze.

International Journal of Quantum Chemistry, 122(5):

e26848:1–e26848:??, Marc h 05, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Hu:2020:TOL

[HYY20] Qiaoli Hu, Jiena Y un, and Gang Y ang. T o w ard the ori-

gin of life o v er feldspar surfaces: Adsorption of amino acids

and catalysis of conformational in tercon v ersions. Interna-

tional Journal of Quantum Chemistry, 120(10):e26175:1–

e26175:??, Ma y 15, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Huang:2021:BFS

[HZC21] Xia Huang, Hong Zhang, and Xin-Lu Cheng. Bandgaps

in free-standing monola y er TiO

2

: Ab initio diffusion quan-

tum Mon te Carlo study

. International Journal of Quantum

Chemistry, 121(12):e26643:1–e26643:??, June 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Huo yu:2022:QSP

[HZZZ22] Rao Huo yu, Zh u Zhiqiang, Le Zhanggao, and Xu Zhenzhen.

Quan titativ e structure-prop ert y relationship for the critical

temp erature of saturated monobasic k etones, aldeh ydes, and

ethers with molecular descriptors. International Journal of

Quantum Chemistry, 122(18):e26950:1–e26950:??, Septem-

b er 15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Imran:2020:EMI

[IAI20] Muhammad Imran, Shehnaz Akh ter, and Zahid Iqbal. Edge

Mostar index of c hemical structures and nanostructures us-

ing graph op erations. International Journal of Quantum

Chemistry, 120(15):e26259:1–e26259:??, August 5, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Iribarne:2021:A OM

[ID21] F ederico Iribarne and P ablo A. Denis. Adsorption of or-

ganic molecules on graphene and fluorographene: an unre-

solv ed discrepancy b et w een exp erimen t and theory

. Inter-

national Journal of Quantum Chemistry, 121(10):e26605:1–

e26605:??, Ma y 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Inostroza:2023:SBD

[ILPY

+

23] Diego Inostroza, Luis Leyv a-P arra, Osv aldo Y a ~ nez, J. C ´ esar

Cruz, Jorge Garza, V ´ ıctor Garc ´ ıa, V enk atesan S. Thim-

mak ondu, Maria L. Ceron, and William Tiznado. Si

6

C

18

:

a bisp en talene deriv ativ e with t w o planar tetraco ordinate

carb ons. International Journal of Quantum Chemistry, 123

(1):e27008:1–e27008:??, Jan uary 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Imran:2021:STI

[IMJ21a] Muhammad Imran, Mehar Ali Malik, and Ramsha Ja v ed.

On Szeged-t yp e indices of titanium o xide TiO

2 nanotub es.

International Journal of Quantum Chemistry, 121(15):

e26669:1–e26669:??, August 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Imran:2021:WPI

[IMJ21b] Muhammad Imran, Mehar Ali Malik, and Ramsha Ja v ed.

Wiener p olarit y index and related molecular top ological de-

scriptors of titanium o xide nanotub es. International Journal

of Quantum Chemistry, 121(11):e26627:1–e26627:??, June 5,

Jesp ersen:2021:BMC

[JJJM21] Malte F. Jesp ersen, Solv ejg Jørgensen, Matthew S. John-

son, and Kurt V. Mikk elsen. Bypassing the m ultirefer-

ence c haracter of singlet molecular o xygen, part 1:1,4-cyclo-

addition. International Journal of Quantum Chemistry, 121

(6):e26523:1–e26523:??, Marc h 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Jiang:2023:BGN

[JL WH23] Sh uai Jiang, Yi-Rong Liu, Ch un-Y u W ang, and T eng Huang.

Benc hmarking general neural net w ork p oten tial ANI-2x on

aerosol n ucleation molecular clusters. International Journal

of Quantum Chemistry, 123(10):e27087:1–e27087:??, Ma y

15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Jiang:2020:VRD

[JMO

W20] Kaili Jiang, Mart ´ ın A. Mosquera, Y an Oueis, and Adam

W asserman. Virial relations in densit y em b edding. Inter-

national Journal of Quantum Chemistry, 120(21):e26204:1–

e26204:??, No v em b er 1, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Jana:2020:QST

[JPSC20] Gourhari Jana, Ranita P al, Shamik Sural, and Pratim Ku-

mar Chattara j. Quan titativ e structure-to xicit y relationship:

an “in silico study” using electrophilicit y and h ydrophobic-

it y as descriptors. International Journal of Quantum Chem-

istry, 120(6):e26097:1–e26097:??, Marc h 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ja y asree:2021:CUM

[JRA21] Elam balassery G. Ja y asree, Sobhana Reshma, and Mo-

hanan Asw ath y . Computationally unra v eling the mec ha-

nism and selectivit y of fiv e and six mem b ered N-hetero cyclic

carb ene-catalyzed alkyne h ydro c halcogenation. Interna-

tional Journal of Quantum Chemistry, 121(13):e26652:1–

e26652:??, July 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Jorgensen:2021:BAP

[JS21] Maria W. Jørgensen and Stephan P

. A. Sauer. Benc h-

marking anisotropic p olarizabilities for 14 (hetero)-aromatic

molecules at RP

A, RP

A(D), HRP

A, HRP

A(D), SOPP A,

SOPP

A(CC2), SOPP

A(CCSD), CC2, CCSD and CC3 lev-

els. International Journal of Quantum Chemistry, 121(9):

e26593:1–e26593:??, Ma y 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Jiang:2021:MBH

[JSF

+

21] Shan Jiang, Lin Shao, T ou w en F an, Jia-Ming Duan, Xiao-

T ao Chen, and Bi-Y u T ang. Mec hanical b eha vior of high

en trop y carbide (HfT aZrTi)C and (HfT aZrNb)C under high

pressure: Ab initio study

. International Journal of Quan-

tum Chemistry, 121(5):e26509:1–e26509:??, Marc h 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Jahanpanah:2022:RR V

[JVK22] Jafar Jahanpanah, A. V ahedi, and H. Khosro jerdi. Rel-

ativistic ro-vibrational feature of electron in Bohr’s orbits

of h ydrogen-lik e atoms in Heisen b erg picture. Interna-

tional Journal of Quantum Chemistry, 122(14):e26911:1–

e26911:??, July 15, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Jing:2020:CSP

[JWZZ20] Su-Hua Jing, Bin-Bin W ang, Xiao-Y un Zhou, and Ti-Xian

Zeng. Comparativ e study of the photoasso ciation reaction

of He + X

+

→ HeX

+

(X = H, D): Including m ultipho-

ton transitions and disso ciations. International Journal of

Quantum Chemistry, 120(12):e26196:1–e26196:??, June 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Jin:2021:ISN

[JXL

+

21] Xingh ui Jin, Mengh ui Xiao, Luhao Liu, Jianh ua Zhou, and

Bingc heng Hu. In v estigation on a series of 3-nitro-1,2,4-

triazol-5-one based energetic deriv ativ es: Molecular design

and screening. International Journal of Quantum Chem-

istry, 121(6):e26542:1–e26542:??, Marc h 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Jorstad:2022:SCC

[JXM22] Jason V. Jorstad, Tian Xie, and Christine M. Morales. Δ-

SCF calculations of core electron binding energies in first-

ro w transition metal atoms. International Journal of Quan-

tum Chemistry, 122(10):e26881:1–e26881:??, Ma y 15, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Jiang:2020:SMH

[JXYL20] Pingguo Jiang, Yiyu Xiao, Xiangbiao Y u, and W enjie Liu.

Study on mec hanism of h ydrogen adsorption on W O

3

,

W

20

O

58

, and W

18

O

49

. International Journal of Quantum

Chemistry, 120(2):e26072:1–e26072:??, Jan uary 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Jiang:2021:SST

[JZL

+

21] Xin Jiang, Zhenming Zhang, Diqiang Luo, Jinglin Y ou, and

Chaobin Lai. Structural stabilit y and thermo dynamic prop-

erties of (Y

2

O

3

)

n

(n = 1–15) clusters based on densit y func-

tional theory

. International Journal of Quantum Chemistry,

121(23):e26802:1–e26802:??, Decem b er 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Jiang:2020:SME

[JZX

+

20] Diy ou Jiang, Sh uying Zhong, W en b o Xiao, Desheng Liu,

Musheng W u, and Sanqiu Liu. Structural, mec hanical,

electronic, and thermo dynamic prop erties of pure tung-

sten metal under differen t pressures: a first-principles

study

. International Journal of Quantum Chemistry, 120

(13):e26231:1–e26231:??, July 1, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Kaur:2021:FPI

[KA21] Prabhleen Kaur and Md. Ehesan Ali. First principle in-

v estigations of long-range magnetic exc hange in teractions

via p oly acene couplers. International Journal of Quantum

Chemistry, 121(20):e26756:1–e26756:??, Octob er 15, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Kim:2023:QMC

[KA23] Hae-W on Kim and James B. Anderson. Quan tum Mon te

Carlo: Reduction of time-step error with the w a v e func-

tion correction metho d. International Journal of Quantum

Chemistry, 123(5):e27041:1–e27041:??, Marc h 5, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Kirmani:2021:TIQ

[KAA21] Sy ed Ajaz K. Kirmani, P arv ez Ali, and F aizul Azam. T op o-

logical indices and QSPR/QSAR analysis of some an tiviral

drugs b eing in v estigated for the treatmen t of CO

VID-19 pa-

tien ts. International Journal of Quantum Chemistry, 121(9):

e26594:1–e26594:??, Ma y 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Kosar:2020:BAS

[KA G

+

20] Na v een Kosar, Kh urshid Ayub, Mazhar A. Gilani, F aheem

Shah, and T ariq Mahmo o d. Benc hmark approac h to searc h

of cost-effectiv e and accurate densit y functional for ho-

molytic clea v age of C-Mg b ond of Grignard reagen t. Inter-

national Journal of Quantum Chemistry, 120(4):e26106:1–

e26106:??, F ebruary 15, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Kang:2021:FPE

[Kan21] Sung Gu Kang. First-principles exploration of MgTi

2

O

5

and MgV

2

O

5 for CO

2 capture and con v ersion. Interna-

tional Journal of Quantum Chemistry, 121(11):e26637:1–

e26637:??, June 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Kang:2022:TIM

[Kan22] Sung Gu Kang. Theoretical in v estigation of metal o xides

for SO

2 capture through first-principles calculations. Inter-

national Journal of Quantum Chemistry, 122(1):e26822:1–

e26822:??, Jan uary 5, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Khokha:2023:IMA

[KASAK23] E. M. Khokha, M. Abu-Shady

, and T. A. Ab del-Karim. The

influence of magnetic and Aharano v-Bohm fields on energy

sp ectra of diatomic molecules in the framew ork of the Dirac

equation with the generalized in teraction p oten tial. Inter-

national Journal of Quantum Chemistry, 123(4):e27031:1–

e27031:??, F ebruary 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Khan:2021:PFD

[KA UB21] Gohar Zeb Khan, Imrana Ashraf, Arif Ullah, and

Bakh t Amin Bac ha. Plasmon’s Fizeau-dragging effect at

the in terface of atomic and nano-comp osites media. Inter-

national Journal of Quantum Chemistry, 121(13):e26655:1–

e26655:??, July 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Kilic:2021:ORP

[KB21] Kadir Kili¸ c and Mustafa Kemal Bahar. Optical re-

sp onse of plasma pro cessed quan tum dot under the external

fields. International Journal of Quantum Chemistry, 121

(7):e26564:1–e26564:??, April 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic). See erra-

tum [Bah22 ].

Kalaimathi:2023:TIM

[KB23] M. Kalaimathi and B. J. Balam urugan. T op ological indices

of molecular graphs of monk eyp o x drugs for QSPR analysis

to predict ph ysico c hemical and ADMET prop erties. Inter-

national Journal of Quantum Chemistry, 123(22):e27210:1–

e27210:??, No v em b er 15, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Kash y ap:2020:COC

[KBR

+

20] Cha y anik a Kash y ap, Indrani Baruah, Shahnaz S. Rohman,

Sabnam S. Ullah, Amlan J. Kalita, Gargi Borgohain, and

Ankur K. Guha. Carb on yl o xide c hemistry in w ater cluster:

an extended computational study

. International Journal of

Quantum Chemistry, 120(23):e26386:1–e26386:??, Decem-

b er 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Kumar:2023:DUC

[K C23] Rah ul Kumar and Abhijit Chatterjee. DFT + U calculations

of structural, magnetic, and electro c hemical prop erties and

Na

+

diffusion barrier in the O3-phase of NaTm

0.5

Ni

0.5

O

2

(Tm = Ti, Mn). International Journal of Quantum Chem-

istry, 123(5):e27044:1–e27044:??, Marc h 5, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Kw on:2023:ABS

[K CM

+

23] Hyuk-Y ong Kw on, Gregory M. Curtin, Zac hary Morro w,

C. T. Kelley

, and Elena Jakubik o v a. Adaptiv e basis sets

for practical quan tum computing. International Journal of

Quantum Chemistry, 123(14):e27123:1–e27123:??, July 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Kirsopp:2022:QCQ

[KDM

+

22] Josh J. M. Kirsopp, Cono Di P aola, Da vid Zsolt Man-

rique, Mic hal Krompiec, Gabriel Greene-Diniz, W olfgang

Guba, Agnes Meyder, Detlef W olf, Martin Strahm, and

Da vid Mu ~ noz Ramo. Quan tum computational quan tifica-

tion of protein-ligand in teractions. International Journal of

Quantum Chemistry, 122(22):e26975:1–e26975:??, No v em-

b er 15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Kalita:2022:VHS

[KD Y

+

22] Amlan J. Kalita, Priy ank a Dutta, F arnaz Y ashmin, Ri-

tam R. Borah, Rin u P . Dek a, and Ankur K. Guha. Viabil-

it y of half-sandwic h complex of hea vier group-14 elemen ts

(Si–Pb) with neutral Be

3 ring and its p oten tial application

as H

2 storage material. International Journal of Quantum

Chemistry, 122(9):e26878:1–e26878:??, Ma y 5, 2022. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Karmak ar:2020:LIE

[K GSD20] Shiladit y a Karmak ar, Debashree Ghosh, and T an usri Saha-

Dasgupta. Ligh t-induced excited spin-state trapping in spin

crosso v er mo del system. International Journal of Quantum

Chemistry, 120(6):e26122:1–e26122:??, Marc h 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Kumar:2020:GPM

[KH20] Ashish Kumar and Mano j K. Harb ola. A general

p enalt y metho d for densit y-to-p oten tial in v ersion. Inter-

national Journal of Quantum Chemistry, 120(22):e26400:1–

e26400:??, No v em b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Khan:2023:CSD

[Kha23] Suliman Khan. Comparativ e study of domination pa-

rameters with the -electronic energy of b enzenoid h ydro-

carb ons. International Journal of Quantum Chemistry,

123(20):e27192:1–e27192:??, Octob er 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Khalil:2021:SVM

[KHH

+

21] R. M. Arif Khalil, Muhammad Iqbal Hussain, F a yy az Hus-

sain, An w ar Manzo or Rana, G. Murtaza, Muhammad Sha-

k eel, and Hafiz M. Asif Ja v ed. Structural, vibrational, me-

c hanical, and opto electronic prop erties of LiBH

4 for h y-

drogen storage and opto electronic devices: First-principles

study

. International Journal of Quantum Chemistry, 121(4):

e26444:1–e26444:??, F ebruary 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Khalil:2023:DBS

[KHK

+

23] R. M. Arif Khalil, Muhammad Iqbal Hussain, Bushra

Karim, Hind Albala wi, Khaild I. Hussein, and F a yy az Hus-

sain. DFT-based systematic study on the structural, opto-

electronic, thermo dynamic, vibrational, and mec hanical b e-

ha vior of Ruddlesden P opp er p ero vskites Sr

2

X O

4

(X = Zr,

Hf) for opto electronic applications. International Journal of

Quantum Chemistry, 123(22):e27216:1–e27216:??, No v em-

b er 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Kheirabadi:2020:CMK

[KI20] Ramesh Kheirabadi and Mohammad Izady ar. Computa-

tional mo deling of the kinetics and mec hanism of tellurium-

based glutathione p ero xidase mimic. International Journal

of Quantum Chemistry, 120(12):e26201:1–e26201:??, June

15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Kido:2021:TI I

[Kid21] Ken taro Kido. A theoretical in v estigation on the in termolec-

ular p oten tial curv e b et w een ruthenium tetro xide and NO

X

Kapusta:2021:KET

[KMK21] Dmitry P

. Kapusta, F edor D. Mulashkin, and Maria G.

Khreno v a. Keto-enol tautomerism of the 4,5-dimeth yl-2-(2’-

h ydro xyphen yl)imidazole in w ater solution: Mo deling equi-

librium b et w een neutral forms and accurate assignmen t of

the absorption bands. International Journal of Quantum

Chemistry, 121(8):e26577:1–e26577:??, April 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ko v aco v a:2023:EPE

[KML23] Andrea Ko v´ aco v´ a, Martin Mic hal ´ ık, and Vladim ´ ır Luk es.

On energetics of proton and electron transfer of selected phe-

nol deriv ativ es: Theoretical in v estigation of radical and o xo-

nium cations. International Journal of Quantum Chemistry,

123(24):e27176:1–e27176:??, Decem b er 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Klein:2020:CCN

[K OB20] Douglas J. Klein, Y enni P

. Ortiz, and Laim utis Bytautas.

Conjugated-carb on nanostructures: Emergences. Interna-

tional Journal of Quantum Chemistry, 120(22):e26367:1–

e26367:??, No v em b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Konig:2021:TMA

[K¨ on21] Carolin K¨ onig. T ailored m ultilev el approac hes in vibrational

structure theory: a route to quan tum mec hanical vibra-

tional sp ectra for complex systems. International Journal

of Quantum Chemistry, 121(3):e26375:1–e26375:??, F ebru-

ary 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Ko v acs:2020:SBL

[Ko v20] A ttila Ko v´ acs. Structure and b onding of lan thanide dinitro-

gen complexes, Ln(N

2

)

1−8

. International Journal of Quan-

tum Chemistry, 120(1):e26051:1–e26051:??, Jan uary 1, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Katubi:2022:UML

[KPMAB22] Khadijah Mohammedsaleh Katubi, An thon y M. S. P em-

b ere, Muhammad Y asir Meh b o ob, and Mohammed S. Al-

Buriahi. The use of mac hine learning, densit y functional

theory

, and molecular dynamics sim ulations for the design-

ing and screening of efficien t small molecule donors for or-

ganic solar cells. International Journal of Quantum Chem-

istry, 122(23):e26998:1–e26998:??, Decem b er 5, 2022. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Kozlo v a:2023:DMS

[KPTL23] Sv etlana G. Kozlo v a, Sergey A. P etro v, Alexsei Y a.

Tikhono v, and Lyudmila G. La vreno v a. A DFT and

M¨ ossbauer sp ectroscop y in v estigation of spin-crosso v er

iron(I I) complexes with 2,6-bis(1H-imidazol-2-yl)p yridines.

International Journal of Quantum Chemistry, 123(21):

e27201:1–e27201:??, No v em b er 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Khan:2023:IPD

[KRA

+

23] F aro o q Khan, Habib U. Rehman, Sy ed M. Asif, Muham-

mad Abbas Khan, and Muhammad Aslam Khan. In ter-

ference in photo-detac hmen t of triatomic negativ e ion near

a hard reflecting surface. International Journal of Quan-

tum Chemistry, 123(6):e27054:1–e27054:??, Marc h 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Kumar:2020:ABL

[KRB20] Na v een Kumar, Prashan t Ra j, and P ananghat Balanara y an.

A top-the-barrier lo calization in p erio dically driv en double

w ells: a minimization of information en tropic sums in con-

jugate spaces. International Journal of Quantum Chemistry,

120(7):e26137:1–e26137:??, April 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Kalita:2021:SSP

[KRK

+

21] Amlan J. Kalita, Shahnaz S. Rohman, Cha y anik a Kash y ap,

Sabnam S. Ullah, Indrani Baruah, Lakh y a J. Mazumder,

and Ankur K. Guha. In silico searc h for planar hexaco ordi-

nate silicon atom: a kinetically viable sp ecies. International

Journal of Quantum Chemistry, 121(14):e2664:1–e2664:??,

July 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Kashinski:2021:DFT

[KRS

+

21] Da vid O. Kashinski, T yler J. Radziewicz, Matthew G.

Suarez, Constan tine C. Stephens, and Edw ard F. C. Byrd.

Densit y functional theory calculation of the Renner–T eller

effect in NCO: Preliminary assessmen t of exact exc hange en-

ergy on the accuracy of the X

2

Π Renner co efficien t. Inter-

national Journal of Quantum Chemistry, 121(23):e26804:1–

e26804:??, Decem b er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Kuzmin:2021:CNB

[KS21] An ton V. Kuzmin and Bagrat A. Shain y an. Carb on

nanotub e-based titanium- and zirconium-dop ed [M-N

4

] t yp e

ORR catalysts. First principle study

. International Journal

of Quantum Chemistry, 121(24):e26809:1–e26809:??, De-

cem b er 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Ko w alewski:2022:SPQ

[KS22] Markus Ko w alewski and Phillip Seeb er. Sustainable pac k-

aging of quan tum c hemistry soft w are with the Nix pac k-

age manager. International Journal of Quantum Chemistry,

122(9):e26872:1–e26872:??, Ma y 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Kuzmin:2023:ECO

[KS23] An ton V. Kuzmin and Bagrat A. Shain y an. Exploring of cat-

alytic o xygen reduction reaction activit y of lattice carb ons

of v anadium and niobium dop ed nitrogen co dop ed carb on

nanotub es b y densit y functional theory

. International Jour-

nal of Quantum Chemistry, 123(2):e27017:1–e27017:??, Jan-

uary 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Katubi:2023:PMP

[KSM

+

23] Khadijah Mohammedsaleh Katubi, Muhammad Saqib,

T a yy aba Mubashir, Mudassir Hussain T ahir, Mohamed Ibrahim

Hala w a, Alv eena Akbar, Beriham Basha, Muhammad Su-

laman, Z. A. Alro w aili, and M. S. Al-Buriahi. Predicting

the m ultiple parameters of organic acceptors through ma-

c hine learning using RDkit descriptors: an easy and fast

pip eline. International Journal of Quantum Chemistry,

123(23):e27230:1–e27230:??, Decem b er 5, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Kolar:2020:ASR

[KSP20] Mic hal H. Kol´ ar, Denisa Suc h´ a, and Mic hal Piton´ ak. As-

sessmen t of scalar relativistic effects on halogen b onding

and σ -hole prop erties. International Journal of Quantum

Chemistry, 120(23):e26392:1–e26392:??, Decem b er 5, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Khalili:2023:D A C

[KSPG23] Behzad Khalili, Mehdi Sheykhan, Marziy e Ali Jan P our, and

Khatereh Ghauri. Do es alkyl c hain unsaturation affect tun-

abilit y of the aryl alkyl imidazolium-based ion pairs? Inter-

national Journal of Quantum Chemistry, 123(22):e27203:1–

e27203:??, No v em b er 15, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Kieninger:2023:SF C

[KV23] Martina Kieninger and Oscar N. V en tura. SVECV-f12: a

comp osite sc heme for accurate and cost-effectiv e ev aluation

of reaction barriers. I I. Benc hmarking using Karton’s BH28

barrier heigh ts database. International Journal of Quan-

tum Chemistry, 123(24):e27069:1–e27069:??, Decem b er 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Khalili:2021:CMC

[KV CS21] F atemeh Khalili, Mohsen V afaee, Daeheum Cho, and

Babak Shokri. Charge migration in caffeine: a real-time

time-dep enden t densit y functional theory study

. Interna-

tional Journal of Quantum Chemistry, 121(19):e26754:1–

e26754:??, Octob er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Kang:2020:TIS

[KWWZ20] Juanxia Kang, Y ongc heng W ang, Jing jing W u, and Zhim-

ing Zh u. Theoretical in v estigations of spin–orbit coupling

and in tersystem crossing in reaction carb on dio xide acti-

v ated b y [Re(CO)

2

]

+

. International Journal of Quantum

Chemistry, 120(5):e26109:1–e26109:??, Marc h 1, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Koh:2020:GGS

[KYL

+

20] Pin W. Koh, Tiem L. Y o on, Thong L. Lim, Y ee H. R. Chang,

and Eong S. Goh. Generation of ground-state structures

and electronic prop erties of ternary Al

x

Ti

y

Ni

z clusters

(x + y + z = 6) with a t w o-stage densit y functional theory

global searc h approac h. International Journal of Quantum

Chemistry, 120(2):e26079:1–e26079:??, Jan uary 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Kac k a-Zyc h:2021:UUS

[KZ21] Agnieszk a Kac k a-Zyc h. Understanding the uniqueness of the

step wise [4 + 1] cycloaddition reaction b et w een conjugated

nitroalk enes and electrophilic carb ene systems with a molec-

ular electron densit y theory p ersp ectiv e. International Jour-

nal of Quantum Chemistry, 121(2):e26440:1–e26440:??, Jan-

uary 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Liu:2021:DBB

[LAAP21] Jia-Bao Liu, Mic heal Aro c kiara j, M. Arulp erumjothi, and

Sa v ari Prabh u. Distance based and b ond additiv e top olog-

ical indices of certain repurp osed an tiviral drug comp ounds

tested for treating CO

VID-19. International Journal of

Quantum Chemistry, 121(10):e26617:1–e26617:??, Ma y 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Lan tz:2021:DLI

[LA CP21] Victor Lan tz, Na jmeh Abiri, Gillis Carlsson, and Mats-Erik

Pistol. Deep learning for in v erse problems in quan tum me-

c hanics. International Journal of Quantum Chemistry, 121

(9):e26599:1–e26599:??, Ma y 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Li:2020:EUS

[LAKJ20] Sh uman Li, Alireza Azizi, Stev en R. Kirk, and Saman tha

Jenkins. An explanation of the un usual strength of the h y-

drogen b ond in small w ater clusters. International Journal

of Quantum Chemistry, 120(19):e26361:1–e26361:??, Octo-

b er 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Luzon:2020:OTB

[LBG20]

´

Alv aro Luz´ on, Enrique Buend ´ ıa, and F rancisco J. G´ alv ez.

One and t w o b o dy densities for excited states of the helium

confined atom. International Journal of Quantum Chem-

istry, 120(1):e26048:1–e26048:??, Jan uary 1, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Laestadius:2020:UCM

[LBP20] Andre Laestadius, Mic hael Benedic ks, and Markus P enz.

Unique con tin uation for the magnetic Sc hr¨ odinger equa-

tion. International Journal of Quantum Chemistry, 120(8):

e26149:1–e26149:??, April 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Lanza:2020:WMA

[LC20] Giusepp e Lanza and Maria A. Chiacc hio. The w ater

molecule arrangemen t o v er the side c hain of some aliphatic

amino acids: a quan tum c hemical and b ottom-up in v estiga-

tion. International Journal of Quantum Chemistry, 120(9):

e26161:1–e26161:??, Ma y 5, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Lop era:2023:SIH

[LC23] Carolina Lop era and Rob erto Cruz. Szeged index of hol-

lo w hexagons. International Journal of Quantum Chem-

istry, 123(23):e27231:1–e27231:??, Decem b er 5, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Li:2022:EEM

[LCH

+

22] Y ufei Li, Lin Chen, Zhisen Han, Jingyun Na, Ruige W ang,

T ao Jing, and Bing Zhao. Exploring the effects of m utations

on NF A T5-DNA binding using molecular dynamics sim u-

lations and energy calculations. International Journal of

Quantum Chemistry, 122(21):e26980:1–e26980:??, No v em-

b er 5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Littlefair:2021:AFE

[LCP21] Josh D. Littlefair, Daniel J. Cole, and Thomas J. P enfold.

On assessing functional errors in densit y functional theory

using atomisation energies and electric field gradien ts. Inter-

national Journal of Quantum Chemistry, 121(23):e26799:1–

e26799:??, Decem b er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Li:2022:SET

[LCT

+

22] Chenggang Li, Yingqi Cui, Hao Tian, Qinqin Shao, Jie

Zhang, Zigang Shen, and Baozeng Ren. Structures, elec-

tronic and thermo dynamic prop erties of NiB

2n

(n = 7–11)

and their anions: a theoretical study

. International Journal

of Quantum Chemistry, 122(16):e26921:1–e26921:??, Au-

gust 15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Liu:2021:MSI

[LCX

+

21] Hec hao Liu, Hanlin Chen, Qiqi Xiao, Xiaona F ang, and

Zik ai T ang. More on Som b or indices of c hemical graphs

and their applications to the b oiling p oin t of b enzenoid h y-

dro carb ons. International Journal of Quantum Chemistry,

121(17):e26689:1–e26689:??, Septem b er 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Liu:2023:MLI

[LCY

+

23] Nannan Liu, Y an Chen, Changfeng Y u, Dan W u, Xinglong

Chen, Hui Xu, Sh uaic hen Mu, and Qing jie Zh u. Molecular

lev el in v estigation on the disp ersion of h ydrophilic mo di-

fied SiO

2 nanoparticles in w ater from a b ond energy view-

p oin t. International Journal of Quantum Chemistry, 123(3):

e27020:1–e27020:??, F ebruary 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Liu:2023:IGL

[LDK23] Jing-Ru Liu, Dong Die, and Xiao-Y u Kuang. Insigh ts in to

the gro wth la w, electronic prop erties and sp ectra of (n = 3–

18; λ = 0, ±1) clusters. International Journal of Quantum

Chemistry, 123(21):e27206:1–e27206:??, No v em b er 5, 2023.

Lu:2020:MBT

[LLC20] Ch un-Y aung Lu, Tsung-Y en Lee, and Chia-Ch un Chou.

Mo ving b oundary truncated grid metho d: Multidimen-

sional quan tum dynamics. International Journal of Quan-

tum Chemistry, 120(1):e26055:1–e26055:??, Jan uary 1, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Li:2020:DSM

[LLLL20] W eiyi Li, Geng Leng, Caiqin Li, and Y a jing Lyu. A DFT

study on mec hanisms of CO

2 coupling with propargylic alco-

hols using alk ali carb onates. International Journal of Quan-

tum Chemistry, 120(8):e26150:1–e26150:??, April 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Lu:2020:TIT

[LLMQ20] Nan Lu, Xiaozheng Lan, Chengxia Miao, and Ping Qian.

Theoretical in v estigation on transformation of Cr(I I) to

Cr(V) complexes b earing tetra-N-hetero cyclic carb ene and

group transfer reactivit y . International Journal of Quan-

tum Chemistry, 120(18):e26340:1–e26340:??, Septem b er 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Lu:2021:TIM

[LLQ

+

21] Nan Lu, Hui Liang, Ping Qian, Xiaozheng Lan, and

Chengxia Miao. Theoretical in v estigation on the mec ha-

nism and enan tioselectivit y of organo catalytic asymmetric

P o v aro v reactions of anilines and aldeh ydes. International

Journal of Quantum Chemistry, 121(8):e26574:1–e26574:??,

April 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Li:2021:DFT a

[LL W

+

21] Ch unlan Li, W ensheng Liu, Juan W ang, Sh u w ei Y ao, and

Y unzh u Ma. A densit y functional theory study on the struc-

ture formation of Al(I I I) carb o xylate complexes in aqueous

alumin um sols. International Journal of Quantum Chem-

istry, 121(2):e26430:1–e26430:??, Jan uary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Liang:2023:STD

[LLX

+

23] Hongxing Liang, P eng-F ei Liu, Min Xu, Haotong Li, and

Edouard Asselin. A study of t w o-dimensional single atom-

supp orted MXenes as h ydrogen ev olution reaction catalysts

using densit y functional theory and mac hine learning. Inter-

national Journal of Quantum Chemistry, 123(6):e27055:1–

e27055:??, Marc h 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Li:2020:RAS

[LLZ

+

20] Xiao y an Li, Jiabin Liu, Qiao-Ch u Zhang, W enjing Zhang,

and Y u Lan. Reagen t addition sequence and equiv alen t

in N -hetero cyclic carb ene-catalyzed nonp olar in v ersion en-

able con v ersion from aldimine to b enzo xazole. Interna-

tional Journal of Quantum Chemistry, 120(14):e26249:1–

e26249:??, July 15, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Li:2020:STE

[LLZC20] Shan-Shan Li, Xiao-Hong Li, Rui-Zhou Zhang, and Hong-

Ling Cui. Strain-tunable electronic prop erties and opti-

cal prop erties of Hf

2

CO

2

MXene. International Journal of

Quantum Chemistry, 120(22):e26365:1–e26365:??, No v em-

b er 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Lima:2021:ITP

[LMA21] F rancisco Cleiton E. Lima, Allan R. P

. Moreira, and Car-

los Alb erto S. Almeida. Information and thermo dynamic

prop erties of a non-Hermitian particle ensem ble. Interna-

tional Journal of Quantum Chemistry, 121(12):e26645:1–

e26645:??, June 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Lta y ef:2023:MPP

[LMAA23] M. Lta y ef, M. Mbarek, M. M. Almoneef, and K. Alimi. Mo d-

eling of the photoph ysical and photo v oltaic prop erties of an

activ e la y er based on the organic comp osite p oly(2-metho xy-

5-(2-eth yl-hexylo xy)-1,4-phen ylene-vin ylene) (MEH-PPV)-

p oly(3-hexylthiophene) (P3HT): (6,6)-phen yl C61 but yric

acid meth yl ester (PCBM). International Journal of Quan-

tum Chemistry, 123(22):e27204:1–e27204:??, No v em b er 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Lazizi:2022:LHM

[LMM

+

22] Mohamed Lazizi, Mahfoud Mohamed, Mohamed Mokh tari,

F ethallah Dahmane, Rabah Khenata, and Noureddine Zekri.

Large half-metallic band gap in a new series CoRhZrZ (Z

= Pb, B, Ga, In, Al, Sn, Si) quaternary Heusler. Inter-

national Journal of Quantum Chemistry, 122(24):e26999:1–

e26999:??, Decem b er 15, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Lima:2021:SPL

[LMMA21] F rancisco Cleiton E. Lima, Allan R. P

. Moreira, Laura E. S.

Mac hado, and Carlos Alb erto S. Almeida. Statistical prop-

erties of linear Ma jorana fermions. International Journal of

Quantum Chemistry, 121(18):e26749:1–e26749:??, Septem-

b er 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Li:2023:SSI

[LNC

+

23] Zengyuan Li, Sh un y an Ning, Qi Chen, Yilai Zhong, Hao-

ran Dong, Kun W u, Zhe Su, W en tao W ang, Y e Zhang,

T o y ohisa F ujita, and Y uezhou W ei. Selectiv e separation of

Am(I I I)/Eu(I I I) b y effectiv ely adjusting the aliphatic ring

in bis-1,2,4-triazine ligands: a theoretical study

. Interna-

tional Journal of Quantum Chemistry, 123(19):e27184:1–

e27184:??, Octob er 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Lem binen:2020:CCL

[LNE

+

20] Meeri Lem binen, Ergo N~ ommiste, Heigo Ers, Borja

Do camp o-

´

Alv arez, Jaan us Kruusma, Enn Lust, and

Vladisla v B. Iv anistsev. Calculation of core-lev el electron

sp ectra of ionic liquids. International Journal of Quan-

tum Chemistry, 120(14):e26247:1–e26247:??, July 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Li:2021:CCB

[LNX

+

21] Zi Li, Xing Nie, Tianlv Xu, Sh uman Li, Y ong Y ang, Herb ert

F r ¨ uc h tl, T anja v an Mourik, Stev en R. Kirk, Martin J. P a-

terson, Y asuteru Shigeta, and Saman tha Jenkins. Con trol

of c hiralit y , b ond flexing and anharmonicit y in an electric

field. International Journal of Quantum Chemistry, 121(22):

e26793:1–e26793:??, No v em b er 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Lom bardo:2021:TEA

[Lom21] Giusepp e Marcello Lom bardo. Tsallis q -exp onen tials as

atomic orbitals in t w o-electron systems. International

Journal of Quantum Chemistry, 121(5):e26489:1–e26489:??,

Marc h 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Liu:2022:TIA

[LPH22] Jia-Bao Liu, Xin-Bei P eng, and Sak ander Ha y at. T op ologi-

cal index analysis of a class of net w orks analogous to alicyclic

h ydro carb ons and their deriv ativ es. International Journal

of Quantum Chemistry, 122(2):e26827:1–e26827:??, Jan uary

15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Liu:2021:EK C

[LQZ

+

21] Shaoli Liu, Lingxi Qi, Zheng Zhang, Xuejie Hou, and W en-

zuo Li. Effect of K on carb on adsorption and dep osition

on the Co(111) surface. International Journal of Quantum

Chemistry, 121(24):e26812:1–e26812:??, Decem b er 15, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Leonardi:2020:PFS

[LR G

+

20] Angelina Leonardi, Heather M. Ric k er, Ariel G. Gale, Ben-

jamin T. Ball, T uguldur T. Odbadrakh, George C. Shields,

and Juan G. Na v ea. P article formation and surface pro cesses

on atmospheric aerosols: a review of applied quan tum c hem-

ical calculations. International Journal of Quantum Chem-

istry, 120(20):e26350:1–e26350:??, Octob er 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Liu:2021:T AL

[LS21] Jia-Bao Liu and Rosary Maria Singara j. T op ological analy-

sis of para-line graph of Remdesivir used in the prev en tion of

corona virus. International Journal of Quantum Chemistry,

121(22):e26778:1–e26778:??, No v em b er 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Li:2022:AEM

[LSA

+

22] Cheng-P eng Li, Muhammad Kamran Siddiqui, P arv ez Ali,

Sana Ja v ed, Mazhar Hussain, and Sadia Khalid. On anal-

ysis of en trop y measures for titanium dio xide via rational

curv e fitting metho ds. International Journal of Quantum

Chemistry, 122(23):e26996:1–e26996:??, Decem b er 5, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Li:2021:TIC

[LSG21] Siman Li, Li Shi, and W ei Gao. T op ological indices comput-

ing on random c hain structures. International Journal of

Quantum Chemistry, 121(8):e26589:1–e26589:??, April 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Lop ez-Sanc hez:2022:A CD

[LSOEAE22] Rub ´ en L´ op ez-S´ anc hez, Josep M. Oliv a-Enric h, Ib on Alk o-

rta, and Jos ´ e Elguero. Anion complexes of dib orane deriv a-

tiv es inserted to b enzene. International Journal of Quantum

Chemistry, 124(1):e26986:1–e26986:??, No v em b er 15, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Liu:2021:PEP

[LSS

+

21] Chengw ei Liu, Y un Shi, Y aning Shang, Xin W ang, Dan Liu,

Bhekie B. Mam ba, Alex T. Kuv arega, and Jianzhou Gui.

Promoting effect of PdZn allo y for selectiv e h ydrogenation

of 5-h ydro xylmeth ylfurfural: an exp erimen tal and densit y

functional theory study

. International Journal of Quantum

Chemistry, 121(6):e26545:1–e26545:??, Marc h 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

LeMaitre:2023:GBF

[L T23] Phil A. LeMaitre and Russell B. Thompson. Gaussian ba-

sis functions for an orbital-free-related densit y functional

theory of atoms. International Journal of Quantum Chem-

istry, 123(12):e27111:1–e27111:??, June 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Luo:2023:MSC

[L TC

+

23] Sh uc hang Luo, Ting T u, Zh uo Chen, Y ong Zhong, Jun Xu,

Shaolei Lu, and Xiao yuan Sun. Magneto-structural corre-

lations of o ximato-bridged din uclear copp er(I I) complex: a

theoretical p ersp ectiv e. International Journal of Quantum

Chemistry, 123(17):e27142:1–e27142:??, Septem b er 5, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Louis:2023:LIC

[LUB23] Floren t Louis, Mirosla v Urban, and Alexander Boldyrev.

Laudatio for Iv an Cern us´ ak. International Journal of Quan-

tum Chemistry, 123(24):e27273:1–e27273:??, Decem b er 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Li:2021:RSN

[L W C

+

21] Cui-Mei Li, Di W u, W ei Chen, Jia-Y uan Liu, Dan Y u, and

Ying Li. On reactivit y of sup eratom Be

8

C with n ucleophiles

to pro duce h ydrogen. International Journal of Quantum

Chemistry, 121(22):e26794:1–e26794:??, No v em b er 15, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Liu:2021:SEE

[L WH

+

21] Lili Liu, Miao W ang, Lei Hu, Y ufeng W en, and Y ouc hang

Jiang. Structural, elastic, and electronic prop erties of

MgB

2

C

2 under pressure from first-principles calculations.

International Journal of Quantum Chemistry, 121(2):

e26442:1–e26442:??, Jan uary 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Liu:2021:CSR

[L WR21] T ao Liu, Ping W ang, and Hong Ren. Computational study

on the Rh-catalyzed C–C activ ation of cyclopropanol to

construct dik etone or monok etone. International Journal

of Quantum Chemistry, 121(2):e26438:1–e26438:??, Jan uary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Lei:2020:TR O

[L WW20] Xiao y ang Lei, W eina W ang, and W enliang W ang. Theoreti-

cal rein v estigation of the ozonolysis mec hanism of allyl alco-

hol. International Journal of Quantum Chemistry, 120(23):

e26387:1–e26387:??, Decem b er 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Lu:2021:FPI

[LXWZ21] Ruih u Lu, Lixue Xia, Huan W ang, and Y an Zhao. First-

principles in v estigations on the synergistic effect of N-

dopan t and lattice-strain for CO

2 reduction to CO on

graphene. International Journal of Quantum Chemistry, 121

(6):e26535:1–e26535:??, Marc h 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Leng:2021:TIS

[LXZ

+

21a] Jiancai Leng, Jun tao Xin, Hong Zhou, Kan Li, W ei Hu, and

Y ujin Zhang. Theoretical insigh ts in to sensing p erformances

of rho damine-con tained t w o-photon fluorescen t prob es for

mercury ion. International Journal of Quantum Chem-

istry, 121(2):e26435:1–e26435:??, Jan uary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Lu:2021:SLE

[LXZ21b] Hongy an Lu, Nini Xue, and Zhongxun Zh u. On the sign-

less Laplacian Estrada index of uniform h yp ergraphs. Inter-

national Journal of Quantum Chemistry, 121(8):e26579:1–

e26579:??, April 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Lin:2021:OTT

[L YFL21] W ensh ui Lin, Zhangy ong Y an, P eifang F u, and Jia-Bao Liu.

Ordering trees b y their ABC sp ectral radii. International

Journal of Quantum Chemistry, 121(5):e26519:1–e26519:??,

Marc h 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Li:2023:EZD

[L YPD23] Bo Li, Ancang Y ang, Ming jun P eng, and Y ongh ua Duan.

Exploring Zn dop ed η

′

-Cu

6

Sn

5

: Structural stabilit y , fracture

toughness and thermal conductivit y . International Journal

of Quantum Chemistry, 123(14):e27118:1–e27118:??, July

istry, 122(11):e26894:1–e26894:??, June 5, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Momen:2022:DTS

[MAMB

+

22] Ro y a Momen, Alireza Azizi, Alejandro Morales-Ba yuelo,

Mehdi P azho ohesh, and Xiaob o Ji. Discerning torquose-

lectivit y in a series of cyclobutene ring-op ening reactions

using quan tum theory of atoms in molecules and stress ten-

sor. International Journal of Quantum Chemistry, 122(2):

e26826:1–e26826:??, Jan uary 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Morales-Ba yuelo:2023:PSU

[MB23] Alejandro Morales-Ba yuelo. Philicit y scales using molecular

quan tum similarit y and c hemical reactivit y indices within

densit y functional theory

. International Journal of Quantum

Chemistry, 123(21):e27200:1–e27200:??, No v em b er 5, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ma jid:2021:FPSa

[MBKA21] Ab dul Ma jid, Am b er Bato ol, Salah Ud-Din Khan, and Ash-

faq Ahmad. First-principles study of f-orbital-dep enden t

band top ology of top ological rare earth hexab orides. Inter-

national Journal of Quantum Chemistry, 121(4):e26452:1–

e26452:??, F ebruary 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Morsli:2021:SEE

[MBM

+

21] Amaria Morsli, Ali Ben touaf, Benzerdjab Amina Mahdad,

Ibrahim Ameri, Mohammed Ameri, and Brahim A ¨ ıssa.

Structural, electronic, elastic, magnetic and thermo dynamic

prop erties of Mn

2

LuZ (Z = B, Al, Ga and In) Heusler

comp ounds: a first-principle study

. International Journal

of Quantum Chemistry, 121(9):e26601:1–e26601:??, Ma y 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Maksimo v:2021:CSF

[MBR21a] Dmitrii Maksimo v, Carsten Baldauf, and Mariana Rossi.

The conformational space of a flexible amino acid at metal-

lic surfaces. International Journal of Quantum Chem-

istry, 121(3):e26369:1–e26369:??, F ebruary 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Maksimo v:2021:CIV

[MBR21b] Dmitrii Maksimo v, Carsten Baldauf, and Mariana Rossi.

Co v er image, v olume 121, issue 3. International Journal

of Quantum Chemistry, 121(3):e26284:1–e26284:??, F ebru-

ary 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Malloum:2022:PES

[MC22] Alhadji Malloum and Jeanet Conradie. P oten tial energy

surface of the thiophene p en tamer and non-co v alen t in terac-

tions. International Journal of Quantum Chemistry, 122(4):

e26840:1–e26840:??, F ebruary 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Marques:2020:EVH

[MCP

+

20] Su ´ elio Marques, Marcos A. Castro, Renato B. P on tes, Sal-

viano A. Le~ ao, and T ertius L. F onseca. Electronic and vi-

brational h yp erp olarizabilities of alk ali- and alk aline-earth-

dop ed b oron nitride nanotub es. International Journal of

Quantum Chemistry, 120(3):e26093:1–e26093:??, F ebruary

5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Miron:2022:TDM

[MEBL22] Gonzalo D ´ ıaz Mir´ on, Dar ´ ıo A. Estrin, Sara Elizab eth Bari,

and Mariano Camilo Gonz´ alez Lebrero. TD-DFT mo d-

eling of electronic sp ectra of biliv erdins in differen t en vi-

ronmen ts. International Journal of Quantum Chemistry,

124(1):e26987:1–e26987:??, No v em b er 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Muhammady:2020:ISE

[MEWD20] Shibghatullah Muhammady

, Adely a S. Erly an ti, Rena

Widita, and Y udi Darma. In v estigation of structural and

electronic prop erties b y pnictogen substitution in the la y-

ered o xypnictides (LaO)Zn Pn (Pn = P

, As, Sb). Inter-

national Journal of Quantum Chemistry, 120(3):e26090:1–

e26090:??, F ebruary 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Martinez-Flores:2021:ITH

[MF21a] C ´ esar Mart ´ ınez-Flores. The information theory of the he-

lium atom in screened Coulom b p oten tials. International

Journal of Quantum Chemistry, 121(6):e26529:1–e26529:??,

Marc h 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Martins:2021:RSP

[MF21b] F rancisco A. Martins and Matheus P . F reitas. Regio and

stereo c hemical prob es of io dine in teractions in diio do cy-

clo do decanes. International Journal of Quantum Chemistry,

121(17):e26739:1–e26739:??, Septem b er 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Malloum:2020:BEI

[MF C20a] Alhadji Malloum, Jean J. Fifen, and Jeanet Conradie. Bind-

ing energies and isomer distribution of neutral acetonitrile

clusters. International Journal of Quantum Chemistry, 120

(13):e26221:1–e26221:??, July 1, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Malloum:2020:TIS

[MF C20b] Alhadji Malloum, Jean J. Fifen, and Jeanet Conradie. The-

oretical infrared sp ectrum of the ethanol hexamer. Inter-

national Journal of Quantum Chemistry, 120(13):e26234:1–

e26234:??, July 1, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Mejri:2023:NIP

[MFE

+

23] Alia Mejri, Outaf Fliss, Khaled Essalah, Mohamed Ali

Boughdiri, F abien Picaud, Bahoueddine T angour, and Ab-

delhamid Sa y ari. New insigh ts in to phosphorus biphilicit y:

Stereo c hemistry of mono cyclic aminophosphoranes forma-

tion. International Journal of Quantum Chemistry, 123(3):

e27024:1–e27024:??, F ebruary 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mahdi:2023:BTI

[MFJ

+

23] W edy an H. Mahdi, Ahmed S. F aihan, Ha yfa M. Jirjes,

Adibah M. Al-Mutairi, Amal M. A. Alshehri, Sarah A.

Alotaibi, Ab dulrahman M. Saleh, Mohammad R. Hat-

shan, Ahmed S. M. Al-Janabi, Mufsir Kuniyil, Ba ji Shaik,

and Sy ed F aro o q Adil. Biological and theoretical in-

v estigation of cyclohexylamine dithio carbamate metal (I I)

complexes. International Journal of Quantum Chemistry,

123(19):e27191:1–e27191:??, Octob er 5, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mihalo vits:2022:R QC

[MFK22] Lev en te M. Mihalo vits, Gy¨ orgy G. F erenczy

, and Gy¨ orgy M.

Keser ¨ u. The role of quan tum c hemistry in co v alen t inhibitor

design. International Journal of Quantum Chemistry, 122

(8):e26768:1–e26768:??, April 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Masliy:2023:STP

[MGK23] A. N. Masliy

, T. N. Grishaev a, and A. M. Kuznetso v. Struc-

ture and thermo dynamic prop erties of adducts based on

cucurbit[6]uril and F e(I I I)/F e(I I) aqua complexes: a DFT

examination. International Journal of Quantum Chem-

istry, 123(14):e27125:1–e27125:??, July 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mukherjee:2020:SEV

[MHD20] Madh ubani Mukherjee, Soumi Haldar, and Ac hin t y a K.

Dutta. Solv ation effect on the v ertical ionization energy

of adenine-th ymine base pair: F rom microh ydration to

bulk. International Journal of Quantum Chemistry, 120

(6):e26127:1–e26127:??, Marc h 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Muna w ar:2023:SEM

[MHG

+

23] Hafiza Benish Muna w ar, Abid Hussain, Souma y a Gouadria,

Shahzadi Noreen, Nazia Bibi, Amna T ariq, Muhammad Bi-

lal T ahir, Jalil Ur Rehman, Saira Arshad, and H. Elhosin y

Ali. Structural, electronic, magnetic, and optical prop er-

ties of MF e

2

O

4

(M = Ni, F e, Co) spinel ferrites: a densit y

functional theory study

. International Journal of Quantum

Chemistry, 123(14):e27124:1–e27124:??, July 15, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Moradi:2021:FPS

[MHS21] Zahra Moradi, Amir Heydarinasab, and F arshid P a joum

Shariati. First-principle study of doping effects (Ti, Cu, and

Zn) on electro c hemical p erformance of Li

2

MnO

3 catho de

materials for lithium-ion batteries. International Journal

of Quantum Chemistry, 121(4):e26458:1–e26458:??, F ebru-

ary 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Mehranfar:2020:TSA

[MI20] Aliy eh Mehranfar and Mohammad Izady ar. Theoret-

ical study on alk aloid encapsulating via cyclop en tano-

cucurbit[n]uril (n = 8, 10) /graphene o xide hetero junc-

tion. International Journal of Quantum Chemistry, 120(9):

e26155:1–e26155:??, Ma y 5, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Maraan:2023:FPS

[MIA23] Sarmand Jomaa Maraan, Bahaa M. Ily as, and An w ar M. E.

Alfaidhi. A first principle study of pressure-induced prop-

erties of MoS

2

-graphene heterostructures. International

Journal of Quantum Chemistry, 123(4):e27027:1–e27027:??,

F ebruary 15, 2023. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Momin:2021:ISE

[MIM21] Md. Ab dul Momin, Md. Amin ul Islam, and Abhijit Ma jum-

dar. Influence on structural, electronic and optical prop er-

ties of F e dop ed ZnS quan tum dot: a densit y functional the-

ory based study

. International Journal of Quantum Chem-

istry, 121(21):e26786:1–e26786:??, No v em b er 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ma:2020:QCS

[MJA20] Tianxiao Ma, Chao Jin, and Saeed Amir Aslanzadeh.

Quan tum c hemical study on the sensing prop erties of Pt-

decorated BC

3 nanotub e to w ard metronidazole drug. Inter-

national Journal of Quantum Chemistry, 120(24):e26407:1–

e26407:??, Decem b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Meb ed:2022:MMA

[MJH

+

22] Ab delazim M. Meb ed, Hasnain Mehdi Jafri, A. Hak am y ,

Alaa M. Ab d-Elnaiem, Muhammad Sulaman, and Sa y ed

Elshahat. Multidimensional mo deling assisted mining of

GDB17 c hemical database: a searc h for p olymer donors

for organic solar cells and mac hine learning assisted p erfor-

mance prediction. International Journal of Quantum Chem-

istry, 122(23):e26991:1–e26991:??, Decem b er 5, 2022. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Mosquera:2020:QEM

[MJRS20] Mart ´ ın A. Mosquera, Leigh ton O. Jones, Mark A. Rat-

ner, and George C. Sc hatz. Quan tum em b edding for ma-

terial c hemistry based on domain separation and op en sub-

systems. International Journal of Quantum Chemistry,

120(21):e26184:1–e26184:??, No v em b er 1, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mittal:2021:T AS

[MK21] Ankit Mittal and Rita Kakk ar. A theoretical assessmen t

of the structural and electronic features of some retro c hal-

cones. International Journal of Quantum Chemistry, 121

(24):e26797:1–e26797:??, Decem b er 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mk admh:2020:DCD

[Mk a20] Ahmed M. Mk admh. DFT and CIS(D) theoretical study on

the ground and excited states of p en tanitrogen cation. Inter-

national Journal of Quantum Chemistry, 120(23):e26393:1–

e26393:??, Decem b er 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Mirzaie-Khalilabadi:2021:INC

[MKD21] Elahe Mirzaie-Khalilabadi and Mary am Dehestani. In v es-

tigation of nonadiabatic coupling and diabatic electronic

p opulation dynamics on F

2

O

+

cation within m ulti reference

configuration in teraction calculations. International Journal

of Quantum Chemistry, 121(15):e26675:1–e26675:??, Au-

gust 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Ma jid:2021:DSS

[MKKA21] Ab dul Ma jid, Ha jra Kan w al, Salah Ud-Din Khan, and Ash-

faq Ahmad. A DFT study of structural and thermal prop er-

ties of 2D la y ers. International Journal of Quantum Chem-

istry, 121(11):e26625:1–e26625:??, June 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ma jid:2022:DFT

[MKKK22] Ab dul Ma jid, Ha jra Kan w al, Salah uddin Khan, and

Shauk at Khan. A densit y functional theory study of elec-

tronic prop erties of transition metals dop ed silicon carbide

monola y er. International Journal of Quantum Chemistry,

122(9):e26877:1–e26877:??, Ma y 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Melc hak o v a:2020:EEF

[MKM

+

20] Iuliia Melc hak o v a, Evgenia A. Ko v alev a, Natalia S. Mikhal-

ev a, F elix N. T omilin, Sergey G. Ov c hinnik o v, Alexander A.

Kuzub o v, and P aul Avramo v. External electric field ef-

fect on electronic prop erties and c harge transfer in CoI

2

/

NiI

2 spin terface. International Journal of Quantum Chem-

istry, 120(3):e26092:1–e26092:??, F ebruary 5, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ma jid:2022:EPS

[MKuAS

+

22] Ab dul Ma jid, Saba Kiran, Qurat ul Ain Sandh u, Salah ud-

din Khan, and Shauk at Khan. The effects of p olar solv en ts

on structural, electronic, and optical prop erties of organic

dy es. International Journal of Quantum Chemistry, 122(9):

e26876:1–e26876:??, Ma y 5, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Mondal:2020:AP A

[MM20] Rin tu Mondal and Debasis Mukhopadh y a y . On the as-

p ect of plane of app earance of Jahn–T eller and Renner–

T eller in tersections in tetra-atomic system- a case study with

HCNO

+

. International Journal of Quantum Chemistry, 120

(11):e26195:1–e26195:??, June 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mondal:2021:SNA

[MM21] Rin tu Mondal and Debasis Mukhopadh y a y . Study of non-

adiabatic in teractions among lo w-lying electronic states of

HeH

+

2 with its implication in its disso ciation in to v arious

sp ecies. International Journal of Quantum Chemistry, 121

(7):e26552:1–e26552:??, April 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

e26630:??, June 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Matulis:2020:A TP

[MRI20] Vitaly E. Matulis, Ek aterina G. Rago yja, and Oleg A.

Iv ashk evic h. Accurate theoretical prediction of optical prop-

erties of BODIPY dy es. International Journal of Quantum

Chemistry, 120(9):e26159:1–e26159:??, Ma y 5, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Manzo or:2022:CEM

[MSA22] Shazia Manzo or, Muhammad Kamran Siddiqui, and Sarfraz

Ahmad. Computation of en trop y measures for ph thalo cy a-

nines and p orph yrins dendrimers. International Journal of

Quantum Chemistry, 122(5):e26854:1–e26854:??, Marc h 05,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Mohammad-Salim:2021:MED

[MSAD

A21] Ha ydar A. Mohammad-Salim, Niv edita Ac harjee, Luis R.

Domingo, and Hassan H. Ab dallah. A molecular electron

densit y theory study for [3 + 2] cycloaddition reactions of

1-p yrroline-1-o xide with disubstituted acet ylenes leading to

bicyclic 4-iso xazolines. International Journal of Quantum

Chemistry, 121(5):e26503:1–e26503:??, Marc h 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Muhammed:2023:SDO

[MSCM23] Mufasila Mum thaz Muhammed, F adi Sibai, Ali J. Chamkha,

and Junais Hab eeb Mokk ath. Symmetry dep enden t optical

prop erties of zeolites: a quan tum mec hanical study

. Inter-

national Journal of Quantum Chemistry, 123(9):e27084:1–

e27084:??, Ma y 5, 2023. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Mosha y edi:2022:QMP

[MSI22] Shiv a Mosha y edi, F atemeh Shafiei, and T ahereh Momeni Is-

fahani. QSPR mo dels to predict quan tum c hemical prop er-

ties of imidazole deriv ativ es using genetic algorithm-m ultiple

linear regression and bac k-propagation-artificial neural net-

w ork. International Journal of Quantum Chemistry, 122

(24):e27003:1–e27003:??, Decem b er 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ma jid:2020:TDD

[MSKA20] Ab dul Ma jid, Mary am Sana, Salah Ud-Din Khan, and

Naeem Ahmad. Time-dep enden t densit y functional the-

ory in v estigations on structural mo dification in carbazole-

based organic photosensitizers to impro v e electron injec-

tion in dy e-sensitized solar cell. International Journal of

Quantum Chemistry, 120(15):e26253:1–e26253:??, August 5,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Ma jid:2021:FPSb

[MSKA21] Ab dul Ma jid, Mary am Sana, Salah Ud-Din Khan, and Ash-

faq Ahmad. A first-principles study on impro v emen t of pho-

toinjection in organic dy es. International Journal of Quan-

tum Chemistry, 121(9):e26596:1–e26596:??, Ma y 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ma:2020:TIS

[MSM

+

20] Nana Ma, Mengxiao Song, Qi Meng, Changgeng W ei, and

Guisheng Zhang. Theoretical insigh t in to the solv en t effect

on the stoic hiometric reduction of carb on yl comp ounds b y

ammonia b orane and N -meth yl amine b orane. International

Journal of Quantum Chemistry, 120(9):e26162:1–e26162:??,

Ma y 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Mukhopadh y a y a:2023:PSS

[MSO

A23] Aritra Mukhopadh y a y a, Munish Sharma, P eter M. Opp e-

neer, and Md. Ehesan Ali. Probing the spin states of tetra-

co ordinated iron(I I) p orph yrins b y their vibrational and pre

K-edge X-ra y absorption sp ectra. International Journal of

Quantum Chemistry, 123(18):e27174:1–e27174:??, Septem-

b er 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Manonmani:2020:HHP

[MSS20] Gunasek aran Manonmani, Lakshmanan Sandhiy a, and Kit-

tusam y Sen thilkumar. Hydrolysis of HNSO

2

: a p oten tial

route for atmospheric pro duction of H

2

SO

4 and NH

3

. Inter-

national Journal of Quantum Chemistry, 120(11):e26182:1–

e26182:??, June 5, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Mahato:2022:FRS

[MSS22] Dib y endu Mahato, Lalita Sharma, and Ra jesh Sriv asta v a.

F ully relativistic study on electron impact elastic scattering

from N q +

(q = 1—3), Na

+

, Ar q +

(q = 1—3, 7–8), and Xe q +

(q = 2–6, 8). International Journal of Quantum Chem-

istry, 122(1):e26815:1–e26815:??, Jan uary 5, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mubarak:2021:IPP

[MT21] Ahmad A. Mubarak and Saad T ariq. Influence of pressure on

piezo electric, p olarizing, and magnetic nature of SmF eO

3

:

A DFT study

. International Journal of Quantum Chem-

istry, 121(4):e26471:1–e26471:??, F ebruary 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Mubarak:2023:O A C

[MT23] A. A. Mubarak and Saad T ariq. The opto electronic ap-

plication of CsSnI

3 up on substitution with Pb: a DFT

approac h. International Journal of Quantum Chemistry,

123(16):e27133:1–e27133:??, August 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mubarak:2022:EEV

[MT A

+

22] A. A. Mubarak, Saad T ariq, B. O. Alsobhi, F arida Hamioud,

and Ay ash O. Alrashdi. Elucidating the effect of V

x dop ed

LaF e

1−x

O

3 for adv anced optical, spin tronic, and thermo-

electric devices. International Journal of Quantum Chem-

istry, 122(5):e26850:1–e26850:??, Marc h 05, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Medeiros:2023:FPS

[MVF

+

23] Renato Medeiros, Clo doaldo V alv erde, Md. Sera jul Haque

F aizi, Asif Jamal, and F rancisco A. P

. Os´ orio. A first prin-

ciples study of nonlinear optical prop erties of a quinoline

deriv ativ e. International Journal of Quantum Chemistry,

123(7):e27066:1–e27066:??, April 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Marjollet:2021:SSC

[MW21] Adrien Marjollet and Ralph W elsc h. State-selectiv e cross

sections from ring p olymer molecular dynamics. Inter-

national Journal of Quantum Chemistry, 121(3):e26447:1–

e26447:??, F ebruary 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Mendoza-Wilson:2020:IBP

[MWBQ20] Ana M. Mendoza-Wilson and Ren ´ e R. Balandr´ an-Quin tana.

In teractions b et w een pro cy anidin oligomers and the activ e

form of matrix metalloproteinase-7: a theoretical insigh t.

International Journal of Quantum Chemistry, 120(19):

e26349:1–e26349:??, Octob er 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Meng:2021:TDB

[MW C

+

21] Jingw ei Meng, Chenglong W ang, Mingh ua Cheng, Sh uhai

Zhang, Ruijun Gou, Y ahong Chen, and Y ang Li. The ther-

mal decomp osition b eha vior of the TNT-RD

X-Al explosiv e

b y molecular kinetic sim ulation. International Journal of

Quantum Chemistry, 121(11):e26635:1–e26635:??, June 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Meelua:2023:MR O

[MW CJ23] Wijitra Meelua, T anc hanok W anjai, T atiy a Chokbunpiam,

and Jitra yut Jitonnom. Mec hanism of ring-op ening p oly-

merization of l -lactide b y lan thanide arylo xide: a theoreti-

cal study on the effect of the arylo xide ligands on the pro-

cess. International Journal of Quantum Chemistry, 123(16):

e27134:1–e27134:??, August 15, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mazumder:2023:SEN

[MYS23] Lakh y a J. Mazumder, F arnaz Y ashmin, and P ank az K.

Sharma. In-silico exploration of noble gas dimer enforced b y

nonco v alen t in teraction. International Journal of Quantum

Chemistry, 123(2):e27018:1–e27018:??, Jan uary 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Moghadam:2021:PNR

[MZ21] Mary am Manafi Moghadam and Mehdi Zamani. P erfor-

mance of NO

2

-ric h m ultifunctionalized C

60 deriv ativ es

as new high-energy-densit y nanomaterials. International

Journal of Quantum Chemistry, 121(5):e26504:1–e26504:??,

Marc h 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Mec heri:2023:TBL

[MZ23] Sabri Mec heri and Bac hir Zouc houne. T erminal and bridg-

ing ligand effects on M(I)–M(I) m ultiple b onding: a DFT

in v estigation of the co ordination in (X)[M

2

Cl]L

2 complexes

(M = Cr, F e, L = CO, PEt

3

, X = Cl, allyl, Cp, and in-

den yl). International Journal of Quantum Chemistry, 123

(10):e27089:1–e27089:??, Ma y 15, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ma:2020:ASC

[MZD

+

20] Di Ma, Jing Zhang, Y axin Di, Jianfeng W ang, Shaok ang

Guan, and T ao Zhang. A tomic structure of Co

92−x

B

x

T a

8

glassy allo ys studied b y ab initio molecular dynamics sim-

ulations. International Journal of Quantum Chemistry,

120(23):e26406:1–e26406:??, Decem b er 5, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Mao:2021:AAB

[MZF21] Xiaotong Mao, Lin Zh u, and Aiping F u. Arsenene, an ti-

monene and bism uthene as anc horing materials for lithium-

sulfur batteries: a computational study

. International Jour-

nal of Quantum Chemistry, 121(14):e26661:1–e26661:??,

July 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Mosy agin:2020:GRE

[MZT20] Nik olai S. Mosy agin, Andrei V. Zaitsevskii, and Anatoly V.

Tito v. Generalized relativistic effectiv e core p oten tials for

sup erhea vy elemen ts. International Journal of Quantum

Chemistry, 120(2):e26076:1–e26076:??, Jan uary 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ma:2021:BPC

[MZXL21] F enfen Ma, Xiao y an Zheng, Jing Xie, and Zesheng Li. Bind-

ing prop erties of cucurbit[7]uril to neutral and protonated

amino acids: a theoretical study

. International Journal of

Quantum Chemistry, 121(5):e26491:1–e26491:??, Marc h 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Nascimen to:2021:CFI

[NA CP21] Jo~ ao P

. G. Nascimen to, V anderley Aguiar, Raim undo N.

Costa Filho, and Jo~ ao Milton P ereira, Jr. Commen t on

“Fisher information of a v ector p oten tial for time-dep enden t

F ein b erg–Horo dec ki equation”. International Journal of

Quantum Chemistry, 121(12):e26629:1–e26629:??, June 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic). See [OO21a, OO21b ].

Nagan:2020:UL W

[Nag20a] Maria C. Nagan. Using a lab wiki for longevit y and

kno wledge transfer in undergraduate researc h. Interna-

tional Journal of Quantum Chemistry, 120(20):e26262:1–

e26262:??, Octob er 15, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Nagy:2020:RIE

[Nag20b]

´

Agnes Nagy

. Relativ e information in excited-state orbital-

free densit y functional theory

. International Journal of

Quantum Chemistry, 120(23):e26405:1–e26405:??, Decem-

b er 5, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Nagy:2022:FID

[Nag22]

´

Agnes Nagy

. Fisher information and densit y functional the-

ory . International Journal of Quantum Chemistry, 122(8):

e26679:1–e26679:??, April 15, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Nanni:2023:DR C

[Nan23] Luca Nanni. A discussion on the relativistic corrections

of the electronic structures of m ulti-electron atoms. Inter-

national Journal of Quantum Chemistry, 123(19):e27182:1–

e27182:??, Octob er 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Nath:2022:IAR

[Nat22] Debra j Nath. An in tro duction to analysis of R ´ en yi com-

plexit y ratio of quan tum states for cen tral p oten tial. Inter-

national Journal of Quantum Chemistry, 122(1):e26816:1–

e26816:??, Jan uary 5, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Nader:2022:UCA

[NdVVT22] Daniel Julian Nader, Juan Carlos del V alle, Juan Car-

los Lop ez Vieyra, and Alexander V. T urbiner. Ultra-

compact accurate w a v e functions for He-lik e and Li-lik e

iso-electronic sequences and v ariational calculus: I I I. Spin-

quartet state (1s2s3s) of the lithium sequence. International

Journal of Quantum Chemistry, 123(8):e26952:1–e26952:??,

Septem b er 5, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Nak ata:2020:AFS

[NF20] Hiro y a Nak ata and Dmitri G. F edoro v. Analytic first and

second deriv ativ es of the energy in the fragmen t molecular

orbital metho d com bined with molecular mec hanics. Inter-

national Journal of Quantum Chemistry, 120(24):e26414:1–

e26414:??, Decem b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Nabi:2020:EVM

[NG20] Musk an Nabi and Dinesh C. Gupta. Effect of v ariation of

metal and non-metal elemen ts on v arious prop erties of rare-

earth-based in v erse p ero vskites Gd

3

XY (X = Ga, In and Y

= B, N). International Journal of Quantum Chemistry, 120

(12):e26197:1–e26197:??, June 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Nguy en:2022:ESA

[NHH22] Duy Khanh Nguy en, Duc-Quang Hoang, and D. M. Hoat.

Exploring the sensing abilit y of B- and Si-dop ed WS

2 mono-

la y er to w ard CO and NO gas. International Journal of

Quantum Chemistry, 122(15):e26916:1–e26916:??, August 5,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic). See commen t [TdV21 ].

Oner:2021:R CE

[

¨

O ¸ C

¨

O21] Alara

¨

Oner and Nihan ¸

Celebi-

¨

Ol¸ c ¨ um. Rapid computational

ev aluation of small-molecule h ydrolase mimics for preorga-

nized H-b ond net w orks. International Journal of Quantum

Chemistry, 121(2):e26423:1–e26423:??, Jan uary 15, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

On:2022:FPI

[OGSPP

+

22] V o V an On, J. Guerrero-Sanc hez, R. P once-P ´ erez, J. F.

Riv as-Silv a, Gregorio H. Co coletzi, and D. M. Hoat. First-

principles in v estigation of the (HfSe

2

)

4−n

-(HfSSe)

n

(n =

0, 1, 2, 3, 4) lateral heterostructures. International Journal

of Quantum Chemistry, 122(6):e26857:1–e26857:??, Marc h

15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Olejniczak:2020:TD A

[OGT20] Ma lgorzata Olejniczak, Andr ´ e Sev ero P ereira Gomes, and

Julien Tiern y . A T op ological Data Analysis p ersp ectiv e on

nonco v alen t in teractions in relativistic calculations. Inter-

national Journal of Quantum Chemistry, 120(8):e26133:1–

e26133:??, April 15, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Ov c hinnik o v:2022:DFT

[OKK

+

22] Mikhail Y ur’evic h Ov c hinnik o v, Elena Vladimiro vna Kuzmina,

Elena Vladimiro vna Karasev a, Sergey Leonido vic h Kh ursan,

and Vladimir Sergeevic h Kolosnitsyn. Densit y functional

theory mo del of Li-S electro c hemical system with explicit

solv ation of lithium p olysulfides b y sulfolane. International

Journal of Quantum Chemistry, 124(1):e26985:1–e26985:??,

No v em b er 15, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Olendski:2020:R TE

[Ole20] Oleg Olendski. R ´ en yi and Tsallis en tropies of the Diric h-

let and Neumann one-dimensional quan tum w ells. Inter-

national Journal of Quantum Chemistry, 120(12):e26220:1–

e26220:??, June 15, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Olendski:2021:CAI

[Ole21] O. Olendski. Comparativ e analysis of information measures

of the Diric hlet and Neumann t w o-dimensional quan tum

dots. International Journal of Quantum Chemistry, 121(4):

e26455:1–e26455:??, F ebruary 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ouadah:2021:TQA

[OMA21] Ouahiba Ouadah, Ghouti Merad, and Ha y et Si Ab delk ader.

Theoretic quan tum analysis of mec hanical and electronic

prop erties of TiAl-M (M = Mo, W, Cu and Zn). Inter-

national Journal of Quantum Chemistry, 121(9):e26590:1–

e26590:??, Ma y 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

On:2021:PEE

[ONH

+

21] V o V an On, Duy Khanh Nguy en, D. M. Hoat, R. P once-

P ´ erez, J. F. Riv as-Silv a, and Gregorio H. Co coletzi. Pres-

sure effects on the electronic, magnetic, thermo electric,

and thermo dynamic prop erties of Mn

2

CoSi half-metallic

comp ound. International Journal of Quantum Chemistry,

121(4):e26445:1–e26445:??, F ebruary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Onate:2021:FIV

[OO21a] Clemen t A. Onate and Mic hael C. On y ea ju. Fisher infor-

mation of a v ector p oten tial for time-dep enden t F ein b erg–

Horo dec ki equation. International Journal of Quantum

Chemistry, 121(6):e26543:1–e26543:??, Marc h 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic). See commen t [NA

CP21] and reply [OO21b ].

Onate:2021:R CF

[OO21b] Clemen t A. Onate and Mic hael C. On y ea ju. Reply to the

commen t on “Fisher information of a v ector p oten tial for

time-dep enden t F ein b erg–Horo dec ki”. International Jour-

nal of Quantum Chemistry, 121(12):e26629:1–e26629:??,

June 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic). See [OO21a].

Oliv eira:2021:LRI

[OR21] Jo~ ao P

. C. Oliv eira and Rob erto Riv elino. Linear resp onse

of the indirect J -coupling alternation to the energy gap of

increasing π -conjugated oligomers. International Journal of

Quantum Chemistry, 121(4):e26474:1–e26474:??, F ebruary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Oliv eira:2020:QMM

[ORL

+

20a] Marisa C. Oliv eira, Renan A. P

. Rib eiro, Elson Longo,

Mauricio R. D. Bomio, and Sergio R. de L´ azaro. Quan tum

mec hanical mo deling of Zn-based spinel o xides: Assessing

the structural, vibrational, and electronic prop erties. Inter-

national Journal of Quantum Chemistry, 120(22):e26368:1–

e26368:??, No v em b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Oliv eira:2020:TDP

[ORL

+

20b] Marisa C. Oliv eira, Renan A. P

. Rib eiro, Elson Longo,

Maur ´ ıcio R. D. Bomio, F abiana V. Motta, and Sergio R.

de Lazaro. T emp erature dep endence on phase ev olution

in the BaTiO

3 p olyt yp es studied using ab initio calcula-

tions. International Journal of Quantum Chemistry, 120

(1):e26054:1–e26054:??, Jan uary 1, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

P erezP az:2023:SAS

[P´23] Alejandro P ´ erez P az. A simple appro ximate solution for the

ion. International Journal of Quantum Chemistry, 123(2):

e27015:1–e27015:??, Jan uary 15, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

P an:2020:FPI

[P an20] Y ong P an. First-principles in v estigation of structural, elec-

tronic, and optical prop erties of transition metal-dop ed

C40 CrSi

2

. International Journal of Quantum Chemistry,

120(22):e26401:1–e26401:??, No v em b er 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

P an:2022:NIS

[P an22] Y ong P an. New insigh t in to the structural, mec hanical,

electronic, and thermo dynamic prop erties of the mono clinic

TMAl

3

-t yp e aluminides. International Journal of Quantum

Chemistry, 122(2):e26825:1–e26825:??, Jan uary 15, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

P ac hori:2021:MSH

[P AS

+

21] Sanja y P ac hori, Rohit Agarw al, Ak ash Sh ukla, Upasana

Rani, and Aja y Singh V erma. Mec hanically stable with

highly absorptiv e formamidinium lead halide p ero vskites

[HC(NH

2

)

2

PbX

3

; X = Br, Cl]: Recen t adv ances and p er-

sp ectiv es. International Journal of Quantum Chemistry, 121

(15):e26671:1–e26671:??, August 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

P andey:2021:ISA

[P ASS21] Chhama P andey

, Gulzar Ahmed, Ramesh Sharma, and

Y amini Sharma. Ab initio study of anisotropic prop erties in

isomorphic TiX

2

(X = S, Se, T e). International Journal of

Quantum Chemistry, 121(8):e26575:1–e26575:??, April 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

P arv een:2023:QA T

[PB23] S. Thilsath P arv een and B. J. Balam urugan. QSPR anal-

ysis through graph mo dels for predicting ADMET prop-

erties of an tifungal drugs to treat fungal diseases. Inter-

national Journal of Quantum Chemistry, 123(22):e27211:1–

e27211:??, No v em b er 15, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

P o ddar:2022:LMO

[PC22] Arpita P o ddar and Pratim Kumar Chattara j. Li

4

EPc: a

metallo-organic electride comprising metal-nitrogen b onds.

International Journal of Quantum Chemistry, 122(6):

e26856:1–e26856:??, Marc h 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Piedras:2023:CDF

[PCEA

G23] Alejandro Piedras, Ja vier Carmona-Esp ´ ındola, Rub ´ en Ar-

ro y o, and Jos ´ e L. G´ azquez. A conceptual densit y func-

tional theory approac h to substituen t effects in fluorescence

pro cesses: the case of naph thalimide deriv ativ es. Interna-

tional Journal of Quantum Chemistry, 123(18):e27076:1–

e27076:??, Septem b er 15, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

P enotti:2020:NCB

[PCKP20] F abio E. P enotti, Da vid L. Co op er, P eter B. Karadak o v,

and Rob ert P onec. Nature of the c hemical b onding in D

3h

[MH

3

M]

+

cations (M = Be, Mg). International Journal of

Quantum Chemistry, 120(11):e26183:1–e26183:??, June 5,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

P etro v:2022:PIM

[PD22] Alexander I. P etro v and Ily a D. Dergac hev. Platin um(I I)-

mediated disulfide/thiolate in tercon v ersion in organic disul-

fides: Densit y functional theory thermo dynamic study .

International Journal of Quantum Chemistry, 122(5):

e26849:1–e26849:??, Marc h 05, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

P ev erati:2021:FED

[P ev21] Rob erto P ev erati. Fitting elephan ts in the densit y function-

als zo o: Statistical criteria for the ev aluation of densit y func-

tional theory metho ds as a suitable replacemen t for coun t-

ing parameters. International Journal of Quantum Chem-

istry, 121(1):e26379:1–e26379:??, Jan uary 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

P ablo-Garcia:2021:TCI

[PG

´

AML21] Sergio P ablo-Garc ´ ıa, Moises

´

Alv arez-Moreno, and N ´ uria

L´ op ez. T urning c hemistry in to information for heteroge-

neous catalysis. International Journal of Quantum Chem-

istry, 121(1):e26382:1–e26382:??, Jan uary 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

P aredes-Gil:2020:IRD

[PGPHAPM20] Katherine P aredes-Gil, Da y´ an P´ aez-Hern´ andez, Ramiro

Arratia-P ´ erez, and F ernando Mendiz´ abal. Insigh ts in to

the role of D–A–π –A t yp e pro-aromatic organic dy es

with thieno[3,4-b]p yrazine as A acceptor group in to dy e-

sensitized solar-cells. A TD-DFT/p erio dic DFT study .

International Journal of Quantum Chemistry, 120(5):

e26108:1–e26108:??, Marc h 1, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

P ena:2020:ABS

[PGR

OM20] Jos ´ e J. P e ~ na, Jes ´ us Garc ´ ıa-Ra v elo, Gerardo Ov ando, and

Jes ´ us Morales. Appro ximate l -b ound state solutions of q -

deformed exp onen tial-t yp e p oten tials. International Journal

of Quantum Chemistry, 120(11):e26189:1–e26189:??, June 5,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

P akra v esh:2021:MET

[PIA21] F aezeh P akra v esh, Mohammad Izady ar, and F oro ogh

Ark an. Molecular engineering of triphen ylamine-based

metal-free organic dy es for dy e-sensitized solar cells. Inter-

national Journal of Quantum Chemistry, 121(10):e26620:1–

e26620:??, Ma y 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

P an:2020:IHP

[PJ20a] Y ong P an and Y anlin Jia. The influence of high pressure

on the structural stabilit y , Vic k ers hardness and mec hani-

cal prop erties of Re and Ru do decab orides. International

Journal of Quantum Chemistry, 120(6):e26130:1–e26130:??,

Marc h 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

P erez-Jorda:2020:IEP

[PJ20b] Jos ´ e M. P ´ erez-Jord´ a. In v erting the external-p oten tial-to-

electron densit y map in systems of electrons b y minimization

of a least-squares fit functional for analytic p oten tials. Inter-

national Journal of Quantum Chemistry, 120(1):e26052:1–

e26052:??, Jan uary 1, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

P audel:2020:HMM

[PKBZ20] Ramesh P audel, Gopi Chandra Kaphle, Mohammed Ba-

touc he, and Jingc h uan Zh u. Half-metallicit y , magnetism,

mec hanical, thermal, and phonon prop erties of F eCrT e

and F eCrSe half-Heusler allo ys under pressure. Interna-

tional Journal of Quantum Chemistry, 120(24):e26417:1–

e26417:??, Decem b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

P an:2020:IAE

[PL20] Y ong P an and Y uanh ua Lin. Influence of allo ying ele-

men ts on the mec hanical and thermo dynamic prop erties of

ZrB

12 ceramics from first-principles calculations. Interna-

tional Journal of Quantum Chemistry, 120(12):e26217:1–

e26217:??, June 15, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Phillips:2020:SEP

[PL T

+

20] James A. Phillips, Anna R. Ley , P atric k W. T reacy

, Ben-

jamin M. W ahl, Brittan y C. Zehner, Kelling J. Donald,

and Sam uel Gillespie. Structural and energetic prop erties of

RMX

3

-NH

3 complexes. International Journal of Quantum

Chemistry, 120(20):e26383:1–e26383:??, Octob er 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

P eng:2022:GSP

[PLZT22] Xiao P eng, Dongsheng Liu, F eng Zhao, and Chao T ang.

Gas sensing prop erties of Mg-dop ed graphene for H

2

S, SO

2

,

SOF

2

, and SO

2

F

2 based on DFT. International Journal of

Quantum Chemistry, 124(1):e26989:1–e26989:??, No v em b er

15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

P atra:2020:AHC

[PM20] Shan ti G. P atra and Nilangsh u Mandal. Aromaticit y of

N -hetero cyclic carb ene and its analogues: Magnetically

induced ring curren t p ersp ectiv e. International Journal

of Quantum Chemistry, 120(9):e26152:1–e26152:??, Ma y 5,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

P edersen:2022:WEL

[PM22] Jacob P edersen and Kurt V. Mikk elsen. W orking equation

of linear resp onse time-dep enden t densit y functional theory:

First-order p olarization propagator appro ximation. Inter-

national Journal of Quantum Chemistry, 122(11):e26891:1–

e26891:??, June 5, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

e26685:??, August 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

P arsazadeh:2020:DNO

[PVR20] Hasib eh P arsazadeh, Y ounes V aladb eigi, and Morteza

Rouhani. Design of new organic sup eracids with fused and

isolated p yrrole and cyclop en tadiene rings and assessmen t of

effect of -BX

2

(X = H, F, Cl, CN) substituen ts on the acid-

it y enhancemen t: a DFT analysis. International Journal of

Quantum Chemistry, 120(8):e26144:1–e26144:??, April 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

P atel:2020:LES

[PZGH

+

20] Megha P atel, Jia yun Zhong, Konrad S. Gomez-Haibac h,

Maria A. Gomez, and Graham King. Lo w-energy

Sr

2

MSbO

5.5

(M = Ca and Sr) structures sho w significan t

distortions near o xygen v acancies. International Journal

of Quantum Chemistry, 120(20):e26356:1–e26356:??, Octo-

b er 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Qu:2022:EBP

[QDC

+

22] Y ongfeng Qu, Jijun Ding, Haixia Chen, W en b o Hu, and

Huiqing F an. The effect of b oth Pt decoration and the

defects on the adsorption of graphene for SO

2

. Interna-

tional Journal of Quantum Chemistry, 122(11):e26888:1–

e26888:??, June 5, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Qin:2023:R CH

[QDJY23] Dan Qin, Lu Dong, Xue Jiang, and Lijun Y ang. Regios-

electivit y of C–H activ ation in cyto c hrome P450-catalyzed

in tramolecular cyclization of alkylamine comp ounds. Inter-

national Journal of Quantum Chemistry, 123(20):e27193:1–

e27193:??, Octob er 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Quin tal:2021:AIA

[QDOC

+

21] Alan Quin tal, Eugenia Dzib, Filib erto Ort ´ ız-Chi, P ablo

Jaque, Alb eiro Restrep o, and Gabriel Merino. Automating

the IR

C-Analysis within Eyringp y. International Journal of

Quantum Chemistry, 121(16):e26684:1–e26684:??, August

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Quattro cio cc hi:2021:MVD

[QdOdMC

+

21] Daniel G. S. Quattro cio cc hi, An tonio Rafael de Oliv eira,

Jos ´ e W alkimar de Mesquita Carneiro, Carlos Murilo Romero

Ro c ha, and An t´ onio J. C. V arandas. MP2 v ersus densit y

functional theory calculations in CO

2

-sequestration reac-

tions with anions: Basis set extrap olation and solv en t ef-

fects. International Journal of Quantum Chemistry, 121(8):

e26583:1–e26583:??, April 15, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Qa yyum:2023:ORP

[QF A

+

23] A. Qa yyum, K. F aro o q, Hazrat Ali, H. M. No or ul Huda

Khan Asghar, and Zaheer Abbas Gilani. Optical resp onse

of p osition dep enden t h ybrid optomec hanical system. Inter-

national Journal of Quantum Chemistry, 123(17):e27144:1–

e27144:??, Septem b er 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Qi:2023:TCN

[QLGZ23] Zhibin Qi, Y ong Lu, Ruijun Gou, and Sh uhai Zhang. Theo-

retical calculation of nitro-1-(2,4,6-trinitrophen yl)-1H-azoles

energetic comp ounds. International Journal of Quantum

Chemistry, 123(2):e27012:1–e27012:??, Jan uary 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Quin tana:2020:NMI

[QOM

+

20] Constanza G. Quin tana, F ernanda Oca y o, Raul Gua jardo

Maturana, John J. Hurtado, and Alv aro Mu ~ noz-Castro. Na-

ture of mercury inclusion in in termediate 6-v alence elec-

tron [M@Au

8

Hg

x

(PPh

3

)

8

] n+

(M = Au, Pd, Pt; x = 0–2)

protected gold sup eratoms: Insigh ts from relativistic den-

sit y functional theory calculations. International Journal

of Quantum Chemistry, 120(2):e26068:1–e26068:??, Jan uary

15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Qasim:2023:TIE

[QSZ23] Muhammad Qasim, Hani Shak er, and Mian Muhammad

Zobair. T op ological indices and en trop y of t wisted cylinder-

nonorien table hexagonal Mobius strip. International Jour-

nal of Quantum Chemistry, 123(15):e27127:1–e27127:??,

August 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Raza:2020:BZI

[RA20] Zahid Raza and Akbar Ali. Bounds on the Zagreb indices

for molecular (n, m)-graphs. International Journal of Quan-

tum Chemistry, 120(18):e26333:1–e26333:??, Septem b er 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Rac hed:2021:PNQ

[Rac21] Habib Rac hed. Prediction of a new quaternary Heusler al-

lo y within a go o d electrical resp onse at high temp erature

for spin tronics applications: DFT calculations. Interna-

tional Journal of Quantum Chemistry, 121(12):e26647:1–

e26647:??, June 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Radenk o vic:2021:MA C

[Rad21] Sla vk o Radenk o vi ´ c. A metho d for analyzing the cyclic elec-

tron delo calization in teraction b et w een differen t rings in

p olycyclic molecules. International Journal of Quantum

Chemistry, 121(9):e26597:1–e26597:??, Ma y 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ramasanoff:2023:TSC

[Ram23] Ruslan R. Ramasanoff. Thermo dynamic stabilit y of cyto-

sine tetramers mediated b y partially reduced silv er trimers:

QM/ MM free energy analysis. International Journal of

Quantum Chemistry, 123(20):e27195:1–e27195:??, Octob er

15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Redzep o vic:2023:PTI

[R

–

DB

+

23] Izudin Redzep o vi ´ c, Sladana

–

Dordevi ´ c, Simon Brezo vnik,

Nik o T ratnik, P etra Zigert Pletersek, Boris F urtula, and

Sla vk o Radenk o vi ´ c. P artition of top ological indices of

b enzenoid h ydro carb ons in to ring con tributions. Interna-

tional Journal of Quantum Chemistry, 123(12):e27108:1–

e27108:??, June 15, 2023. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Rani:2021:AIL

[RBJ21] Babita Rani, Vladimir Bubanja, and Vija y K. Jindal.

A tomistic insigh ts in to lithium adsorption and migration

on phosphorus-dop ed graphene. International Journal of

Quantum Chemistry, 121(14):e26659:1–e26659:??, July 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Rani:2023:DFT

[RBJ23] Babita Rani, Vladimir Bubanja, and Vija y K. Jindal. Den-

sit y functional theory study of the enhancemen t of quan-

tum capacitance of graphene b y phosphorous doping. Inter-

national Journal of Quantum Chemistry, 123(6):e27052:1–

e27052:??, Marc h 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Rossi:2021:CIV

[RBSW21a] Alessandro Rossi, P aul G. Bait y , V era M. Sc h¨ afer, and Mar-

tin W eides. Co v er image, v olume 121, issue 14. Interna-

tional Journal of Quantum Chemistry, 121(14):e26306:1–

e26306:??, July 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Rossi:2021:QCH

[RBSW21b] Alessandro Rossi, P aul G. Bait y , V era M. Sc h¨ afer, and

Martin W eides. Quan tum computing hardw are in the

cloud: Should a computational c hemist care? Interna-

tional Journal of Quantum Chemistry, 121(14):e26688:1–

e26688:??, July 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Rossi:2020:RDU

[R C20] Kevin Rossi and James Cum b y . Represen tations and de-

scriptors unifying the study of molecular and bulk sys-

tems. International Journal of Quantum Chemistry, 120

(8):e26151:1–e26151:??, April 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Rac hed:2022:CCI

[R CM

+

22] Y oucef Rac hed, Messaoud Caid, Mostefa Merab et, Salahed-

dine Benalia, Habib Rac hed, Lakhdar Djoudi, Mohamed

Mokh tari, and Djamel Rac hed. A comprehensiv e compu-

tational in v estigations on the ph ysical prop erties of TiXSb

(X: Ru, Pt) half-Heusler allo ys and Ti

2

RuPtSb

2 double

half-Heusler. International Journal of Quantum Chemistry,

122(9):e26875:1–e26875:??, Ma y 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ro drigues:2021:ITE

[RDMF21] Nailton Martins Ro drigues, Jos ´ e Diogo Lisb oa Dutra, Jo~ ao

B. L. Martins, and Ricardo Oliv eira F reire. IRMOF-8:

Theoretical ev aluation of alumin um doping on h ydrogen,

methane, and h ydrogen sulfide adsorption. International

Journal of Quantum Chemistry, 121(5):e26510:1–e26510:??,

Marc h 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Ryzhk o v:2021:FPS

[RED21] Mikhail V. Ryzhk o v, Andrei N. En y ashin, and Bernard Del-

ley . First-principles study on the plutonium ions in terac-

tion with diamide molecules in acid solutions. Interna-

tional Journal of Quantum Chemistry, 121(16):e26681:1–

e26681:??, August 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Repa:2023:CEP

[RF23] Gil M. Repa and Lisa A. F redin. Capturing exp erimen-

tal prop erties in computationally efficien t faceted titania

nanoparticle mo dels. International Journal of Quantum

Chemistry, 123(7):e27062:1–e27062:??, April 5, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ramanan toanina:2020:TIM

[R G20] Harry Ramanan toanina and Ma ja Gruden. Theoretical in-

sigh t in to the magnetic circular dic hroism of uranium N

6,7

-

edge X-ra y absorption. International Journal of Quantum

Chemistry, 120(3):e26081:1–e26081:??, F ebruary 5, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Reina:2023:CDR

[R GLG23] Miguel Reina, Eduardo Gabriel Guzm´ an-L´ op ez, and An-

nia Galano. Computational design of rasagiline deriv ativ es:

Searc hing for enhanced an tio xidan t capabilit y . International

Journal of Quantum Chemistry, 123(2):e27011:1–e27011:??,

Jan uary 15, 2023. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Rabaa:2023:MIB

[R GS23] Hassan Raba^ a, Andriy Grafo v, and Dage Sundholm. Mo del-

ing in teractions b et w een trypanothione and an timon y-o xide

clusters. International Journal of Quantum Chemistry, 123

(6):e27056:1–e27056:??, Marc h 15, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ren:2021:ETM

[RHS

+

21] Y uehong Ren, Qingzhen Han, Qiaozhi Su, Jie Y ang, Y ue-

hong Zhao, Hao W en, and Zhaotan Jiang. Effects of 4d

transition metals doping on the photo catalytic activities

of anatase TiO

2

(101) surface. International Journal of

Quantum Chemistry, 121(16):e26683:1–e26683:??, August

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Ranjbakhsh:2020:PDG

[RINHY20] Elnaz Ranjbakhsh, Mohammad Izady ar, Ali Nakhaeip our,

and Aziz Habibi-Y ang jeh. P-dop ed g-C

3

N

4 as an efficien t

photo catalyst for CO

2 con v ersion in to v alue-added mate-

rials: a join t exp erimen tal and theoretical study

. Inter-

national Journal of Quantum Chemistry, 120(23):e26388:1–

e26388:??, Decem b er 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Ryzhik o v:2021:PES

[RK21] Maxim R. Ryzhik o v and Sv etlana G. Kozlo v a. P oten tial en-

ergy surface and band gap landscap e of molyb den um and ti-

tanium disulfides. International Journal of Quantum Chem-

istry, 121(23):e26803:1–e26803:??, Decem b er 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Rani:2021:ETP

[RKA

+

21] Upasana Rani, P eeyush Kumar Kamlesh, Rohit Agar-

w al, Jy oti Kumari, and Aja y Singh V erma. Electronic

and thermo-ph ysical prop erties of double an tip ero vskites

X

6

SO A

2

(X = Na, K and A = Cl, Br, I): a non-to xic and

efficien t energy storage materials. International Journal of

Quantum Chemistry, 121(19):e26759:1–e26759:??, Octob er

5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Romano v a:2021:IMD

[RK G21] Ksenia Romano v a, Alena Kremlev a, and Y uriy Galy amet-

dino v. Ab initio molecular dynamics study of the struc-

ture and supramolecular organization in mesogenic lan-

than um(I I I) complexes with β -dik etones and Lewis bases.

International Journal of Quantum Chemistry, 121(7):

e26569:1–e26569:??, April 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Ricard:2020:EGT

[RKI20] Timoth y C. Ricard, An up Kumar, and Sriniv asan S. Iy en-

gar. Em b edded, graph-theoretically defined man y-b o dy ap-

pro ximations for w a v efunction-in-DFT and DFT-in-DFT:

Applications to gas- and condensed-phase ab initio molec-

ular dynamics, and p oten tial surfaces for quan tum n u-

clear effects. International Journal of Quantum Chemistry,

120(21):e26244:1–e26244:??, No v em b er 1, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ramzan:2022:MLA

[RKK

+

22] Ismaeel Ramzan, Jas Kala y an, Linghan Kong, Ric hard A.

Bryce, and Neil A. Burton. Mac hine learning of atomic

forces from quan tum mec hanics: an approac h based on pair-

wise in teratomic forces. International Journal of Quantum

Chemistry, 122(21):e26984:1–e26984:??, No v em b er 5, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Roumili:2023:PCP

[RMB

+

23] M. A. Roumili, S. Mah tout, K. Baddari, M. Lasmi, and

F. Rabilloud. Phosphorus, cobalt-phosphorus, and nic k el-

phosphorus clusters: Gro wth b eha vior, electronic, and mag-

Reinhardt:2021:SD A

[RPT21b] P eter Reinhardt, Ily a P op o v, and Andrei L. Tc hougr ´ eeff.

Spatial distribution of atomic electronic densit y for el-

emen ts 1–54 as coming from a Hartree–F o c k treatmen t

within the minim um atomic parameters paradigm. Inter-

national Journal of Quantum Chemistry, 121(17):e26690:1–

e26690:??, Septem b er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Ro drigues:2021:NBR

[RR21] Gabriel L. Silv a Ro drigues and Willian R. Ro c ha. Na-

ture of the b ond, reduction p oten tial, and solv ation prop-

erties of ruthenium nitrosyl complexes of the t yp e trans-

[Ru(NH

3

)

4

(L)(NO)]

2+/3+

and [Ru(salen)(L)(NO)]

2+/3+

in

differen t c harge and spin states. International Journal of

Quantum Chemistry, 121(4):e26476:1–e26476:??, F ebruary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Renai:2023:CDB

[RR23] P

. Noah An ton y Daniel Renai and S. Ro y . On computa-

tion of degree based en trop y measures for terp yridine com-

plex nanosheet. International Journal of Quantum Chem-

istry, 123(20):e27190:1–e27190:??, Octob er 15, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Radenk o vic:2022:R VE

[RRD

+

22] Sla vk o Radenk o vi ´ c, Izudin Redzep o vi ´ c, Sladana Dordevi ´ c,

Boris F urtula, Nik o T ratnik, and P etra Zigert Pletersek. Re-

lating vibrational energy with Kekul ´ e- and Clar-structure-

based parameters. International Journal of Quantum Chem-

istry, 122(7):e26867:1–e26867:??, April 5, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Rada:2021:GPC

[RRS21] Juan Rada, Jos ´ e M. Ro dr ´ ıguez, and Jos ´ e M. Sigarreta. Geo-

metric prop erties of c hemical graphs. International Journal

of Quantum Chemistry, 121(23):e26798:1–e26798:??, De-

cem b er 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Rohloff:2022:CNM

[RRSF22] Erik Rohloff, Dominik A. Rudolph, Onno Strolk a, and Ir-

mgard F rank. Classical n uclear motion: Do es it fail to

explain reactions and sp ectra in certain cases? Interna-

tional Journal of Quantum Chemistry, 122(12):e26902:1–

e26902:??, June 15, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Rahimi:2021:LD A

[RS21] Rezv an Rahimi and Mohammad Solimannejad. Li-decorated

Al

2

C monola y er as a p oten tial template for h ydrogen stor-

age: a first-principles p ersp ectiv e. International Journal of

Quantum Chemistry, 121(6):e26528:1–e26528:??, Marc h 15,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Rahimi:2023:HEH

[RS23] Rezv an Rahimi and Mohammad Solimannejad. Highly effi-

cien t H

2

S capture using p en tagonal B

2

C monola y er: a p eri-

o dic DFT study

. International Journal of Quantum Chem-

istry, 123(20):e27196:1–e27196:??, Octob er 15, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Rastegar-Sedehi:2020:MEA

[RSBK20] Hamid-Reza Rastegar-Sedehi, Tim Byrnes, and Reza Khor-

dad. Momen t expansion approac h to the time dynamics of

genetic ev olution. International Journal of Quantum Chem-

istry, 120(3):e26089:1–e26089:??, F ebruary 5, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ra y:2021:ASD

[RSD21] Koustuv Ra y , Adit y a Shank ar Sandupatla, and Goutam

Deo. Activit y and stabilit y descriptors of Ni based allo y

catalysts for dry reforming of methane: a densit y functional

theory study

. International Journal of Quantum Chem-

istry, 121(8):e26580:1–e26580:??, April 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Rezini:2022:SEE

[RSM

+

22] Billel Rezini, T aieb Seddik, Readh Mouac her, T uan V. V u,

Mohammed Batouc he, and Oleg Y. Kh yzh un. Strain ef-

fects on electronic, optical prop erties and carriers mobilit y

of Cs

2

SnI

6 v acancy-ordered double p ero vskite: a promising

photo v oltaic material. International Journal of Quantum

Chemistry, 122(21):e26977:1–e26977:??, No v em b er 5, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Ruiz:2022:HPH

[Rui22] Mar ´ ıa Bel ´ en Ruiz. Half-pro jected Hartree–F o c k metho d:

History and application to excited states of the same sym-

metry as the ground state. International Journal of Quan-

tum Chemistry, 122(8):e26889:1–e26889:??, April 15, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Reinholdt:2023:A GG

[R VK23] P eter Reinholdt, Willem V an den Heuv el, and Jacob Kong-

sted. Analytic geometric gradien ts for the p olarizable den-

sit y em b edding mo del. International Journal of Quan-

tum Chemistry, 123(18):e27177:1–e27177:??, Septem b er 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Ren:2020:CIT

[R YC

+

20] Hai Chao Ren, Jiao Nan Y uan, T u Nan Chen, Gurudeeban

Selv ara j, Sat y a v ani Kaliam urthi, Xiu Qing Zhang, Dong-

Qing W ei, Guang F u Ji, and Zeng Ming Zhang. Computa-

tional insigh ts of t w o-dimensional infrared sp ectroscop y un-

der electric fields in phosphorylc holine. International Jour-

nal of Quantum Chemistry, 120(13):e26169:1–e26169:??,

July 1, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Sumner:2020:ETM

[SA20] Isaiah Sumner and Hannah An thon y . Electron tra jectories

in molecular orbitals. International Journal of Quantum

Chemistry, 120(20):e26371:1–e26371:??, Octob er 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Sahni:2021:SPT

[Sah21] Virah t Sahni. Sc hr¨ odinger–P auli theory of electrons: New

p ersp ectiv es. International Journal of Quantum Chemistry,

121(7):e26556:1–e26556:??, April 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sangolk ar:2022:PTD

[SAP22] Ak anksha Ashok Sangolk ar, Rubi Agra w al, and Ra vinder

P a w ar. A prosp ectus for thic kness dep enden t electronic

prop erties of t w o-dimensional metals using densit y func-

tional theory calculation. International Journal of Quantum

Chemistry, 124(1):e26982:1–e26982:??, No v em b er 15, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Saxena:2021:IDG

[SASA21] Ragha v Saxena, V B K Sai Phani Kumar Av anigadda,

Ragh v endra Singh, and Vishal Agarw al. Ab initio dynam-

ics of gas-phase and aqueous-phase h ydrolysis of adenosine

triphosphate. International Journal of Quantum Chem-

istry, 121(10):e26615:1–e26615:??, Ma y 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Saha:2021:ESC

[SBA21] Ja y an ta K. Saha, Sukhamo y Bhattac haryy a, and Sk. F aruque

Ahmed. Electronic structure calculations of compressed

Li atom using comp osite tec hnique under Ritz v ariational

framew ork. International Journal of Quantum Chemistry,

121(7):e26570:1–e26570:??, April 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Semeno v:2023:STE

[SBA

T23] Sergey G. Semeno v, Marina E. Bedrina, T atiana A. An-

dreev a, and Anatoly V. Tito v. Spin-tautomery of endohedral

Y@C

60 complex. International Journal of Quantum Chem-

istry, 123(19):e27185:1–e27185:??, Octob er 5, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Silv a:2021:MFR

[SBG21] Mateus Xa vier Silv a, Jadson Cl´ audio Belc hior, and Breno

Ro drigues Lamaghere Galv~ ao. Mec hanisms for N

3 forma-

tion in radiated solid nitrogen: Computational predictions

including excited electronic states. International Journal

of Quantum Chemistry, 121(7):e26562:1–e26562:??, April 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Singh:2020:DFT

[SBJ20] Ram Singh, Prak ash Bisw as, and Prateek K. Jha. Densit y

functional theory in v estigation of structure, stabilit y , and

glycerol/h ydrogen adsorption on Cu, Cu–Zn, and Cu–ZnO

clusters. International Journal of Quantum Chemistry, 120

(14):e26239:1–e26239:??, July 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Semeno v:2023:QCM

[SBKT23] Sergey G. Semeno v, Marina E. Bedrina, Vladimir A. Kleme-

shev, and Anatoly V. Tito v. Quan tum c hemical mo deling

of electron-deficien t hollo w Tl

k

Pb

12−k and Tl

k

Bi

20−k shells

and related endohedral complexes (k = 1; 2). International

Journal of Quantum Chemistry, 123(5):e27046:1–e27046:??,

Marc h 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Sattaro v a:2022:QCA

[SBM22] Alina F. Sattaro v a, Y ulia N. Biglo v a, and Akhat G.

Mustafin. Quan tum-c hemical approac hes in the study of

fullerene and its deriv ativ es b y the example of the most t yp-

ical cycloaddition reactions: a review. International Journal

of Quantum Chemistry, 122(7):e26863:1–e26863:??, April 5,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Simo es:2021:CSS

[SC21] Lu ´ ıs H. Sim~ oes and Ro drigo A. Cormanic h. Challenges

in studying steric in teractions in highly strained p erhalo-

genated alk anes and silanes. International Journal of Quan-

tum Chemistry, 121(21):e26785:1–e26785:??, No v em b er 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

So o d:2023:TQS

[SC23] V aishali So o d and Rishi P al Chauhan. T o w ards quan-

tum state preparation with materials science: an analyti-

cal review. International Journal of Quantum Chemistry,

123(18):e27148:1–e27148:??, Septem b er 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sanh ueza:2020:EAH

[SCAD

+

20] Luis Sanh ueza, Diego Cort ´ es-Arriagada, Ramiro D ´ ıaz,

P aulina Dreyse, Camilo Garc ´ ıa, Iv´ an A. Gonzalez, and

B´ arbara Lo eb. Effect on the aromaticit y of hetero cyclic lig-

ands b y co ordination with ruthenium electron-withdra wing

metal cen ters. International Journal of Quantum Chemistry,

120(24):e26412:1–e26412:??, Decem b er 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sirin:2021:CID

[SCU21] Pinar Seyitdanlioglu Sirin, P ervin

¨

Unal Civ cir, and Canan

Unaleroglu. A computational insigh t on designing lo w

electronic energy gap b enzothiadiazole/b enzoselenadiazole-

p yrrole cop olymers. International Journal of Quantum

Chemistry, 121(8):e26585:1–e26585:??, April 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Su:2023:SSC

[SCY

+

23] Sh uo Su, Li Chen, Mao y ou Y ang, Ming jian Zhang, Junmei

W ang, Jiakuo Shi, Duo Zhang, W eimin Hou, and Hong-

ping W u. Study on the sensing c haracteristics of t w o-

dimensional material WT e

2 to to xic gases HF and Cl

2

. Inter-

national Journal of Quantum Chemistry, 123(23):e27227:1–

e27227:??, Decem b er 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Sang:2021:TIA

[SCZ21] Shenglong Sang, F ei Chen, and Cong Zhang. Theoretical

in v estigation of aromaticit y and c harge transfer in emission

pro cess of triarylmeth yl radicals as OLED materials. Inter-

national Journal of Quantum Chemistry, 121(6):e26522:1–

e26522:??, Marc h 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Solaimani:2020:QIE

[SD20] M. Solaimani and Shi-Hai Dong. Quan tum information

en tropies of m ultiple quan tum w ell systems in fractional

Sc hr¨ odinger equations. International Journal of Quantum

Chemistry, 120(5):e26113:1–e26113:??, Marc h 1, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Sobrino:2023:P AN

[SD23] Nah ual Sobrino and Jesus S. Dehesa. P arameter and

q asymptotics of L

q

-norms of h yp ergeometric orthogonal

p olynomials. International Journal of Quantum Chem-

istry, 123(2):e27013:1–e27013:??, Jan uary 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Shorifuddoza:2021:ADC

[SDK

+

21] M. Shorifuddoza, Pretam K. Das, Raihan Kabir, A. K. F a-

zlul Haque, and M. Alfaz Uddin. Angular distributions

and critical minima in the elastic scattering of electrons b y

atomic copp er. International Journal of Quantum Chem-

istry, 121(4):e26460:1–e26460:??, F ebruary 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Shi:2022:TSD

[SDL

+

22] Chengkuan Shi, W enjing Dong, F ang Li, W ei Xue, and Y anji

W ang. Theoretical study of decomp osition of formic acid

o v er Pd catalyst anc hored on N-dop ed graphene. Inter-

national Journal of Quantum Chemistry, 122(13):e26908:1–

e26908:??, July 5, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Sun:2023:IMH

[SDL

+

23] Yi Sun, Y uan yuan Duan, Xiao y an Li, Xiaok ang Xu, Xiao-

jing Y ao, Siyuan Liu, Huabing Yin, Bing W ang, Y ong jun

Liu, and Xiuyun Zhang. In trinsic magnetism with high crit-

ical temp eratures and piezo electricit y in 2D transition metal

tetrab orides. International Journal of Quantum Chemistry,

123(13):e27117:1–e27117:??, July 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sadh ukhan:2019:CSQ

[SDS19] Anjan Sadh ukhan, Sa y an tan Dutta, and Ja y an ta K. Saha.

Critical stabilit y and quan tum phase transition of screened

t w o-electron system. International Journal of Quantum

Chemistry, 119(24):e26042:1–e26042:??, Decem b er 15, 2019.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic). See corrigendum [SDS20].

Senami:2020:IHB

[SI20] Masato Senami and Keito Ito. Iden tification of h ydrogen

b onds using quan tum electro dynamics. International Jour-

nal of Quantum Chemistry, 120(14):e26237:1–e26237:??,

July 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Sabagh:2020:PPF

[SIA20] Samira Sabagh, Mohammad Izady ar, and F oro ogh Ark an.

Photo v oltaic prop erties of the fla v onoid-based photosensi-

tizers: Molecular-scale p ersp ectiv e on the natural dy e solar

cells. International Journal of Quantum Chemistry, 120(10):

e26171:1–e26171:??, Ma y 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Sabagh:2021:I IP

[SIA21] Samira Sabagh, Mohammad Izady ar, and F oro ogh Ark an.

Insigh t in to inciden t photon to curren t con v ersion efficiency

in c hloroph ylls. International Journal of Quantum Chem-

istry, 121(5):e26483:1–e26483:??, Marc h 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sadeghifaraz:2023:IP A

[SIM23] Amin Sadeghifaraz, Elnaz Irani, and Mohammad Monfared.

In v estigation of parameters affecting the high harmonic gen-

eration from monola y er WS

2

. International Journal of

Quantum Chemistry, 123(7):e27068:1–e27068:??, April 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Saha:2020:SEP

[SJ20] Subhasish Saha and Jobin Jose. Shannon en trop y as a

predictor of a v oided crossing in confined atoms. Interna-

tional Journal of Quantum Chemistry, 120(22):e26374:1–

e26374:??, No v em b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Sark ar:2020:HBI

[SK20] Ranjini Sark ar and T arun Kumar Kundu. Hydrogen b ond

in teractions of h ydrated alumin um nitrate with PVDF,

PVDF-T rFE, and PVDF-HFP: a densit y functional theory-

based illustration. International Journal of Quantum Chem-

istry, 120(17):e26328:1–e26328:??, Septem b er 1, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Semeno v:2021:BDF

[SK21] V alen tin A. Semeno v and Leonid B. Krivdin. Benc hmark

densit y functional theory calculations of

13

C NMR c hemi-

cal shifts of the natural an timalarial comp ounds with a new

basis set 3z -S. International Journal of Quantum Chem-

istry, 121(12):e26639:1–e26639:??, June 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Steinmetzer:2021:PEP

[SK G21] Johannes Steinmetzer, Stephan Kupfer, and Stefanie Gr¨ afe.

p ysisyph us: Exploring p oten tial energy surfaces in ground

and excited states. International Journal of Quantum

Chemistry, 121(3):e26390:1–e26390:??, F ebruary 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Sarmah:2023:TIZ

[SK G23] Kangk an Sarmah, Amlan J. Kalita, and Ankur K. Guha. A

theoretical in v estigation of Zn–Zn and Be–Be one electron

b ond. International Journal of Quantum Chemistry, 123

(1):e27006:1–e27006:??, Jan uary 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sh ubin:2021:F OO

[SKR

+

21] Aleksandr A. Sh ubin, Viktor Y u. Ko v alskii, Sergey Ph.

Ruzankin, Igor L. Zilb erb erg, V alen tin N. P armon, F elix N.

T omilin, and P a v el V. Avramo v. The F e

I V

O· o xyl unit as a

k ey in termediate in w ater o xidation on the F e

I I I

–h ydro xide:

DFT predictions. International Journal of Quantum Chem-

istry, 121(10):e26610:1–e26610:??, Ma y 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sutton:2020:SCK

[SLdS20] Catherine C. R. Sutton, Chia-Y ang Lim, and Gabriel

da Silv a. Self-catalyzed k eto-enol tautomerization of mal-

onic acid. International Journal of Quantum Chemistry, 120

(5):e26114:1–e26114:??, Marc h 1, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Li:2022:TDE

[sLhZX

+

22] Ru song Li, Xiao h ua Zhou, Zheng Xie, Ling yun Kong,

Deng wu W ang, and Y ang W ang. T emp erature-dep enden t

electronic prop erties for 4f states in cerium mononitride.

International Journal of Quantum Chemistry, 122(11):

e26896:1–e26896:??, June 5, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Sun:2022:CBB

[SLL

+

22] Chenfei Sun, Zhendong Li, Bin Lu, Qingzhong Li, and Xi-

ao y an Li. Comparison of π (B

= =

B)· · ·M b ond and lumi-

nescence b eha vior of group 11/12 metal π -dib orene com-

plexes: Theoretical in v estigation. International Journal of

Quantum Chemistry, 122(20):e26968:1–e26968:??, Octob er

15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Li:2020:MO V

[sLLqX

+

20] Ru song Li, Xing Lu, Du qiang Xin, Jin tao W ang, and Bing

yun Ao. Magnetic order and v alence fluctuation in a Pu–Ga

in termetallic comp ound studied via a first principles calcula-

tion. International Journal of Quantum Chemistry, 120(4):

e26105:1–e26105:??, F ebruary 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Li:2023:SDC

[sLLqX

+

23] Ru song Li, Xing Lu, Du qiang Xin, Xiao guang Y ao, and

Zheng Xie. Site-dep enden t correlation strength and o ccu-

pation n um b er of 5f electrons in alpha phase plutonium

metal. International Journal of Quantum Chemistry, 123

(10):e27093:1–e27093:??, Ma y 15, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Salazar:2020:SIE

[SLPS20] Sa ´ ul J. C. Salazar, Hum b erto G. Laguna, Vino d Prasad, and

Robin P

. Sagar. Shannon-information en trop y sum in the

confined h ydrogenic atom. International Journal of Quan-

tum Chemistry, 120(11):e26188:1–e26188:??, June 5, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Li:2023:MCA

[sLsHtW

+

23] Ru song Li, Y u song He, Jin tao W ang, Zhi y ong Liu, Y uan

ming W ang, Ze lin Cao, and Zheng Xie. Mixed 5f configu-

ration in americium tric hloride: Dynamical mean-field the-

ory com bined with densit y functional theory study

. Inter-

national Journal of Quantum Chemistry, 123(21):e27213:1–

e27213:??, No v em b er 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Salv ador:2022:BSS

[SM22] P edro Salv ador and Istv´ an Ma y er. A basis set sup erp osition

error-free second-order p erturbation theory from Hermitian

c hemical Hamiltonian approac h self-consisten t field canonic

orbitals. International Journal of Quantum Chemistry, 122

(8):e26777:1–e26777:??, April 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sanc hez-Marquez:2022:INM

[SMCNH22] Jes ´ us S´ anc hez-M´ arquez, Da vid Zorrilla Cuenca, Man uel F ern´ andez

N ´ u ~ nez, and V ´ ıctor Jesus Garc ´ ıa Hern´ andez. In tro ducing a

new mo del based on electronegativit y equalization princi-

ple for the analysis of the natural b ond orbital reactivit y in

the c-DFT bac kground. International Journal of Quantum

Chemistry, 122(23):e26993:1–e26993:??, Decem b er 5, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Sc hmitt-Monreal:2020:FDE

[SMJ20] Daniel Sc hmitt-Monreal and Christoph R. Jacob. F rozen-

densit y em b edding-based man y-b o dy expansions. Interna-

tional Journal of Quantum Chemistry, 120(21):e26228:1–

e26228:??, No v em b er 1, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Sohail:2023:MEO

[SMK

+

23] Amir Sohail, Raz Muhammad, Amir Khesro, Hamoud H.

Somaily

, Muhammad Shafiullah, Saeed Ul Haq, Amel Laref,

Muhammad F aizan, Kaixin Song, and Da w ei W ang. Me-

c hanical, electronic, and opto electronic prop erties of RE

3+

MoN

3

(RE

3

+ = La, Ce, Nd, Pr, Sm) p ero vskites. Inter-

national Journal of Quantum Chemistry, 123(21):e27209:1–

e27209:??, No v em b er 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Sanc hez-Marquez:2023:LRD

[SMMP

+

23] Jes ´ us S´ anc hez-M´ arquez, Himangsh u Mondal, Shan ti Gopal

P atra, Alejandro Morales-Ba yuelo, and Pratim Kumar

Chattara j. Lo cal reactivit y descriptors of the imp ortan t

atoms in c helotropic reactions pro vide insigh t in to their

global v arian ts along the reaction path. International Jour-

nal of Quantum Chemistry, 123(15):e27129:1–e27129:??,

August 5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Sah:2023:CCE

[SMN

+

23] Man tu Kumar Sah, Soum y a Mukherjee, Koushik Nask ar,

Saik at Hazra, and Satra jit Adhik ari. Curl condition: Ex-

istence of sub-Hilb ert space for molecular sp ecies or c hemi-

cal pro cesses. International Journal of Quantum Chemistry,

123(22):e27212:1–e27212:??, No v em b er 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Shabani:2023:DSE

[SMP23a] Mostafa Shabani, T a y eb eh Mo vlaro o y , and Saeid Hessami

Pilehro o d. DFT study of electronic and structural prop-

erties of single-w alled gallium nitride nanotub es. Interna-

tional Journal of Quantum Chemistry, 123(17):e27141:1–

e27141:??, Septem b er 5, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Shabani:2023:MSP

[SMP23b] Mostafa Shabani, T a y eb eh Mo vlaro o y , and Saeid Hessami

Pilehro o d. Mo dulating spin tronic prop erties of transition

metals dop ed GaN nanotub es with high Curie temp era-

ture. International Journal of Quantum Chemistry, 123(9):

e27079:1–e27079:??, Ma y 5, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Sone:2023:QCK

[SMS23] T atsuy a Sone, Y uta Miy azaki, and Y asuyuki Sak ai. A quan-

tum c hemical and kinetics study on the unimolecular re-

actions of fuel radicals formed during the o xidation of n-

prop ylamine. International Journal of Quantum Chem-

istry, 123(19):e27186:1–e27186:??, Octob er 5, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Sulliv an:2021:SCI

[SN21] Mason Sulliv an and F edor Y. Naumkin. Supramolecular

complexes with insertion-enhanced p olarit y and tuned IR

sp ectra. International Journal of Quantum Chemistry, 121

(6):e26534:1–e26534:??, Marc h 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Shi:2023:CSM

[SNL

+

23] Dong jie Shi, Y ouxuan Ni, Geng Li, Zhenh ua Y an, Qing

Zhao, W eiw ei Xie, Xiangfei Meng, and Jun Chen. A compu-

tational study of Mg

m

H

n nano clusters with n: m ≥ 2: 1 for

efficien t h ydrogen storage. International Journal of Quan-

tum Chemistry, 123(6):e27058:1–e27058:??, Marc h 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Sorensen:2021:NTN

[Sør21] Lasse K. Sørensen. Nak atsuji’s theorem of the necessary and

sufficien t conditions of the w a v e function revisited. Inter-

national Journal of Quantum Chemistry, 121(23):e26805:1–

e26805:??, Decem b er 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Sebastianelli:2020:FMO

[SP20a] P aolo Sebastianelli and Ro dolfo G. P ereyra. F ron tier molec-

ular orbital analysis for determining the equilibrium ge-

ometries of atmospheric pren ucleation complexes. Inter-

national Journal of Quantum Chemistry, 120(3):e26060:1–

e26060:??, F ebruary 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Stemmle:2020:ECE

[SP20b] Christian Stemmle and Beate P aulus. Electron correlation

effects in cobalt fluorides CoF

n

. International Journal of

Quantum Chemistry, 120(12):e26203:1–e26203:??, June 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Sangolk ar:2022:DFT

[SPF

+

22] Ak anksha Ashok Sangolk ar, P o o ja, Mohmmad F aizan, Rubi

Agra w al, and Ra vinder P a w ar. Densit y functional theory

study of graphene adhesion on WX

2

(X = S and Se) mono-

la y er: Role of atom v acancy and atomic reorganization de-

fects. International Journal of Quantum Chemistry, 122(9):

e26871:1–e26871:??, Ma y 5, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Sims:2021:ECH

[SPR21] James S. Sims, Bholanath P adh y , and Mar ´ ıa Bel ´ en Ruiz.

Exp onen tially correlated Hylleraas-configuration in teraction

nonrelativistic energy of the

1

S ground state of the helium

atom. International Journal of Quantum Chemistry, 121(4):

e26470:1–e26470:??, F ebruary 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sims:2022:ECH

[SPR22] James S. Sims, Bholanath P adh y , and Mar ´ ıa Bel ´ en Ruiz.

Exp onen tially correlated Hylleraas-configuration in teraction

studies of atomic systems. I I. Non-relativistic energies of the

1

1

S through 6

1

S states of the Li

+

ion. International Journal

of Quantum Chemistry, 122(1):e26823:1–e26823:??, Jan uary

5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Sharma:2020:SHP

[SRH20] Ra jesh O. Sharma, T apio T. Ran tala, and Philip E. Hoggan.

Selectiv e h ydrogen pro duction at Pt(111) in v estigated b y

Quan tum Mon te Carlo metho ds for metal catalysis. Inter-

national Journal of Quantum Chemistry, 120(11):e26198:1–

e26198:??, June 5, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Subramani:2021:KDM

[SRS21] Mohanapriy a Subramani, Akilan Ra jamani, and Ramasam y

Shank ar. Kinetics and degradation mec hanism of atmo-

spheric isoprene (2-meth yl-1, 3-butadiene (C

5

H

8

)) with

c hlorine radical and its deriv ativ es — a theoretical study .

International Journal of Quantum Chemistry, 121(7):

e26573:1–e26573:??, April 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

tum Chemistry, 120(9):e26165:1–e26165:??, Ma y 5, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Surjan:2020:IF Q

[Sur20] P ´ eter R. Surj´ an. In tro ducing the γ function in quan tum

theory

. International Journal of Quantum Chemistry, 120

(13):e26221:1–e26221:??, July 1, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic). See erratum

[Sur22 ].

Surjan:2022:EIF

[Sur22] P ´ eter R. Surj´ an. Erratum to: In tro ducing the γ function

in quan tum theory

, In t. J. Quan tum. Chem. 120 e26221

(2020). International Journal of Quantum Chemistry, 122

(7):e26869:1–e26869:??, April 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic). See [Sur20 ].

Shanm ukha:2023:SIC

[SUSS23] M. C. Shanm ukha, A. Usha, K. C. Shilpa, and Muham-

mad Kamran Siddiqui. Structural in v estigation of carb on

nano cone through top ological coindices. International Jour-

nal of Quantum Chemistry, 123(12):e27109:1–e27109:??,

June 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

S:2021:FDI

[SV21] Lekshmi R. S. and Siv aranjana Reddy V ennapusa. F orma-

tion and deca y of in tersystem crossing receiv er triplet state

in terthiophene and quaterthiophene. International Journal

of Quantum Chemistry, 121(15):e26677:1–e26677:??, Au-

gust 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Shang:2023:TIS

[SWML23] F ang jian Shang, Ting W ang, Yinh ua Ma, and Meiheng

Lv. Theoretical insigh ts in to the syn thesis mec hanism of

t w o amino-substituted deriv ativ es of F O X-7. International

Journal of Quantum Chemistry, 123(8):e27074:1–e27074:??,

April 15, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Shang:2023:TSI

[SWXM23] F ang jian Shang, Ting W ang, Hua Xue, and Yinh ua Ma.

Theoretical study on initial decomp osition paths of sev eral

[5,6,5]-tricyclic, [5,7,5]-tricyclic and [5,8,5]-tricyclic hetero-

cyclic energetic materials based on fused ring. Interna-

tional Journal of Quantum Chemistry, 123(16):e27137:1–

e27137:??, August 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Sun:2023:TSM

[SXTZ23] Jingyu Sun, W eik ang Xiao, Yizhen T ang, and Y unju Zhang.

Theoretical study of the mec hanism and kinetics of the at-

mospheric reaction of acrylic acid with NO

3 radical. Inter-

national Journal of Quantum Chemistry, 123(4):e27034:1–

e27034:??, F ebruary 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Sumita:2021:ALM

[SY21] Masato Sumita and Naruki Y oshik a w a. Augmen ted La-

grangian metho d for spin-coupled w a v e function. Inter-

national Journal of Quantum Chemistry, 121(18):e26746:1–

e26746:??, Septem b er 15, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Sun:2023:SSE

[SYD

+

23] Y uan Sun, Ancang Y ang, Y ongh ua Duan, Huarong Qi,

Ming jun P eng, and Li Shen. Structural stabilit y , elasticit y

and minim um thermal conductivit y of M-dop ed Mg

17

Al

12

(M = Ga, In, Ge, Sn, Pb) comp ounds: a first-principles

predictions. International Journal of Quantum Chemistry,

123(7):e27061:1–e27061:??, April 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sun:2021:TIL

[SYL

+

21] Hao Sun, Xiu Yin, Zhi-P eng Liu, Sh u-Li W ei, Jian-Zhong

F an, Li-Li Lin, and Y u-Ping Sun. Theoretical insigh ts

on the luminescen t mec hanism of an efficien t aggregation-

induced nondop ed dela y ed fluorescence emitter using QM/

MM metho d. International Journal of Quantum Chem-

istry, 121(5):e26490:1–e26490:??, Marc h 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Sun:2021:TSA

[SYT

+

21] Y anan Sun, Junfang Y ao, Yizhen T ang, Y unju Zhang, W en-

zhong W u, and Jingyu Sun. Theoretical study on the at-

mospheric degradation mec hanism and subsequen t pro ducts

of E,E-2,4-hexadienal with h ydro xyl radical. International

Journal of Quantum Chemistry, 121(7):e26563:1–e26563:??,

April 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Sui:2022:TIT

[SYZF22] Guomin Sui, Guang Y ang, Bao Zhang, and Y aqing F eng.

Theoretical in v estigation on t w o-dimensional monoflu-

orinated phen yleth ylammonium p ero vskite. Interna-

tional Journal of Quantum Chemistry, 122(19):e26963:1–

e26963:??, Octob er 5, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Shak er:2022:GDM

[SZMM22] Hani Shak er, Mian Muhammad Zobair, Hafiz Muham-

mad Asif Mehmo o d, and Mehar Ali Malik. Goura v a de-

scriptors of m ulti-dimensional flat and stable tri-hexagonal

b oron nanotub es. International Journal of Quantum Chem-

istry, 122(2):e26829:1–e26829:??, Jan uary 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

T ak ahashi:2022:DKEa

[T ak22a] Hideaki T ak ahashi. Dev elopmen t of kinetic energy den-

sit y functional using resp onse function defined on the en-

ergy co ordinate. International Journal of Quantum Chem-

istry, 122(20):e26969:1–e26969:??, Octob er 15, 2022. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

T ak ahashi:2022:DKEb

[T ak22b] Hideaki T ak ahashi. Dev elopmen t of Kinetic Energy Den-

sit y F unctional Using Resp onse F unction Defined on the En-

ergy Co ordinate. International Journal of Quantum Chem-

istry, 122(20):e26992:1–e26992:??, Octob er 15, 2022. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

T elleria-Allik a:2023:FES

[T AMU

+

23] Xabier T elleria-Allik a, Jose M. Mercero, Jesus M. Ugalde,

Xabier Lop ez, and Jon M. Matxain. F ew electron sys-

tems confined in Gaussian p oten tial w ells and connection

to Ho ok e atoms. International Journal of Quantum Chem-

istry, 123(5):e27043:1–e27043:??, Marc h 5, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Thompson:2021:ITW

[T AS21] Da vid C. Thompson, James S. M. Anderson, and K. D. Sen.

Information theory and Wigner crystallization: a mo del p er-

sp ectiv e. International Journal of Quantum Chemistry, 121

(7):e26549:1–e26549:??, April 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

T elleria-Allik a:2023:APS

[T A UM

+

23] Xabier T elleria-Allik a, Jesus M. Ugalde, Eduard Matito,

Elo y Ramos-Cordoba, Mauricio Ro dr ´ ıguez-Ma y orga, and

Xabier Lop ez. Aufbau principle and singlet-triplet gap in

spherical Ho ok e atoms. International Journal of Quantum

Chemistry, 123(3):e27019:1–e27019:??, F ebruary 5, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

T amilarasi:2022:A QS

[TB22] William T amilarasi and Bommahalli Ja y araman Balam u-

rugan. ADMET and quan titativ e structure prop ert y rela-

tionship analysis of an ti-Co vid drugs against omicron v ari-

an t with some degree-based top ological indices. Interna-

tional Journal of Quantum Chemistry, 122(20):e26967:1–

e26967:??, Octob er 15, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

T ao:2021:ERB

[TCL

+

21] Neng T ao, Y uan Cheng, Song Lu, Haoran Xing, Muham-

mad Usman Shahid, Siuming Lo, and Heping Zhang. Ex-

p erimen tal and ReaxFF-based molecular dynamics studies

of the reaction of o xygen with DR-2 as a lo w global w arming

p oten tial w orking fluid. International Journal of Quantum

Chemistry, 121(23):e26806:1–e26806:??, Decem b er 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Tirri:2020:CCN

[TCSG

+

20] Bernardino Tirri, Ilaria Ciofini, Juan C. Sanc ho-Garc ´ ıa,

Carlo Adamo, and

´

Eric Br ´ emond. Computation of co v a-

len t and nonco v alen t structural parameters at lo w compu-

tational cost: Efficiency of the DH-SVPD metho d. Inter-

national Journal of Quantum Chemistry, 120(13):e26233:1–

e26233:??, July 1, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

T ao:2022:TDF

[TCX

+

22] Neng T ao, Y uan Cheng, Haoran Xing, Siuming Lo, Song

Lu, and Heping Zhang. Thermal decomp osition and fire-

extinguishing mec hanism of N(CF

2

CF

3

)

3 b y ReaxFF-based

molecular dynamics sim ulation and densit y functional the-

ory calculation. International Journal of Quantum Chem-

istry, 122(12):e26898:1–e26898:??, June 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

T ripathi:2022:P AE

[TD22] Divy a T ripathi and Ac hin t y a Kumar Dutta. The p er-

formance of appro ximate EOM-CCSDfor ionization p oten-

tial and electron affinit y of genetic material subunits: a

b enc hmark in v estigation. International Journal of Quantum

Chemistry, 122(15):e26918:1–e26918:??, August 5, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

T urbiner:2021:CUA

[TdV21] Alexander V. T urbiner and Juan Carlos del V alle. Com-

men t on: Uncommonly accurate energies for the general

quartic oscillator. International Journal of Quantum Chem-

istry, 121(19):e26766:1–e26766:??, Octob er 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic). See [OB21b ].

T aha:2023:HSS

[TEEH23] Ha y am Osman T aha, A tef M. El Mahdy, F atma El Sa y ed

El Shem y, and Mohammed Mohammed Hassan. Hydro-

gen storage in SiC, GeC, and SnC nano cones functional-

ized with nic k el, Densit y F unctional Theory-Study. Inter-

national Journal of Quantum Chemistry, 123(3):e27023:1–

e27023:??, F ebruary 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Tian:2022:PEC

[TFF

+

22] Hongrui Tian, Qunc hao F an, Zhixiang F an, Jia F u, Huidong

Li, Jie Ma, and F eng Xie. P oten tial energy curv es, parti-

tion functions and line in tensities of HF and HCl molecules

under the impro v ed Hulburt-Hirsc hfelder quan tum mec han-

ical anharmonic oscillator mo del. International Journal of

Quantum Chemistry, 124(1):e26983:1–e26983:??, No v em b er

15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

T ang:2021:ABA

[THL

+

21] Yingqi T ang, W en b o Huai, Hao Li, Xiaotong Mao, Ju Xie,

Jin Y ong Lee, and Aiping F u. Adsorption of [BF

4

]

−

anion-based ionic liquids on phosphorene, arsenene, and

an timonene: a densit y functional theory study

. Interna-

tional Journal of Quantum Chemistry, 121(15):e26668:1–

e26668:??, August 5, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

T a v ak ol:2020:UOC

[THS20] Hossein T a v ak ol, F ahimeh Hassani, and Dana Shahabi. Us-

ing ONIOM calculations to in v estigate the abilities of sim-

ple and nitrogen, b oron, sulfur-dop ed carb on nanotub es in

sensing of carb on mono xide. International Journal of Quan-

tum Chemistry, 120(12):e26214:1–e26214:??, June 15, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Tian:2021:TR T

[Tia21] W en-Juan Tian. T riple-ring tubular MB

36

(M = Mg, Ca,

Sr, Ba) with threefold aromaticit y . International Journal

of Quantum Chemistry, 121(9):e26595:1–e26595:??, Ma y 5,

2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

T emen:2020:HEM

[TJA20] Story T emen, Am b er Jain, and Alexey V. Akimo v. Hier-

arc hical equations of motion in the Libra soft w are pac k-

age. International Journal of Quantum Chemistry, 120(22):

e26373:1–e26373:??, No v em b er 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

T ao:2023:TBW

[TLL23] Y u T ao, Y unzhi Li, and Chen Li. Is there a b etter w a y

of represen ting stationary w a v e functions than basis expan-

sion? International Journal of Quantum Chemistry, 123(9):

e27083:1–e27083:??, Ma y 5, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

T ang:2022:QQS

[TL T

+

22] Y uan T ang, Zhi Li, Shan T u, Y ulai She, and Y ongying

Gan. Qualitativ e and quan titativ e study of in termolec-

ular w eak in teractions for aminosalicylic acid isomers b y

terahertz sp ectroscop y . International Journal of Quantum

Chemistry, 122(20):e26971:1–e26971:??, Octob er 15, 2022.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

T ariq:2021:TEM

[TMH21] Saad T ariq, Ahmad A. Mubarak, and F arida Hamioud. T un-

ing the electronic and magnetic prop erties of CoZr

x

Nb

1−x

F eSi

allo ys for spin tronic and thermo electric applications. Inter-

national Journal of Quantum Chemistry, 121(12):e26628:1–

e26628:??, June 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

T u:2022:CSM

[TMX

+

22] Chenhao T u, Nana Ma, Qingli Xu, W en yue Guo, Lanxin

Zhou, and Guisheng Zhang. Computational study on the

mec hanism of metal-free photo c hemical b orylation of aryl

halides. International Journal of Quantum Chemistry, 122

(15):e26920:1–e26920:??, August 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

T ao:2020:CSA

[TPB

+

20] Y un w en T ao, Zheng P ei, Nicole Bellonzi, Y uezhi Mao,

Zh u Zou, W anzhen Liang, Zhib o Y ang, and Yihan Shao.

Constructing spin-adiabatic states for the mo deling of

spin-crossing reactions. I. A shared-orbital implemen ta-

tion. International Journal of Quantum Chemistry, 120

(6):e26123:1–e26123:??, Marc h 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Uddin:2020:HDR

[UAH

+

20] Kabir M. Uddin, Ahmad I. Alra w ashdeh, Da vid J. Henry ,

P eter L. W arburton, and Ra ymond A. P oirier. Hydrolytic

deamination reactions of amidine and n ucleobase deriv a-

tiv es. International Journal of Quantum Chemistry, 120

(1):e26059:1–e26059:??, Jan uary 1, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Unal:2020:IW C

[

¨

UB20] Asli

¨

Unal and Ugur Bozk a y a. Ionized w ater clusters,

(H

2

O)

+

n

, n = 2 to 6: a high-accuracy study of structures

and energetics. International Journal of Quantum Chem-

istry, 120(7):e26100:1–e26100:??, April 5, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Uppalapati:2021:ST A

[UBV

+

21] Pramo d Kumar Uppalapati, Avni Berisha, Krishnasam y

V elm urugan, Ra ju Nandhakumar, Ajit Khosla, and T ongxi-

ang Liang. Salen t yp e additiv es as corrosion mitigator for Ni-

W allo ys: Detailed electronic/atomic-scale computational

illustration. International Journal of Quantum Chemistry,

121(9):e26600:1–e26600:??, Ma y 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ullah:2022:CCD

[UBW

+

22] Kaleem Ullah, Bakh t Amin Bac ha, Umer W ahid, Arif Ul-

lah, and Muhammad Irfan. Complex conductivit y dep en-

den t surface plasmon p olaritons at the in terface of metal

and silv er silica nano comp osites. International Journal of

Quantum Chemistry, 122(3):e26831:1–e26831:??, F ebruary

5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Udaga w a:2022:NQE

[UHK

+

22] T aro Udaga w a, Ikumi Hattori, Y usuk e Kanematsu, T ak a y oshi

Ishimoto, and Masanori T ac hik a w a. Nuclear quan tum ef-

fect and H/ D isotop e effect in excited state in tramolec-

ular proton transfer and electron-induced in tramolecular

proton transfer reactions in 8-h ydro xyquinoline. Interna-

tional Journal of Quantum Chemistry, 122(19):e26962:1–

e26962:??, Octob er 5, 2022. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Uddin:2023:NIS

[UI IP23] Kabir M. Uddin, Md. Saiful Islam, Shahidul M. Islam, and

Ra ymond A. P oirier. New insigh t in to the substituen t ef-

fects on the h ydrolytic deamination of saturated and unsat-

urated cytosine. International Journal of Quantum Chem-

istry, 123(2):e27014:1–e27014:??, Jan uary 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ungordu:2020:EOC

[

¨

Ung20] Ayhan

¨

Ung¨ ord ¨ u. Electronic, optical, and c harge transfer

prop erties of p orph yrin and metallated p orph yrins in dif-

feren t media. International Journal of Quantum Chem-

istry, 120(6):e26128:1–e26128:??, Marc h 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ungordu:2023:OLE

[

¨

Ung23] Ayhan

¨

Ung¨ ord ¨ u. Organic ligh t-emitting dio de b eha viors

of some syn thesized platin um(I I)-based complexes. Inter-

national Journal of Quantum Chemistry, 123(21):e27208:1–

e27208:??, No v em b er 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Umerb ek o v a:2020:MBR

[UP20] Alina Umerb ek o v a and Mic hele P a v anello. Man y-b o dy re-

sp onse of b enzene at monola y er MoS

2

: v an der W aals in ter-

actions and sp ectral broadening. International Journal of

Quantum Chemistry, 120(21):e26243:1–e26243:??, No v em-

b er 1, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Ugandi:2023:RF O

[UR23] Mihk el Ugandi and Mic hael Ro emelt. A recursiv e form ula-

tion of one-electron coupling co efficien ts for spin-adapted

configuration in teraction calculations featuring man y un-

paired electrons. International Journal of Quantum Chem-

istry, 123(5):e27045:1–e27045:??, Marc h 5, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Ulian:2020:FPI

[UV20] Gianfranco Ulian and Gio v anni V aldr ` e. First principle in v es-

tigation of the thermomec hanical prop erties of t yp e A car-

b onated apatite. International Journal of Quantum Chem-

istry, 120(2):e26069:1–e26069:??, Jan uary 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

V arandas:2021:CVE

[V ar21] An t´ onio J. C. V arandas. Canonical v ersus explicitly corre-

lated coupled cluster: P ost-complete-basis-set extrap olation

and the quest of the complete-basis-set limit. International

Journal of Quantum Chemistry, 121(9):e26598:1–e26598:??,

Ma y 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

V arandas:2023:CQM

[V ar23] An t´ onio J. C. V arandas. Can the quasi-molecule concept

help in deciphering planarit y? The case of p olycyclic aro-

matic h ydro carb ons. International Journal of Quantum

Chemistry, 123(4):e27036:1–e27036:??, F ebruary 15, 2023.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

V elasquez:2021:MSB

[V CM

+

21] Angie V el´ asquez, Y uly Chamorro, Alejandro Maldonado,

Gusta v o Aucar, and Alb eiro Restrep o. Microsolv ation of

Sr

2+

, Ba

2+

: Structures, energies, b onding, and n uclear mag-

netic shieldings. International Journal of Quantum Chem-

istry, 121(18):e26753:1–e26753:??, Septem b er 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

V en tura:2022:IKS

[VdM22] Elizete V en tura and Silmar A. do Mon te. Increasing the

kinetic stabilit y of a gas-phase con tact ion-pair through en-

hancemen t of the carb o cation stabilit y . International Jour-

nal of Quantum Chemistry, 122(12):e26904:1–e26904:??,

June 15, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Vlaho vic:2020:DF A

[V GSS20] Filip Vlaho vic, Ma ja Gruden, Stepan Stepano vic, and Mar-

cel Sw art. Densit y functional appro ximations for consis-

ten t spin and o xidation states of o xoiron complexes. Inter-

national Journal of Quantum Chemistry, 120(5):e26121:1–

e26121:??, Marc h 1, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

V en tura:2021:SFB

[VKK

+

21] Oscar N. V en tura, Martina Kieninger, Aline Katz, Mauricio

V ega-T eijido, Marc Sego via, and Kenneth Irving. SVECV-

f12: Benc hmark of a comp osite sc heme for accurate and

cost effectiv e ev aluation of reaction barriers. Interna-

tional Journal of Quantum Chemistry, 121(18):e26745:1–

e26745:??, Septem b er 15, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

V ashc henk o:2021:SSD

[VKS21] Alexander V. V ashc henk o, An ton V. Kuzmin, and Bagrat A.

Shain y an. Single Si-dop ed fullerene as a catalyst in the o xy-

gen reduction reaction: a quan tum c hemical insigh t. Inter-

national Journal of Quantum Chemistry, 121(7):e26565:1–

e26565:??, April 5, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

V assetti:2021:EPD

[VL21] Dario V assetti and F r ´ ed ´ eric Labat. Ev aluation of the

p erformances of differen t atomic c harge and nonelectro-

static mo dels in the finite-difference P oisson–Boltzmann ap-

proac h. International Journal of Quantum Chemistry, 121

(7):e26560:1–e26560:??, April 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

V elloso:2020:PIE

[VM20] P aulo F. G. V elloso and Jos ´ e R. Mohallem. Probing in ternal

electric fields of π - and σ -hole b onds. International Journal

of Quantum Chemistry, 120(5):e26116:1–e26116:??, Marc h

1, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Vila-Nadal:2021:PRI

[VN21] Laia Vil` a-Nadal. POMzites: a roadmap for in v erse design

in metal o xide c hemistry

. International Journal of Quan-

tum Chemistry, 121(5):e26493:1–e26493:??, Marc h 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

V rsk a:2023:ESA

[VNK

+

23] D´ avid V rsk a, P a v el Neogr´ ady , Vladimir Kell¨ o, Mirosla v

Urban, and Mic hal Piton´ ak. Excited states of auro car-

b ons: CASPT2 and CCSD(T) calculations of C

2

Au

2 and

C

2

Au

4

. International Journal of Quantum Chemistry,

123(24):e27122:1–e27122:??, Decem b er 15, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Vitk o vsk a y a:2020:QCM

[V OK

+

20] Nadezhda M. Vitk o vsk a y a, Vladimir B. Orel, Vladimir B.

Kob yc hev, Alexander S. Bobk o v, Damir Z. Absaly amo v,

and Boris A. T rofimo v. Quan tum-c hemical mo dels of

K OH(K OBu t

)/DMSO sup erbasic systems and mec hanisms

of base-promoted acet ylene reactions. International Journal

of Quantum Chemistry, 120(9):e26158:1–e26158:??, Ma y 5,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

V arandas:2020:OD A

[VP20] An t´ onio J. C. V arandas and F ernando N. N. P ansini. Op-

timal diffuse augmen ted atomic basis sets for extrap olation

of the correlation energy

. International Journal of Quantum

Chemistry, 120(7):e26135:1–e26135:??, April 5, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Vy as:2021:CSA

[VSK

G21] Nidhi Vy as, Asmita Sen, Adit y a Kumar, and Abhina v

Gro v er. Computational study of ammonia generation b y

iron(I I I) and iron(IV) complexes supp orted b y trigonal

bip yramidal iron. International Journal of Quantum Chem-

istry, 121(21):e26775:1–e26775:??, No v em b er 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

W ang:2020:NGQ

[W AM

+

20] LiLing W ang, Alireza Azizi, Ro y a Momen, Tianlv Xu,

Stev en R. Kirk, Mic hael Filato v, and Saman tha Jenkins.

Next-generation quan tum theory of atoms in molecules for

the S

1

/S

0 conical in tersections in dynamics tra jectories of a

ligh t-driv en rotary molecular motor. International Journal

of Quantum Chemistry, 120(1):e26062:1–e26062:??, Jan uary

1, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

W ang:2021:ERD

[W an21] Bin-Bin W ang. Effects of rotational degree of freedom on

calculations of photoasso ciation of HeH

+

systems. Inter-

national Journal of Quantum Chemistry, 121(2):e26426:1–

e26426:??, Jan uary 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

W u:2021:TES

[W A W

+

21] Hua W u, Mengdi An, Junqing W en, Lih ua Bai, Dongming

Li, Jukun Liu, Ruijuan Sun, W anlin He, Lin Lin, and Y umei

Li. Theoretical and exp erimen tal studies on concerted elimi-

nation of 1, 2-bromo c hloro ethane mono cation to C

2

H

+

4 and

BrCl. International Journal of Quantum Chemistry, 121(2):

e26433:1–e26433:??, Jan uary 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

W ei:2023:FPS

[W CM

+

23] Xiang W ei, Zhiguo Chen, Hong Mao, Guangw ei P eng, Bao-

gang Liu, and Jiw en W u. First-principles study on stabil-

it y , Deb y e temp erature, mec hanical, electronic and magnetic

prop erties of F e

2

B comp ounds. International Journal of

Quantum Chemistry, 123(10):e27090:1–e27090:??, Ma y 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

W en:2020:EAA

[W CZ

+

20] Ming jie W en, Xiru Cao, Y ongqi Zhang, Meng Liang, Tian-

lei Zhang, Balaganesh Muthiah, Ke Zhou, Soumendra K.

Ro y , and Makroni Lily

. Effect of ammonia, ammonia-w ater,

and sulfuric acid on the HO

2

+ HO

2

→ H

2

O

2

+ 3 O

2 re-

action in trop osphere: Comp etition b et w een step wise and

one-step mec hanisms. International Journal of Quantum

Chemistry, 120(23):e26389:1–e26389:??, Decem b er 5, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

W ang:2020:EZC

[WDS

+

20] Kun W ang, Chaoh ua Dai, Chen Sun, Long jiu Cheng, Jian-

guo Zhang, and T onglai Zhang. The effects of Zn

2+

and ClO

−

4 in the excellen t primary explosiv e Zn(CHZ)

3

(ClO

4

)

2

. International Journal of Quantum Chemistry,

120(4):e26107:1–e26107:??, F ebruary 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

W eser:2021:CIE

[WF G

+

21] Osk ar W eser, Leon F reitag, Kai Guther, Ali Ala vi, and Gio-

v anni Li Manni. Chemical insigh ts in to the electronic struc-

ture of F e(I I) p orph yrin using F

CIQMC, DMR

G, and gen-

eralized activ e spaces. International Journal of Quantum

Chemistry, 121(3):e26454:1–e26454:??, F ebruary 5, 2021.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

W u:2021:MIL

[WHYL21] W eirong W u, Hua Hou, Y an Y ang, and Tingzhen Li. Mec h-

anistic insigh t in to ligand-promoted C-H alk en ylation of

arenes with alkynes: a computational study

. International

Journal of Quantum Chemistry, 121(6):e26541:1–e26541:??,

Marc h 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

W ei:2021:FSP

[WJF

+

21] Y ong Kai W ei, Liang Quan Jia, Y an Y an F ang, Long Jun

W ang, Zhi Xiu Qian, Jiao Nan Y uan, Gurudeeban Selv ara j,

Guang F u Ji, and Dong Qing W ei. F ormation and sup er-

conducting prop erties of predicted ternary h ydride ScYH

6

under pressures. International Journal of Quantum Chem-

istry, 121(4):e26459:1–e26459:??, F ebruary 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

W u:2021:CDS

[WJL

+

21] Jin ting W u, Y uhe Jiang, Zeng Lian, Hongb o Li, and Jianguo

Zhang. Computational design and screening of promising en-

ergetic materials: the coplanar family of no v el hetero cycle-

based explosiv es. International Journal of Quantum Chem-

istry, 121(21):e26788:1–e26788:??, No v em b er 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

W ang:2020:TMW

[WKH20] Y u-Sh u W ang, Sab y asac hi Kar, and Y ew Kam Ho. T une-

out and magic w a v elengths for h ydrogenlik e and screened-

h ydrogenlik e atoms. International Journal of Quantum

W an:2021:MLP

[WWLL21] Zhongyu W an, Quan-De W ang, Dongc hang Liu, and Jinh u

Liang. Mac hine learning prediction of the optimal car-

rier concen tration and band gap of quaternary thermo elec-

tric materials via elemen t feature descriptors. Interna-

tional Journal of Quantum Chemistry, 121(18):e26752:1–

e26752:??, Septem b er 15, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

W ang:2021:FPSb

[WWM

+

21] Chao W ang, Jianfeng W ang, Di Ma, Shijie Zh u, Liguo W ang,

and Shaok ang Guan. First-principles studies on structure

stabilit y , segregation, and w ork function of Mg dop ed with

metal elemen ts. International Journal of Quantum Chem-

istry, 121(11):e26626:1–e26626:??, June 5, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

W an:2022:TIP

[WWM

+

22] Xu-Jiang W an, Y ang W u, Dan Mao, Qiao-Qiao Qin, Xiang-

Y ang Liu, and Lai-Cai Li. Theoretical in v estigations on the

prop erties of graphene supp orted metal (Al, Zn, F e) cata-

lysts and the reaction mec hanism of catalyzing w ater to h y-

drogen p ero xide. International Journal of Quantum Chem-

istry, 122(18):e26960:1–e26960:??, Septem b er 15, 2022. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

W ang:2021:SCA

[WWW

C21] P eng W ang, P anpan W u, Kun W ang, and Long jiu Cheng.

Stabilization of the [cyclo-N

5

]

−

anion b y Lewis acid-base in-

teractions. International Journal of Quantum Chemistry,

121(4):e26473:1–e26473:??, F ebruary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

W ang:2020:TES

[WWZ

+

20] Y ue W ang, Xingyu W ang, Xiao Zhang, Haolun F u,

Zhao y ang T an, and Haijun Zhang. Theoretical and ex-

p erimen tal studies on the thermal decomp osition and fire-

extinguishing p erformance of cis-1,1,1,4,4,4-hexafluoro-2-

butene. International Journal of Quantum Chemistry, 120

(9):e26160:1–e26160:??, Ma y 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

W ang:2021:OEE

[WWZ

+

21] Xiangqian W ang, Haiy an W ang, Lifeng Zheng, Ch un Zh u,

and Jin-Xia Liang. Orien ted external electric fields reg-

ulating the o xidation reaction of CH

4 catalyzed b y Mn-

corrolazine. International Journal of Quantum Chemistry,

121(2):e26443:1–e26443:??, Jan uary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

W ei:2022:PPP

[WXHX22] Sik ang W ei, Y ang Xu, Zhaoh ui Han, and Lei Xu. Pres-

sure prediction of phase stabilit y , anisotropic elasticit y , and

thermo dynamic prop erties of Ti

2

A C (A = Cd, In) ternary

comp ound. International Journal of Quantum Chemistry,

122(24):e27004:1–e27004:??, Decem b er 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

W ang:2021:FPSa

[WXL

+

21] Jiao W ang, Zhiguo Xing, Zhenlin Lu, Kaining Ding, and

Haidou W ang. First-principle study of the prop erties in

BaTiO

3 and the electronic structure of H

2

O adsorption on

BaTiO

3

. International Journal of Quantum Chemistry, 121

(8):e26576:1–e26576:??, April 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

W ang:2021:CEB

[WXLL21] Ruijng W ang, Bo Xiao, W enzuo Li, and Qingzhong Li. Co-

op erativ e effects b et w een triel and halogen b onds in com-

plexes of p yridine deriv ativ es: an opp osite effect of the ni-

trogen o xidation on triel and halogen b onds. International

Journal of Quantum Chemistry, 121(2):e26429:1–e26429:??,

Jan uary 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

W ang:2020:SCH

[WY20] Li-Zhi W ang and Ch uan-Lu Y ang. Stereo dynamics of the

Ca + HCl → CaCl + H molecular reaction imp osed b y the

rotational-excited states of HCl. International Journal of

Quantum Chemistry, 120(24):e26411:1–e26411:??, Decem-

b er 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

W ang:2022:GEE

[WYL22] Haib o W ang, Jucai Y ang, and Lin Lin. Geometric ev o-

lution, electronic structure, and vibrational prop erties of

ScGe

−

n

(n = 6–17) anion clusters: a DFT insigh t. Inter-

national Journal of Quantum Chemistry, 122(24):e27002:1–

e27002:??, Decem b er 15, 2022. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

W ang:2020:CEI

[WYZZ20] Guangfu W ang, Lixia Y an, Shahid Zaman, and Minjie

Zhang. The connectiv e eccen tricit y index of graphs and

its applications to o ctane isomers and b enzenoid h ydro-

carb ons. International Journal of Quantum Chemistry,

120(18):e26334:1–e26334:??, Septem b er 15, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

W ang:2020:EOE

[WZ20] W enjing W ang and Shaoh ui Zheng. Exploring o dd–ev en

effects of simple oligomer-lik e DR

CNnT series: a study

based on densit y functional theory/time-dep enden t den-

sit y functional theory calculations. International Journal

of Quantum Chemistry, 120(2):e26066:1–e26066:??, Jan uary

15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

W u:2021:DRM

[WZ21] Zhen-Y u W u and Hong Zhang. The differen t resonan t mo des

for the sp ecial 2D/1D h ybrid structures in the visible-ligh t

region. International Journal of Quantum Chemistry, 121

(7):e26550:1–e26550:??, April 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

W ang:2021:IHN

[WZL

+

21] Rui W ang, Y ongqi Zhang, Aizhen Li, Ming jie W en, Ze-

rong Geng, Ximei Geng, Zh uqing W ang, Zhiyin W ang, and

Makroni Lily

. Influence of H

2

O and NH

3 on the reac-

tion of HO

2 with NO in trop osphere: Theoretical in v esti-

gation of HNO

3 formation path w a ys. International Journal

of Quantum Chemistry, 121(2):e26432:1–e26432:??, Jan uary

15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

W u:2023:TIC

[WZL23] Shouqiang W u, Yiying Zhang, and An Y ong Li. Theoretical

insigh t on Cm(I I I) and Eu(I I I) comp eting with Am(I I I) for

binding to N-donor extractan ts with differen t den tate n um-

b ers. International Journal of Quantum Chemistry, 123(23):

e27220:1–e27220:??, Decem b er 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Xing:2022:CHC

[XAM

+

22] Hui Xing, Alireza Azizi, Ro y a Momen, Tianlv Xu, Stev en R.

Kirk, and Saman tha Jenkins. Chiralit y-helicit y of cum u-

lenes: a non-scalar c harge densit y deriv ed p ersp ectiv e. Inter-

national Journal of Quantum Chemistry, 122(10):e26884:1–

e26884:??, Ma y 15, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Xa vier:2023:SEV

[Xa v23] F. George D. Xa vier. A sim ultaneous Eigen v alued ex-

pression to mo del the three coupled electronic states with

triply and doubly degenerate seams together I. Interna-

tional Journal of Quantum Chemistry, 123(20):e27199:1–

e27199:??, Octob er 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Xu:2020:FR W

[XBK

+

20] Tianlv Xu, Xin Bin, Stev en R. Kirk, Da vid J. W ales,

and Saman tha Jenkins. Flip rearrangemen t in the w ater

p en tamer: Analysis of electronic structure. International

Journal of Quantum Chemistry, 120(6):e26124:1–e26124:??,

Marc h 15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Xiang:2023:P AP

[XBL23] Xin Xiang, Jingw en Ba, and Lang Liu. Proton absorption

and p enetration b eha viors in Pt-supp orted graphene. Inter-

national Journal of Quantum Chemistry, 123(15):e27126:1–

e27126:??, August 5, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Xu:2021:FPS

[X CZ

+

21] W enh ui Xu, Y uhong Chen, Ying jie Zhao, Meiling Zhang,

Ranran Tian, and Cairong Zhang. First-principles study

on the methane adsorption prop erties b y Ti-mo dified gra-

ph yne. International Journal of Quantum Chemistry, 121

(24):e26811:1–e26811:??, Decem b er 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Xiao:2020:HTF

[XFW

+

20] Hui Xiao, T ou w en F an, Zhip eng W ang, T e Hu, Xian T ang,

Li Ma, and Pingying T ang. High-throughput first-principle

calculations of the structural, mec hanical, and electronic

prop erties of cubic XTiO

3

(X = Ca, Sr, Ba, Pb) ceram-

ics under high pressure. International Journal of Quantum

Chemistry, 120(10):e26168:1–e26168:??, Ma y 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Xie:2022:QUC

[XgZX

+

22] Qing-Xing Xie, W en gang Zhang, Xu-Sheng Xu, Sheng Liu,

and Y an Zhao. Qubit unitary coupled cluster with gener-

alized single and paired double excitations ansatz for v aria-

tional quan tum eigensolv er. International Journal of Quan-

tum Chemistry, 122(24):e27001:1–e27001:??, Decem b er 15,

2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Xu:2023:MMS

[XHS

+

23] Yi-Zhou Xu, Jiu-Chang Huang, Ming-Y ue Sui, Guang-Y an

Sun, Ch un-Ni Xiao, and Yi P eng. Monomer morphology

selection rules for an accurate design of bulk hetero junction:

an up dated theoretical accoun t. International Journal of

Quantum Chemistry, 123(10):e27092:1–e27092:??, Ma y 15,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Xu:2020:TSB

[XHX

+

20] Chengc heng Xu, Xin yue Huang, Xin Xu, Xiao Zhang, and

Haijun Zhang. Theoretical studies on the BC

2

N monola y-

ers with promising photo electronic c haracteristics and re-

mark able en vironmen tal stabilities. International Journal of

Quantum Chemistry, 120(6):e26120:1–e26120:??, Marc h 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Xie:2020:IME

[XJ20] Bin-Jie Xie and Ch un-Sheng Jia. Impro v ed m ultiparameter

exp onen tial-t yp e p oten tial for diatomic molecules. Inter-

national Journal of Quantum Chemistry, 120(1):e26058:1–

e26058:??, Jan uary 1, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Xie:2021:HPC

[XJLH21] Hui Hui Xie, Li Guang Jiao, Aih ua Liu, and Y ew Kam

Ho. High-precision calculation of relativistic corrections

for h ydrogen-lik e atoms with screened Coulom b p oten-

tials. International Journal of Quantum Chemistry, 121(13):

e26653:1–e26653:??, July 5, 2021. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Xiong:2022:LBE

[XL22] Ke Quan Xiong and An Y ong Li. Long-b onding and ef-

fects of carb on h ybridization on the b onding of M–Ng–C

comp ounds (M = Cu, Ag, Au). International Journal of

Quantum Chemistry, 122(21):e26978:1–e26978:??, No v em-

b er 5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Xiang:2020:TSP

[XPZ20] Y unjie Xiang, Suoping P eng, and Shaoh ui Zheng. Theoreti-

cal studies of photo v oltaic prop erties of fiv e new silol dithio-

phene based D

2

-A-D

1

-A-D

2 donors. International Journal

of Quantum Chemistry, 120(1):e26047:1–e26047:??, Jan uary

1, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Xu:2021:ER T

[X QJ

+

21] Shaoh ua Xu, Gangqiang Qin, Quan Jiang, Qian yi Cui, Ai-

jun Du, Chong jun Zhao, and Qiao Sun. N

2 electro c hem-

ical reduction on t w o dimensional transition metal mono-

b orides: a densit y functional theory study

. International

Journal of Quantum Chemistry, 121(7):e26548:1–e26548:??,

April 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Xu:2021:CFB

[XWJ

+

21] Jin Xu, Jin ting W u, Y uhe Jiang, Lian Zeng, W ei Li, Ming

Huang, Hongb o Li, and Jianguo Zhang. The coplanar fam-

ily of bis(nitrotriazoles) tetrazine and o xides based as ener-

getic comp ounds. International Journal of Quantum Chem-

istry, 121(2):e26364:1–e26364:??, Jan uary 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Xu:2020:MDN

[XWLZ20] Jin Xu, Jin ting W u, Hongb o Li, and Jianguo Zhang. Molecu-

lar design of a new family of bridged bis(m ultinitro-triazole)

with outstanding o xygen balance as high-densit y energy

comp ounds. International Journal of Quantum Chem-

istry, 120(1):e26056:1–e26056:??, Jan uary 1, 2020. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Xu:2022:DFT

[XWS

+

22] Sh uo Xu, Shi-Jie W ang, W an-Qi Sun, Xiao-Hong Li, and

Hong-Ling Cui. Densit y functional theory study of the

electronic prop erties and quan tum capacitance of pure and

dop ed Zr

2

CO

2 as electro de of sup ercapacitors. International

Journal of Quantum Chemistry, 122(4):e26844:1–e26844:??,

F ebruary 15, 2022. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Xu:2020:DND

[XZ20] Xiaoping Xu and Shaoh ui Zheng. Designing new donor

materials based on functionalized DCCnT with differ-

en t electron-donating groups: a densit y functional the-

ory (DFT) and time dep enden t densit y functional theory

(TDDFT)-based study

. International Journal of Quantum

Chemistry, 120(8):e26112:1–e26112:??, April 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Xu:2023:HIO

[XZGS23] Shaofeng Xu, Xiao xia Zhong, Ying Guo, and Jianjun Shi.

Hydro xyl-initiated o xidation pro cesses of phen ylenediamines

treated b y the atmospheric plasma: a theoretical study

in gas phase. International Journal of Quantum Chem-

istry, 123(11):e27099:1–e27099:??, June 5, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

in the pr esenc e of O

2 and NO

x

: a me chanistic and kinetic

study. International Journal of Quantum Chemistry, 121

(13):e26650:1–e26650:??, July 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Y u:2023:GEM

[YSZ23] T ao Y u, Yitao Si, and Jianc heng Zhou. General expres-

sions of molecular m ulticen ter in tegrals for Slater-t yp e or-

bitals. International Journal of Quantum Chemistry, 123

(15):e27128:1–e27128:??, August 5, 2023. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Y ang:2021:BFT

[YXKJ21] Y ong Y ang, Tianlv Xu, Stev en R. Kirk, and Saman tha Jenk-

ins. Bond flexing, t wisting, anharmonicit y and resp onsiv-

it y for the infrared-activ e mo des of b enzene. International

Journal of Quantum Chemistry, 121(8):e26584:1–e26584:??,

April 15, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Y un:2021:TIR

[YYL21] Xiao Y un, Zhangyu Y u, and T ao Liu. Theoretical in v estiga-

tion on the rho dium-catalyzed coupling reaction of k eto xime

with 1,3-en ynes: [4 + 1] vs [4 + 2] ann ulation. International

Journal of Quantum Chemistry, 121(4):e26449:1–e26449:??,

F ebruary 15, 2021. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Y ang:2020:MKE

[YZD

+

20] Y u-Qi Y ang, W ei Zhang, Ming-Sh uai Deng, Xiu-Mei P an,

F eng-Y ang Bai, and Lei T an. Mec hanism, kinetics, and

en vironmen tal assessmen t of OH-initiated transformation

of CTDE in the atmosphere. International Journal of

Quantum Chemistry, 120(15):e26250:1–e26250:??, August 5,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Yin:2021:HPE

[YZD

+

21] F angqian Yin, Tingc h un Zh u, Ch unh ua Dong, Bin Li, and

Le Zhang. H

2 promoting effect in Cr/PNP-catalyzed eth y-

lene tetramerization: a densit y functional theory study .

International Journal of Quantum Chemistry, 121(15):

e26667:1–e26667:??, August 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Y ao:2021:EMT

[YZL21a] Li-Hua Y ao, Jian-Guo Zhao, and Jing-W ei Li. Effects

of microstructural tailoring on Na storage p erformance of

graphene. International Journal of Quantum Chemistry, 121

(14):e26660:1–e26660:??, July 15, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Y u:2021:FPS

[YZL

+

21b] Xin y an Y u, Hongliang Zhang, Jie Li, Hui Guo, Jingkun

W ang, Jiac heng W ang, and Mengqiu Long. First-principles

study of the adsorption mec hanism of SO

2 and CF

4 on the

α-Al

2

O

3

(0001) surface. International Journal of Quantum

Chemistry, 121(5):e26507:1–e26507:??, Marc h 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Y ang:2023:OCV

[YZW

+

23] Bing Y ang, Cai-Rong Zhang, Y u W ang, Miao Zhao, Hai-

Y uan Y u, Zi-Jiang Liu, Xiao-Meng Liu, Y u-Hong Chen, Y ou-

Zhi W u, and Hong-Shan Chen. Op en-circuit v oltage loss and

dielectric constan ts as new descriptors in mac hine learning

study on organic photo v oltaics. International Journal of

Quantum Chemistry, 123(5):e27039:1–e27039:??, Marc h 5,

2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Y ang:2022:EMP

[YZY

+

22] Guang Y ang, Huiy ang Zhang, Yijun Y ang, Y udi W ang,

Xinzi Xv, Xinli Zhao, Lijuan Meng, Xiao jing Y ao, Xi-

uyun Zhang, and Y ong jun Liu. Electronic and mag-

netic prop erties of one-dimensional sandwic h transition

metal-an thracene molecular wires. International Journal of

Quantum Chemistry, 122(3):e26832:1–e26832:??, F ebruary

5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Zain uri:2023:EDI

[ZAB

+

23] Dian Alw ani Zain uri, Mundzir Ab dullah, Mohamad Aizat Abu

Bak ar, Suhana Arshad, and Ibrahim Ab dul Razak. An ex-

p erimen tal and DFT in v estigations of fused ring an thracen yl

c halcones with effectiv e mo dification in acceptor moiet y:

Nonlinear optical and optical limiting resp onse. Interna-

tional Journal of Quantum Chemistry, 123(18):e27178:1–

e27178:??, Septem b er 15, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Zhang:2022:FDE

[ZCL

+

22] Cai-Rong Zhang, Hong Chen, Zi-Jiang Liu, Mei-Ling Zhang,

W ei W ang, Y ou-Zhi W u, and Hong-Shan Chen. F ormami-

dinium dopan t effects on double p ero vskite Cs

2

AgBiBr

6

.

International Journal of Quantum Chemistry, 122(4):

e26846:1–e26846:??, F ebruary 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhang:2020:SSB

[ZFB

+

20] Li-Juan Zhang, Lin-Y an F eng, He Bian, Ling P ei, Da-Zhi

Li, and Hua-Jin Zhai. In searc h of the smallest b oro xol-

t yp e hetero cyclic ring system: Planar hexagonal B

3

S

+

3 clus-

ter with double 6π /2σ aromaticit y . International Journal

of Quantum Chemistry, 120(13):e26229:1–e26229:??, July 1,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Zhang:2021:GOC

[ZG21] Jun Zhang and V assiliki-Alexandra Glezak ou. Global op-

timization of c hemical cluster structures: Metho ds, appli-

cations, and c hallenges. International Journal of Quantum

Chemistry, 121(7):e26553:1–e26553:??, April 5, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Zh u:2020:EES

[ZGCF20] Sh uangfei Zh u, Qiang Gan, Nianshou Cheng, and Changgen

F eng. Exploring the effects of solv en ts on an organic

explosiv e: Insigh ts from the electron structure, electro-

static p oten tial, and conformational transformations of

2,4,6,8,10,12-hexanitro-2,4,6,8,10,12-hexaazaiso wurtzitane.

International Journal of Quantum Chemistry, 120(12):

e26202:1–e26202:??, June 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Zhang:2020:LDH

[ZGJ

+

20] Y ong Zhi Zhang, Y a Chen Gao, Li Guang Jiao, F ang

Liu, and Y ew Kam Ho. Linear dep endence in Hylleraas

configuration-in teraction calculations of He atom. Inter-

national Journal of Quantum Chemistry, 120(7):e26136:1–

e26136:??, April 5, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Zhang:2023:TSR

[ZHD

+

23] Hui Zhang, W ei Han, Xia Du, Y an Shang, Y ang Du, Sh uqi

Dong, Hongda Y ang, Xuan W ang, Qingguo Chen, and Zesh-

eng Li. Theoretical study on the reaction mec hanism of a

new XLPE insulation material without cross-linking b ypro d-

ucts: an alternativ e to p ero xide cross-linking. Interna-

tional Journal of Quantum Chemistry, 123(17):e27145:1–

e27145:??, Septem b er 5, 2023. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Zuluaga-Hernandez:2020:OEP

[ZHFD

+

20] Edison A. Zuluaga-Hern´ andez, Elizab eth Fl´ orez, Ludo vic

Dorkis, Miguel E. Mora-Ramos, and Julian D. Correa.

Opto-electronic prop erties of blue phosphorene o xide with

and without o xygen v acancies. International Journal of

Quantum Chemistry, 120(2):e26075:1–e26075:??, Jan uary

15, 2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Zhang:2022:LDC

[ZHG

+

22] Xinh ui Zhang, Jin b o Hao, Sh uli Gao, Liyuan W u, Ge W u,

F eng Chen, Le Gao, and P engfei Lu. Lithium decorated C

3

N

as high capacit y rev ersible h ydrogen storage material: In-

sigh ts from densit y functional theory

. International Journal

of Quantum Chemistry, 122(23):e26997:1–e26997:??, De-

cem b er 5, 2022. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Zh u:2020:R GP

[ZHJ

+

20] Lin Zh u, Y u Ying He, Li Guang Jiao, Y uan Cheng W ang,

and Y ew Kam Ho. Revisiting the generalized pseudosp ectral

metho d: Radial exp ectation v alues, fine structure, and h y-

p erfine splitting of confined atom. International Journal of

Quantum Chemistry, 120(14):e26245:1–e26245:??, July 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Zok aie:2021:MKR

[ZHS21] Meymanat Zok aie, S. Rasoul Hashemi, and V ahid Saheb.

Mec hanism and kinetics of the reaction CH

3

+ CH

3

CHO:

Ab initio semiclassical transition state theory study

. Inter-

national Journal of Quantum Chemistry, 121(4):e26468:1–

e26468:??, F ebruary 15, 2021. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Zh u:2021:EUH

[Zh u21] Qiangyuan Zh u. Extremal k -uniform h yp ertrees on inci-

dence energy

. International Journal of Quantum Chemistry,

121(9):e26592:1–e26592:??, Ma y 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhang:2023:QCP

[ZHW23] Mi Zhang, Hua Hou, and Baoshan W ang. A quan tum

c hemical prediction on arc in terruption capabilit y of dielec-

tric gases. International Journal of Quantum Chemistry,

123(23):e27224:1–e27224:??, Decem b er 5, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zakharo v:2020:EPE

[ZIA20] An ton B. Zakharo v, Vladimir V. Iv ano v, and Ludwik

Adamo wicz. Electronic p erturbation effects in the pres-

ence of electric field for π -conjugated systems: an electron-

correlation study

. International Journal of Quantum Chem-

istry, 120(16):e26260:1–e26260:??, August 15, 2020. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Zeng:2021:CIS

[ZJW

+

21] Lian Zeng, Y uhe Jiang, Jin ting W u, Hongb o Li, and Jianguo

Zhang. Computational in v estigation and screening of high-

energy-densit y materials: Based on nitrogen-ric h 1,2,4,5-

tetrazine energetic deriv ativ es. International Journal of

Quantum Chemistry, 121(17):e26742:1–e26742:??, Septem-

b er 5, 2021. CODEN IJQCB2. ISSN 0020-7608 (prin t),

1097-461X (electronic).

Zhao:2022:NID

[ZKP22] Y uming Zhao and Co dy Marcus King-P o ole. Nonco v a-

len t in teractions of 1,4-dithiafulv ene and nitroaromatics: a

com bined DFT and ab initio molecular dynamics (AIMD)

study

. International Journal of Quantum Chemistry, 122

(10):e26887:1–e26887:??, Ma y 15, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhang:2021:TSH

[ZL21] Lijuan Zhang and Dazhi Li. Theoretical studies on ho w to

tune the π -hole pnicogen b onds b y substitution and co op-

erativ e effects. International Journal of Quantum Chem-

istry, 121(6):e26531:1–e26531:??, Marc h 15, 2021. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhao:2023:SMM

[ZL23] Dan Zhao and Xiao qing Liu. Study on the microscopic

mec hanism of adsorption and diffusion of h ydro carb on

oil drops on coal surface using molecular dynamics sim-

ulations. International Journal of Quantum Chemistry,

123(23):e27229:1–e27229:??, Decem b er 5, 2023. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhou:2022:MSK

[ZLG22] Caih ua Zhou, Zhiw ei Liu, and Y ann v Guo. Metadynam-

ics sim ulations on the k ey factors of handedness induc-

tion of quinoline oligoamide foldamers with a terminal c hi-

ral group. International Journal of Quantum Chemistry,

122(16):e26924:1–e26924:??, August 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhang:2020:MSP

[ZLH20a] Y ujin Zhang, Jiancai Leng, and W ei Hu. A m ultiscale

study on photoph ysical prop erties of a no v el fluorescen t

prob e for imaging am yloid-β in Alzheimer’s disease. Inter-

national Journal of Quantum Chemistry, 120(18):e26344:1–

e26344:??, Septem b er 15, 2020. CODEN IJQCB2. ISSN

0020-7608 (prin t), 1097-461X (electronic).

Zhou:2020:ISE

[ZLH

+

20b] Y unxuan Zhou, Qianli Liu, Mingyu Hu, Gengsen Xu, Ruiju

Xu, Xiao yu Chong, and Jing F eng. In v estigation on the

stabilit y , electronic, optical, and mec hanical prop erties of

no v el calcium carb onate h ydrates via first-principles calcu-

lations. International Journal of Quantum Chemistry, 120

(10):e26219:1–e26219:??, Ma y 15, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhang:2020:HPC

[ZL T

+

20] Zhong Zhang, Chenc heng Liu, Ge Tian, Zuqing Chen, Liang

Pu, and Rob ert Bruce King. The hea vier pnictogen and

c halcogen analogues of iso cy anic and cy anic acids and their

dimers: a high lev el ab initio study

. International Journal of

Quantum Chemistry, 120(1):e25989:1–e25989:??, Jan uary 1,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Zhang:2020:GIA

[ZMJ

+

20] Baoh ua Zhang, Ying jin Ma, Xinsheng Jin, Ying W ang,

Bingbing Suo, Xiao He, and Zhong Jin. GridMol2.0: Im-

plemen tation and application of linear-scale quan tum me-

c hanics metho ds and molecular visualization. Interna-

tional Journal of Quantum Chemistry, 120(23):e26402:1–

e26402:??, Decem b er 5, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Zaitsevskii:2023:GRS

[ZMOE23] Andr ´ ei Zaitsevskii, Nik olai S. Mosy agin, Alexander V.

Oleynic henk o, and Ephraim Elia v. Generalized relativistic

small-core pseudop oten tials accoun ting for quan tum electro-

dynamic effects: Construction and pilot applications. Inter-

national Journal of Quantum Chemistry, 123(8):e27077:1–

e27077:??, April 15, 2023. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Zobair:2021:EBT

[ZMS21] Mian Muhammad Zobair, Mehar Ali Malik, and Hani

Shak er. Eccen tricit y-based top ological in v arian ts of tigh test

nonadjacen tly configured stable p en tagonal structure of car-

b on nano cones. International Journal of Quantum Chem-

istry, 121(24):e26807:1–e26807:??, Decem b er 15, 2021. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Zh u:2022:EHM

[ZZ22] Guo jia Zh u and Shaoh ui Zheng. Exploring the hole mo-

bilit y of oligothiophene based donors with differen t spatial

symmetry and conjugation length of bac kb one: a theoretical

insigh t. International Journal of Quantum Chemistry, 122

(1):e26820:1–e26820:??, Jan uary 5, 2022. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhao:2022:SCB

[ZZF22] Lili Zhao, Minna Zhi, and Gernot F renking. The strength of

a c hemical b ond. International Journal of Quantum Chem-

istry, 122(8):e26773:1–e26773:??, April 15, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhou:2023:R GP

[ZZJ

+

23] Zhi Ling Zhou, Ruo Y u Zheng, Li Guang Jiao, Aih ua Liu,

Henry E. Mon tgomery

, Jr., and Y ew Kam Ho. Revisiting the

generalized pseudosp ectral metho d: Energy degeneracies,

radial exp ectation v alues, and Sc h w arz-lik e inequalities of

the shell-confined atom. International Journal of Quantum

Chemistry, 123(9):e27085:1–e27085:??, Ma y 5, 2023. CO-

DEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Zhou:2020:MHD

[ZZL

+

20a] Hongxia Zhou, F a y an Zh u, Hongy an Liu, W enqian Zhang,

Y ongquan Zhou, and Ch unh ui F ang. Mec hanism for h ydrol-

ysis of double six-mem b ered ring tetrab orate anion. Inter-

national Journal of Quantum Chemistry, 120(5):e26118:1–

e26118:??, Marc h 1, 2020. CODEN IJQCB2. ISSN 0020-

7608 (prin t), 1097-461X (electronic).

Zou:2020:ESU

[ZZL20b] Xin Zou, Zhongxun Zh u, and Hongy an Lu. The extremal

structures of k -uniform unicyclic h yp ergraphs on Wiener in-

dex. International Journal of Quantum Chemistry, 120(3):

e26091:1–e26091:??, F ebruary 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhang:2020:TDD

[ZZLC20] Bofeng Zhang, Hong Zhang, Jiahe Lin, and Xinlu Cheng. A

time-dep enden t densit y functional study on optical resp onse

in all-inorganic lead-halide p ero vskite nanostructures. Inter-

national Journal of Quantum Chemistry, 120(13):e26232:1–

e26232:??, July 1, 2020. CODEN IJQCB2. ISSN 0020-7608

(prin t), 1097-461X (electronic).

Zh u:2022:TST

[ZZL

Y22] Qiong Zh u, P an w ang Zhou, Jian y ong Liu, and Sh uh ui Yin.

Theoretical study on the thermal disso ciation of F O X-7 pro-

moted b y NO

2

. International Journal of Quantum Chem-

istry, 122(7):e26864:1–e26864:??, April 5, 2022. CODEN

IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhao:2021:MDL

[ZZXT21] Xiuxiu Zhao, Yingc hao Zhang, Congxia Xie, and Long T an.

Molecular design of long in tra-ann ular nitrogen c hains: 3H-

tetrazolo[1,5-d]tetrazole-based high-energy-densit y materi-

als. International Journal of Quantum Chemistry, 121(17):

e26743:1–e26743:??, Septem b er 5, 2021. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).

Zhang:2020:DFT

[ZZZ

+

20a] Shiguo Zhang, Y an Zhang, Y un Zhang, Ziy an F eng, Caihong

W ang, He Bian, and Jinshe Chen. A densit y functional the-

ory study on the atmospheric reaction of CH

3

O

2 with HS:

Mec hanism and kinetics. International Journal of Quantum

Chemistry, 120(17):e26330:1–e26330:??, Septem b er 1, 2020.

CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X (elec-

tronic).

Zh u:2020:ESD

[ZZZ20b] Ben-Chao Zh u, Sh uai Zhang, and Lu Zeng. The effect of sili-

con doping on the geometrical structures, stabilit y , and elec-

tronic and sp ectral prop erties of magnesium clusters: DFT

study of SiMg

n

(n = 1–12) clusters. International Journal of

Quantum Chemistry, 120(10):e26143:1–e26143:??, Ma y 15,

2020. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-461X

(electronic).

Zhao:2023:MSP

[ZZZ

+

23] Miao Zhao, Cai-Rong Zhang, Mei-Ling Zhang, Xiao-Meng

Liu, Ji-Jun Gong, Zi-Jiang Liu, Y u-Hong Chen, and Hong-

Shan Chen. Molecular stac king pattern effects in hetero-

junction of D18:Y6 organic solar cell. International Journal

of Quantum Chemistry, 123(5):e27047:1–e27047:??, Marc h

5, 2023. CODEN IJQCB2. ISSN 0020-7608 (prin t), 1097-

461X (electronic).

Zhang:2020:CSR

[ZZZW20] Jing Zhang, Qingli Zhang, Zhen yuan Zh u, and Bingk ai

W ang. Computational study on the Rh-catalyzed c hemo di-

v ergen t o xidativ e ann ulation of b enzamides and en ynes.

International Journal of Quantum Chemistry, 120(15):

e26252:1–e26252:??, August 5, 2020. CODEN IJQCB2.

ISSN 0020-7608 (prin t), 1097-461X (electronic).