A Complete Bibliograph y of Publications in

Journal of Computational 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: http://www.math.utah.edu/~beebe/

25 August 2023

V ersion 1.09

Title w ord cross-reference

(n, n) [BW22a]. (n ≤ 10) [YOCMA23]. 1 [P an23]. 16 [WMJ

+

22]. 1 ≤ N ≤ 6

[MPOC21]. 2 [DF22, PSM

+

20, SLMA21]. 20 [W an23]. 3 [TT20, WKL22]. 4

[SS20]. 4H [MSE

+

21]. 5 [AS20, JMV21, SDK20, VTdlM20]. 7 [MdSJ

+

23]. 8

[Bal20b]. [3 + 2] [SMB

+

23].

+

[APR21, CWZD20, GJL21, LR20, LEP

+

21,

MAM

+

23, OM22, WSV20, YMSS23].

−

[Tze21, WSV20, WMJ

+

22].

1

[ZHHS21].

13

[MCD22, ZHHS21].

19

[Ben22, MPV22].

2

[AKN

+

20].

2+

[ALA

+

22, HSG21, IK21, JRS20, MAKZ23, SPSH20, ZRSST20].

205

[Sai23].

3

[Mar21, TTDT20].

31

[FBP

+

22].

3

Π

u

[Kop22a].

3

Σ

−

g

[Kop22a].

β

[LL21b].

I

[P AS

+

20].

I I

[

´

CPP

+

22].

pro

[PPP21].

1

[Dor20].

10

[LR20, LXP

+

22].

+

12

[PGP

+

23].

18

[PP23].

2

[A QMM

+

23, AMM22, ABA Q

+

23, AR20, A WK

+

23,

DSC20, DBE20, DLH

+

23, DGSB

+

20, FP22, FP23, GGK20, GKA

+

23b,

KPTT21, LHC

+

21, LZW

+

23, MH20, MBBU23, MMAZ

+

23, MK22b, OKI

+

21,

PTP23, R

C22, SSSA23, SWF

+

20, SWM

+

20b, SVTK

+

22, SKK

G22, SBB

+

22,

1

TTK23, TYZ20, TPZ

+

20, TZS

+

22, VTdlM20, V

CRP23, WP20, WLZM20,

W an23, XL W

+

22, YYS20, YYZ

+

21, ZDBZ20].

20

[LR20].

0,±1,±2

24

[MIP

+

21].

q

27

[NSKN21].

+

2

[GJL21].

−

2

[SLR

+

20].

−/0

2

[DC22a].

3

[AMM22, A WK

+

23, BBL

+

22, EK20b, EK20c, IK21, KPTT21, LLS

+

22b,

LZW

+

23, OE20, PTP23, PGP

+

23, SVTK

+

22, SLR

+

20, SM22b, SCC

+

22,

SL20, WLZM20, XZW

+

21, YMSS23, dCV

ARN20].

4

[AMM22, K GS

+

22, LJW

+

23, MK22b, SM22b, ZXD20b, ZXD20a].

450

[HY A

+

20].

5

[GJL21, HSG21, OKI

+

21].

6

[A QMM

+

23, ABA Q

+

23].

60

[DSC20, HSG21, YLZ

+

22].

9

[PGP

+

23].

a

[PWW20].

N

[GCP22, MPOC21,

SLR

+

20, GPM21b, KPTT21, VTdlM20, WMJ

+

22, YOCMA23].

−

n

[WMJ

+

22, W an23].

−/0/+

n

[TT20].

Q

n

[ZDBZ20].

spiro

[DK23].

x

[JS21].

+

y

[JS21]. α [CSP20, DC22b, SSS

+

20b]. β [A

V20, BPDG21, K GD

+

21, ZZ23b]. ·

[AMM22, OE20, OE20]. · · · [BdLC21, KPTT21, TTT

+

21]. d [IK21, MSE

+

21].

d

10

[PTP23]. D

9h

[PP23]. Δ [EK20a]. η

1

[LZW

+

23]. η

5

[AS23, HSG21]. f

[SCZ

+

21]. γ [FL

T23, KZJ21]. H [MIP

+

22]. K

a

[SHHH22]. λ [Ngo21]. log P

[DHD21, SHH

+

23b]. M [SM22b]. μ [MVP

+

20]. μ

2

[KBHG23]. N

[DOT22, MdSJ

+

23, NS22, OM22, PFPD21, SHH

+

23b]. n = 1

[MdSJ

+

23, TT20, VTdlM20]. n = 15 [W an23]. n = 3 [WMJ

+

22]. p [AR20]. π

[A V20, CBF

+

20, FDD

+

23, LJ20, MP23, ODL20, R

TB23, Sc h22a, SJZ

+

21,

TLD

+

22, ZBH

+

23]. q = 1, 0, −1 [NSKN21]. S [SVTK

+

22]. σ

[A V20, BKM21, JGGPN21, LK22, MP23, RZS

+

23]. sp

2

[IW23, NUK21]. sp

3

[NUK21]. ΘΦ [TPD21]. U [POPGS22]. v = 1, j = 0 [BBY

+

21]. Z

[ARR22b, WHJM23].

-1 [ZDBZ20]. -acenes [MdSJ

+

23]. -acetato [MVP

+

20]. -alanine [DC22b].

-alk anes [PFPD21]. -aminotetrazole [JMV21]. -aromatic [R

TB23].

-Based [DBE20]. -blo c k [AR20]. -bridged [KBHG23]. -C

[HSG21, LZW

+

23]. -catalyzed [HCY

+

22, LLS

+

22b]. -complexes [BKM21].

-conjugated [CBF

+

20]. -co v alency [ZBH

+

23]. -Cp [HSG21]. -cub e

[Bal20b]. -cyclop en ta [MSE

+

21]. -dep enden t [Ngo21, JRS20]. -diaqua

[MVP

+

20]. -dik etones [A

V20]. -elimination [KZJ21]. -F12 [CK22].

-functions [SCZ

+

21]. -grasp [BPDG21]. -hairpin [ZZ23b]. -helical

[SSS

+

20b]. -hexane [NS22]. -Hole

[RZS

+

23, JGGPN21, LK22, Sc h22a, SJZ

+

21]. -iron-N [GKA

+

23b].

[?]KohnEhlert:2020:PPP. -lactamase [K GD

+

21]. -LIO [SDK20]. -matrix

[WHJM23]. -meth ylide [SVTK

+

22]. -mo dified [DOT22]. -o ctanol-w ater

[SHH

+

23b]. -phen yl [AS20]. -p yrazine-M [MH20]. -p yrido [MIP

+

22].

-p yrrolylenones [ARR22b]. -radical [MP23]. -sextet [TLD

+

22]. -th ymine

[SSS

+

20a]. -w ater [V

CRP23]. -xTB [OM22].

/CBS [CSWW20, Dor20, SK20]. /H [WSV20].

1 [CM20b, KUNT20, PWX

+

20, S´ an20, W CT

+

23]. 1-11 [ZDBZ20]. 1.0

[XSP

+

23]. 1.2-a [MIP

+

22]. 10.1002/jcc.25747 [MT20a]. 12 [SMH21]. 19

[SLMA21].

2 [MSE

+

21, CM20b, EIT

+

21, GCP22, KLZ

+

23, K GD

+

21, ONA

+

20, PDC23,

PPP21, PPRS22, RLR

+

20, SLR

+

20, UA C

+

23, YC23]. 2-b o dy [K

G23].

2’-disulfanediylbis [MSE

+

21]. 2-HOPO [SDK20]. 2-h ydro xymeth yl

[MSA22a]. 2-metho xy eth yl [MSA22a]. 2-silo xy-1-prop ene [LLS

+

22b]. 2.0

[FPMD23, Kos22, SWLC22]. 20/HMX [ZG21]. 2D [POPGS22, PM21].

2D-surface [PM21]. 2D/3D [POPGS22].

3 [GSJ

+

23]. 3-cycloaddition [SVTK

+

22]. 3-D [GSJ

+

23].

3-trifluoro-1-nitroprop-1-ene [SMB

+

23]. 3D

[CKH23, DF22, HKFT21, POPGS22, YIO20, YYZ

+

21]. 3D-COF [YYZ

+

21].

3D-QSAR [DF22, HKFT21]. 3D-QSAR/MD [HKFT21]. 3D-RISM

[CKH23, YIO20].

4-o xo-4 [MIP

+

22]. 4-triazole-3-thione [K GD

+

21]. 40 [MT20a]. 42

[W G21]. 43 [SCCZ21].

6-h ydro xyquinolinone [SEBE21]. 6-lutidine [TYZ20]. 60th [IBL20]. 66

[FP23].

7 [CM20b]. 7D [Bal20a]. 7D-Hyp ercub e [Bal20a].

8-h ydro xyquinolinato [AS20].

= [A QMM

+

23, ABA Q

+

23, AS20, APR21, GPM21b, HSG21, LZW

+

23,

LXP

+

22, LJW

+

23, MH20, PTP23, PP23, SM22b, SCC

+

22, SL20, ZDBZ20].

AA [ZWY

+

22]. Ab-initio [RZS

+

23, RPD

+

20a, SNN

+

21, XSP

+

23].

ABCG2 [SHH

+

23a]. ABEEM [LRqG

+

22]. Absolute [SZLD20, CV22].

Absorption [AS20, AS21, ABNG22, BBL

+

22, EK20a]. Ac [LJW

+

23].

accelerated [GVJ

+

22, PPV

+

21, R

GGD21]. accelerates [NAN

+

23].

Accelerating [GCL

+

20, LGC21, WKL22, ABTM22]. Acceleration [JKS23].

acceptor [PTP23, T

ANC23]. Accessible [GCL

+

20, V

CL20]. accuracy

[RMJ21, YFH

+

21]. Accurate [DKB23, Dor20, LRF

+

21, PWX

+

20, Ben22,

BP22, CSWW20, SHH

+

23b, SHH

+

23a, WD20]. A

CE2 [KLZ

+

23]. acenes

[MdSJ

+

23]. acetaldeh yde [LLS

+

22b]. acetate2 [MIP

+

22].

acetate2-o xo-2- [MIP

+

22]. acetato [MVP

+

20]. acetone [SHHH22].

acetonitrile [PT21]. acet ylc holine [BRNB21]. Acet ylene

[OO Y20, SVTK

+

22, ZMH

+

21]. ac hiralit y [PFP

+

21]. acid

[Brz22, CMD

+

22, FP23, HREvdK

+

20, HPG20, KZJ21, KK22a, KEK23,

NMMC21, ODL20, OE20, PRH20, PLZT23, SHHH22, W GK G20].

acid-catalyzed [PRH20]. acid-w ater [KEK23]. acidic

[FM21, KSS21b, KSRB

+

21]. acidities [Brz22]. acidit y [PT21]. acids

[CH23, PT21]. acrylate [MSA22a]. actinide [SDK20]. Actinium [TLS23].

actinoids [LJW

+

23]. action [SVDS21]. Activ ated [WLZM20, L YX

+

22].

Activ ation [BWM20, MKSS20, MGCM21, SLR

+

20, ABZ20b, DZL

+

20,

FP22, KJV23, LA20, PRF20, SHP

+

23]. Activ e

[VDK

+

20, BBC20, BP22, HL20, RvWH23, TIK21, TZS

+

22, WS21].

activities [YFS20]. activit y [BHR

+

21, NAAP21, SS20, DMTR22, ZMH

+

21].

Acylation [CD20]. Ad [FBP

+

22]. Ad-MD [FBP

+

22]. adaman tane

[SAZ

+

23]. adaman tane-lik e [SAZ

+

23]. adapted [GH22b, NTK21, OE20].

Adaptiv e [SS23, NSRK21]. Adatom [JGSA22]. additiv e [KYM20].

additivit y [PB20]. adiabaticit y [R CC

+

20]. adjusted [GH22a, VV20b].

adsorbates [KPDB22]. Adsorption

[GGK20, FP22, FBM

+

23, JGSA22, SS23, YYZ

+

21]. adv ance [SDH23].

Adv ances [MR21, MPR22]. Adv ancing [YGG

+

23]. adv an tage [BPDG21].

aeruginosa [VDK

+

20]. affinities [PWX

+

20]. Affinit y

[dSBFdAJ20, DC22b, KZO

V23, NAN

+

23, Ngo21, NGD22, SW21, TWT

+

22].

affinit y-selected [KZO

V23]. affordable [DKB23]. Ag

[MH20, D

A22, LZW

+

23, PP23]. against [EIT

+

21, SKL23, UA C

+

23]. agen t

[SDK20]. agen ts [MML

+

23]. aggregate [RDS

+

20]. aggregates [TMO

+

21].

Aggregation [DB23]. agonist [BRNB21]. aided [K GS

+

22]. Al [AS20].

alanine [DC22b, FP23]. albicans [ZOD

+

22]. Alc hemical

[TM20, WFBB22, BF22, GFRNC21, HB21, Min20]. alcohols [ZWY

+

22].

Alder [MNZGO

+

20, MGCM21, NMMC21, SSYB

+

20]. aldimines [BSR22].

aldol [LLS

+

22b]. AlGDo c k [Min20]. algebra [GJMPVR

+

20]. algebraic

[HD21]. Algorithm [AiIS

+

21, WSL

+

20, FR21, GK O

+

22, JKK

+

21, K

G23,

LHH

+

23, MB21, PSB

+

22, RD23, SS20]. algorithms

[CP23, GWN21, POvG21, RDB23, ZKJ

+

23]. alignmen t [SCC

+

22]. alk ali

[JMV21, ODL20, OM23, OSM20, YMSS23]. alk ali-metal-lik e [YMSS23].

alk aline [ZLLL22]. alk anes [PFPD21]. alkylated [MAP

+

20]. alkylp yrroles

[ZHHS21]. Alkyne [WLZM20]. Alkynes [JFZ

+

20, TYZ20]. All-atom

[PDC23, BUNO22b, LKM20, W GK G20]. All-electron [RNP20]. all-metal

[MAI22]. all-purp ose [Mar21]. Allosteric [BSL20, CDCT21]. allo y

[RDB23]. along [CG20, MH22]. alpha [PFPD21]. alpha-am ylase

[PFPD21]. alternativ e [KSRKS21]. Aluminab enzene [Brz23].

Aluminab enzene-based [Brz23]. alumin um [BA22, Kop22a]. AMgF

[SL20]. amide [CR T

+

21]. amination [DPY

+

22]. amine [CR T

+

21, HPG20].

amino [CH23, HREvdK

+

20, ODL20]. aminob orane [SR23].

aminotetrazole [JMV21]. aminotransferase [BBC20]. AMK Moun tain

[ZLLL22]. Ammonia [MF

C20, SPSH20, YOCMA23]. ammonium [ODL20].

AMOEBA [ALA

+

22, PLP

+

20, WL

WR22]. among

[D WSX20, GFRNC21, KLZ

+

23]. Amorphous [XZZ

+

20, HUUO23]. am ylase

[PFPD21]. am yloid [BV C

+

23]. analogs [PLZT23, ZS22]. analogues

[SJZ

+

21]. Analyses

[SLR

+

20, AK20, GM22, GKA

+

23b, KZO

V23, PL22, TS21]. Analysis

[AKR21, AD20, BBSF

A22, KUNT20, MAM21, MAI22, MH20, A

˚

AFJ21,

BPL

+

22, BdLC21, CJHW21, CSP20, CB20, DGM22, DPY

+

22, ETT21b,

EK20c, EPT21, HL20, HS23, IMT

+

21, JMK

+

20, JRS20, KM22, LHG

+

23,

MDO

+

20, MGCM21, MT20b, NUK21, NHFS21, NTK21, NEG

+

20, NVBG23,

OKK22, RLHG

+

23, R CC

+

20, RA20, SK23, SR23, SPT21, SWLC22, SH23,

TSZ

+

21, YIO20, YW

GY22, ZGZC20, ZBH

+

23]. analytic [BSF20, IN23b].

Analytical [IN23a, LL21b, V

CL20]. Analyze [dSBFdAJ20, MPOC21, ZK23].

analyzing [HPG20]. Anatom y [L

T23]. angle [PDL

+

21]. angular [MR21].

anharmonic [ETT21b]. ANI [TTK23]. ANI-ML [TTK23]. aniline

[HR TSS

+

20]. Anion [LJ20, FDD

+

23, GP21, XAD20]. anion- [FDD

+

23].

Anion-Ring [LJ20]. Anionic [AK20, PT20, KPKS23]. anions

[Brz23, GJL21, Tze21]. Anisotropic [GWN21, ZGZ

+

20, A

YO20, BS23].

anisotrop y [SSP23]. ann ulene [PC21]. AnO [LJW

+

23]. ano de [SGT

+

20].

anomaly [X

CJ20]. an tagonists [CM20b]. an thracene [MNZGO

+

20]. An ti

[KUNT20, NPGP23, SVDS21]. an ti-cancer [SVDS21]. an ti-HIV [NPGP23].

An ti-Human [KUNT20]. an tibiotic [BF22]. An tib o dies [KUNT20].

an ticancer [HBM

+

20]. an tiferromagnetic [W an23]. an timicrobial

[SEBE21]. an timon y [PT21]. an tip orter [WSV20]. an tipsyc hotic

[dCRM21]. an titumor [PRH20]. an y [dCRM21]. applicabilit y

[GH22a, LSP23]. Application

[GJMPB

+

20, KdlLC22, MZ21, PHS

+

20, TM20, T ou21, XAD20, AAe20,

MLC

+

23, MK22b, SS23, TSR21, YLZ

+

20, YBS

+

20]. Applications

[BBC

+

21a, SHM

+

20, A QMM

+

23, CC22, IYI

+

20, IRB

+

23, K GS

+

21, SIW21,

SKS21, SPT21, TCS

+

21a]. applied [HBM

+

20, K

CGK20, PMT

+

22]. apply

[PDL

+

21]. Approac h

[PWW20, SBG20, SB20, ARR22a, ARR22b, AAL21, ASW20, CN21,

´

CPP

+

22,

DGSB

+

20, DOT22, HBT

+

20, IYI

+

20, IRB

+

23, JGGPN21, K

G23, KPHV23,

KEK23, LBH

+

22, LL22, LDT

+

22, MZMK

+

21, MJS

+

23, MSA22b, NMFI21,

OSHT20, PW20, RDB23, STR20, T A C

+

23, TMO

+

21, TSR21, V

CL20, YC23].

approac hes [A

V20, GH22a]. appro ximate [BSS

+

22, JCMHT22].

appro ximation [BMT

+

21, CS23, MCP23, NG20, Shi22, VV20b, YW20].

Appro ximations [HFPS20, BSF20, R

C22]. aprotic [OM22]. aptamer

[KR23, TM20]. A

QUA [LGD

+

20]. A

QUA-MER [LGD

+

20]. aquation

[HBM

+

20]. Aqueous

[SSYB

+

20, KK23, KTM

+

23, LGD

+

20, PDC23, RPD

+

20a, VV21, YC20].

Arc hiv e [R TB

+

22]. Area [GCL

+

20, V

CL20]. Arene [K GS

+

21].

Argen tophillic [EPT21]. argen tum [EPT21]. argon [NSH23]. AR GOS

[NSRK21]. arithmetic [LPF

+

23]. ArN [MAM

+

23]. aromatic

[APS20, GAP21, MAI22, ODL20, R

TB23, TLD

+

22]. art [BSF20]. artifacts

[

¨

OLP

+

20]. Artificial [QB20, MZ21]. aryne [GM22]. Aspartate

[HPG20, BBC20]. asp ects [KZJ22]. asplatin [PPSP20]. assem blies

[GBM20]. assem bly [MAP

+

20, PRH20]. Assessing

[BOPJ

+

21a, PRF20, MK22a]. Assessmen t

[AS21, CK22, FB21, POPGS22, R

C22, SK20, SB20, ZRSST20]. assisted

[ARA22, A

V20, ARR22b, CR T

+

21, HUUO23, K

GTL21, LL21b, LL22,

MLC

+

23, WRBT21]. asso ciation [GBM20, SSS

+

20b, YJZ

+

22]. astatine

[PHS

+

20]. asymmetric [HCY

+

22]. atom [BUNO22b, D AR T21, DLH

+

23,

GFRNC21, LKM20, LK22, PDC23, SHH

+

23a, WMJ

+

22, W GK G20].

atom-cen tered [LK22]. atomic [A

˚

AFJ21, BP22, EVKL21, LL21b, NEG

+

20].

atomicit y [NAAP21]. A tomistic [GO

Y20, HZG

+

20, ONA

+

20, SY21, SL20,

WKD

+

21, FL

T23, LGC21, RMS

+

23]. atomistically [NP23]. atomization

[GZFSM21, MCP23]. atoms [AKN

+

20, AA20, CC22, CSGVF

+

20, DC22a,

JCMHT22, JGGPN21, LGM20, LGM22, L YX

+

22, MSYS23, MC23, NTK21,

NSH23, OE20, Sc h22b, SG20, W an23]. atoms-in-molecules [MC23, NTK21].

attac k [CR T

+

21]. attraction [IN23b]. attractors [KE23b]. augmen ted

[NEG

+

20, Pil20]. auto [CJHW21]. auto-analysis [CJHW21]. AutoDo c k

[PNT

+

22]. Automated

[COK22, GSD

+

22, WHJM23, ZLLL22, MNBG

+

21, RSHG23, RB22, SSMP23].

Automatic [SM22a, FKT21]. Automation [WL

WR22]. Automativ e

[SC23]. Automatized [ABNG22, SYS

+

21]. AutoMeKin2021 [MNBG

+

21].

auxetic [MMAZ

+

23]. auxiliary [MFS22, NSH23, SM22a]. a v ailable

[TPD21]. a v eraged [TWT

+

22]. Av oids [SZLD20]. a w are [TCS

+

21a]. axial

[GSJ

+

23, PPFL23]. Aza-BODIPY [FB21]. azab enzenes [BKM21]. azide

[XZZ

+

20]. Azob enzene [YX

GZ20, YLZ

+

22]. azob enzene-con taining

[YLZ

+

22]. AzoChignolin [ZZ23b]. azomethine [SMB

+

23].

B [LHC

+

21, PGP

+

23, YMSS23, DZL

+

20, DDSM23, MIP

+

21]. B3L YP

[LRF

+

21, SW21]. Bac k [KE23a, GA

G20]. Bac kb one

[CLS

+

20, OC23, SGGG22, SSS

+

20b, LL21b]. bac kb one-driv en [SSS

+

20b].

balance [LBH

+

22, SSS

+

20b]. balanced [BK22]. band

[GAP21, MA23a, MA23b, ZLLL22, LPP20]. bandgap [dAR W

+

23]. bands

[Sc h22a]. BAR [ZK21]. barriers [MML

+

23]. Barshad [VF

CG20]. base

[DDSM23]. Based

[DBE20, A

V20, ARR22a, BA O

+

20, Ben22, Brz23, CDCT21, CM20a, CP23,

CN21, DC22b, DPY

+

22, DGSB

+

20, EK20a, FP22, FKT21, GJMPVR

+

20,

GJMPB

+

20, GRBN21, GLC

+

22, HM21, JMV21, KWYN23, K GS

+

21,

KZO V23, KDKS21, KdlLC22, KSRKS21, KDP

+

22, LHH

+

21, LSP23,

L WF

+

22, LEP

+

21, LC22, MNZGO

+

20, MKK

+

22, MLG

+

21b, MAKZ23,

MT20b, NEG

+

20, OE20, PPV

+

21, PW20, PMT

+

22, PM21, RK

C21, RDK

+

22,

RSHG23, R CC

+

20, RDB23, SKL23, SBB

+

22, SM20, SD21, SHHH22,

TWT

+

22, UB20, VWP

+

22, Vyb23, YLZ

+

20, ZLLL22, ZS22, ZFRM20].

bases [Sc h22a]. basicit y [DC22b, GSH23, SW21]. Basis

[YX GZ20, CM20b, GZFSM21, GH22b, IN23b, LB21, LB22, MFS22, MCP23,

NSH23, RNP20, SLB23, SM22a, SCKH21, SM20, SCCZ21, T A C

+

23, W CT

+

23].

basis-set [T A C

+

23]. bath [CQSG20]. batteries [SGT

+

20]. Ba y esian

[A VM21, LBH

+

22]. Bdf1 [ZOD

+

22]. Be

[ZDBZ20, BTSB22, SKK

G22, YOCMA23, YMSS23]. BeH [MMAZ

+

23].

Beha vior [NI22, AK20, KDKS21]. Bel [ZXD20b, ZXD20a]. BeM [PTP23].

CIFDo c k [VWP

+

22]. circular [MSA22b]. Cis [YX

GZ20]. Cis-Azob enzene

[YX GZ20]. Cl

[SCC

+

22, ZG21, ABA Q

+

23, GGK20, MBBU23, SLR

+

20, WSV20]. CL-20

[ZG21]. CL-20/HMX [ZG21]. Clar [TLD

+

22]. classic [MAI22]. classical

[BdLC21, DHD21, HUUO23, KLP

+

22]. ClassicalGSG [DHD21]. classify

[DT A21]. clathrate [V

CRP23]. clathrate-h ydrates [V

CRP23]. clea v age

[CR T

+

21, JRS20]. close [CGMR

VBAI22]. closed [Klo22, MB21].

closed-shell [Klo22, MB21]. Cluster

[BLP20, WZZ

+

20, BTSB22, BSF20, DC22b, FB21, GRBN21, HPM

+

21,

KPDB22, NSKN21, SKK

G22, SAZ

+

23, STR20, WP20]. cluster-con tin uum

[STR20]. Clusters [MF

C20, AD23, BWS20, CV GVN

+

20, DZL

+

20, JS21,

KE23b, KPTT21, K

G23, KEK23, LL21a, LLZ

+

23, LXP

+

22, MAI22, Mil21,

NAAP21, NI22, NST

+

20, OM22, OM23, POPGS22, RDB23, TT20, TSR21,

VTdlM20, WMJ

+

22, W an23, YOCMA23, ZDBZ20]. Cm [LJW

+

23]. CO

[PTP23, WLZM20, LXP

+

22, DZL

+

20, GKA

+

23b, MSA22a, AMM22, AR20,

DGSB

+

20, FP22, FP23, FDK22, LHC

+

21, MK22b, R

C22, SK23, SBB

+

22,

V CRP23, WP20, XL W

+

22, YYZ

+

21]. co-dep osition [MSA22a]. co-factor

[GKA

+

23b]. CO-N [XL W

+

22]. Coarse [MT20a, WSL

+

20, WZZ

+

20, BS23,

CST23, GWN21, K

GTL21, LL21b, LL22, MT19, SSDL

+

23].

Coarse-Grained [MT20a, WSL

+

20, WZZ

+

20, BS23, CST23, GWN21,

K GTL21, LL21b, LL22, MT19, SSDL

+

23]. cobalt [HCY

+

22]. COBRAMM

[ABNG22]. co crystal [ZG21]. Co de [SHM

+

20, TS21]. co deliv ery [PRH20].

co des [WK21]. co efficien t [SHH

+

23b, UKBD23]. co efficien ts [BUNO22b].

Co elen terazine [GO

Y20]. Co enzyme [CWZD20]. COF [YYZ

+

21].

coheren t [EVKL21]. coinage [FBM

+

23, MCD22]. collision [BBY

+

21].

Colorings [Bal20a]. com bination [GVJ

+

22, KK23]. Com bined

[RMJ21, AiIS

+

21, KPHV23, LDT

+

22, TIK21, TMO

+

21, WKD

+

21].

Com bining [BMT

+

21, MKB

+

21, TCS

+

21a, WSL

+

20, KN21, NML21].

Commen t [MT21, NTK21, WFLZ23, W

G21, CPG21, W an21a]. common

[MSA22a]. comm unications [AiIS

+

21]. Comparativ e [JMV21, PM21].

compared [LML

+

23, WD20]. Comparing [CCHS23]. Comparison

[BSS

+

22, CN21, NUK21, RLHG

+

23, SK20, WK21, DGM22, GG22, HSG21,

SVTK

+

22, SK23]. compatible [PLP

+

20]. comp etition [SJZ

+

21].

complemen tary [FPMD23, SM22a]. Complete

[HL20, DMD

+

21, MCP23, SCKH21]. Complex

[NGD22, ALA20, AAL21, BF22, GNK

+

23, KL20, LML

+

23, OE20, SWF

+

20,

SIW21, SC23, TM20, WHJM23, YYS20, ZMH

+

21, ZZG

+

21]. complexation

[SDK20]. Complexes

[AD20, BGS

+

20, ASL

+

20, AS23, AS20, BKM21, Brz22, CL23, CMD

+

22,

´

CPP

+

22, DGM22, DSK21, FNPD22, GKA

+

23b, GP21, Jab22a, KK23,

KBHG23, KKAK23, KDP

+

22, LLKS23, LKT21, LZW

+

23, LML

+

23, MNH21,

MVP

+

20, MGB

+

22, MCD22, NBE

+

23, PTP23, PB20, PP23, RLHG

+

23,

SVDS21, SEZ20, SD21, THLC

+

23, XZX

+

22, YFS20, dBCdL20]. comp onen t

[KWYN23, KL20]. comp onen ts [A

V20, NTK21]. comp osite [CK22, PW20].

comp osites [MML

+

23]. Comp osition [YLZ

+

22, JS21].

Comp osition-selectiv e [YLZ

+

22]. comp ound

[EK20b, HTFY21, QL W

+

22b, SWM

+

20b]. comp ound-protein [QL W

+

22b].

Comp ounds [P AS

+

20, SL20, BW22a, MAI22, MCP23, MP23, NI22,

NPGP23, PDGD22, PDGD23, PHS

+

20, QL W

+

22b, SW21]. Comprehensiv e

[YIO20, PRH20, ZK23]. compressed [XZZ

+

20]. compression [CC22].

Comput [MT20a, W

G21]. Computation

[ALA20, CM20a, GZFSM21, MN20, SZL23]. Computational

[ARA22, AD20, AR20, BW22a, GO

Y20, KZP22, KJV23, KBHG23, MPV22,

Sai23, SK

GG23, XZ20, ZMH

+

21, CR T

+

21, JC20, KZJ22, KPHV23, LCP21,

MDO

+

20, MK22a, MSA22b, NMMC21, PSGL21, SW21, SVDS21, SBB

+

22,

TTH

+

21a, V AP

+

21, W

G20]. Computationally [ZBH

+

23, TPD21].

Computations [Bal20a, Bal20b, BSF20, RBM

+

23]. compute [SYS

+

21].

computed [MEKH22, ZWR22]. Computer [K GS

+

22]. Computer-aided

[K GS

+

22]. Computing [GJMPVR

+

20, IRB

+

23, JKK

+

21, MPP23, POvG21].

concen trations [CX21b]. conceptual [

´

CPP

+

22, GD23, MGCM21].

concern [KLZ

+

23, WR

VP22]. concerning [VTdlM20]. concerted

[SBB

+

22]. condensation [DSB23]. condensed [L WF

+

22]. condition

[GM22, MT20b, Y A O20]. conditions [CX21b, FM21, LGJF22, PSMPB21].

conditions-mec hanistic [LGJF22]. conductance [KTM

+

23]. conducting

[LDT

+

22]. conductivit y [KTM

+

23, R

TB23]. configuration

[CV22, MR21, MPR22, PHS

+

20, SBD

+

21, WMZJ20].

configuration-in teraction [WMZJ20]. configuration-space [SBD

+

21].

configurational [BA O

+

20]. confined [JC20]. confinemen ts [AK20].

Confining [V

CRP23]. Conformation [KK23, DF22]. Conformational

[D A22, MVV22, OM22, TPZ

+

20, FBP

+

22, KN21, OC23, PDC23, SS20,

STR20, TTH

+

21a, TZS

+

22, WSV20, ZGZC20]. Conformations

[XZX

+

22, K GS

+

22]. conformer [JGK

+

22, JGK

+

22]. Conformer-RL

[JGK

+

22]. Conformers [ONC20]. congeners [POPGS22]. conical [AIV20].

conjugated [CBF

+

20, F

CB23, KZJ22]. connection [MPV22]. Conquer

[JGM21, FKT21, NN20, SY21]. consequences [SBD

+

21]. conserv ation

[CH23]. considering [SAZ

+

23]. consisten t [CV22, CQSG20, CTPJH22,

LB21, LB22, NSH23, PW20, SLB23, SKKK20, VWJ23]. Constan t

[SDH23, FNY21, SSS

+

20a]. constan ts

[LGM20, LGM22, SYS

+

21, dCV

ARN20]. constrained

[FNY21, MWK

+

20, TV22]. constrain ts [BMT

+

21, O A C23, PDL

+

21].

construction [HC21, HD21, WMZJ20, ZFRM20]. Con tact [CLS

+

20].

Con tacts [MKSS20]. con taining

[CTBB20, D AR T21, NST

+

20, DMTR22, YLZ

+

22, ZGZ

+

20]. con text [SS23].

con tin uous [MSS20]. Con tin uum

[BBK20, ALA20, PCI23, STR20, UB20, VL22]. con tracted [SM20].

con tributing [CH23]. con tribution [AK20, S´ an20]. con tributions

[VWJ23]. con trol [D

YGM21]. con trolled [CGMR

VBAI22, FR21]. con trols

[dAR W

+

23]. con v en tional [SGGG22]. con v ergence [MT20b]. con v ersion

[FP23]. con v erting [V AP

+

21]. co op erativit y [AK20, SJZ

+

21]. Co ordinate

[AD20, BCN22, dSCCN21, PBM21]. co ordinates

[ABTM22, BLB20, LL21b, WHJM23]. co ordinating [Brz23]. Co ordination

[MVP

+

20, YMSS23, CV GVN

+

20, SK23, TLS23]. cop olymer [LEP

+

21].

cop olymer/ionic [LEP

+

21]. cop olymers [BSR22]. copp er [RLHG

+

23].

Core [NRH

+

20, MCP23, PDGD23, Pil20, SAZ

+

23]. Core-Substituted

[NRH

+

20]. corrected

[AS21, CHVF21, CTBB20, GAP21, HCS

+

20, KDLP21, LB21, LB22, SLB23].

Correcting [

¨

OLP

+

20]. correction [ASW20, BJ22, D

YGM21, NI22, VL22].

correction-scaling [ASW20]. Corrections [HFPS20, POPGS22].

correlated [SM22a]. Correlation [NSH23, AA20, HM21, MH22, MPR22,

NTK21, PW20, RMJ21, S´ an20, SPSH20, SSO

+

20, TV22]. correlations

[AS20, YW20]. corresp onding [HSG21]. corrole [ASL

+

20]. COSMO

[GSH23, SHHH22, V

AL20]. COSMO-RS [SHHH22, V

AL20]. cosolv en t

[TTH

+

21a]. cost [CK22, DKB23]. costly [CSWW20]. Coulom b [CQSG20].

coumarin [ZRSST20]. coumarin-sc hiff [ZRSST20]. Coun terion [SLR

+

20].

coun terparts [NG20]. coun terp oise [NI22]. Coupled

[BWM20, BS23, BTSB22, BSF20, DC22b, FB21, GRBN21, HPM

+

21,

R CC

+

20, RDB23, W GK G20, X

CJ20]. coupled-cluster [BSF20, DC22b].

coupling [ABZ20b, AMM22, DZL

+

20, F

CPG20, HCY

+

22, IMT

+

21,

MML

+

23, POPGS22, T ou21, W an23]. couplings [SBD

+

21, SCKH21]. CO V

[ONA

+

20, EIT

+

21, KLZ

+

23, PDC23, PPP21, PPRS22, SLMA21, YC23,

UA C

+

23]. CoV-2 [UA C

+

23]. co v alency [ZBH

+

23]. Co v alen t

[A WID

+

20, GSJ

+

23]. Co v er [ABZ20a, Ano20a, Ano20b, Ano20p, Ano20t,

Ano20u, Ano20v, Ano20w, Ano20x, Ano20y, Ano20z, Ano20-27, Ano20-28,

Ano20c, Ano20d, Ano20e, Ano20f, Ano20g, Ano20h, Ano20i, Ano20j, Ano20k,

Ano20l, Ano20m, Ano20n, Ano20o, Ano20q, Ano20r, Ano20s, BUNO22a,

BBC

+

21b, BOPJ

+

21b, CX21a, ETT21a, GPM21a, GKA

+

23a, HA C

+

23a,

KE23a, KFTB20a, KSS21a, KK22b, MLG

+

21a, QL W

+

22a, RPD

+

20b,

SWM

+

20a, dRHB21, SSFS22a, TTH

+

21b, TCS

+

21b, VV20a, WLSC23b].

CO VID [SLMA21]. CO

VID-19 [SLMA21]. Cp [HSG21, WLZM20]. CR

[WLZM20, W an23]. create [ZK23]. created [ARR22a]. creating [LKM20].

Criegee [SK20]. Critical [SB20, dSCCN21, MT20b]. cross

[ABZ20b, ALA20, CV22, K

GTL21, ZK23, dBCdL20]. cross-coupling

[ABZ20b]. cross-link-assisted [K

GTL21]. cross-platform [ZK23].

cross-sections [CV22, dBCdL20]. crucial [KE23b, MBBU23]. cry o [LSP23].

cry o-EM [LSP23]. Crystal

[GLC

+

22, AK20, CX23, KZP22, MZ21, RDS

+

20]. crystallin [FL

T23].

Crystalline [HZG

+

20, Cer22, PDGD22]. crystals

[L T23, L WF

+

22, NMFI21]. Cs [SL20]. CSiGaAl [DC22a]. CsPbBr

[BBL

+

22]. Cu [MH20, AD20, JGSA22, LZW

+

23, PP23, SPSH20]. cub e

[Bal20b]. cupric [XZZ

+

20]. Curren t [BSL20, SPT21, SZL23].

Curren t-Flo w [BSL20]. Curv ature [MA23a]. Curv ature-w eigh ted

[MA23a]. cut [WKL22]. cut-offs [WKL22]. cutoff [DO20].

cy anometh ylation [DSK21]. cycle [Dor20, MKB

+

21]. cyclin [TWT

+

22].

cyclin-dep enden t [TWT

+

22]. cyclization [TYZ20]. cycloaddition

[KZJ22, MGCM21, NMMC21, SVTK

+

22, SMB

+

23]. cyclobutanes

[HCY

+

22]. cyclo condensation [MIP

+

22]. cyclo o ctatetraene [KK22c].

cyclop en ta [MSE

+

21]. cyclopropane [W

G20]. cyclotrimerization

[ZMH

+

21]. cysteine [dSCCN21]. cytosine [LRqG

+

22].

D [BBY

+

21, DF22, FL

T23, GSJ

+

23, P an23, PSM

+

20, SS20, TPZ

+

20,

TZS

+

22, WKL22, dCV

ARN20]. D-crystallin [FL

T23]. D3

[FBM

+

23, RMJ21]. D4 [NG20]. D614G [ONA

+

20]. damaged

[CGMR

VBAI22, LRqG

+

22]. Data

[BK22, SK20, TV22, XZ20, BMT

+

21, GG22, IMT

+

21, LL22, SWLC22].

Data-driv en [TV22]. database [AZKM22, CBB

+

21, LRKD23, GLC

+

22].

databases [LGD

+

20, ZK23]. datasets [KZO

V23]. Dativ e [PTP23]. DD

[CD20]. DD-p eptidase [CD20]. deacylation [CD20]. deal [D

WSX20].

Deciphering [HD21]. dec k er [AS23]. Deco ding [MIP

+

22]. decomp osed

[NVBG23]. decomp osition [A

V20, AK20, CL23, HUUO23, JCMHT22,

LHG

+

23, MGCM21, MT20b, SSM21, TSZ

+

21, ZG21].

decomp osition-based [MT20b]. decorp oration [SDK20]. decreasing

[HD21]. dedicated [CBB

+

21]. Deep

[LPP20, PMT

+

22, JGK

+

22, MLP22, WLSC23a]. deep er [DGM22]. deeply

[PDGD23]. DEER [QLC

+

20]. defectiv e [PSM

+

20, SPT21]. defects

[CTBB20, GPEK

+

20, PGP

+

21, PKT21]. Deformation

[FMF

G20, NVBG23, RA20]. degenerate [NSKN21]. degrees [DB23].

deh ydration [KSS21b, KSRB

+

21]. deh ydrogenated [ONC20]. dela y ed

[L YX

+

22]. deliv ers [ZWY

+

22]. deliv ery [AAID22]. delo calization

[LKA

T22, R

TB23]. delo calized [BdLC21]. Densities

[W G21, Pil20, SZL23, T A C

+

23, W an21a, W an21b]. Densit y

[BBK20, CF

OMCB

+

22, CWZD20, CMD

+

22, FMF

G20, KZJ22, MLB

+

23,

RMJ21, RA20, SK20, T

ANC23, YX

GZ20, APS20, AS21, ABA Q

+

23, BWS20,

BA22, Ben22, BSF20, BBK

+

21, BOPJ

+

21a, CHVF21, CPG21, Cer22,

CQSG20,

´

CPP

+

22, CTBB20, DZL

+

20, DOT22, EPT21, FB20, GH22a, GD23,

GAP21, HM21, HCS

+

20, IYI

+

20, KZJ21, KS21, KdlLC22, LRF

+

21,

MWK

+

20, MNH21, MH22, MKK

+

22, MAM21, MFS22, MKB

+

21, MGCM21,

MH20, MSE

+

21, MBBU23, MSS20, NG20, NSH23, NEG

+

20, NVBG23,

NN20, OE20, OMC

+

20, R CC

+

20, R

C22, R

TB23, SDK20, SWF

+

20,

dASRHB21, SC22, SMB

+

23, SSYB

+

20, SZP

+

20, TLS23, TT20, VV20b,

WK CP21, XSP

+

23, ZHHS21, ZZ23a, dBCdL20]. densit y-fitted [BSF20].

Densit y-functional [T

ANC23, BWS20, NEG

+

20]. Dep end [BWM20].

Dep endence [JK21, YX

GZ20, MH20, SBD

+

21]. dep endencies [BK22].

Dep enden t

[YX GZ20, BA22, CPG21, FB20, FNY21, IYI

+

20, IN23a, JRS20, MFS22,

MSS20, Ngo21, OMC

+

20, SZL23, TWT

+

22, T

ANC23, XZW

+

21, XAD20].

dep osited [VTdlM20]. dep osition [MSA22a]. Deriv ation [FMF

G20].

deriv ativ e [CC22]. Deriv ativ es [GRN20, BHR

+

21, CF

OMCB

+

22, KK22c,

SEBE21, SGGG22, DMTR22, T

ANC23]. describ e [GAP21, IK21].

describ ed [KKAK23]. Describing [HPM

+

21, MH22, RLHG

+

23].

Description [BLP20, HR T

+

20, X

CJ20, ZLLL22]. descriptors

[BHR

+

21, CMD

+

22, COK22, GJMPVR

+

20, HBT

+

20, LGM20, LGM22,

NTK21, TCS

+

21a, YGG

+

23]. Design [IW23, P AS

+

20, SEBE21, BBB

+

23,

DSK21, GLC

+

22, HKFT21, LSP23, L YX

+

22, LHH

+

23, NPGP23, PMT

+

22,

PSB

+

22, RK

C21, RDK

+

22, SHP

+

23, YYZ

+

21, ZZG

+

21, ZBH

+

23]. designs

[YBS

+

20]. desirable [NPGP23]. detailed [NP23, SY21]. details [TYZ20].

determinan t [BTSB22]. Determination [NNT

+

20, CST23, FKT21].

determines [HY A

+

20]. Determining [WZZ

+

20, KPHV23]. deterministic

[TS21]. Dev eloping [HKFT21]. Dev elopmen t

[K G23, LRqG

+

22, SKL23, SHH

+

23b, SHH

+

23a, WSL

+

20, GK O

+

22].

dev elopmen ts [VWFR21]. devices [AMF

+

20, LAM

+

23, SPT21]. DFT

[T ANC23, AK20, AS23, ABNG22, BSR22, CS20, CL23, DK23, DSK21,

F CB23, FBM

+

23, FV20, HS22, JMV21, KKAK23, LCC

+

21, L

T23, LDT

+

22,

MPOC21, MJS

+

23, MCD22, MK22b, NG20, RLHG

+

23, SVDS21, SB20,

T ANC23, TMO

+

21, WD20, WS21, WK G

+

23, YC23, ZRSST20, ZDBZ20].

DFT-D4 [NG20]. DFT/MR

CI [ZRSST20]. Di- [KZP22]. diagnostic

[SD21]. diagonalization [BMT23, MB21, WFLZ23]. diagonalization-free

[MB21]. diagrammatic [HD21]. diagrams [PDC23, VF

CG20]. dianionic

[DPSG20]. diaqua [MVP

+

20]. diatomic [AA20, Tze21]. diatomics [KW22].

diazadib oretidine [NHFS21]. dicarb oran yl [PGP

+

23]. dications

[SMH21]. dic halcogenide [PSM

+

20]. dic hroism [MSA22b]. dic hromium

[MVP

+

20]. dicopp er [MVP

+

20]. dielectric [RMS

+

23]. Diels

[MNZGO

+

20, MGCM21, NMMC21, SSYB

+

20]. diene [NMMC21].

differences [WFBB22]. differen t [DO20, D

WSX20, KK23, Sts20, WS21].

differen tial [SD21]. diffuse [MCP23]. diffusion

[BUNO22b, CGMR

VBAI22, FNY21, PFSC20, R

GGD21, SM22b, UKBD23].

diffusion-con trolled [CGMR

VBAI22]. diffusivit y [NS22]. difluoro

[SK GG23]. difluoro carb ene [ZS22]. digestion [Nee23]. dihalogens

[RZS

+

23]. dihedral [RR22]. Diimides [NRH

+

20]. diimine [W CD

+

23].

dik etones [A

V20]. dimensional

[GVJ

+

22, K GS

+

21, L

WLC21, PPV

+

21, STB

+

20, Y A O20]. dimer

[BCN22, JC20, Kop22a, SAZ

+

23, Y rYqLhC23]. Dimerization

[W GK G20, BV C

+

23]. dimers [BD22, MC23, W CD

+

23]. dinic k el [LLKS23].

dinitrate [GJL21]. dinitrogen [DGM22, KJV23, SK23]. dio xaphosphole

[MSE

+

21]. dio xaphosphole-2-sulfide [MSE

+

21]. Dio xide [SB20, ZSD

+

20].

Dip olar [SVTK

+

22]. dip ole [BS23, BSF20, HPG20, LRKD23].

dip ole-coupled [BS23]. Direct [FMF

G20, YW20]. Directing [AD20].

directions [BBSF

A22, MAM21, Y A O20]. disco v ery

[CDCT21, LHH

+

23, MNBG

+

21]. Discriminating [CX23].

Disen tanglemen t [CB20]. Disman tlemen t [YOCMA23]. disorder [DB23].

disordered [SY21]. disparit y [D

WSX20]. disp ersion

[CTBB20, MBBU23, RMJ21]. disp ersion-corrected [CTBB20].

displacemen t [CB20, SK23]. displacemen ts [MAM21]. disruption

[MDO

+

20]. dissimilar [MPP23]. Disso ciation

[DHN

+

21, DK23, MPP23, SNW22]. Distance

[LLS22a, KPR23, QLC

+

20, SKK

G22]. distinct [NS22]. distortion

[ETT21b]. Distributed [GJMPVR

+

20, LRKD23]. distribution

[IN23b, QLC

+

20, T ou21]. distributions [LBH

+

22, MVV22, SKKK20].

disulfanediylbis [MSE

+

21]. Div alen t [P AS

+

20, ALA

+

22]. div erse

[BUNO22b, KS21]. Divide [JGM21, FKT21, NN20, SY21].

divide-and-conquer [FKT21, NN20, SY21]. DJMol [PSGL21]. DLPNO

[CS20, CK22, Dor20, GRBN21, MCP23, PRF20, S´ an20, SI22].

DLPNO-CCSD [CS20, CK22, Dor20, MCP23, PRF20, SI22].

DLPNO-CEP

A [S´ an20]. DLPNO-CEP

A/1 [S´ an20]. DMR

G [LJW

+

23].

DMR G-CASSCF [LJW

+

23]. DNA

[FVSS20, FBP

+

22, HKSW20, SBFSJMLU23, SGGG22]. DNN [XL W

+

22].

do [CPG21, GUCCR20, ZGZC20]. Do c k [Min20, A

G21, PSB

+

22]. Do c king

[XZ20, BA O

+

20, CF

OMCB

+

22, L

YKS23, MZMK

+

21, MSA22a, PPP21,

RK C21, TZS

+

22, VWP

+

22, YC23]. do decahedrane [JC20]. do decyl

[ZK21]. DOI [MT20a]. Domain

[PT20, PW20, TLD

+

22, BV C

+

23, GRBN21, San21]. Domain-based

[PW20]. donation [GA

G20]. donor [DDSM23, PTP23]. dopamine

[TPZ

+

20, TZS

+

22]. dop ed [DZL

+

20, DOT22, WMJ

+

22, ZDBZ20]. Double

[FV20, OMC

+

20, A QMM

+

23, BOPJ

+

21a, CPG21]. double-h ybrid

[BOPJ

+

21a]. Doubles [HFPS20]. do wnregulation [CSP20]. do wn w ard

[ETT21b]. DPC [ZK21]. driv e [RLR

+

20]. driv en

[AIV20, SBFSJMLU23, San21, SSS

+

20b, TV22, YJZ

+

22]. Drude

[BS23, KLP

+

22, KYM20, LJ20, ODL20]. Drug

[SLMA21, AAID22, D

YGM21, HKFT21, LSP23, RK

C21, RDK

+

22].

drug-deliv ery [AAID22]. drug-lik e [D

YGM21]. druglik e [SHH

+

23b].

drugs [HS22, HS23, HBM

+

20, NST

+

20, PRH20, dCRM21]. Dual

[YW20, MPP23]. dual-atom [DLH

+

23]. Dual-h ybrid [YW20]. due

[FBP

+

22, MAM21,

¨

OLP

+

20]. dy es [TMO

+

21]. dynamic

[BA O

+

20, MPOC21, MK22a, SYS

+

21]. dynamical [RR22, SZL23].

dynamically [MT20b, TWT

+

22]. Dynamics

[FMF

G20, HHL

+

20, KUNT20, YX

GZ20, Zac20, AiIS

+

21, ALA

+

22, BUNO22b,

BA O

+

20, BBL

+

22, CDCT21, CSP20, CST23, DHN

+

21, FNY21, FBP

+

22,

GGK20, GG22, JRS20, JKK

+

21, KR23, K

OD21, KLP

+

22, LL21a, LKM20,

LHH

+

21, LEP

+

21, MN20, MKK

+

22, MGB

+

22, MSA22a, MAP

+

20, NLC23,

NN20, NP23, OSHT20, PBM21, PDL

+

21, POvG21, PGP

+

23, PPP21, PM21,

QLC

+

20, RK

C21, RDK

+

22, R

GGD21, RPD

+

20a, SPSH20, Shi22, SY21,

SWLC22, SCC

+

22, SSFS22b, SKKK20, SCCZ21, TPB22, UKBD23, V

CRP23,

WSV20, W CT

+

23, WFBB22, WKD

+

21, YC23, ZG21, ZWY

+

22, ZFRM20].

E-fields [AMF

+

20]. E4 [WS21]. ebselen [YC23]. ED A

[DGM22, GM22, GKA

+

23b]. ED

A-NOCV [DGM22, GM22, GKA

+

23b].

edge [CS23]. Effect [AD20, DLH

+

23, GRN20, JC20, ARR22a, CBF

+

20,

DO20, FVSS20, JMK

+

20, KPHV23, KEK23, LK22, LLZ

+

23, MAM21,

MEKH22, PRH20, Sts20, SCZ

+

21, XZW

+

21]. effectiv e

[BBC

+

21a, KKAK23, UB20]. Effects

[DK23, JFZ

+

20, KPDB22, KTM

+

23, MSA22a, SLR

+

20, SGT

+

20, CX21b,

FBP

+

22, GCP22, GA

G20, KWYN23, MCD22, PCI23, SSSA23, dCV

ARN20].

efficiency [FYIO23]. Efficien t

[CSGVF

+

20, LMPT21, MN20, MR21, MKB

+

21, MT20b, PPV

+

21, R

CC21,

XL W

+

22, AD23, D

YGM21, EK20a, K

G23, KSRKS21, ZZG

+

21]. effort

[POvG21]. eigen v alues [KDLP21]. Eigh th [PSMPB21]. Eigh th-Shell

[PSMPB21]. elacestran t [CSP20]. elastic

[K OD21, MA23a, MA23b, MMAZ

+

23, ZLLL22]. Electric

[PL22, SHM

+

20, ZG21]. electride [DSC20]. electro catalysts [AR20].

electro c hemical [KDLP21]. Electro cyclization [PC21]. electro de

[DOT22]. electrolyte [LEP

+

21]. electrolytes [EG20, HM21]. Electron

[KZJ22, BJ22, BBC

+

21a, EVKL21, EPT21, IN23a, KZJ21, LKT21, LKA

T22,

L T23, MH22, MAM21, PTP23, R CC

+

20, RNP20, R

TB23, SS20, SPSH20,

SMB

+

23, SSO

+

20, SZL23, T A C

+

23, dBCdL20]. electronegativit y [Vyb23].

Electronic [DGSB

+

20, SBFSJMLU23, SM22b, SCKH21, TT20, ABA Q

+

23,

AMF

+

20, BTSB22, CC22, HSG21, IK21, JMV21, KWYN23, KPDB22,

Kop22a, LXP

+

22, LAM

+

23, MNH21, MML

+

23, MNZGO

+

20, MSA22b,

MP23, NHFS21, OSHT20, PSM

+

20, RvWH23, R CC

+

20, SGT

+

20, STB

+

20,

TPZ

+

20, TSH

+

23, VM23, WMJ

+

22, XZW

+

21]. electrons [MP23, PDGD23].

electro o xidation [DOT22]. electrophilicities [HBT

+

20]. Electrophilicit y

[PC23]. electrostatic [AS20, HS23, JGGPN21, L

WLC21, LDT

+

22,

MMK

+

20,

¨

OLP

+

20, UB20, VL22, ZZ23a]. Electrostatically [TSR21].

Electrostatics [HR T

+

20, SCvW22, YFH

+

21]. elemen t [PLZT23].

elemen tary [DGSB

+

20, SYS

+

21]. Elemen tometalation [WLZM20].

elemen ts [GPM21b, Klo22, NUK21, R

CC21, RNP20]. elimination [KZJ21].

Elongation [MMK

+

20]. Elucidating [NST

+

20]. Elucidation

[SK GG23, HR TSS

+

20]. elusiv e [DDSM23]. em b edded [TSR21].

em b edding [DGSB

+

20, IRB

+

23, L

WLC21, LDT

+

22, MMK

+

20, UB20].

em brittlemen t [ZFRM20]. emission [AS20, FB20]. emitters [L YX

+

22].

Empirical [LJ20, KB22, PWX

+

20, PNT

+

22, RLHG

+

23]. emplo ying

[MAI22]. enabled [BCN22, LBH

+

22]. Encapsulation

[CBF

+

20, DSC20, SSSA23]. Enco ding [GJMPB

+

20]. End

[MXM20, SK23, T

ANC23, TTK23]. end-group [T

ANC23]. end-on [SK23].

End-P oin t [MXM20, TTK23]. ended [GSD

+

22]. Endo [Jab22a]. Endo-

[Jab22a]. endohedral [D

A22, LXP

+

22]. endp oin t [SHH

+

23b, SHH

+

23a].

ene [SMB

+

23]. energetic [JMV21]. energetically [NSKN21]. Energetics

[HHL

+

20, NG20, PM21, W GK G20]. Energies

[BBK20, FMF

G20, HFPS20, MF

C20, NRH

+

20, AD23, BBY

+

21, BOPJ

+

21a,

BCN22, F

CB23, F ed22, GZFSM21, HCS

+

20, KPHV23, LCC

+

21, MPP23,

RMJ21, TV22, WS21]. F unctions

[GJMPB

+

20, CC22, CKH23, CV22, GUCCR20, IN23b, Kop22b, MAM

+

23,

MEKH22, MFS22, MCP23, SM20, SCZ

+

21, T A C

+

23]. fusion [EIT

+

21].

future [IRB

+

23]. F uzzy [GJMPB

+

20, GJMPVR

+

20].

G [BWM20, CDCT21, CD20, W GK G20]. G-protein [W GK G20].

G-Protein-Coupled [BWM20]. G3B3 [SW21]. G4 [SW21]. Ga [AS20].

GalaxyDo c k2 [L

YKS23]. GalaxyDo c k2-HEME [L

YKS23]. gallic [KK22a].

GAMaterial [LHH

+

23]. gam ble [GNL

+

22]. Gas [OM23, AZKM22, APR21,

DC22b, IMT

+

21, K GS

+

22, MSYS23, MK22b, SW21, W

G20]. Gas-phase

[OM23, AZKM22, DC22b, IMT

+

21, SW21]. gases [YMSS23]. Gaussian

[AAL21, BP22, GRN20, GH22b, IN23b, LB21, LB22, SS23, SLB23].

Gaussians [ALA20]. GDIS [VWFR21]. Ge

[LXP

+

22, WMJ

+

22, W an23, GPM21b, SGT

+

20]. General

[Gao20, RMJ21, UKBD23, V

CL20]. Generalized

[GCL

+

20, HTFY21, SH23, VV20b, BMT

+

21, JKS23, L WF

+

22, NG20, X

CJ20].

Generalized-ensem ble [HTFY21]. generate [A

G21]. generated

[WK G

+

23]. Generating [SHM

+

20, V AP

+

21]. generation

[AMF

+

20, D

YGM21, EVKL21, Gao20, GSD

+

22, JGK

+

22, L YX

+

22, Nee23,

RB22, SM22a, TIK21]. generativ e [PMT

+

22]. generic [WFBB22]. genetic

[LHH

+

23, RDB23, SS20]. genetic-algorithm [LHH

+

23]. Geometric

[ETT21b, O A C23, DHD21]. Geometrical

[RLHG

+

23, GJMPVR

+

20, KTM

+

23]. geometrically [PFP

+

21].

Geometries [LXP

+

22, NG20, WD20]. Geometry

[LPP20, SBD

+

21, AZKM22, CMD

+

22, LLS22a, LL21b, MMK

+

20, OC23].

germab oryne [DDSM23]. Ge

≡ ≡

[DDSM23]. GFN [MKB

+

21, OM22].

GFN-xTB [MKB

+

21]. GFP [RPD

+

20a]. gian t [WK

CP21]. GIA O

[MPOC21]. GIA

O-NMR [MPOC21]. glassy [T ou21]. Glioblastoma

[CM20b]. Global [CPG21, AZKM22, DC22a, MZ21, NAAP21, OC23,

OKI

+

21, R

TB23, TTH

+

21a]. glucose [DOT22]. Glycans [KUNT20].

glycine [HB21, ONC20]. glycoprotein [ONA

+

20]. glycoprotein-enhanced

[ONA

+

20]. glycosaminoglycan [MGB

+

22]. glycosaminoglycans

[MZMK

+

21]. goal [NSRK21]. goal-orien ted [NSRK21]. GoGreenGo

[PKT21]. gold [LL21a, NST

+

20, NSKN21, POPGS22]. GPU [ZKJ

+

23].

GPU-sp ecific [ZKJ

+

23]. gradien t [BMT

+

21, LC22, NG20, VV20b].

gradien ts [BSF20, V

CL20]. grafted [GBM20]. Grained [MT20a, WSL

+

20,

WZZ

+

20, BS23, CST23, GWN21, K

GTL21, LL21b, LL22, MT19, SSDL

+

23].

grand [GGK20, ZKJ

+

23]. grand-canonical [GGK20]. graph

[BCN22, CdSB

+

21, NGD22, RSHG23]. graph-based [RSHG23]. Graphene

[KK22c, BWS20, DZL

+

20, DOT22, R

C22, SS23, SPT21, YC20, dCRM21].

Graphene-induced [KK22c]. graphene-supp orted [BWS20, DZL

+

20].

Graphical [SBG20, MLG

+

21b]. Graphics [GCL

+

20, D

WZ22]. Graphs

[SBG20, DHD21, YGG

+

23]. grasp [BPDG21]. greater [LML

+

23]. Gremlin

[CM20b]. Gremlin-1 [CM20b]. Grid [Min20, CP23]. grid-based [CP23].

GR OMA CS [LKM20, MPP23]. Ground

[Kop22b, HPM

+

21, KBHG23, WD20]. Ground-state

[Kop22b, KBHG23, WD20]. Group

[LXP

+

22, SBG20, BPL

+

22, BD22, BBK

+

21, Brz22, DPSG20, GPM21b,

KW22, Klo22, KBHG23, LGM22, NUK21, PB20, PT21, PLZT23, PP23,

RMJ21, T

ANC23, TT20, W CD

+

23, XSP

+

23, ZS22, SMH21]. Group-14

[LXP

+

22]. group-CASPT2 [TT20]. groups [HPG20]. gro wth [BHR

+

21].

GRP1 [PT20]. guanidine [RLHG

+

23]. guanidine-quinoline [RLHG

+

23].

guanine [XZX

+

22]. guanosine [XZX

+

22]. guest

[BRNB21, GBM20, MJS

+

23, YLZ

+

22]. guest-guest [MJS

+

23]. guests

[KPKS23]. GUI [KLP

+

22, QLC

+

20, SSMP23]. Guide [ARR22a, SSMP23].

Guided [CLS

+

20]. Gulari [VF

CG20].

H [KPTT21, LR20, PGP

+

23, TTK23, WSV20, A WK

+

23, GAP21, GJL21,

KPTT21, LML

+

23, LL21b, MCP23, MBBU23, OKI

+

21, YYS20, ZHHS21,

dCV ARN20]. H-b onded [LML

+

23]. H/D [dCV

ARN20]. hairpin

[YFH

+

21, ZZ23b]. halide [APR21, dAR W

+

23]. halides [A QMM

+

23].

halogen [CB20, JGGPN21, SJZ

+

21, ZBH

+

23]. halogenated [LK22].

Hamiltonian [IK21]. Hamiltonians [KKAK23]. handling [WHJM23].

hardness [GFRNC21]. harmonic [CS23, Cer22, EVKL21]. Hartree

[BTSB22, BBK20, NSH23, NI22]. ha ving [DC22a]. HC [BdLC21]. HCl

[A WK

+

23]. HCVpred [MPuS

+

20]. HD [BBY

+

21]. HD A C [MIK

+

23].

HD A C2 [MIK

+

23]. HD A C2-selectivit y [MIK

+

23]. H· · · [ARR22b]. heat

[BA O

+

20, SSYB

+

20]. heat-sho c k [BA O

+

20]. hea vy [D AR T21, Klo22].

Hedgehog [Ban20]. Heisen b erg [KKAK23]. helical [MVV22, SSS

+

20b].

helices [V

CL20]. helium [BGS

+

20]. Helix [MKSS20, HTFY21, NYM22].

helix-mimetic [HTFY21]. heme [L

YKS23, SWF

+

20, SWM

+

20b, L

YKS23].

hemo dialysis [MSA22a]. hepatitis [MPuS

+

20]. heptagons [IW23].

Herzb erg [T ou21]. hetero [GPM21b]. hetero-bileptic [GPM21b].

heterobimetallic [ZMH

+

21]. hetero cycles [BSS

+

22]. hetero cyclic

[FP22, JGSA22]. heteroin terface [SZP

+

20]. hetero junction [T

ANC23].

Heterolytic [LR20]. heteron uclear [KW22, SJZ

+

21]. heterostructures

[PSM

+

20]. hexa [FDK22]. hexa- [FDK22]. hexane [NS22]. Hf

[DBE20, A WK

+

23]. Hg [SSS

+

20a]. hidden [GM22, SSP23]. Hierarc hical

[NN20, dASRHB21, A

˚

AFJ21, LMPT21]. High [BLB20, EVKL21, KUNT20,

NBE

+

23, OKI

+

21, BSF20, DK23, GWN21, GVJ

+

22, KE23b, K

GG21,

KDP

+

22, LHC

+

21, MZ21, PPV

+

21, RD23, XL W

+

22]. high-lev el [BSF20].

High-order [EVKL21]. High-p erformance [BLB20]. high-p olarit y

[DK23]. high-sp eed [GWN21]. High-throughput [NBE

+

23]. Higher

[HFPS20]. highest [KPHV23, LJW

+

23]. Highly

[JFZ

+

20, SHH

+

23b, SHH

+

23a]. Hirshfeld [LC22, MSE

+

21]. histogram

[MT20b]. HIV [GG22, NPGP23, PWX

+

20, W CT

+

23]. HIV-1

[PWX

+

20, W CT

+

23]. HMX [ZG21]. Hoff [ZXD20b, ZXD20a]. Hoff/Le

[ZXD20b, ZXD20a]. Hole [RZS

+

23, JGGPN21, LK22, Sc h22a, SJZ

+

21].

HOMO [CMD

+

22]. HOMO-LUMO [CMD

+

22]. homo dimeric [DPSG20].

homology [CF

OMCB

+

22]. Homolytic [LR20]. ho ops [FDD

+

23]. HOPO

[SDK20]. Hopping [YX

GZ20, F

CPG20]. host

[BRNB21, GBM20, MJS

+

23, PPRS22, YLZ

+

22]. host-guest

[BRNB21, GBM20, MJS

+

23, YLZ

+

22]. hosts [KPKS23]. hot

[KSS21b, KSRB

+

21]. HRas [XZX

+

22]. Hubbard [POPGS22, TLD

+

22].

h uge [JKK

+

21]. Human [KUNT20, KLZ

+

23, LSC

+

23, SCCZ21].

h uman-noro virus [LSC

+

23]. Hybrid

[CdSB

+

21, ZK21, AR20, BOPJ

+

21a, FV20, HUUO23, K GS

+

21, MN20,

MKK

+

22, NG20, RPD

+

20a, SS20, SZP

+

20, WKD

+

21, XZW

+

21, YW20].

h ybrids [CPG21, HSG21, OMC

+

20]. h ydrate [MJS

+

23]. h ydrated [YC20].

h ydrates [V

CRP23]. Hydration

[ALA

+

22, HS22, KPTT21, PCI23, KK23, TTK23, YIO20]. h ydrazine

[PFP

+

21]. Hydrides [PWW20]. h ydro carb on [NS22]. h ydro carb ons

[GAP21]. Hydro cy anation [JFZ

+

20]. Hydrogen

[HS23, SKK

G22, A

V20, ARR22b, AD23, BCN22, CV GVN

+

20, CL23, CB20,

DHN

+

21, DLH

+

23, GJL21, GH22b, KPTT21, LKT21, NTK21, SGGG22,

SS23, SJZ

+

21, SD21, TTT

+

21, ZFRM20]. h ydrogen/halogen [SJZ

+

21].

h ydrogenation [ZZG

+

21]. h ydrolysis [ZLLL22]. h ydrophilicit y [MSA22a].

h ydrophobic [KPKS23]. Hydrostatic [SL20]. h ydro xyc hromones

[AIV20]. h ydro xylation [HY A

+

20, MNH21]. h ydro xymeth yl [MSA22a].

h ydro xyquinolinato [AS20]. h ydro xyquinolinone [SEBE21]. h yp er

[MAI22]. h yp er-softness [MAI22]. h yp erco ordinate [Y rYqLhC23].

Hyp ercub e [Bal20a]. h yp ericin [DMTR22]. Hyp erplanes [Bal20a].

h yp erv alen t [SCZ

+

21].

I/I I [RLHG

+

23]. icosahedral [PGP

+

23]. idea [BBB

+

23]. Iden tification

[PPP21, RDK

+

22, LCP21, MSE

+

21]. iden tified [SSYB

+

20]. iden tify

[KDP

+

22, LKK

+

23, Sc h22b, SYS

+

21, WR

VP22]. Iden tifying [P AS

+

20].

IGMPlot [LKK

+

23]. I I

[ABZ20b, AD20, GP21, SVDS21, SSS

+

20a, YYS20, GH22a, RLHG

+

23]. I I I

[AS20, HR TSS

+

20, KKAK23, RLHG

+

23]. ILE [MPOC21]. illustrated

[BCN22]. Image [ABZ20a, Ano20a, Ano20b, Ano20p, Ano20t, Ano20u,

Ano20v, Ano20w, Ano20x, Ano20y, Ano20z, Ano20-27, Ano20-28, Ano20c,

Ano20d, Ano20e, Ano20f, Ano20g, Ano20h, Ano20i, Ano20j, Ano20k, Ano20l,

Ano20m, Ano20n, Ano20o, Ano20q, Ano20r, Ano20s, BUNO22a, BBC

+

21b,

BOPJ

+

21b, CX21a, ETT21a, GPM21a, GKA

+

23a, KFTB20a, KSS21a,

KK22b, MLG

+

21a, QL W

+

22a, RPD

+

20b, SWM

+

20a, dRHB21, SSFS22a,

TTH

+

21b, TCS

+

21b, VV20a]. images [QL W

+

22b]. Imidazole

[CF OMCB

+

22]. imidazop yridine [ZOD

+

22]. imino [YFS20]. immersiv e

[MSL

+

20]. Imm uno deficiency [KUNT20]. impact

[KDKS21, OM23, SPSH20, V

CRP23]. impacts [MVV22]. Implemen tation

[HA C

+

23b, NP23, YLZ

+

20, CSGVF

+

20, CPG21, FR21, OMC

+

20, SSDL

+

23].

implemen tations [CHVF21]. implications [KSP21]. Implicit

[GRBN21, GCL

+

20, CCHS23, RPD

+

20a]. Imp ortance [HKSW20, DSB23].

imp ortan t [SGGG22]. improbabilit y [RLR

+

20]. Impro v ed

[BBK20, LJ20, CX21b, DKB23, R TB

+

22, ZKJ

+

23]. Impro ving

[FB20, MKK

+

22, PNT

+

22, SZP

+

20, YFH

+

21, FYIO23]. in-situ [WK G

+

23].

includes [VWJ23]. including [FBP

+

22]. inclusion [YLZ

+

22].

incorp orating [Gie21]. incorrectly [GAP21]. increase [LKM20]. increases

[HREvdK

+

20]. Indep enden t [LC22, CSG

+

21, LGC21, WFBB22]. index

[PC23, Sc h22b]. Indexes [WZZ

+

20, KdlLC22]. individual [AD23, BRNB21].

INDO [Gie21]. INDO/S [Gie21]. Induced

[QB20, EK20b, EK20c, FVSS20, KK22c, SCC

+

22, TTH

+

21a]. inexp ensiv e

[Ben22]. Influence

[GA G20, MCP23, PT21, SGGG22, Brz22, CCHS23, SVDS21]. influenza

[SSS

+

20b]. Information

[Ano20-29, Ano20-30, Ano20-55, Ano20-56, Ano20-57, Ano20-58, Ano20-59,

Ano20-60, 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, Ano20-47, Ano20-48, Ano20-49, Ano20-50,

Ano20-51, Ano20-52, Ano20-53, Ano20-54, Ano21a, Ano21b, Ano21z, Ano21-27,

Ano21-28, Ano21-29, Ano21-30, Ano21-31, Ano21-32, Ano21c, Ano21d, Ano21e,

Ano21f, Ano21g, Ano21h, Ano21i, Ano21j, Ano21k, Ano21l, Ano21m, Ano21n,

Ano21o, Ano21p, Ano21q, Ano21r, Ano21s, Ano21t, Ano21u, Ano21v, Ano21w,

Ano21x, Ano21y, Ano22a, Ano22b, Ano22-27, Ano22-28, Ano22-29, Ano22-30,

Ano22-31, Ano22-32, Ano22c, Ano22d, Ano22e, Ano22f, Ano22g, Ano22h,

Ano22i, Ano22j, Ano22k, Ano22l, Ano22m, Ano22n, Ano22o, Ano22p, Ano22q].

Information [Ano22r, Ano22s, Ano22t, Ano22u, Ano22v, Ano22w, Ano22x,

Ano22y, Ano22z, Ano23a, Ano23-27, Ano23b, Ano23c, Ano23d, Ano23e,

Ano23f, Ano23g, Ano23h, Ano23i, Ano23j, Ano23k, Ano23l, Ano23m, Ano23n,

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

Ano23w, Ano23x, Ano23y, Ano23z, T A C

+

23]. information-theoretic

[T A C

+

23]. infrared [GPEK

+

20, K GS

+

22, LZW

+

23, PGP

+

21]. Ingen uit y

[FYIO23]. ingredien ts [MBBU23]. inhibition [dSCCN21, YC23]. inhibitor

[BA O

+

20, BV C

+

23, EIT

+

21, GG22, MIK

+

23]. inhibitors

[CF OMCB

+

22, K GD

+

21, MPuS

+

20, PWX

+

20, PPP21, PPRS22, RK

C21,

RDK

+

22, SKL23, TWT

+

22, ZOD

+

22]. inhibitory [BHR

+

21]. inhibits

[HTFY21]. initial [AAID22]. Initio

[SK20, V

AL20, BSS

+

22, BBC

+

21a, DC22b, F

CB23, GP21, KPTT21, Kop22a,

K GD

+

21, MAM

+

23, MN20, PGP

+

23, RZS

+

23, RPD

+

20a, dASRHB21,

SPSH20, SNN

+

21, XSP

+

23, KRSD

+

23]. inner [S´ an20]. inner-shell [S´ an20].

inorganic [Brz22, K GS

+

21, KS21, SZP

+

20]. input [GSD

+

22, V AP

+

21].

inputs [HREvdK

+

20]. inserted [LZW

+

23]. Insigh t

[JFZ

+

20, KPHV23, MK22b, DGM22, HR TSS

+

20, YJZ

+

22]. Insigh ts

[ASL

+

20, BRNB21, FL

T23, GO

Y20, MNH21, SAZ

+

23, SZP

+

20, CP23,

KFLP21, MML

+

23, PPRS22]. inspired [MSA22a]. Instan ton [SRB21].

insulator [EK20b]. insulator-to-metal [EK20b]. in tegral

[Gao20, Nee23, SCvW22, Shi22]. in tegrals [D

WZ22, IN23a, IN23b].

In tegrated [BBB

+

23, VDK

+

20, MLG

+

21b, SWLC22]. In tegration

[VWFR21, K

CGK20]. in telligence [DPY

+

22]. in tensities [TTT

+

21].

in tensit y [GAP21]. in ter [BOPJ

+

21a]. in ter-molecular [BOPJ

+

21a].

in teracting [CSGVF

+

20, JCMHT22, JGGPN21, OE20, TPZ

+

20].

In teraction [KUNT20, MBBU23, PT20, dCRM21, AA20, ASW20, BdLC21,

CV22, CSWW20, COK22, GK O

+

22, HTFY21, IN23a, Jab22b, KWYN23,

KLZ

+

23, MAM

+

23, MR21, MPR22, MEKH22, NI22, PHS

+

20, QL W

+

22b,

TWT

+

22, TTK23, V

CRP23, WMZJ20, WKL22, YOCMA23, YLZ

+

22].

in teraction-site [KWYN23]. In teractions [BWM20, LJ20, WP20, BW22a,

BS23, BRNB21, BPDG21, CM20b, CTBB20, EPT21, FDD

+

23, FM21,

HPG20, HTFY21, Klo22, KKAK23, K GD

+

21, LKK

+

23, LEP

+

21, LC22,

MJS

+

23, ODL20, OE20, PDC23, RZS

+

23, RMJ21, SAZ

+

23, SI22, YW20].

In teratomic [AA20, ZFRM20]. in tercalation [HKSW20, SGGG22].

in teresting [HPG20]. in terface [ABNG22, DMD

+

21, SNN

+

21]. in terfacial

[CM20a]. in termediate [MMK

+

20]. In termediates

[SK20, DSB23, LHG

+

23]. In termolecular

[K GD

+

21, OO

Y20, BSS

+

22, HTFY21, LLZ

+

23, MGCM21, RZS

+

23, SI22].

In ternal [WZZ

+

20, ABTM22, BLB20, KZJ22]. In terpla y

[HY A

+

20, ZRSST20]. In terp olation [WSL

+

20, GWN21]. in terpretable

[BK22]. In terpretation [LCC

+

21]. in terpreter [PSGL21]. in tersection

[AIV20]. In terstitial [PGP

+

21]. in tra [BOPJ

+

21a]. in tra- [BOPJ

+

21a].

In tramolecular [FM21, ARR22b, AIV20, CR T

+

21, FP22, KSP21, RA20].

In trinsic [AD20]. in trinsically [SY21]. In tro ducing [SKS21]. in v arian t

[KSRB

+

21, OKK22]. in v erse [LBH

+

22]. in v ersion [SWF

+

20, SWM

+

20b].

In v estigating [BSL20]. In v estigation

[CSP20,

´

CPP

+

22, DOT22, HL20, A QMM

+

23, DHN

+

21, FBM

+

23, KPTT21,

KDKS21, KJV23, KK22a, MKB

+

21, NMMC21, SS20, SK

GG23, ZS22].

in v estigations [RZS

+

23]. in v olv ed [CR T

+

21]. In v olving

[SK20, KZJ22, SJZ

+

21, SBB

+

22, ZBH

+

23]. IOData [V AP

+

21]. Io dido

[SVDS21]. Io dine [ASL

+

20, DMTR22, SCZ

+

21]. io dine-con taining

[DMTR22]. Iogansen [TTT

+

21]. Ion

[SLR

+

20, CX21b, FVSS20, HPG20, JRS20, LA20, OM23, XAD20, YJZ

+

22].

ion-induced [FVSS20]. Ion-P air [SLR

+

20]. Ionic

[V AL20, A

˚

AFJ21, Cer22, L WF

+

22, LEP

+

21, SI22, XAD20]. ionization

[ALA20, MLB

+

23]. ions [KEK23, ODL20, SDK20, YC20]. IR

[TTT

+

21, DZL

+

20]. iron [CL23, GKA

+

23b, Jab22b, KKAK23, SHP

+

23].

irradiation [L YX

+

22]. Irreducible [Bal20a]. iso desmic [WK

CP21].

iso desmic-t yp e [WK

CP21]. Iso electronic

[ZXD20a, SVTK

+

22, SK23, ZXD20b]. isolable [FNPD22]. isolated

[CA22, IW23, JS21, LML

+

23]. Isolation [BLP20, LRKD23]. isoleucine

[MPOC21]. isomerase [DPSG20]. isomerization [OKI

+

21]. isomers

[OKI

+

21, ONC20]. isothermal [LL21a]. isotop e [JMK

+

20, dCV

ARN20].

isotop ologues [SR23]. iSPECTR

ON [SNN

+

21]. Issue [Ano20b, Ano20p,

Ano20t, Ano20u, Ano20v, Ano20w, Ano20x, Ano20y, Ano20z, Ano20-27,

Ano20-28, Ano20c, Ano20d, Ano20e, Ano20f, Ano20g, Ano20h, Ano20i,

Ano20j, Ano20k, Ano20l, Ano20m, Ano20n, Ano20o, Ano20q, Ano20r, Ano20s,

Ano20-29, Ano20-30, Ano20-55, Ano20-56, Ano20-57, Ano20-58, Ano20-59,

Ano20-60, 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, Ano20-47, Ano20-48, Ano20-49, Ano20-50,

Ano20-51, Ano20-52, Ano20-53, Ano20-54, Ano21a, Ano21b, Ano21z,

Ano21-27, Ano21-28, Ano21-29, Ano21-30, Ano21-31, Ano21-32, Ano21c,

Ano21d, Ano21e, Ano21f, Ano21g, Ano21h, Ano21i, Ano21j, Ano21k, Ano21l,

Ano21m, Ano21n, Ano21o, Ano21p, Ano21q, Ano21r, Ano21s, Ano21t]. Issue

[Ano21u, Ano21v, Ano21w, Ano21x, Ano21y, Ano22a, Ano22b, Ano22-27,

Ano22-28, Ano22-29, Ano22-30, Ano22-31, Ano22-32, Ano22c, Ano22d,

Ano22e, Ano22f, Ano22g, Ano22h, Ano22i, Ano22j, Ano22k, Ano22l, Ano22m,

Ano22n, Ano22o, Ano22p, Ano22q, Ano22r, Ano22s, Ano22t, Ano22u,

Ano22v, Ano22w, Ano22x, Ano22y, Ano22z, Ano23a, Ano23-27, Ano23b,

Ano23c, Ano23d, Ano23e, Ano23f, Ano23g, Ano23h, Ano23i, Ano23j, Ano23k,

Ano23l, Ano23m, Ano23n, Ano23o, Ano23p, Ano23q, Ano23r, Ano23s,

Ano23t, Ano23u, Ano23v, Ano23w, Ano23x, Ano23y, Ano23z, RPD

+

20b].

iterativ e [VV21]. IV [CMD

+

22, PPSP20, SVDS21].

J [MT20a, W

G21]. JAK2 [SKL23]. jcc.25747 [MT20a]. Jones [SG20].

Judicious [YYZ

+

21]. JunChS [DKB23]. JunChS-F12 [DKB23].

k ernel [CdSB

+

21]. k esterites [MZ21]. k eten ylidene [LZW

+

23]. Keto

[LKA

T22]. Keto-enol [LKA

T22]. Key [VV20b, FM21, PPRS22, T

ANC23].

kinase [SNW22, TWT

+

22]. kinase-2 [TWT

+

22]. kinematic [HC21].

kinetic [EG20, JMK

+

20, MIK

+

23, WK G

+

23, dCV

ARN20]. Kinetics

[SK20, CGMR

VBAI22, CD20, D

WSX20, RMJ21, SNW22, ZLLL22]. kinks

[MA23b]. Kohn [BTSB22, EK20a, HCS

+

20, MB21]. Ko opmans [GX20].

Kunitz [BV C

+

23]. Kunitz-t yp e [BV C

+

23]. Kylin [XSP

+

23].

L [CK22, OSM20, ZWY

+

22]. L-lactide [OSM20]. L-OPLS [ZWY

+

22].

L-W1X [CK22]. L2MC [NML21]. L536S [CSP20]. lab [SC23]. lab els

[FYIO23]. lactamase [K GD

+

21]. lactide [OSM20]. landscap e

[BBC20, SY21, YYS20]. landscap es [GVJ

+

22, PPV

+

21]. Langevin [SH23].

Lan tern [LLKS23]. Lan tern-t yp e [LLKS23]. lan thanides

[ALA

+

22, SLB23]. Laplacian [TTDT20]. Large

[MF C20, NS22, UA C

+

23, AD23, CJHW21, JKS23, KS21, RBM

+

23, SSDL

+

23].

large-scale [CJHW21]. Large-Sized [MF

C20]. laser

[L YX

+

22, LAM

+

23, SCC

+

22]. laser-induced [SCC

+

22]. Late [PWW20].

lattice [NMFI21]. la y er [Y rYqLhC23]. la y ered [EK20c]. la y ers [LMPT21].

lead [A QMM

+

23]. lead-free [A QMM

+

23]. Leading [AD20, NG20].

leapfrog [MIP

+

21]. Learning

[LPP20, BP22, CdSB

+

21, COK22, HBT

+

20, JGK

+

22, KM22, KB22, KDP

+

22,

MLC

+

23, NGD22, RDB23, SKL23, TCS

+

21a, WRBT21, WLSC23a, YFS20].

learning-assisted [WRBT21]. length [FR21, MVP

+

20]. Lennard [SG20].

Lennard-Jones [SG20]. less [CSWW20]. leucine [CGMR

VBAI22].

leucoindigo [PPFL23]. lev el [ABNG22, BSF20, JK21, PHS

+

20]. lev els

[Kop22b]. Lewis [Brz23, FP22, NMMC21, OE20, PT21, PLZT23, ZS22]. Li

[LEP

+

21]. Libkrylo v [RBM

+

23]. library

[JGK

+

22, KRSD

+

23, RBM

+

23, RDS

+

20, V AP

+

21, WHJM23]. Lif

[VDK

+

20]. lifetime [F

CB23]. Ligand [Ban20, JFZ

+

20, KW22, MXM20,

NNT

+

20, AAe20, BKM21, HGF20, IK21, KDLP21, KK23, KDP

+

22, L

YKS23,

MAKZ23, Ngo21,

¨

OLP

+

20, OM23, PMT

+

22, PNT

+

22, PSB

+

22, SNW22,

TWT

+

22, TTK23, VWP

+

22, W CD

+

23, YIO20, ZOD

+

22]. ligand-alk ali

[OM23]. ligand-based [PMT

+

22]. Ligand-Binding

[NNT

+

20, HGF20, Ngo21]. ligand-free [YIO20]. ligand-ranking [PNT

+

22].

Ligand-stabilized [KW22]. Ligands

[Min20, SZLD20, DDSM23, GPM21b, LLKS23, RvWH23, SVDS21, TLS23].

lignin [BW22a]. lik e [D

YGM21, LSC

+

23, SAZ

+

23, YMSS23]. limit

[CV GVN

+

20, SCKH21]. limitations [TZS

+

22]. limits [WFBB22].

LIMONAD

A [CBB

+

21]. linear [OKK22, Sc h22a, SNN

+

21, T ou21].

linearized [NSRK21]. link [GH22a, K

GTL21]. link er [GJL21]. Links

[GFRNC21]. LIO [SDK20]. Lipase [VDK

+

20]. lipid [KFTB20b, WRBT21].

lipids [K CF

+

20]. lip ophilicit y [HS22]. liquid

[K GS

+

22, LEP

+

21, SPSH20, ZWY

+

22]. liquid-based [LEP

+

21]. Liquids

[V AL20, BUNO22b, Cer22, L WF

+

22, SI22, TPD21]. lithium

[HM21, KE23b, Kop22b, Mil21, SGT

+

20]. lithium-based [HM21].

lithium-c hloride [Mil21]. LLS [GK O

+

22]. LLS-SC [GK O

+

22]. load

[DLH

+

23]. LOBSTER [NEG

+

20]. Lo cal [NEG

+

20, PKT21, SPT21,

WSV20, DT

A21, FB21, FDK22, GFRNC21, MAI22, PW20, TV22, VV20b].

lo calization [BMT23, L

T23, WFLZ23]. lo calized [CdSB

+

21]. lo cating

[SDH23]. logarithm [SHH

+

23b]. Lone [TTDT20]. Long

[BBK20, LSC

+

23, AS21, CHVF21, GAP21, HTFY21, HCS

+

20]. Long-range

[BBK20, AS21, CHVF21, GAP21, HTFY21, HCS

+

20]. Long-time [LSC

+

23].

lo ok [NSKN21]. lo okup [GWN21]. lo op [LLS22a]. lo ops [OC23]. lo w

[BBY

+

21, CK22, IK21, L

WLC21, MdSJ

+

23, OM23, SM22b]. lo w-cost

[CK22]. lo w-lying [IK21, MdSJ

+

23]. lo w-symmetry [SM22b]. L¨ owdin

[ASW20]. lo w est [F

CB23]. LSL [FR21]. LSL-BF

GS [FR21]. LSLOpt

[FR21]. Lu [SLB23]. LUMO [CMD

+

22]. lutidine [TYZ20]. lying

[IK21, MdSJ

+

23].

M [AS20, HSG21, MH20, PPP21, ZMH

+

21, AS20, MH20, PTP23, PP23,

ZMH

+

21]. Mac hine [MLC

+

23, CdSB

+

21, COK22, HBT

+

20, KM22, KB22,

KDP

+

22, NGD22, RDB23, SKL23, TCS

+

21a, WRBT21, YFS20].

Mac hine-learning [MLC

+

23, KDP

+

22]. Macroscale [HZG

+

20]. made

[TPD21]. magnesium [ZDBZ20]. Magnetic

[KRSD

+

23]. m ultidimensional [BCN22, GWN21]. m ultifunctionalized

[A G21]. m ultila y er [IRB

+

23]. m ultilev el [SW21]. Multilinear [WSL

+

20].

Multimolecular [GP21]. Multiple

[SZLD20, MKK

+

22, POvG21, W CT

+

23, XAD20]. m ultiple-time-step

[POvG21]. Multip olar [HR T

+

20, YFH

+

21]. m ultip ole

[A YO20, AiIS

+

21, MSS20, Y A O20]. m ultipurp ose [TSZ

+

21].

m ultireference [SD21]. Multiscale

[SSFS22b, FL

T23, LGD

+

20, LGC21, Mar21]. m ussel [MSA22a].

m ussel-inspired [MSA22a]. m utan t [BK22, CSP20]. m utations [HB21].

Mycobacterium [RDK

+

22].

n [ZDBZ20, ARR22b, BSS

+

22, DZL

+

20, GKA

+

23b, JGSA22, MKSS20,

P AS

+

20, R

C22, XL W

+

22, TTK23]. N-co-dop ed [DZL

+

20]. N-hetero cycles

[BSS

+

22]. N-hetero cyclic [JGSA22]. N-T erminal [MKSS20]. NADH

[CF OMCB

+

22]. NADH-fumarate [CF

OMCB

+

22]. NADP [CWZD20].

NADPH [CWZD20]. named [SS20]. nano [FDD

+

23]. nano-ho ops

[FDD

+

23]. nanob elts [AS21]. nano clusters [GA

G20, MK22b].

nano crystals [KPR23, Mil21]. nano diamonds [KPDB22]. nanometer

[NAAP21]. nanoparticle [LBH

+

22]. nanoparticles [BA22]. nanop ores

[YC20]. nanoreactor [FP23]. nanoribb ons [SPT21]. nanoring [YLZ

+

22].

nanoscale [SG20]. NanoShap er [WK21]. nanotub e [APS20, CTBB20].

Nanotub es [DBE20, BW22a, CBF

+

20, V

CL20]. Naph thalene [NRH

+

20].

naph th yridine [W CD

+

23]. Natural

[KL20, CB20, GRBN21, MH20, PW20, Sc h22b, SD21]. Nature

[MVP

+

20, PDC23, W

G21, BRNB21, BPDG21, FDD

+

23, HSG21, Jab22b,

KSP21, MC23, MP23, NTK21, W an21a, W an21b, dAR W

+

23]. NaY [NS22].

NbGe [TT20]. NBO [LGJF22]. NbX [ABA Q

+

23]. NCF [OE20].

NE-RDFE [MPP23]. near [IRB

+

23]. needs [NGD22]. negativ e [T A C

+

23].

neigh b or [GK O

+

22]. neon [LZW

+

23]. neop en tane [NS22]. NeRF

[ABTM22]. Nernst [CX21b]. net [

¨

OLP

+

20]. net-c harge [

¨

OLP

+

20].

Net w ork [BSL20, K

OD21, MZ21, MLP22, NGD22, R

TB23, SSM21, TIK21].

net w orks [VF

CG20]. neural [MZ21, MLP22, NGD22, TIK21]. neuroglobin

[FDK22]. Neutral [LL21a, BGS

+

20, KPKS23, MCP23, MP23].

Neutralizing [KUNT20]. NEVPT2 [CS20]. Newton [MT20b]. Next

[AMF

+

20, L YX

+

22]. Next-generation [AMF

+

20]. Ng [APR21]. NgX

[APR21]. NH [OE20, XZW

+

21, HS23, SLR

+

20]. NHCs [DSB23]. Ni

[LXP

+

22, SM22b, PTP23]. NIAS [FPMD23]. NIAS-Serv er [FPMD23].

nic k el [DSK21, LLKS23, ZZG

+

21]. nic k el-nic k el [LLKS23]. nicotinic

[BRNB21]. nitrate [YC20]. Nitreones [P AS

+

20]. nitrilotriacetate [CL23].

nitrite [YC20]. nitroalk enes [KZJ22]. nitrob enzaldeh yde [VM23].

nitro cellulose [ZLLL22]. nitrogen [JMV21, XZZ

+

20]. nitrogen-ric h

[JMV21]. nitrogenase [GKA

+

23b, WS21]. nitroimidazole [CF

OMCB

+

22].

nitronates [KZJ22]. nitroprop [SMB

+

23]. nitrosyl [KK23]. nitrous

[KZJ21]. nitro xide [MC23]. NLi [SKK

G22]. NMR

[Ben22, FBP

+

22, LL22, MPOC21, MPV22, MCD22, Sai23, TTDT20].

NMR-data-assisted [LL22]. NN [LPP20]. NO [OKI

+

21]. noble

[APR21, MSYS23, YMSS23]. NOCV [DGM22, GM22, GKA

+

23b, SBB

+

22].

Noggin [CM20b]. Non

[GAP21, KE23b, BdLC21, LGJF22, MP23, T A C

+

23, VV21]. non-aqueous

[VV21]. non-b onding [MP23]. non-classical [BdLC21]. non-iterativ e

[VV21]. non-negativ e [T A C

+

23]. Non-n uclear [KE23b]. non-thermal

[LGJF22]. nonadiabatic [SWM

+

20b]. nonaqueous [RPD

+

20a].

nonco v alen t

[BW22a, CSWW20, CTBB20, OE20, OM23, RMJ21, Sc h22b, YW20].

nonelectrostatic [VL22]. nonequilibrium [MPP23]. nonfullerene

[T ANC23]. Noniterativ e [HFPS20]. Nonlinear [BSR22, SNN

+

21].

nonlo cal [RMJ21, TV22, YW20]. Nonredundan t [XZ20]. Nonrigid

[Bal20b]. non uniform [YLZ

+

20]. norb ornadiene [Dor20]. norb ornene

[MCD22]. norcarane [MNH21]. Normal [San21]. Normal-mo de [San21].

noro virus [LSC

+

23]. No v el

[SEBE21, LHC

+

21, PPP21, RDK

+

22, SS20, VWP

+

22]. no v o

[PMT

+

22, TIK21]. NS5B [MPuS

+

20]. NSP15 [SLMA21]. n uclear

[IN23b, KE23b, LCC

+

21, LL21b, V

CL20].

n uclear-magnetic-resonance-assisted [LL21b]. n ucleation [KEK23].

n ucleobases [CTBB20]. n ucleophilic [CR T

+

21]. n ucleotide [XZX

+

22].

Nudged [MA23b, MA23a, ZLLL22]. n um b er [MT20b]. n um b ers

[ASW20, SD21]. n um b ers-based [SD21]. n umerical

[CX21b, D

WZ22, GWN21, P an23].

O [GJL21, KPTT21, LZW

+

23, TTK23, A WK

+

23, DK23, KPTT21, MC23,

MCP23, MBBU23, SWF

+

20, SWM

+

20b, SVTK

+

22, TYZ20]. O-comp ounds

[MCP23]. O-H [KPTT21]. Ob elin [GO

Y20]. obtain [FNY21]. obtained

[UKBD23]. OC [HS23]. o ccupation [ASW20, Sc h22a, SD21]. o ccupied

[KPHV23]. OCOH [dCV

ARN20]. o ctamer [Bal20b]. o ctanol [SHH

+

23b].

OCTMCCO [LZW

+

23]. O

= =

[ARR22b]. off [LK22]. off-cen ter [LK22].

offs [WKL22]. oligon ucleotides [KZO

V23]. Omicron [KLZ

+

23].

on-surface [LHG

+

23]. on-the-fly [OSHT20, RBM

+

23]. one

[BBC

+

21a, WK G

+

23]. one-electron [BBC

+

21a]. one-step [WK G

+

23].

online [WR

VP22]. on to [A WK

+

23]. OO [SVTK

+

22]. op en

[AAID22, FR21, HA C

+

23b, MNBG

+

21, PSGL21, RBM

+

23]. op en-source

[AAID22, FR21, HA C

+

23b, MNBG

+

21, PSGL21, RBM

+

23]. Op ening

[VDK

+

20]. op erators [BBC

+

21a, CTPJH22]. OPLS [ZWY

+

22].

OPLS-AA [ZWY

+

22]. opp ositely [HPG20]. optical

[BA22, BSR22, JS21, JMV21, LRKD23, STB

+

20, T ou21]. optically [TIK21].

Optimal [WZZ

+

20, YBS

+

20, SCvW22]. Optimization

[LPP20, MFS22, SSDL

+

23, AZKM22, CTPJH22, MLC

+

23, MZ21, MB21,

MT20b, NAAP21, PDGD22, PMT

+

22, SM20, SHH

+

23a, TV22].

optimizations [GSD

+

22, MMK

+

20]. Optimized [GH22a]. optimizing

[RDB23]. opto electronic [A QMM

+

23, ZGZ

+

20]. orbit

[PHS

+

20, POPGS22]. Orbital [AD20, BBK20, KUNT20, LCC

+

21, SCKH21,

AKN

+

20, ASW20, CB20, F ed22, GRBN21, HCS

+

20, KK23, KPHV23,

NAN

+

23, NEG

+

20, PW20, Sc h22b, SD21, TWT

+

22, TSH

+

23].

orbital-based [TWT

+

22]. orbitals [BTSB22, FV20, KL20, MH20]. order

[CSGVF

+

20, DT

A21, EVKL21, FKT21, FYIO23, GX20, HD21, QL W

+

22b,

S´ an20, YW20]. Organic [LPP20, AZKM22, FB20, GGK20, HR TSS

+

20,

K GS

+

21, KS21, KPHV23, LPF

+

23, LMPT21, MAM21, MLP22, NI22, SC22,

SZP

+

20, T

ANC23, TIK21, TSH

+

23, WP20, ZGZ

+

20]. organic-inorganic

[K GS

+

21, SZP

+

20]. organo catalysts [FP22]. organophosphorus [TYZ20].

orien tation [KPR23, RH21, SCC

+

22]. orien ted [GZFSM21, NSRK21].

Origin [EK20b, MIK

+

23, PP23, RMS

+

23, DMTR22]. Origins

[JFZ

+

20, T

ANC23]. ortho [VM23]. ortho-nitrob enzaldeh yde [VM23].

orthogonal [CB20]. oscillators [BS23]. Other [FMF

G20, T A C

+

23].

o v erlap [CTPJH22]. Ov erlapping [R

TB23]. Ov erreact [SC23].

Ov ersampling [NNT

+

20]. o xa [NMMC21]. o xa-Diels [NMMC21].

Oxidation [CWZD20, KM22, LJW

+

23, MKB

+

21, PM21]. o xidativ e

[IMT

+

21, KPDB22]. o xide [AMM22, MK22b, RMS

+

23, TYZ20]. o xides

[RZS

+

23]. Oxidized [CWZD20]. o xidozirconium [CMD

+

22]. o xindoles

[SK GG23]. o xo [MIP

+

22, MAM21]. OxoMn [MNH21]. Oxygen

[GO Y20, HL20, NAAP21]. o xygen-o xygen [HL20]. o xynitride [HM21].

p [ARA22, FBP

+

22, HY A

+

20, IW23, SSSA23, SHHH22].

p-phen ylenediamine [ARA22]. P-surface [IW23]. pac k age

[AME

+

21, CKH23, HA C

+

23b, KZO

V23, KYM20, LHH

+

21, MWK

+

20,

SSDL

+

23, VWFR21, YW

GY22]. pac k et [SWM

+

20b]. P addlewheel [AD20].

P air [SLR

+

20, GRBN21, HPG20, PW20, QLC

+

20, ZS22]. pairs

[FP22, TTDT20]. pairwise [YBS

+

20]. para [SW21]. para-substituted

[SW21]. P araCopasi [YW

GY22]. parallel [ABTM22, BBK

+

21, CP23,

GVJ

+

22, JKK

+

21, JKS23, SSDL

+

23, WMZJ20, YW

GY22]. parallelization

[NN20, YLZ

+

20]. parallelized [AiIS

+

21]. parameter [POPGS22, RB22].

parameterization [OC23]. P arameterizing [K

OD21]. parameters

[DT A21, GH22a, KDLP21, LKM20, LBH

+

22, MH22, PNT

+

22]. parametric

[PMT

+

22]. parametrization [GK O

+

22, KYM20]. part

[MR21, MPR22, RLHG

+

23]. partial [LK22]. particle [CN21, WKD

+

21].

particle-field [WKD

+

21]. particles [LSC

+

23]. partition

[A YO20, CSGVF

+

20, LC22, SHH

+

23b]. P artitions [TLD

+

22]. P arzen

[AZKM22]. P ath [SZLD20, Shi22, AKR21, GSD

+

22, RH21]. paths

[ETT21b, MA23b, SDH23]. path w a y [DSB23, HL20, PPRS22]. path w a ys

[BBC20, CG20, D

WSX20]. patterns [HS22, KLZ

+

23]. Pb [LXP

+

22]. PbI

[XZW

+

21]. PBSA [SHH

+

23b, SHH

+

23a]. PCM [CC22]. Pd

[ABZ20b, PTP23]. Pd-PEPPSI [ABZ20b]. PDB [RB22].

PDB-to-parameter [RB22]. PdBe [Tze21]. PEA

CH [ZK21]. p enicillin

[CD20]. p en taco ordinate [FDK22]. p en tahalides [PT21]. P ep [SKS21].

P epPro [XZ20]. PEPPSI [ABZ20b]. p eptidase [CD20]. P eptide

[XZ20, EIT

+

21, GG22, KZO

V23, SKS21, SSS

+

20b, UA C

+

23].

p eptide-based [KZO

V23]. P eptide-Protein [XZ20]. p er- [MHA

+

23].

p erfluorinated [FDD

+

23]. p erfluoroalkyl [MVV22]. p erform [CKH23].

P erformance [BBK20, GSH23, NRH

+

20, PB20, BLB20, LKM20, MH22,

MKK

+

22, OKI

+

21, dASRHB21, TTK23]. p erformed [MAM21].

P erforming [Zac20, FYIO23]. p erio d [LB21, LB22]. P erio dic

[SDK20, HA C

+

23b, PKT21, PSMPB21, SZP

+

20, Y A O20]. p ermeabilit y

[ZSD

+

20]. p erm utation [FYIO23]. P erm utationally [OKK22]. p ero vskite

[SZP

+

20, XZW

+

21]. p ero vskites

[A QMM

+

23, ABA Q

+

23, K GS

+

21, dAR W

+

23]. p ero xide [CL23, DHN

+

21].

p ero xides [MC23, WK G

+

23]. p ero xy [WK G

+

23]. p ersisten t [BPDG21].

p ersp ectiv e

[A VM21, BBL

+

22, DF22, LKA

T22, L

T23, NI22, PPSP20, SWM

+

20b, SCC

+

22].

p ersulfate [ARA22]. P erturbation

[NNT

+

20, AAe20, FKT21, GX20, MH20, NTK21, OE20, S´ an20, YBS

+

20].

p erturbations [PKT21]. p erturb ed [PDGD23]. PF

AS [MPV22]. Pfizer

[GLC

+

22]. PH [PT20, SSS

+

20a]. pharma [IRB

+

23]. pharmacophore

[KDP

+

22, MLG

+

21b]. pharmacophore-based [MLG

+

21b]. PharmRF

[KDP

+

22]. Phase [HFPS20, VF

CG20, AZKM22, CM20a, DC22b, EK20c,

IMT

+

21, L WF

+

22, OM23, SW21, WRBT21, YW20]. phase-sp ecific

[WRBT21]. Phasep y [CM20a]. phenan throline [SGGG22].

phenomenological [D

WSX20]. phen yl [AS20, THLC

+

23].

phen ylacetoh ydro xamic [CMD

+

22]. phen ylenediamine

[ARA22, LDT

+

22]. pheoph ytin [T ou21]. pHLIP [FM21]. Phonons

[DBE20]. phosphate [DPSG20, HUUO23, SGGG22]. phosphob orane

[STB

+

20]. phospho c holine [ZK21]. phospho diester [GP21].

phosphoglucose [DPSG20]. phosphorus [ASL

+

20, HM21].

phosphorus-based [ZS22]. photo [KFTB20b]. photo-switc hable

[KFTB20b]. photoacidit y [GSH23]. Photo catalytic [BWS20].

photo c hemical [CG20]. Photo c hemistry [F

CPG20]. photo dynamic

[ASL

+

20, D AR T21, DMTR22]. photoionization [AAL21].

Photoisomerization [YX

GZ20]. photo o xidation [KDKS21].

Photoph ysical [D AR T21]. photoprop erties [T

ANC23]. Photoprotein

[GO Y20]. photoresp onsiv e [YLZ

+

22]. photosensitizers

[ASL

+

20, D AR T21]. photosensitizing [HREvdK

+

20]. photoswitc hes

[HPM

+

21]. photo v oltaic [K GS

+

21]. ph thalo cy anines [D AR T21]. Ph ysical

[PFP

+

21, YJZ

+

22, BMT

+

21, Jab22b, RMS

+

23, T

ANC23]. ph ysico

[CSG

+

21]. ph ysico-c hemical [CSG

+

21]. ph ysico c hemical [KZP22].

ph ysisorption [R

C22]. PI [AMM22]. Picture

[QL W

+

22b, GCP22, JGGPN21]. Picture-w ord [QL W

+

22b]. pincer

[DSK21, YYS20]. pincer-nic k el [DSK21]. pistol [JRS20]. pK [PWW20].

planar [DC22a, Y rYqLhC23]. planarization [KK22c]. Planc k [CX21b].

plane [MN20]. planew a v e [SM20]. plasma [LGJF22]. Plasticit y [AD20].

platform [BBB

+

23, CSG

+

21, PSGL21, ZK23]. platform-indep enden t

[CSG

+

21]. platin um [HBM

+

20, NAAP21]. pla y [FM21, KE23b]. Plesset

[FKT21, CSGVF

+

20, S´ an20]. plugin [EK20a]. PMe [PTP23]. p o c k ets

[XZX

+

22]. P oin t [MXM20, BSF20, CST23, MH22, PP23, PKT21, TTK23].

p oin ts [DT

A21]. P oisson

[CX21b, NSRK21, R

CC21, SCvW22, WK21, XAD20]. p olarit y [DK23].

p olarizabilities [LRKD23]. p olarizabilit y [OKK22]. P olarizable

[HR T

+

20, LJ20, UB20, ALA

+

22, GP21, KLP

+

22, KYM20, K GD

+

21,

LRqG

+

22, ODL20, WL

WR22]. P olarization

[F ed22, LB21, LB22, LLZ

+

23, MAM21, SKKK20, SSO

+

20]. p olarized

[NBE

+

23, PDGD23]. P olt yp e [WL

WR22]. p oly [LDT

+

22, MSA22a].

p oly aceth ylene [BSR22]. p oly alcohol [KSRB

+

21]. p oly atomic [SSO

+

20].

p oly azahetero cycle [MIP

+

22]. p olycyclic [GAP21]. p olydiacet ylene

[NLC23]. p oly enes [F

CB23]. P oly eth yleneimine [BA

C20, MT21, TPB22].

P oly eth ylenimine [MT20a, MT19]. p olyfluoroalkyl [MHA

+

23]. p olymer

[WKD

+

21]. p olymeric [A

˚

AFJ21]. p olymerization

[ARA22, MLB

+

23, OSM20, XZZ

+

20]. p olymers

[LDT

+

22, MMK

+

20, V

CL20]. p olymorphism [CX23, RMS

+

23].

p olymorphs [K

GG21]. p olynomial [OKK22]. p oly olefin [KDKS21].

p olyp eptoids [RR22]. p olysulfides [SC22]. p opulation [LBH

+

22]. p orE

[TS21]. p orosities [TS21]. p orous [GGK20, SGT

+

20]. p orph yrin [MNH21].

p orph yrinic [KBHG23]. P ortably [WMZJ20]. P oses [SZLD20]. p osition

[FNY21, RH21]. p osition-dep enden t [FNY21]. P ositron [SSO

+

20].

p ossibilities [LLKS23]. p ossible [ASL

+

20, D AR T21, SLMA21, WK G

+

23].

p osteriori [BMT23, WFLZ23]. p oten t [BHR

+

21, ZOD

+

22]. P oten tial

[KFTB20b, AS20, BBC

+

21a, EK20a, GFRNC21, GP21, HS23, HPM

+

21,

KM22, KSRB

+

21, Kop22b, K GD

+

21, MSL

+

20, MK22b, OKI

+

21, PPRS22,

RK C21, SDK20, Sts20, SSO

+

20, Tik23, WR

VP22, XL W

+

22, YFH

+

21, ZZ23a].

p oten tial-energy [MSL

+

20]. p oten tials

[BSS

+

22, BBC

+

21a, GWN21, L

T23, MLB

+

23, MAM

+

23, MLP22, RLHG

+

23,

SM22b, SG20, TTK23, ZFRM20]. pp dx [COK22]. precatalyst [ABZ20b].

precision [XL W

+

22]. preconditioning [RH21]. precursor [BV C

+

23].

precursors [GM22]. predefined [BBSF

A22]. predict [Ben22].

predictabilit y [NGD22]. Predicted [CLS

+

20, L WF

+

22]. Predicting

[APS20, BF22, HBT

+

20, QL W

+

22b, MPuS

+

20, MPV22, NTK21, PB20,

SCZ

+

21]. Prediction

[BUNO22b, CLS

+

20, DHD21, GO

Y20, LPP20, NMFI21, PWW20, SEZ20,

SB20, SHHH22, SHH

+

23b, YFS20, ABZ20b, AAe20, AS23, DPY

+

22, Dor20,

KZP22, KSRKS21, LRF

+

21, PWX

+

20, SHH

+

23a, TWT

+

22, UB20, XL W

+

22,

YBS

+

20, YGG

+

23, ZHHS21, ZMH

+

21]. predictions [W CT

+

23]. predictiv e

[FB20]. prefer [APS20]. preference [PFPD21]. preferences [D

A22].

Preliminary [GP21, ZLLL22]. preparation [PBM21, QLC

+

20]. prepare

[WK G

+

23]. prepareforleap [RB22]. prepp er [KLP

+

22]. Pressure

[HUUO23, SL20, EK20b, EK20c, GNL

+

22, K

GG21]. Pressure-assisted

[HUUO23]. pressure-induced [EK20b, EK20c]. primary [ZWY

+

22].

Principles [DBE20, A WK

+

23, BRNB21, DLH

+

23, EK20b, EPT21, KDKS21,

KPKS23, PM21]. principles-based [PM21]. Probabilit y [TLD

+

22, RD23].

prob e [NP23]. Probing [GH22a, W

G20, T ou21]. problem

[D WSX20, LBH

+

22]. problems [MA23b]. Pro cess

[WLZM20, BP22, KK23, PRH20, SS23, W

G20, XZX

+

22, dCRM21].

pro cesses [SSFS22b]. Pro cessing [GCL

+

20, D

WZ22]. pro drug

[PRH20, PPSP20]. Pro ducing [BP22]. pro duct [WMZJ20]. profile

[CSG

+

21]. profiles [HBM

+

20, SSS

+

20a]. profiling [SEBE21]. program

[LKK

+

23, MNBG

+

21, PBM21, SWLC22, TSZ

+

21, WFBB22, XSP

+

23].

Progress [BGS

+

20]. pro jection [CTPJH22, V

CL20]. pro jections

[NEG

+

20]. pro jector [DGSB

+

20, NEG

+

20].

pro jector-augmen ted-w a v e-based [NEG

+

20]. pro jector-based

[DGSB

+

20]. prolapse [GH22b]. proline [HB21]. promenades [MSL

+

20].

Promising [CP23]. promoted [OSM20]. promotion [MGCM21]. prop ene

[LLS

+

22b]. prop ensities [DB23]. prop ensit y [KPKS23]. Prop erties

[DBE20, GO

Y20, HZG

+

20, SL20, SB20, ARR22a, ABA Q

+

23, AS20, BWS20,

BA22, BSR22, BTSB22, CdSB

+

21, CM20a, CSG

+

21, CA22, D AR T21,

D YGM21, HD21, IW23, JS21, JMV21, KPTT21, KBHG23, LRF

+

21, L WF

+

22,

LRKD23, LXP

+

22, LDT

+

22, MMAZ

+

23, MCD22, NPGP23, PSM

+

20, PCI23,

RMS

+

23, SBFSJMLU23, SGT

+

20, STB

+

20, VV20b, WSV20, WMJ

+

22].

Prop ert y [GZFSM21]. Prop ert y-orien ted [GZFSM21]. prop ylene

[AMM22]. protease

[BV C

+

23, dSCCN21, PWX

+

20, PPP21, UA C

+

23, YC23]. Protein

[BWM20, BSL20, CLS

+

20, HC21, L

YKS23, MXM20, SZLD20, TWT

+

22,

XZ20, ABTM22, A

VM21, BK22, BPL

+

22, BBSF

A22, BLB20, BA O

+

20, BF22,

BV C

+

23, CDCT21, CH23, COK22, HTFY21, K

CGK20, KR23, K

GTL21,

KSRKS21, KDP

+

22, KTM

+

23, LLS22a, LSP23, LL21b, LL22, MGB

+

22,

MK22a, OC23, PDC23, QL W

+

22b, RDK

+

22, San21, SKL23, SY21, SEZ20,

SLMA21, SNW22, W GK G20, YIO20]. protein-glycosaminoglycan

[MGB

+

22]. Protein-Ligand [MXM20, L

YKS23, TWT

+

22, KDP

+

22].

Protein-Protein [BSL20, COK22]. protein-state [BPL

+

22]. Proteins

[HHL

+

20, LJ20, BPDG21, CCHS23, DB23, DO20, HB21, K CF

+

20, K

OD21,

L YKS23, LGC21, NYM22, POvG21, PPRS22, SSDL

+

23, TTH

+

21a, VWJ23].

ProteinUnet [KSRKS21]. protic [OM22]. proto col

[ABNG22, Ben22, LCP21, MPP23, MPV22, VWP

+

22]. Proton

[MF C20, AIV20, BBC20, DC22b, R CC

+

20, SW21]. Protonated

[BA C20, MT21, ZHHS21]. protons [LL21b]. protop orph yrin [KPR23].

protot yping [KRSD

+

23]. pro vide [UB20]. pro ximit y [W CD

+

23].

pro ximit y-enforced [W CD

+

23]. Prp [RDK

+

22]. Pseudo diagonalization

[SM20]. Pseudo diagonalization-based [SM20]. pseudoknots [YFH

+

21].

Pseudomonas [VDK

+

20]. Pseudop oten tials [K

GTL21]. Pseudosp ectral

[CHVF21]. Psi4 [EK20a]. PSIXAS [EK20a]. Pt

[DZL

+

20, PTP23, PPSP20, SVDS21, SSM21]. puc k er [KB22]. pull

[ARR22a, GPM21b, KdlLC22]. pulse [LAM

+

23]. pure

[BUNO22b, WMJ

+

22]. purp ose [BMT

+

21, Mar21]. purp oses

[DF22, PFPD21]. push [ARR22a, GPM21b, KdlLC22]. push-pull

[ARR22a, GPM21b, KdlLC22]. putativ e [CDCT21]. puzzling [X

CJ20].

PyCDFT [MWK

+

20]. PyFREC [Kos22]. PYK2 [SNW22]. PyRad

[AME

+

21]. p yranose [KB22]. p yrazine [MH20]. p yrazole [BHR

+

21].

PyRETIS [RLR

+

20]. p yridine [PT21, YFS20]. p yrido [MIP

+

22].

p yrimidin [MIP

+

22]. p yrimidin-3-yl [MIP

+

22]. p yrolysis [KK22a].

p yrrolylenones [ARR22b]. PySCF [HA C

+

23b]. Python [CM20a,

DMD

+

21, KRSD

+

23, LHH

+

21, MWK

+

20, PSGL21, V AP

+

21, WRBT21].

Python-based [LHH

+

21]. PyUNIxMD [LHH

+

21]. PyVisA [AKR21].

Q [SK20, ZDBZ20]. Qball [AME

+

21]. QC [K GD

+

21]. QM [Mar21,

ABNG22, BBC20, GH22a, LRqG

+

22, Mar21, PWW20, PCI23, SSS

+

20a].

QM/MM [ABNG22, BBC20, GH22a, LRqG

+

22, Mar21, PCI23, SSS

+

20a].

QM/QM [PWW20]. QMCub e [Mar21]. QSAR [BHR

+

21, DF22, SS20].

QSAR/MD [HKFT21]. QSARINS [CSG

+

21]. QSARINS-Chem

[CSG

+

21]. QT

AIM [AMF

+

20]. quadrature [IN23a]. Quadruple

[Tze21, PTP23]. Qualitativ ely [Sts20]. Qualit y

[RD23, A

VM21, FB20, LB21, LB22, MK22a, SLB23]. Quan tification

[A WK

+

23]. quan tify [LKK

+

23, Sc h22b]. quan tifying [IBL20].

Quan titativ e [A

V20, BGS

+

20]. quan tit y [RD23]. quan tized [V

CRP23].

Quan tum

[A WID

+

20, IRB

+

23, OO

Y20, P AS

+

20, PHS

+

20, Pil20, SR23, AA20, BS23,

BRNB21, BHR

+

21, BBK

+

21, CL TMd

+

23, CSGVF

+

20, CP23, FDK22,

GPEK

+

20, GP21, HKSW20, HUUO23, HBT

+

20, JCMHT22, JGGPN21,

KRSD

+

23, KFLP21, KB22, LGM20, LGM22, L YX

+

22, MLC

+

23, OKI

+

21,

OE20, PWX

+

20, PGP

+

21, RDB23, SPSH20, SSMP23, SIW21, SYS

+

21,

SC23, SNN

+

21, Shi22, SCC

+

22, TPD21, TCS

+

21a, VWJ23, XSP

+

23].

quan tum-c hemical [BHR

+

21, SCC

+

22, VWJ23]. quan tum-classical

[HUUO23]. quasi [Cer22, NSKN21]. quasi-degenerate [NSKN21].

quasi-harmonic [Cer22]. quaternary [ODL20]. quaterthiophene

[CBF

+

20]. QuBiLS [GJMPVR

+

20]. QuBiLS-MID

AS [GJMPVR

+

20].

quest [MMAZ

+

23]. quic k [Vyb23]. quinoline [RLHG

+

23].

R [GGK20, LR20]. R-C [LR20]. R61 [CD20]. Rab enstein [MDO

+

20].

radial [CBF

+

20]. radical [GNK

+

23, MP23, PFSC20, SK

GG23].

radical-mediated [SK

GG23]. radicals [WK G

+

23]. radii [SHH

+

23a].

radiolysis [AME

+

21]. Raman [CV22, GPEK

+

20, MH20, PGP

+

21].

Random [HFPS20, VF

CG20, YW20]. Range

[BBK20, AS21, CHVF21, GH22a, GAP21, HTFY21, HCS

+

20]. ranking

[PNT

+

22]. Raphson [MT20b]. Raphson/singular [MT20b]. rapid

[LLZ

+

23, MT20b]. rare [RLR

+

20, RD23]. Ras [MM20]. Rash ba

[dAR W

+

23]. rate [dCV

ARN20]. rates [CGMR

VBAI22]. Rational

SWLC22, SCCZ21, UKBD23, VWFR21, YC23, YW

GY22, ZK21].

sim ulation-based [CDCT21]. Sim ulations

[SZLD20, Zac20, BUNO22b, DO20, EK20a, F

CB23, FL

T23, GGK20,

HUUO23, JKS23, LL21a, LKM20, LSC

+

23, LGC21, MPOC21, MSA22a,

Ngo21, NN20, NP23, PDC23, PBM21, PDL

+

21, POvG21, PL22, PCI23,

QLC

+

20, RDK

+

22, R

GGD21, SC23, SSDL

+

23, SKKK20, TTK23, TPB22,

Tik23, W CT

+

23, W GK G20, WFBB22, WKD

+

21, ZKJ

+

23]. Sim ultaneous

[GK O

+

22, BMT23, WFLZ23]. single

[AK20, BW22a, CBF

+

20, DLH

+

23, EVKL21, GSD

+

22, KSRKS21, VM23].

single- [VM23]. single-electron [EVKL21]. single-ended [GSD

+

22].

single-molecule [AK20]. single-w alled [BW22a, CBF

+

20]. single/dual

[DLH

+

23]. single/dual-atom [DLH

+

23]. Singlet

[HFPS20, F

CB23, LCP21, MdSJ

+

23, SCKH21]. singular [MT20b]. Site

[VDK

+

20, BBC20, CDCT21, CCHS23, DPSG20, KWYN23, K GD

+

21,

PLP

+

20, TZS

+

22, WKL22]. site-sp ecific [CCHS23]. sites

[HGF20, LKM20, MAKZ23, YIO20]. Si

≡ ≡

[DDSM23]. situ [WK G

+

23].

situation [FNPD22]. situations [THLC

+

23]. six [PTP23]. six-electron

[PTP23]. sixth [LB21]. size

[GH22b, HKSW20, JS21, KPR23, LBH

+

22, SSSA23, XAD20]. size-mo dified

[XAD20]. Sized [MF

C20, BSS

+

22, ZDBZ20]. slab [VTdlM20]. Slater

[D WZ22, FV20, MFS22]. Slater-t yp e [MFS22]. sliced

[GVJ

+

22, KN21, PPV

+

21]. slip [WKD

+

21]. slip-springs [WKD

+

21]. Sm

[ALA

+

22]. Small [LPP20, Mil21, GH22b, JS21, KYM20, LPF

+

23, MLP22,

NST

+

20, SKL23, TIK21, WL

WR22, YIO20, ZK23, ZDBZ20].

small-molecule [ZK23]. small-sized [ZDBZ20]. Smo othed [GJMPB

+

20].

Sn [LXP

+

22]. so dium [NSH23, SM22b]. softness [MAI22]. Soft w are

[Kos22, Zac20, A

G21, AME

+

21, CKH23, CJHW21, CSG

+

21, DMD

+

21,

GJMPVR

+

20, HA C

+

23b, LHH

+

23, MLG

+

21b, RBM

+

23, SNN

+

21]. solar

[SZP

+

20, T

ANC23]. Solid

[TPD21, EG20, HM21, LB21, LB22, LZW

+

23, SLB23, UKBD23].

Solid-state [TPD21, LB21, LB22, SLB23, UKBD23]. solids [CdSB

+

21].

solubilit y [FL

T23]. Solute [GRN20, JKS23, KN21, ZKJ

+

23]. solution

[K GS

+

22, KK23, KTM

+

23, MPOC21, RPD

+

20a, SH23]. solutions

[KSS21b, KSRB

+

21, SSS

+

20a]. solv ated [LRKD23, MSA22b]. Solv ation

[GRN20, LPF

+

23, MF

C20, CKH23, CCHS23, GRBN21, GSH23, LML

+

23,

NML21, RPD

+

20a, SHH

+

23a, VL22, VV21, Vyb23, WKL22]. solv e [MA23b].

Solv en t [BBK20, FMF

G20, GCL

+

20, KWYN23, SLR

+

20, Sts20, CDCT21,

DK23, KK23, KPHV23, LML

+

23, MGB

+

22, PT21, SPSH20, SHHH22,

V CL20, WLSC23a, XAD20]. solv en t-accessible [V

CL20]. solv en ts

[OM22, RPD

+

20a, VV21]. solv er [NSRK21, WK21]. solving [MB21]. Some

[QB20, MAI22]. sorbitol [KSS21b]. source

[AAID22, FR21, HA C

+

23b, MNBG

+

21, PSGL21, RBM

+

23]. sp

[AKN

+

20, PPP21]. space

[BA O

+

20, GCP22, HL20, KZO

V23, MPR22, RSHG23, SBD

+

21, TZS

+

22].

Sparse [BPL

+

22]. sp eciation [LGD

+

20]. sp ecies [XAD20]. sp ecific

[CCHS23, WRBT21, ZKJ

+

23]. Sp ectra [CWZD20, CS23, EK20a, GPEK

+

20,

K GS

+

22, L

WLC21, PGP

+

21, SNN

+

21, TMO

+

21]. sp ectral [LDT

+

22].

sp ectroscopic [LZW

+

23]. Sp ectroscop y

[BLP20, CMD

+

22, FB20, MPOC21, Sai23]. sp ectrum [AS21]. sp eed

[GWN21, WFBB22]. Spherical [GJMPB

+

20]. SPIDER3 [KSRKS21].

SPIDER3-single [KSRKS21]. spik e [Jab22b, ONA

+

20, PDC23].

spik e-ring [Jab22b]. Spin

[IYI

+

20, SWF

+

20, SWM

+

20b, TPD21, GNK

+

23, HY A

+

20, KE23b, KKAK23,

NBE

+

23, PDGD23, PHS

+

20, POPGS22, QLC

+

20, S´ an20, VV20b, X

CJ20].

spin-coupled [X

CJ20]. Spin-flip [IYI

+

20, KKAK23]. Spin-in v ersion

[SWF

+

20, SWM

+

20b]. Spin-liquids [TPD21]. spin-orbit

[PHS

+

20, POPGS22]. spin-pair [QLC

+

20]. spin-p olarized [NBE

+

23].

spirop yran [DK23]. splicing [SCCZ21]. splitting

[OSHT20, YYS20, dAR W

+

23]. splittings [SRB21]. SPOT [CLS

+

20].

SPOT-F old [CLS

+

20]. springs [WKD

+

21]. stabilities [WK

CP21].

Stabilit y [GKA

+

23b, STB

+

20, V

AL20, APR21, BK22, BPDG21, CCHS23,

DDSM23, GM22, LML

+

23, MVV22, MdSJ

+

23, MJS

+

23, MIP

+

21, NLC23,

PDC23, PB20, PP23, VTdlM20]. Stabilization

[BD22, GPM21b, FM21, PFSC20]. stabilized [KW22, PLZT23, W CD

+

23].

stabilizing [DSB23]. stac king [XL W

+

22]. Standalone [KYM20, CSG

+

21].

standard [TZS

+

22]. stannites [MZ21]. stann ylenes [BKM21]. stars

[GSJ

+

23]. State [BWM20, BSF20, AIV20, BPL

+

22, CH23, FYIO23, HD21,

HPM

+

21, KL20, KBHG23, Kop22b, LB21, LB22, LHH

+

21, OSHT20,

RSHG23, RLHG

+

23, SLB23, Sts20, TPD21, T ou21, UKBD23, WD20,

WMZJ20, ZRSST20, dCV

ARN20]. State-of-the-art [BSF20]. states

[BMT23, BW22b, CG20, CPG21, EVKL21, F

CB23, FB21, Gie21, HY A

+

20,

IK21, JCMHT22, Kop22a, LJW

+

23, MdSJ

+

23, NBE

+

23, OMC

+

20, RDS

+

20,

SDH23, SBB

+

22, VM23, WFLZ23]. static [EVKL21]. Statistical

[AAe20, DC22b, UKBD23]. steels [ZFRM20]. steered [MK22a]. step

[FR21, POvG21, WK G

+

23]. step-length [FR21]. stepping [MKK

+

22].

stepping-based [MKK

+

22]. steps [DGSB

+

20]. step wise [KZJ22]. stereo

[SMB

+

23]. stereographic [V

CL20]. Stereoselectivit y [WLZM20]. Steric

[VDK

+

20, GCP22]. stiffness [MA23b]. sto c hastic [SSFS22b]. stone

[CTBB20]. stone-w ales [CTBB20]. storage [SKK

G22, SSYB

+

20, W

G20].

Strain [SLR

+

20, MGCM21]. strains [LSC

+

23]. Strategies

[PDGD22, PFPD21, SBB

+

22]. strategy [HB21]. streamline [PBM21].

strength [CV GVN

+

20, FDD

+

23, MVP

+

20, NTK21]. Streptom yces [CD20].

stretc hing [GAP21]. strong [F

CPG20]. stron tium [K

GG21]. Structural

[ABA Q

+

23, CM20b, MdSJ

+

23, PSM

+

20, SL20, WMJ

+

22, A

VM21, FPMD23,

ONA

+

20, QL W

+

22b, SH23, XZW

+

21, ZOD

+

22]. Structure

[CLS

+

20, GLC

+

22, GG22, MJS

+

23, MIP

+

21, NLC23, W CD

+

23, XZ20, AAe20,

ABTM22, A

YO20, BLB20, DGSB

+

20, GH22a, GSD

+

22, GA

G20, HC21,

HSG21, HGF20, KWYN23, KDKS21, KPDB22, KDP

+

22, LSP23, LL21b,

MNH21, MZ21, MPV22, MK22a, NUK21, NHFS21, PDGD22, PP23, RK

C21,

RDK

+

22, RvWH23, SM22b, VTdlM20, VM23, WS21, XZW

+

21, ZWY

+

22].

structure- [GH22a]. structure-based [GLC

+

22, KDP

+

22, LSP23, RK

C21].

Structures

[CWZD20, HZG

+

20, L WF

+

22, ZBH

+

23, AAID22, AZKM22, DC22a, DT

A21,

D YGM21, KS21, KZP22, K

GTL21, KSRKS21, LSP23, LXP

+

22, LL22, MH22,

NSKN21, POPGS22, SAZ

+

23, TT20, WHJM23, YIO20, ZDBZ20, ZWR22].

studied [LL21a, SY21, WS21]. Studies

[CWZD20, ARA22, CF

OMCB

+

22, CX21b, CMD

+

22, D

A22, FPMD23, GM22,

HKSW20, LGJF22, MSE

+

21, MSA22a, NLC23, RK

C21, RR22, ZFRM20].

Study

[JFZ

+

20, ARR22b, APS20, AMM22, ALA

+

22, BW22a, BA22, BBC20, BD22,

CS20, CL23, CTBB20, CR T

+

21, DZL

+

20, DK23, DLH

+

23, DSK21, FDK22,

HS22, HM21, HTFY21, HSG21, HCY

+

22, JC20, JMV21, KZJ22, KR23, KM22,

KBHG23, KSRB

+

21, KEK23, KPKS23, LEP

+

21, LC22, LJW

+

23, MNH21,

MNZGO

+

20, MLP22, MAP

+

20, NAAP21, NAN

+

23, NPGP23, OE20, OSM20,

PRH20, P an23, PDGD23, PM21, RPD

+

20a, RDS

+

20, SEBE21, dASRHB21,

SVDS21, SSS

+

20a, SI22, SC22, T

ANC23, TMO

+

21, TLS23, TPZ

+

20,

VTdlM20, W

G20, WRBT21, WK G

+

23, YYS20, ZDBZ20, ZMH

+

21, ZG21].

studying [RDB23]. st yle [Tik23]. st yrene [ZZG

+

21]. sub [NAAP21].

sub ject [LAM

+

23]. subnano clusters [FBM

+

23]. sub o xide [LZW

+

23].

substances [MHA

+

23, MVV22]. substituen t

[JK21, LGM20, LGM22, MAM21]. Substituted

[NRH

+

20, ASL

+

20, BSR22, MNZGO

+

20, NMMC21, SW21, SMB

+

23].

substitution [

´

CPP

+

22, HREvdK

+

20, JC20]. Substitutional [GPEK

+

20].

substrates [K CF

+

20]. sugar [SGGG22]. suitable [SHH

+

23a]. suite

[Mar21]. sulfide [MSE

+

21]. sulfuric [KEK23]. summation

[P an23, WKL22, YLZ

+

20]. sup eracids [Brz23]. Sup eralk alis [Mil21].

sup eratom [YMSS23]. sup ercomputer [JKS23]. sup erconductors

[TPD21]. Sup erfamily [MM20]. sup erhalogens [Mil21]. sup erphane

[Jab22a]. Sup erp osition [W an21a, W an21b, W

G21]. sup ersalts [Mil21].

sup erstructures [TPD21]. supp orted [BWS20, DZL

+

20]. supramolecular

[GBM20]. Surface

[GCL

+

20, MH20, P AF

+

20, YX

GZ20, F

CPG20, IW23, LHG

+

23, MSE

+

21,

OKI

+

21, PM21, SZP

+

20, SSM21, TV22, V

CL20, WK21, XL W

+

22].

Surface-enhanced [MH20]. surfaces [A WK

+

23, D

A22, HPM

+

21, LMPT21,

MN20, MSL

+

20, OKK22, RDB23, Sts20, V

CL20]. surrounding [Sc h22a].

SuSMoST [P AF

+

20]. sw arms [LA20]. switc hable [KFTB20b]. symmetry

[BPDG21, NTK21, NVBG23, OE20, PSMPB21, SM22b].

symmetry-adapted [NTK21, OE20]. symmetry-decomp osed [NVBG23].

synergistic [PRH20]. Syn thesis [MSE

+

21, KZJ22, SEBE21]. System

[HHL

+

20, NAN

+

23, DGM22, Nee23]. Systematic

[KUNT20, STR20, DSK21, TS21]. Systems

[LR20, AAID22, EVKL21, GNK

+

23, HA C

+

23b, JKK

+

21, JKS23, LC22,

NLC23, PKT21, SIW21, UB20, W

G20, Y A O20].

T [CS20, CK22, CSWW20, Dor20, K

G23, MLB

+

23, MEKH22, PRF20, SI22,

GG22, Sts20]. T-p eptide [GG22]. T1 [MCP23]. T aba [dSBFdAJ20]. T ABI

[WK21]. table [GWN21]. T aH [WLZM20]. tailoring

[A V20, ARR22a, ARR22b]. T aking [GNL

+

22]. tangen tial [CBF

+

20].

target [KR23, SLMA21]. targets [BF22]. T A T A [SBFSJMLU23].

T A T A-DNA [SBFSJMLU23]. tautomeric [CA22]. tautomerism

[LKA

T22]. T automerization [NHFS21]. TBP [W CT

+

23]. TcN [Tze21].

TD [ABNG22, DK23, LDT

+

22, MPOC21, MK22b, WD20]. TD-DFT

[ABNG22, DK23, LDT

+

22, MPOC21, MK22b]. TDDFT

[HA C

+

23b, NRH

+

20, Sts20]. TDP [SCCZ21]. TDP-43 [SCCZ21].

T ec hnique [WSL

+

20, NP23]. tec hniques [MZ21]. T eller [T ou21].

T emp erature [XZW

+

21, GVJ

+

22, PPV

+

21]. temp erature-accelerated

[GVJ

+

22]. T emp erature-dep enden t [XZW

+

21]. temp ering

[JKS23, KN21, LGC21]. tendency [MSA22a]. tension [MK22a]. tensor

[GJMPVR

+

20, OKK22]. T erminal [JFZ

+

20, MKSS20, SK23]. terms

[GK O

+

22, MR21]. test [SHH

+

23b, SHH

+

23a]. testing [K

G23, NGD22].

tetra [dSCCN21]. tetra-co ordinate [dSCCN21]. tetraco ordinate [DC22a].

tetrafluoride [Brz22]. tetrahedral [BA22]. tetrah ydro [MSE

+

21].

tetrah ydro- [MSE

+

21]. tetrah ydro dib enzazosines [SS20]. tetrakis

[MVP

+

20]. tetran uclear [KKAK23]. tetrap eptide [MAP

+

20].

tetrasulfon yl [D AR T21]. tetra v alen t [SDK20]. tetrel [Brz22]. Tf [TYZ20].

TGR5 [W GK G20]. their [DC22a, MK22b]. theoph ylline [TM20].

theoph ylline-RNA [TM20]. theorem [GX20]. theoretic [T A C

+

23].

Theoretical [D

A22, JMK

+

20, LGJF22, MML

+

23, VTdlM20, A QMM

+

23,

BD22, BBL

+

22, HR TSS

+

20, HSG21, KDKS21, KK22a, MNZGO

+

20,

NMFI21, OSM20, PRH20, TSH

+

23, ZS22]. theories [KK23]. Theory

[CC22, IYI

+

20, SK20, YX

GZ20, APS20, AS21, ASL

+

20, ABA Q

+

23, AA20,

BWS20, BA22, Ben22, CF

OMCB

+

22, CHVF21, CPG21, Cer22, CMD

+

22,

´

CPP

+

22, CTBB20, DZL

+

20, DC22b, DOT22, FB20, FKT21, GRBN21,

GD23, GX20, HM21, HCS

+

20, JK21, KZJ21, KWYN23, KS21, KdlLC22,

LGM20, LGM22, L YX

+

22, MWK

+

20, MNH21, MLB

+

23, MIP

+

22, MR21,

MPR22, MFS22, MKB

+

21, MGCM21, MH20, MSS20, NHFS21, NTK21,

NEG

+

20, OE20, OMC

+

20, R

GGD21, SDK20, SWF

+

20, S´ an20, dASRHB21,

SC22, SMB

+

23, SSYB

+

20, SZP

+

20, T

ANC23, TLS23, T ou21, TSH

+

23,

VM23, WK

CP21, WKL22, ZHHS21, dCV

ARN20, KZJ22]. theory-based

[Ben22]. therap eutic [KR23]. therap y [ASL

+

20, D AR T21]. there

[dCRM21]. therein [MJS

+

23]. Thermal [KTM

+

23, GGK20, LGJF22].

thermally [L YX

+

22]. Thermo c hemical [WK

CP21, SSYB

+

20].

Thermo c hemistry [MHA

+

23, DKB23, OM23, RMJ21]. Thermo dynamic

[DBE20, SZLD20, CCHS23, K

CGK20, MAM

+

23]. Thermo dynamics

[SK20]. thermo electric [A QMM

+

23, ABA Q

+

23]. ThermoML [R TB

+

22].

thermophilic [NYM22]. Thermostabilization [NYM22]. ThetaPhi

[TPD21]. Thiofla vin [Sts20]. thioformaldeh yde [SVTK

+

22]. thioguanine

[NST

+

20]. Thiols [A WID

+

20]. thione [K GD

+

21, NST

+

20].

thione-con taining [NST

+

20]. thiophenols [CGMR

VBAI22]. third

[GK O

+

22]. third-neigh b or [GK O

+

22]. those [LML

+

23]. Three

[PLP

+

20, LLZ

+

23, LSC

+

23, MP23, NYM22, Y A O20]. three-b o dy [LLZ

+

23].

three-dimensional [Y A O20]. three-helix [NYM22]. Three-site [PLP

+

20].

throughput [MZ21, NBE

+

23]. th ymine [SSS

+

20a]. Ti [A QMM

+

23]. tigh t

[GH22a, IYI

+

20, MCP23, NBE

+

23, NN20, Pil20, RLHG

+

23, WK

CP21].

tigh t-binding [IYI

+

20, NBE

+

23, NN20, RLHG

+

23]. Time

[BA22, YX

GZ20, ABNG22, CPG21, FB20, HA C

+

23b, IYI

+

20, KSRB

+

21,

KdlLC22, LSC

+

23, MKK

+

22, MFS22, MSS20, OMC

+

20, POvG21, T

ANC23].

Time-Dep enden t

[YX GZ20, BA22, CPG21, FB20, IYI

+

20, MFS22, MSS20, OMC

+

20, T

ANC23].

time-in v arian t [KSRB

+

21]. time-resolv ed [ABNG22]. timescale

[D WSX20]. tin y [ZWY

+

22]. TiO [VTdlM20]. TIT

AN [SHM

+

20]. titanate

[K GG21]. titania [BWS20]. titanium [CMD

+

22]. Tl [ABA Q

+

23, Sai23].

TM [LXP

+

22, LZW

+

23, LXP

+

22]. TM- [LZW

+

23]. TMEM16 [K CF

+

20].

T o ol [dSBFdAJ20, AAID22, ARR22b, FPMD23, GLC

+

22, LKM20, RB22,

WR VP22, ZK23, ZGZC20]. T o olkit [P AF

+

20, A

˚

AFJ21, CL TMd

+

23, MPP23].

T op ological [EK20c, AA20, EPT21, HBT

+

20]. top ology

[CP23, KFLP21, MPP23, MVP

+

20, PHS

+

20, Pil20]. torsional [GK O

+

22].

toughness [MMAZ

+

23]. to xicit y [CSG

+

21, SEBE21]. trac king [BBB

+

23].

tra jectories [AKR21, LA20]. T ra jectory

[OSHT20, YX

GZ20, F

CPG20, SWLC22, ZGZC20]. transamination

[BBC20]. transfer [AIV20, BBC20, BBC

+

21a, BOPJ

+

21a, CPG21, IK21,

K CGK20, KPR23, Kos22, OMC

+

20, R CC

+

20, SSYB

+

20, dCRM21].

T ransferabilit y [LGM22]. transferable [VL22]. transform [YLZ

+

20].

transformation [BLB20]. transien t [ABNG22, BBL

+

22]. T ransition

[PWW20, AR20, BW22b, CH23, EK20a, EK20b, KL20, NBE

+

23, PDC23,

PTP23, PDGD23, PSM

+

20, RSHG23, SDH23, SBB

+

22, VV20b, dCV

ARN20].

T ransition-Metal [PWW20]. transition-p oten tial [EK20a]. transitions

[EK20c, HSG21]. T ransmem brane [MKSS20, SSS

+

20b]. T ransp ort

[HHL

+

20, YC20, LEP

+

21, WSV20, XZW

+

21, ZGZ

+

20]. trapping [ZS22].

treat [SSDL

+

23]. treatmen t [Cer22, SLMA21]. T ree

[AZKM22, A

YO20, CN21, TIK21]. treeco de [WKL22]. trends [SDK20]. tri

[dSCCN21]. tri- [dSCCN21]. T riacylglyceride [CST23]. triangulation

[WK21]. triazole [K GD

+

21]. triazolotetrazine [KZP22]. T ric ho derma

[HY A

+

20]. trico ordinated [THLC

+

23]. tricresyl [HUUO23]. trifluoro

[SMB

+

23]. trimeric [PDC23]. trimeth ylphosphine [CS20]. trio xides

[KZP22]. trip eptide [O A C23]. trip eptides [O A C23]. triphosphate

[XZX

+

22]. triple [DT

A21, LB21, LB22, SLB23, ZMH

+

21]. triple-zeta

[LB21, LB22, SLB23]. T riplet [HFPS20, MdSJ

+

23]. tris [AS20, MCD22].

trop olone [OSHT20]. truncated [GJMPVR

+

20]. T runcation

[GJMPB

+

20, NAN

+

23]. tryptophane [CGMR

VBAI22]. tub erculosis

[RK C21, RDK

+

22]. tumors [CM20b]. T uning

[BKM21, BBK20, Cer22, MP23, ARR22a]. tunneling [OSHT20, SRB21].

TUP

~

A [PL22]. Tw o [LHC

+

21, Y rYqLhC23, BPDG21, F

CB23, HY A

+

20,

IN23a, K GS

+

21, KL20, PTP23, STB

+

20, VWJ23, W an23, Y A O20].

t w o-b o dy [VWJ23]. t w o-comp onen t [KL20]. t w o-dimensional [STB

+

20].

t w o-electron [IN23a, PTP23]. Tw o-la y er [Y rYqLhC23]. t yp e

[ABZ20b, BV C

+

23, FV20, LL21a, LLKS23, MFS22, WK

CP21, KUNT20].

T yp e-1 [KUNT20].

U [SB20]. ubiquitous [PRF20]. UG [SCCZ21]. UG-ric h [SCCZ21]. UiO

[FP23]. UiO-66 [FP23]. Ullmann [LHG

+

23]. ultra [SKK

G22]. ultra-short

[SKK

G22]. ultrafast [BBL

+

22, LAM

+

23]. ultrashort [Jab22b]. um brella

[Ngo21, SSS

+

20a]. Uncertain t y [HM21]. unconstrained [CR T

+

21].

Unco v ering [GM22, TLD

+

22]. underlying [ONA

+

20, WFBB22].

Understanding [KZJ21, MGCM21, NVBG23, SMB

+

23, CX23]. unique

[D YGM21, KLZ

+

23]. Unitary [SBG20]. Units [AD20, GCL

+

20, D

WZ22].

univ ersal [LGM20, LGM22]. Unlo c king [GUCCR20]. Unpreceden ted

[JFZ

+

20]. Unra v eling [BRNB21]. UNRES [SSDL

+

23]. un usual [LML

+

23].

Un v eiling [IMT

+

21]. up dated [MT20b]. up on [EK20c, YOCMA23].

uran yl [PB20]. use [BBB

+

23, CK22, COK22, POvG21]. useful [ZGZC20].

user [SKS21, ZK23]. user-friendly [SKS21, ZK23]. Using

[CTPJH22, GCL

+

20, KUNT20, LJ20, MK22a, V

AL20, WZZ

+

20, A

V20, BS23,

BHR

+

21, BSL20, BSF20, BF22, CV22, CQSG20, CST23, DHD21, DGSB

+

20,

GNK

+

23, HUUO23, HPM

+

21, IN23a, JGGPN21, KLP

+

22, KSRB

+

21, KB22,

KdlLC22, LA20, LRF

+

21, LGC21, L

WLC21, LDT

+

22, MPP23, MN20,

MIP

+

22, MEKH22, MA23a, MSS20, NS22, OC23, P AS

+

20, PWX

+

20,

PFPD21, QL W

+

22b, RR22, SW21, SK23, SEZ20, SSYB

+

20, SCCZ21,

SHH

+

23b, TIK21, TLD

+

22, T ou21, WK

CP21, WMZJ20, WK G

+

23].

USPEX [VWFR21]. utilized [GM22]. utilizing [HD21]. UV

[CWZD20, L

WLC21, TMO

+

21]. UV-Vis [CWZD20, L

WLC21, TMO

+

21].

V [MNH21]. v2.0 [GJMPVR

+

20]. V alence

[BJ22, CB20, LB21, LB22, NHFS21, PDGD23, SVTK

+

22, SLB23, X

CJ20].

V alidation [BLP20, DPSG20, WZZ

+

20, LCC

+

21]. v alidations

[GP21, K GD

+

21]. v alidit y [PRF20]. v alue [MT20b]. v alues [SHHH22].

V anadium [SB20]. v an’t [ZXD20b, ZXD20a]. v ariabilit y [YBS

+

20].

v arian t [ABA Q

+

23]. v arian ts [KLZ

+

23]. V ariation [JS21, HKFT21].

V ariational [dCV

ARN20, GH22b]. V ariations [FMF

G20]. v arying [DB23].

V ASP [VWFR21]. VEGF [KR23]. v ersatile [FPMD23]. v ersion

[CSG

+

21, DKB23]. V ersus [LR20, MJS

+

23, MP23, NYM22, SK23]. V ertical

[NRH

+

20, F

CB23]. via [ARR22a, ABA Q

+

23, CB20, IW23, IMT

+

21, KZJ22,

Ngo21, PWW20, RK

C21, SZL23, TM20]. vibration [Kop22b].

vibration-rotation [Kop22b]. vibrational

[CV22, FDK22, JMV21, MR21, MPR22, PCI23, Shi22]. Vibrationally

[CS23, AS21]. Vibrationally-resolv ed [CS23]. vibronic [T ou21]. view

[PGP

+

23]. viewp oin t [NHFS21]. viewp oin ts [MGCM21]. VIM [K GD

+

21].

VIM-2 [K GD

+

21]. Vina [PNT

+

22]. viral [GG22]. virtual

[LKM20, MLG

+

21b, MSL

+

20]. Virus [KUNT20, LSC

+

23, MPuS

+

20].

virus-lik e [LSC

+

23]. vis [TMO

+

21, CWZD20, L

WLC21]. visual [LC22].

Visualization [AKR21]. v oltage [XAD20]. v oltage-dep enden t [XAD20].

V olume [Ano20b, Ano20p, Ano20t, Ano20u, Ano20v, Ano20w, Ano20x,

Ano20y, Ano20z, Ano20-27, Ano20-28, Ano20c, Ano20d, Ano20e, Ano20f,

Ano20g, Ano20h, Ano20i, Ano20j, Ano20k, Ano20l, Ano20m, Ano20n,

Ano20o, Ano20q, Ano20r, Ano20s, GCL

+

20, RPD

+

20b]. v olumes

[BBSF

A22]. V oronoi [NVBG23].

W1X [CK22]. W aals [BS23, EK20b, POPGS22, YW20]. w ales [CTBB20].

w alled [BW22a, CBF

+

20]. W ater

[HR T

+

20, MM20, Bal20b, BCN22, CV GVN

+

20,

´

CPP

+

22, DT

A21, DHN

+

21,

GSH23, GP21, KEK23, LLZ

+

23, MPOC21, MKB

+

21, PLP

+

20, PM21,

RPD

+

20a, SHH

+

23b, V

CRP23, VV21, YYS20]. w aters [ZOD

+

22]. w a v e

[CV22, NEG

+

20, SWM

+

20b, WMZJ20]. w a v efunction [SM20].

w a v efunctions [ALA20]. W a v es [W

G21, FVSS20, MN20, W an21a, W an21b].

w eakly [Brz23]. w eb [LGD

+

20, MPuS

+

20]. w eigh ted

[GJMPVR

+

20, MCP23, MA23a, MT20b, RD23]. w eigh ted-core [MCP23].

w ell [KN21]. w ell-sliced [KN21]. whether [APS20]. Whic h

[W an21a, W an21b, W

G21]. wide [BdLC21]. wild [CSP20]. wires

[AMF

+

20, LAM

+

23]. Withania [PPP21]. Within

[SBG20, CV GVN

+

20, Cer22, GRN20, IYI

+

20, JC20, O A C23, PW20, SMB

+

23].

without [WFBB22, WK G

+

23]. w ord [QL W

+

22b]. w ork [CPG21, ZGZC20].

w orkflo w [MKB

+

21, SYS

+

21]. w ould [APS20]. writing [V AP

+

21].

X [APR21, SCC

+

22, LDT

+

22, A QMM

+

23, ABA Q

+

23, EK20a, FB20,

Kop22a, SHP

+

23, TTT

+

21]. x-phen ylenediamine [LDT

+

22]. X-ra y

[EK20a, FB20]. X

Cl [A QMM

+

23]. Xe [RNP20]. XED

A [TSZ

+

21]. xenon

[GH22b]. X

GBo ost [DPY

+

22]. X

GBo ost-based [DPY

+

22]. XP [CC22].

XP-PCM [CC22]. xTB [MKB

+

21, OM22].

YF [A WK

+

23]. yield [DPY

+

22]. yields [SK

GG23, TCS

+

21a, YGG

+

23]. yl

[MIP

+

22]. ylide [SMB

+

23].

zeolite [NS22]. zeta [LB21, LB22, SLB23]. Ziff [VF

CG20]. zigzag [SPT21].

Zinc [MK22b, Y rYqLhC23]. Zin tl [LXP

+

22]. zircono cene [MLB

+

23]. Zn

[BD22, GP21, MAKZ23]. ZnO [GA

G20]. Zr [DBE20]. ZrS [DLH

+

23]. zwit-

terionic [LEP

+

21, MPOC21]. ZZS [WR

VP22].

Akinaga:2020:FSC

[AKN

+

20] Y oshinobu Akinaga, Koic hiro Kato, T atsuy a Nak ano, Kaori

F ukuza w a, and Y uji Mo c hizuki. F ragmen tation at sp

2

car-

b on atoms in fragmen t molecular orbital metho d. Journal

of Computational Chemistry, 41(15):1416–1420, June 5, 2020.

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

tronic).

Aaro en:2021:PV A

[AKR21] Ola Aarøen, Henrik Kiær, and Enrico Riccardi. PyVisA: Visu-

alization and analysis of path sampling tra jectories. Journal

of Computational Chemistry, 42(6):435–446, Marc h 5, 2021.

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

tronic).

Ammar:2020:F CW

[ALA20] Ab dallah Ammar, Arnaud Leclerc, and Lorenzo Ugo Ancar-

ani. Fitting con tin uum w a v efunctions with complex Gaus-

sians: Computation of ionization cross sections. Journal

of Computational Chemistry, 41(27):2365–2377, Octob er 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Arabzadeh:2022:HDL

[ALA

+

22] Hesam Arabzadeh, Chengw en Liu, Orlando Acev edo, P engyu

Ren, W ei Y ang, and Thomas Albrec h t-Sc h¨ onzart. Hydration

of div alen t lan thanides, Sm

2+

and Eu

2+

: a molecular dynam-

ics study with p olarizable AMOEBA force field. Journal of

Computational Chemistry, 43(19):1286–1297, July 15, 2022.

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

tronic).

Andreadi:2021:PSS

[AME

+

21] Nik olai Andreadi, Artem Mitrofano v, Artem Eliseev, P etr

Matv eev, Stepan Kalm yk o v, and Vladimir P etro v. PyRad: A

soft w are shell for sim ulating radiolysis with Qball pac k age.

Journal of Computational Chemistry, 42(13):944–950, Ma y 15,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Azizi:2020:NGQ

[AMF

+

20] Alireza Azizi, Ro y a Momen, Herb ert F r ¨ uc h tl, T anja v an

Mourik, Stev en R. Kirk, and Saman tha Jenkins. Next-

generation QT

AIM for scoring molecular wires in E-fields for

molecular electronic devices. Journal of Computational Chem-

istry, 41(9):913–921, April 5, 2020. CODEN JCCHDD. ISSN

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

Ali:2022:MSC

[AMM22] Jemal Mohamed Ali, Ahmed Mustefa Mohammed, and Y edil-

fana Setarge Mek onnen. Mec hanistic study on the cou-

pling reaction of CO

2 with prop ylene o xide catalyzed b y

(CH

3

)

4

PI·MgCl

2

. Journal of Computational Chemistry, 43

(14):961–971, Ma y 30, 2022. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:2020:CI

[Ano20a] Anon ymous. Co v er image. Journal of Computational Chem-

istry, 41(25):C1, Septem b er 30, 2020. CODEN JCCHDD.

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

Anon ymous:2020:CIV a

[Ano20b] Anon ymous. Co v er image, v olume 41, issue 1. Journal of Com-

putational Chemistry, 41(1):C1, Jan uary 5, 2020. CODEN

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

Anon ymous:2020:CIVj

[Ano20c] Anon ymous. Co v er image, v olume 41, issue 10. Journal of

Computational Chemistry, 41(10):C1, April 15, 2020. CODEN

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

Anon ymous:2020:CIVk

[Ano20d] Anon ymous. Co v er image, v olume 41, issue 11. Journal of

Computational Chemistry, 41(11):C1, April 30, 2020. CODEN

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

Anon ymous:2020:CIVl

[Ano20e] Anon ymous. Co v er image, v olume 41, issue 12. Journal of

Computational Chemistry, 41(12):C1, Ma y 5, 2020. CODEN

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

Anon ymous:2020:CIVm

[Ano20f ] Anon ymous. Co v er image, v olume 41, issue 12. Journal of

Computational Chemistry, 41(12):C2, Ma y 5, 2020. CODEN

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

Anon ymous:2020:CIV o

[Ano20g] Anon ymous. Co v er image, v olume 41, issue 13. Journal of

Computational Chemistry, 41(13):C1, Ma y 15, 2020. CODEN

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

Anon ymous:2020:CIVp

[Ano20h] Anon ymous. Co v er image, v olume 41, issue 14. Journal of

Computational Chemistry, 41(14):C1, Ma y 30, 2020. CODEN

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

Anon ymous:2020:CIVq

[Ano20i] Anon ymous. Co v er image, v olume 41, issue 15. Journal of

Computational Chemistry, 41(15):C1, June 5, 2020. CODEN

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

Anon ymous:2020:CIV r

[Ano20j] Anon ymous. Co v er image, v olume 41, issue 15. Journal of

Computational Chemistry, 41(15):C4, June 5, 2020. CODEN

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

Anon ymous:2020:CIVs

[Ano20k] Anon ymous. Co v er image, v olume 41, issue 16. Journal of

Computational Chemistry, 41(16):C1, June 15, 2020. CODEN

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

Anon ymous:2020:CIVt

[Ano20l] Anon ymous. Co v er image, v olume 41, issue 17. Journal of

Computational Chemistry, 41(17):C1, June 30, 2020. CODEN

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

Anon ymous:2020:CIV u

[Ano20m] Anon ymous. Co v er image, v olume 41, issue 18. Journal of

Computational Chemistry, 41(18):C1, July 05, 2020. CODEN

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

Anon ymous:2020:CIVv

[Ano20n] Anon ymous. Co v er image, v olume 41, issue 18. Journal of

Computational Chemistry, 41(18):C2, July 05, 2020. CODEN

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

Anon ymous:2020:CIVw

[Ano20o] Anon ymous. Co v er image, v olume 41, issue 19. Journal of

Computational Chemistry, 41(19):C1, July 15, 2020. CODEN

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

Anon ymous:2020:CIVb

[Ano20p] Anon ymous. Co v er image, v olume 41, issue 2. Journal of Com-

putational Chemistry, 41(2):C1, Jan uary 15, 2020. CODEN

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

Anon ymous:2020:CIVx

[Ano20q] Anon ymous. Co v er image, v olume 41, issue 20. Journal of

Computational Chemistry, 41(20):C1, July 30, 2020. CODEN

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

Anon ymous:2020:CIVy

[Ano20r] Anon ymous. Co v er image, v olume 41, issue 21. Journal of

Computational Chemistry, 41(21):C1, August 5, 2020. CO-

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

tronic).

Anon ymous:2020:CIVz

[Ano20s] Anon ymous. Co v er image, v olume 41, issue 22. Journal of

Computational Chemistry, 41(22):C1, August 15, 2020. CO-

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

tronic).

Anon ymous:2020:CIVba

[Ano20t] Anon ymous. Co v er image, v olume 41, issue 23. Journal of

Computational Chemistry, 41(23):C1, Septem b er 5, 2020. CO-

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

tronic).

Anon ymous:2020:CIVbb

[Ano20u] Anon ymous. Co v er image, v olume 41, issue 24. Journal

of Computational Chemistry, 41(24):C1, Septem b er 15, 2020.

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

tronic).

Anon ymous:2020:CIVc

[Ano20v] Anon ymous. Co v er image, v olume 41, issue 3. Journal of Com-

putational Chemistry, 41(3):C1, Jan uary 30, 2020. CODEN

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

Anon ymous:2020:CIVd

[Ano20w] Anon ymous. Co v er image, v olume 41, issue 4. Journal of Com-

putational Chemistry, 41(4):C1, F ebruary 5, 2020. CODEN

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

Anon ymous:2020:CIV e

[Ano20x] Anon ymous. Co v er image, v olume 41, issue 5. Journal of Com-

putational Chemistry, 41(5):C1, F ebruary 15, 2020. CODEN

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

Anon ymous:2020:CIVf

[Ano20y] Anon ymous. Co v er image, v olume 41, issue 6. Journal of

Computational Chemistry, 41(6):C1, Marc h 5, 2020. CODEN

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

Anon ymous:2020:CIVg

[Ano20z] Anon ymous. Co v er image, v olume 41, issue 7. Journal of

Computational Chemistry, 41(7):C1, Marc h 15, 2020. CODEN

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

Anon ymous:2020:CIVh

[Ano20-27] Anon ymous. Co v er image, v olume 41, issue 8. Journal of

Computational Chemistry, 41(8):C1, Marc h 30, 2020. CODEN

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

Anon ymous:2020:CIVi

[Ano20-28] Anon ymous. Co v er image, v olume 41, issue 9. Journal of

Computational Chemistry, 41(9):C1, April 5, 2020. CODEN

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

Anon ymous:2020:I Ia

[Ano20-29] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(1):1–5, Jan uary 5, 2020. CODEN JCCHDD.

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

Anon ymous:2020:I Ib

[Ano20-30] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(2):83–87, Jan uary 15, 2020. CODEN JCCHDD.

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

Anon ymous:2020:I Ic

[Ano20-31] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(3):165–170, Jan uary 30, 2020. CODEN JC-

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

Anon ymous:2020:I Id

[Ano20-32] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(4):273–278, F ebruary 5, 2020. CODEN JC-

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

Anon ymous:2020:I Ie

[Ano20-33] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(5):379–384, F ebruary 15, 2020. CODEN JC-

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

Anon ymous:2020:I If

[Ano20-34] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(6):483–488, Marc h 5, 2020. CODEN JCCHDD.

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

Anon ymous:2020:I Ig

[Ano20-35] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(7):605–610, Marc h 15, 2020. CODEN JC-

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

Anon ymous:2020:I Ih

[Ano20-36] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(8):739–744, Marc h 30, 2020. CODEN JC-

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

Anon ymous:2020:I Ii

[Ano20-37] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(9):857–861, April 5, 2020. CODEN JCCHDD.

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

Anon ymous:2020:I Ij

[Ano20-38] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(10):971–975, April 15, 2020. CODEN JC-

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

Anon ymous:2020:I Ik

[Ano20-39] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(11):1059–1063, April 30, 2020. CODEN JC-

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

Anon ymous:2020:I Il

[Ano20-40] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(12):1139–1143, Ma y 5, 2020. CODEN JC-

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

Anon ymous:2020:I Im

[Ano20-41] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(13):1229–1233, Ma y 15, 2020. CODEN JC-

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

Anon ymous:2020:I In

[Ano20-42] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(14):1325–1329, Ma y 30, 2020. CODEN JC-

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

Anon ymous:2020:I Io

[Ano20-43] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(15):1411–1415, June 5, 2020. CODEN JC-

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

Anon ymous:2020:I Ip

[Ano20-44] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(16):1481–1485, June 15, 2020. CODEN JC-

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

Anon ymous:2020:I Iq

[Ano20-45] Anon ymous. Issue information. Journal of Computational

Chemistry, 41(17):1571–1575, June 30, 2020. CODEN JC-

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

Anon ymous:2021:I Ik

[Ano21j] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(10):661–665, April 15, 2021. CODEN JC-

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

Anon ymous:2021:I Il

[Ano21k] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(11):735–739, April 30, 2021. CODEN JC-

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

Anon ymous:2021:I Im

[Ano21l] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(12):801–805, Ma y 5, 2021. CODEN JCCHDD.

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

Anon ymous:2021:I In

[Ano21m] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(13):883–887, Ma y 15, 2021. CODEN JCCHDD.

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

Anon ymous:2021:I Io

[Ano21n] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(14):951–955, Ma y 30, 2021. CODEN JCCHDD.

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

Anon ymous:2021:I Ip

[Ano21o] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(15):1035–1039, June 5, 2021. CODEN JC-

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

Anon ymous:2021:I Iq

[Ano21p] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(16):1101–1105, June 15, 2021. CODEN JC-

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

Anon ymous:2021:I Ir

[Ano21q] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(17):1179–1183, June 30, 2021. CODEN JC-

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

Anon ymous:2021:I Is

[Ano21r] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(18):1243–1247, July 5, 2021. CODEN JC-

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

Anon ymous:2021:I It

[Ano21s] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(19):1333–1337, July 15, 2021. CODEN JC-

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

Anon ymous:2021:I Iu

[Ano21t] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(20):1385–1389, July 30, 2021. CODEN JC-

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

Anon ymous:2021:I Iv

[Ano21u] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(21):1461–1465, August 5, 2021. CODEN JC-

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

Anon ymous:2021:I Iw

[Ano21v] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(22):1535–1539, August 15, 2021. CODEN JC-

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

Anon ymous:2021:I Ix

[Ano21w] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(23):1627–1631, Septem b er 5, 2021. CODEN

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

Anon ymous:2021:I Iy

[Ano21x] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(24):1705–1709, Septem b er 15, 2021. CODEN

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

Anon ymous:2021:I Iz

[Ano21y] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(25):1767–1771, Septem b er 30, 2021. CODEN

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

Anon ymous:2021:I Iba

[Ano21z] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(26):1827–1831, Octob er 5, 2021. CODEN JC-

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

Anon ymous:2021:I Ibb

[Ano21-27] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(27):1915–1919, Octob er 15, 2021. CODEN JC-

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

Anon ymous:2021:I Ib c

[Ano21-28] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(28):1991–1995, Octob er 30, 2021. CODEN JC-

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

Anon ymous:2021:I Ib d

[Ano21-29] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(29):2049–2053, No v em b er 5, 2021. CODEN JC-

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

Anon ymous:2021:I Ib e

[Ano21-30] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(30):2131–2135, No v em b er 15, 2021. CODEN

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

Anon ymous:2021:I Ibf

[Ano21-31] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(31):2197–2201, Decem b er 5, 2021. CODEN JC-

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

Anon ymous:2021:I Ibg

[Ano21-32] Anon ymous. Issue information. Journal of Computational

Chemistry, 42(32):2259–2263, Decem b er 15, 2021. CODEN

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

Anon ymous:2022:I Ia

[Ano22a] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(1):1–5, Jan uary 5, 2022. CODEN JCCHDD.

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

Anon ymous:2022:I Ib

[Ano22b] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(2):79–83, Jan uary 15, 2022. CODEN JCCHDD.

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

Anon ymous:2022:I Ic

[Ano22c] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(3):155–159, Jan uary 30, 2022. CODEN JC-

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

Anon ymous:2022:I Id

[Ano22d] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(4):225–229, F ebruary 5, 2022. CODEN JC-

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

Anon ymous:2022:I Ie

[Ano22e] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(5):303–307, F ebruary 15, 2022. CODEN JC-

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

Anon ymous:2022:I If

[Ano22f ] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(6):377–381, Marc h 5, 2022. CODEN JCCHDD.

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

Anon ymous:2022:I Ig

[Ano22g] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(7):435–439, Marc h 15, 2022. CODEN JC-

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

Anon ymous:2022:I Ih

[Ano22h] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(8):499–503, Marc h 30, 2022. CODEN JC-

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

Anon ymous:2022:I Ii

[Ano22i] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(9):583–587, April 5, 2022. CODEN JCCHDD.

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

Anon ymous:2022:I Ij

[Ano22j] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(10):655–659, April 15, 2022. CODEN JC-

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

Anon ymous:2022:I Ik

[Ano22k] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(11):741–745, April 30, 2022. CODEN JC-

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

Anon ymous:2022:I Il

[Ano22l] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(12):823–827, Ma y 5, 2022. CODEN JCCHDD.

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

Anon ymous:2022:I Im

[Ano22m] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(13):889–893, Ma y 15, 2022. CODEN JCCHDD.

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

Anon ymous:2022:I In

[Ano22n] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(14):937–941, Ma y 30, 2022. CODEN JCCHDD.

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

Anon ymous:2022:I Io

[Ano22o] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(15):995–999, June 5, 2022. CODEN JCCHDD.

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

Anon ymous:2022:I Ip

[Ano22p] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(16):1063–1067, June 15, 2022. CODEN JC-

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

Anon ymous:2022:I Iq

[Ano22q] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(17):1135–1139, June 30, 2022. CODEN JC-

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

Anon ymous:2022:I Ir

[Ano22r] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(18):1201–1205, July 5, 2022. CODEN JC-

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

Anon ymous:2022:I Is

[Ano22s] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(19):1271–1275, July 15, 2022. CODEN JC-

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

Anon ymous:2022:I It

[Ano22t] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(20):1329–1333, July 30, 2022. CODEN JC-

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

Anon ymous:2022:I Iu

[Ano22u] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(21):1389–1393, August 5, 2022. CODEN JC-

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

Anon ymous:2022:I Iv

[Ano22v] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(22):1459–1463, August 15, 2022. CODEN JC-

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

Anon ymous:2022:I Iw

[Ano22w] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(23):1525–1529, Septem b er 5, 2022. CODEN

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

Anon ymous:2022:I Ix

[Ano22x] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(24):1609–1613, Septem b er 15, 2022. CODEN

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

Anon ymous:2022:I Iy

[Ano22y] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(25):1675–1679, Septem b er 30, 2022. CODEN

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

Anon ymous:2022:I Iz

[Ano22z] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(26):1759–1763, Octob er 5, 2022. CODEN JC-

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

Anon ymous:2022:I Iba

[Ano22-27] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(27):1825–1829, Octob er 15, 2022. CODEN JC-

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

Anon ymous:2022:I Ibb

[Ano22-28] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(28):1887–1891, Octob er 30, 2022. CODEN JC-

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

Anon ymous:2022:I Ib c

[Ano22-29] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(29):1937–1941, No v em b er 5, 2022. CODEN JC-

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

Anon ymous:2022:I Ib d

[Ano22-30] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(30):1997–2000, No v em b er 15, 2022. CODEN

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

Anon ymous:2022:I Ib e

[Ano22-31] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(31):2043–2046, Decem b er 5, 2022. CODEN JC-

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

Anon ymous:2022:I Ibf

[Ano22-32] Anon ymous. Issue information. Journal of Computational

Chemistry, 43(32):2099–2102, Decem b er 15, 2022. CODEN

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

Anon ymous:2023:I Ia

[Ano23a] Anon ymous. Issue information. Journal of Computational

Chemistry, 44(1):1–4, Jan uary 5, 2023. CODEN JCCHDD.

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

Anon ymous:2023:I Iz

[Ano23z] Anon ymous. Issue information. Journal of Computational

Chemistry, 44(26):2037–2041, Octob er 5, 2023. CODEN JC-

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

Anon ymous:2023:I Iaa

[Ano23-27] Anon ymous. Issue information. Journal of Computational

Chemistry, 44(27):2103–2107, Octob er 15, 2023. CODEN JC-

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

Arrue:2021:SCB

[APR21] Lily Arru ´ e and Ricardo Pino-Rios. On the stabilit y and c hem-

ical b ond of noble gas halide cations NgX

+

(Ng = He–Rn; X

= F–I). Journal of Computational Chemistry, 42(2):124–129,

Jan uary 15, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ahn:2020:PW A

[APS20] Dae-Hw an Ahn, Chiy oung P ark, and Jong-W on Song. Pre-

dicting whether aromatic molecules w ould prefer to en ter a

carb on nanotub e: a densit y functional theory study

. Jour-

nal of Computational Chemistry, 41(13):1261–1270, Ma y 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Al-Qaisi:2023:TIL

[A QMM

+

23] Samah Al-Qaisi, Ab delazim M. Meb ed, Muhammad Mush-

taq, D. P

. Rai, T ahani A. Alreb di, Rais Ahmad Sheikh, Habib

Rac hed, R. Ahmed, Muhammad F aizan, S. Bouzgarrou, and

Muhammad Anjum Ja v ed. A theoretical in v estigation of the

lead-free double p ero vskites halides Rb

2

X Cl

6

(X = Se, Ti)

for opto electronic and thermo electric applications. Journal of

Computational Chemistry, 44(19):1690–1703, July 15, 2023.

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

tronic).

Anan thaneni:2020:CST

[AR20] Sahithi Anan thaneni and Rees B. Rankin. Computational

screening of transition metal/p-blo c k h ybrid electro catalysts

for CO

2 reduction. Journal of Computational Chemistry, 41

(14):1384–1394, Ma y 30, 2020. CODEN JCCHDD. ISSN 0192-

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

Ab dulla y ev:2022:CMS

[ARA22] Y usif Ab dulla y ev, Ramil Rza y ev, and Jo c hen Autsc h bac h.

Computational mec hanistic studies on p ersulfate assisted p-

phen ylenediamine p olymerization. Journal of Computational

Chemistry, 43(19):1313–1319, July 15, 2022. CODEN JC-

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

Afonin:2022:GTC

[ARR22a] Andrei V. Afonin and Dan uta Rusinsk a-Roszak. Guide to

tuning the c halcone molecular prop erties based on the push-

pull effect energy scale created via the molecular tailoring ap-

proac h. Journal of Computational Chemistry, 43(9):631–643,

April 5, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Afonin:2022:MT A

[ARR22b] Andrei V. Afonin and Dan uta Rusinsk a-Roszak. Molecular

tailoring approac h as to ol for rev ealing resonance-assisted h y-

drogen b ond: Case study of Z -p yrrolylenones with the N–

H· · ·O

= =

C in tramolecular h ydrogen b ond. Journal of Com-

putational Chemistry, 43(23):1596–1607, Septem b er 5, 2022.

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

tronic).

Anjali:2020:AEP

[AS20] Bai A. Anjali and Cherum uttath u H. Suresh. Absorption

and emission prop erties of 5-phen yl tris(8-h ydro xyquinolinato)

M(I I I) complexes (M = Al, Ga, In) and correlations with

molecular electrostatic p oten tial. Journal of Computational

Chemistry, 41(16):1497–1508, June 15, 2020. CODEN JC-

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

Ahn:2021:ALR

[AS21] Dae-Hw an Ahn and Jong-W on Song. Assessmen t of long-

range corrected densit y functional theory on the absorption

and vibrationally resolv ed fluorescence sp ectrum of carb on

nanob elts. Journal of Computational Chemistry, 42(7):505–

515, Marc h 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Anila:2023:FMS

[AS23] Sebastian Anila and Cherum uttath u H. Suresh. F ulleride-

metal η

5

sandwic h and m ulti-dec k er sandwic h complexes: a

DFT prediction. Journal of Computational Chemistry, 44(3):

199–208, Jan uary 30, 2023. CODEN JCCHDD. ISSN 0192-

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

Alb erto:2020:ISP

[ASL

+

20] Marta Erminia Alb erto, Bruna Clara De Simone, Simona Li-

uzzi, Tiziana Marino, Nino Russo, and Marirosa T oscano.

Io dine substituted phosphorus corrole complexes as p ossible

photosensitizers in photo dynamic therap y: Insigh ts from the-

ory . Journal of Computational Chemistry, 41(14):1395–1401,

Ma y 30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Aquino:2020:F ON

[ASW20] F redy W. Aquino, Ra vindra Shinde, and Bry an M. W ong.

F ractional o ccupation n um b ers and self-in teraction correction-

scaling metho ds with the F ermi–L¨ owdin orbital self-in teraction

correction approac h. Journal of Computational Chemistry, 41

(12):1200–1208, Ma y 5, 2020. CODEN JCCHDD. ISSN 0192-

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

Afonin:2020:QDR

[A V20] Andrei V. Afonin and Alexander V. V ashc henk o. Quan titativ e

decomp osition of resonance-assisted h ydrogen b ond energy in

β -dik etones in to resonance and h ydrogen b onding (π - and σ -)

comp onen ts using molecular tailoring and function-based ap-

proac hes. Journal of Computational Chemistry, 41(13):1285–

1298, Ma y 15, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Arro yuelo:2021:EQP

[A VM21] Agustina Arro yuelo, Jorge A. Vila, and Osv aldo A. Martin.

Exploring the qualit y of protein structural mo dels from a

Ba y esian p ersp ectiv e. Journal of Computational Chemistry,

42(21):1466–1474, August 5, 2021. CODEN JCCHDD. ISSN

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

Aw o onor-Williams:2020:QCM

[A WID

+

20] Ernest Aw o onor-Williams, William C. Isley I I I, Stephen G.

Dale, Erin R. Johnson, Haib o Y u, Axel D. Bec k e, Beno ^ ıt Roux,

and Christopher N. Ro wley

. Quan tum c hemical metho ds for

mo deling co v alen t mo dification of biological thiols. Journal of

Computational Chemistry, 41(5):427–438, F ebruary 15, 2020.

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

tronic).

Anders:2023:CBH

[A WK

+

23] Jennifer Anders, Henrik Wiedenhaupt, Florian Kreuter, Ralf

T onner-Zec h, and Beate P aulus. Chemical b onding of HF,

HCl, and H

2

O on to YF

3 surfaces: Quan tification b y first

principles. Journal of Computational Chemistry, 44(25):1986–

1997, Septem b er 30, 2023. CODEN JCCHDD. ISSN 0192-

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

Andoh:2020:EFM

[A YO20] Y oshimic hi Andoh, Noriyuki Y oshii, and Susum u Ok azaki. Ex-

tension of the fast m ultip ole metho d for the rectangular cells

with an anisotropic partition tree structure. Journal of Com-

putational Chemistry, 41(14):1353–1367, Ma y 30, 2020. CO-

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

tronic).

Andreadi:2022:TPE

[AZKM22] Nik olai Andreadi, Dmitry Zank o v, Kirill Karp o v, and Artem

Mitrofano v. T ree P arzen estimator for global geometry op-

timization: a b enc hmark and database of exp erimen tal gas-

phase structures of organic molecules. Journal of Computa-

tional Chemistry, 43(21):1434–1441, August 5, 2022. CODEN

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

Bae:2022:TDD

[BA22] Gyun-T ac k Bae and Christine M. Aik ens. Time-dep enden t

densit y functional theory study of the optical prop erties of

tetrahedral alumin um nanoparticles. Journal of Computa-

tional Chemistry, 43(15):1033–1041, June 5, 2022. CODEN

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

Beu:2020:MFF

[BA C20] Titus Adrian Beu, Andrada-Elena Ailenei, and Razv an-Ioan

Costinas. Martini force field for protonated p oly eth yleneimine.

Journal of Computational Chemistry, 41(4):349–361, F ebruary

5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Balasubramanian:2020:CCH

[Bal20a] Krishnan Balasubramanian. Computations of colorings 7D-

h yp ercub e’s h yp erplanes for all irreducible represen tations.

Journal of Computational Chemistry, 41(7):653–686, Marc h

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Balasubramanian:2020:NW O

[Bal20b] Krishnan Balasubramanian. Nonrigid w ater o ctamer: Compu-

tations with the 8-cub e. Journal of Computational Chemistry,

41(29):2469–2484, No v em b er 2020. CODEN JCCHDD. ISSN

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

Bana v ali:2020:MCM

[Ban20] Nilesh K. Bana v ali. The mec hanism of c holesterol mo dification

of hedgehog ligand. Journal of Computational Chemistry, 41

(6):520–527, Marc h 5, 2020. CODEN JCCHDD. ISSN 0192-

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

Bekk er:2020:ESC

[BA O

+

20] Gert-Jan Bekk er, Mitsugu Araki, Kanji Oshima, Y asushi

Okuno, and Narutoshi Kamiy a. Exhaustiv e searc h of the con-

figurational space of heat-sho c k protein 90 with its inhibitor

b y m ulticanonical molecular dynamics based dynamic do c k-

ing. Journal of Computational Chemistry, 41(17):1606–1615,

June 30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bro dney:2023:IDE

[BBB

+

23] Marian D. Bro dney

, Gregory Bakk en, Christopher R. But-

ler, Jacquelyn Klug-McLeo d, Rob ert Ow en, and Shao-Tien

Sng. In tegrated design en vironmen t: a m ulti-use platform

for design idea capture, ev aluation, and trac king in medici-

nal c hemistry

. Journal of Computational Chemistry, 44(6):

788–800, Marc h 5, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Banik:2020:QMS

[BBC20] Sindrila Dutta Banik, Arindam Bankura, and Amalendu

Chandra. A QM/MM sim ulation study of transamination re-

action at the activ e site of aspartate aminotransferase: F ree

energy landscap e and proton transfer path w a ys. Journal of

Computational Chemistry, 41(32):2684–2694, Decem b er 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Blasiak:2021:IEO

[BBC

+

21a] Bartosz B lasiak, Joanna D. Bednarsk a, Marta Cho luj,

Rob ert W. G´ ora, and W o jciec h Bartk o wiak. Ab initio effec-

tiv e one-electron p oten tial op erators: Applications for c harge-

transfer energy in effectiv e fragmen t p oten tials. Journal of

Computational Chemistry, 42(6):398–411, Marc h 5, 2021. CO-

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

tronic).

Blasiak:2021:CI

[BBC

+

21b] Bartosz B lasiak, Joanna D. Bednarsk a, Marta Cho luj,

Rob ert W. G´ ora, and W o jciec h Bartk o wiak. Co v er image.

Journal of Computational Chemistry, 42(6):C1, Marc h 5,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Boruah:2020:PRS

[BBK20] Abhijit Boruah, Manash Protim Borpuzari, and Rah ul Kar.

P erformance of range separated densit y functional in solv en t

con tin uum: T uning long-range Hartree–F o c k exc hange for im-

pro v ed orbital energies. Journal of Computational Chemistry,

41(4):295–304, F ebruary 5, 2020. CODEN JCCHDD. ISSN

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

Brab ec:2021:MPQ

[BBK

+

21] Jiri Brab ec, Jan Brandejs, Karol Ko w alski, Sotiris Xan theas,

¨

Ors Legeza, and Lib or V eis. Massiv ely parallel quan tum c hem-

ical densit y matrix renormalization group metho d. Journal

of Computational Chemistry, 42(8):534–544, Marc h 30, 2021.

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

tronic).

Boziki:2022:TPU

[BBL

+

22] Ariadni Boziki, P ablo Baudin, Elisa Lib eratore, Negar Ashari

Astani, and Ursula Rothlisb erger. A theoretical p ersp ectiv e

of the ultrafast transien t absorption dynamics of CsPbBr

3

.

Journal of Computational Chemistry, 43(8):577–582, Marc h

30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Barletta:2022:A CC

[BBSF

A22] German P

. Barletta, Matias Barletta, T adeo E. Salda ~ no, and

Sebastian F ernandez-Alb erti. Analysis of c hanges of ca vit y

v olumes in predefined directions of protein motions and ca vit y

flexibilit y . Journal of Computational Chemistry, 43(6):391–

401, Marc h 5, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Bai:2021:FRD

[BBY

+

21] Y u w en Bai, Ba y aer Buren, Zijiang Y ang, Bo yi Zhou, and

Mao du Chen. F esh bac h resonances in D + HD (v = 1, j = 0)

reaction at lo w collision energies. Journal of Computational

Chemistry, 42(32):2334–2340, Decem b er 15, 2021. CODEN

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

Bruce-Ch w att:2022:MMR

[BCN22] T om´ as Bruce-Ch w att and Kevin J. Naido o. Molecular mec h-

anisms from reaction co ordinate graph enabled m ultidimen-

sional free energies illustrated on w ater dimer h ydrogen b ond-

ing. Journal of Computational Chemistry, 43(26):1802–1813,

Octob er 5, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Borah:2022:SZG

[BD22] Ritam R. Borah and Rin u P . Dek a. Stabilization of Zn group

dimers: a theoretical study

. Journal of Computational Chem-

istry, 43(25):1719–1724, Septem b er 30, 2022. CODEN JC-

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

Bates:2021:CIB

[BdLC21] Thomas G. Bates, Jurgens H. de Lange, and Ignacy

Cukro wski. The CH· · ·HC in teraction in biphen yl is a de-

lo calized, molecular-wide and en tirely non-classical in terac-

tion: Results from F

ALDI analysis. Journal of Computa-

July 30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bec k:2021:UIH

[BRNB21] Mic hael Edm und Bec k, Christoph Riplinger, F rank Neese, and

Gio v anni Bistoni. Unra v eling individual host-guest in terac-

tions in molecular recognition from first principles quan tum

mec hanics: Insigh ts in to the nature of nicotinic acet ylc holine

receptor agonist binding. Journal of Computational Chem-

istry, 42(5):293–302, F ebruary 15, 2021. CODEN JCCHDD.

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

Brzeski:2022:ITB

[Brz22] Jakub Brzeski. The influence of tetrel b onds on the acidi-

ties of group 14 tetrafluoride–inorganic acid complexes. Jour-

nal of Computational Chemistry, 43(9):611–618, April 5, 2022.

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

tronic).

Brzeski:2023:ABL

[Brz23] Jakub Brzeski. Aluminab enzene-based Lewis sup eracids and

w eakly co ordinating anions. Journal of Computational Chem-

istry, 44(15):1454–1463, June 5, 2023. CODEN JCCHDD.

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

Bandy opadh y a y:2023:MCG

[BS23] Prasan ta Bandy opadh y a y and Mainak Sadh ukhan. Mo deling

coarse-grained v an der W aals in teractions using dip ole-coupled

anisotropic quan tum Drude oscillators. Journal of Computa-

tional Chemistry, 44(12):1164–1173, Ma y 5, 2023. CODEN

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

Bozk a y a:2020:SA C

[BSF20] Ugur Bozk a y a, Emine So ydas, and Bahar Filiz. State-of-the-

art computations of dip ole momen ts using analytic gradien ts

of high-lev el densit y-fitted coupled-cluster metho ds with fo cal-

p oin t appro ximations. Journal of Computational Chemistry,

41(8):769–779, Marc h 30, 2020. CODEN JCCHDD. ISSN

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

Botello-Smith:2020:IPP

[BSL20] W esley M. Botello-Smith and Y un Luo. In v estigating protein-

protein allosteric net w ork using curren t-flo w sc heme. Journal

of Computational Chemistry, 41(6):552–560, Marc h 5, 2020.

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

tronic).

Benc hehaima:2022:NOP

[BSR22] F atima-Zohra Benc hehaima, Mic hael Springb org, and Ma-

jda Sekk al Rahal. Nonlinear optical prop erties DFT calcu-

lations of p oly aceth ylene and cop olymers mo dels substituted

with aldimines c hromophores as side c hains. Journal of Com-

putational Chemistry, 43(25):1701–1718, Septem b er 30, 2022.

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

tronic).

Barcza:2022:CAI

[BSS

+

22] B´ onis Barcza,

´

Ad´ am B. Szirmai, Katalin J. Sz´ an t´ o, A ttila

T a jti, and P ´ eter G. Szala y . Comparison of appro ximate in-

termolecular p oten tials for ab initio fragmen t calculations

on medium sized N-hetero cycles. Journal of Computational

Chemistry, 43(16):1079–1093, June 15, 2022. CODEN JC-

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

Benedek:2022:SCC

[BTSB22] Zsolt Benedek, P aula Tim´ ar, Tib or Szilv´ asi, and Gergely Bar-

cza. Sensitivit y of coupled cluster electronic prop erties on the

reference determinan t: Can Kohn–Sham orbitals b e more b en-

eficial than Hartree–F o c k orbitals? Journal of Computational

Chemistry, 43(32):2103–2120, Decem b er 15, 2022. CODEN

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

Baba:2022:CI

[BUNO22a] Hiromi Baba, Ry o Urano, T etsuro Nagai, and Susum u

Ok azaki. Co v er image. Journal of Computational Chemistry,

43(28):i, Octob er 30, 2022. CODEN JCCHDD. ISSN 0192-

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

Baba:2022:PSD

[BUNO22b] Hiromi Baba, Ry o Urano, T etsuro Nagai, and Susum u

Ok azaki. Prediction of self-diffusion co efficien ts of c hemically

div erse pure liquids b y all-atom molecular dynamics sim ula-

tions. Journal of Computational Chemistry, 43(28):1892–1900,

Octob er 30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Byun:2023:CRK

[BV C

+

23] Jin y oung Byun, Srivith y a V ellampatti, Prathit Chatterjee,

Sun Ha Hw ang, By oung Choul Kim, and Juy ong Lee. Char-

acterization of the role of kunitz-t yp e protease inhibitor do-

main in dimerization of am yloid precursor protein. Journal

of Computational Chemistry, 44(15):1437–1445, June 5, 2023.

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

tronic).

Badorrek:2022:CSN

[BW22a] Jan Badorrek and Mic hael W alter. Computational study on

nonco v alen t in teractions b et w een (n, n) single-w alled carb on

nanotub es and simple lignin mo del-comp ounds. Journal of

Computational Chemistry, 43(5):340–348, F ebruary 15, 2022.

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

tronic).

Brzysk a:2022:STS

[BW22b] Agnieszk a Brzysk a and Krzysztof W olinski. Searc h for tran-

sition states with external forces. Journal of Computational

Chemistry, 43(9):598–610, April 5, 2022. CODEN JCCHDD.

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

Bhattarai:2020:GPC

[BWM20] Apurba Bhattarai, Jinan W ang, and Yinglong Miao. G-

protein-coupled receptor-mem brane in teractions dep end on

the receptor activ ation state. Journal of Computational Chem-

istry, 41(5):460–471, F ebruary 15, 2020. CODEN JCCHDD.

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

Badalo v:2020:PPG

[BWS20] Sabuhi V. Badalo v, Ren ´ e Wilhelm, and W olf G. Sc hmidt.

Photo catalytic prop erties of graphene-supp orted titania clus-

ters from densit y-functional theory

. Journal of Computational

Chemistry, 41(21):1921–1930, August 5, 2020. CODEN JC-

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

Curtolo:2022:MPT

[CA22] F elip e Curtolo and Guilherme M. Aran tes. Molecular prop-

erties and tautomeric equilibria of isolated fla vins. Journal

of Computational Chemistry, 43(23):1561–1572, Septem b er 5,

2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ciancaleoni:2020:DOH

[CB20] Gianluca Ciancaleoni and Leonardo Belpassi. Disen tangle-

men t of orthogonal h ydrogen and halogen b onds via natural

orbital for c hemical v alence: a c harge displacemen t analysis.

Journal of Computational Chemistry, 41(12):1185–1193, Ma y

5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Cro w et:2021:LDD

[CBB

+

21] Jean-Marc Cro w et, S ´ ebastien Buc houx, Nicolas Bello y ,

Catherine Sarazin, Laurence Lins, and Man uel Dauc hez.

LIMONAD

A: A database dedicated to the sim ulation of bi-

ological mem branes. Journal of Computational Chemistry,

42(14):1028–1033, Ma y 30, 2021. CODEN JCCHDD. ISSN

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

Chenouf:2020:EEC

[CBF

+

20] Jamal Chenouf, Mourad Boutahir, Brahim F akrac h, Ab del-

hai Rahmani, Hassane Chadli, P atric k Hermet, Jose Mej ´ ıa-

L´ op ez, and Ab delali Rahmani. Encapsulation effect of π -

conjugated quaterthiophene on the radial breathing and tan-

gen tial mo des of semiconducting and metallic single-w alled

carb on nanotub es. Journal of Computational Chemistry, 41

(28):2420–2428, Octob er 30, 2020. CODEN JCCHDD. ISSN

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

Cammi:2022:SDE

[CC22] Rob erto Cammi and Bo Chen. The second deriv ativ e of the

electronic energy with resp ect to the compression scaling fac-

tor in the XP-PCM mo del: Theory and applications to com-

pression resp onse functions of atoms. Journal of Computa-

tional Chemistry, 43(17):1176–1185, June 30, 2022. CODEN

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

Cho:2023:CIE

[CCHS23] Myung Keun Cho, Song-Ho Chong, Sih yun Ham, and Seok-

min Shin. Comparing the influence of explicit and implicit

solv ation mo dels on site-sp ecific thermo dynamic stabilit y of

proteins. Journal of Computational Chemistry, 44(25):1976–

1985, Septem b er 30, 2023. CODEN JCCHDD. ISSN 0192-

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

Cheng:2020:ADM

[CD20] Qian yi Cheng and Nathan J. DeY onk er. Acylation and dea-

cylation mec hanism and kinetics of p enicillin G reaction with

Str eptomyc es R61 DD-p eptidase. Journal of Computational

Chemistry, 41(18):1685–1697, July 05, 2020. CODEN JC-

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

Chan:2021:MSM

[CDCT21] W allace K. B. Chan, Debarati DasGupta, Heather A. Carl-

son, and John R. T ra ynor. Mixed-solv en t molecular dynamics

sim ulation-based disco v ery of a putativ e allosteric site on reg-

ulator of G protein signaling 4. Journal of Computational

Chemistry, 42(30):2170–2180, No v em b er 15, 2021. CODEN

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

Casier:2021:HLG

[CdSB

+

21] Bastien Casier, Mauricio Chagas da Silv a, Mic hael Bada wi,

F abien P ascale, T om´ as Buc k o, S ´ ebastien Leb ` egue, and Dario

Ro cca. Hybrid lo calized graph k ernel for mac hine learning

energy-related prop erties of molecules and solids. Journal of

Computational Chemistry, 42(20):1390–1401, July 30, 2021.

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

tronic).

Cervink a:2022:TQH

[Cer22] Ctirad Cervink a. T uning the quasi-harmonic treatmen t of

crystalline ionic liquids within the densit y functional theory .

Journal of Computational Chemistry, 43(7):448–456, Marc h

15, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Camp os-F ernandez:2022:IND

[CF OMCB

+

22] Linda Camp os-F ern´ andez, Ro c ´ ıo Ortiz-Mu ~ niz, Edith Cort ´ es-

Barb erena, Sergio Mares-S´ amano, Ram´ on Gardu ~ no-Ju´ arez,

and Catalina Soriano-Correa. Imidazole and nitroimidazole

deriv ativ es as NADH-fumarate reductase inhibitors: Densit y

functional theory studies, homology mo deling, and molecular

do c king. Journal of Computational Chemistry, 43(23):1573–

1595, Septem b er 5, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Camp etella:2020:FEE

[CG20] Marco Camp etella and Juan Sanz Garc ´ ıa. F ollo wing the ev olu-

tion of excited states along photo c hemical reaction path w a ys.

Journal of Computational Chemistry, 41(12):1156–1164, Ma y

5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Carreon-Gonzalez:2022:CRD

[CGMR

VBAI22] Mirzam Carreon-Gonzalez, Leonardo Mu ~ noz-Rugeles, Annik

Vivier-Bunge, and Juan Raul Alv arez-Idab o y . Chemical re-

pair of damaged leucine and tryptophane b y thiophenols at

close to diffusion-con trolled rates: Mec hanisms and kinetics.

Journal of Computational Chemistry, 43(8):556–567, Marc h

30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Chong:2023:ECA

[CH23] Song-Ho Chong and Sih yun Ham. Ev olutionary conserv ation

of amino acids con tributing to the protein folding transition

state. Journal of Computational Chemistry, 44(9):1002–1009,

April 5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cao:2021:PIL

[CHVF21] Yixiang Cao, Mathew D. Halls, T ati Reddy V adic herla, and

Ric hard A. F riesner. Pseudosp ectral implemen tations of long-

range corrected densit y functional theory

. Journal of Com-

putational Chemistry, 42(29):2089–2102, No v em b er 5, 2021.

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

tronic).

Chen:2021:CLS

[CJHW21] Jianfu Chen, Menglei Jia, P eijun Hu, and Haifeng W ang.

CA TKINAS: a large-scale catalytic microkinetic analysis soft-

w are for mec hanism auto-analysis and catalyst screening.

Journal of Computational Chemistry, 42(5):379–391, F ebru-

ary 15, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chan:2022:ADC

[CK22] Bun Chan and Amir Karton. Assessmen t of DLPNO-

CCSD(T)-F12 and its use for the form ulation of the lo w-cost

and reliable L-W1X comp osite metho d. Journal of Computa-

tional Chemistry, 43(21):1394–1402, August 5, 2022. CODEN

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

Cao:2023:ESP

[CKH23] Siqin Cao, Mic hael L. Kalin, and Xuh ui Huang. EPISOL:

a soft w are pac k age with expanded functions to p erform 3D-

RISM calculations for the solv ation of c hemical and biological

molecules. Journal of Computational Chemistry, 44(17):1536–

1549, June 30, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Chen:2023:DSC

[CL23] Hsing-Yin Chen and Y u-F en Lin. DFT study on the catalytic

decomp osition of h ydrogen p ero xide b y iron complexes of ni-

trilotriacetate. Journal of Computational Chemistry, 44(26):

2058–2072, Octob er 5, 2023. CODEN JCCHDD. ISSN 0192-

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

Cai:2020:SFF

[CLS

+

20] Y ufeng Cai, Xiong jun Li, Zhe Sun, Y utong Lu, Huiying Zhao,

Jac k Hanson, Kuldip P aliw al, Thomas Litfin, Y ao qi Zhou, and

Y uedong Y ang. SPOT-F old: F ragmen t-free protein structure

prediction guided b y predicted bac kb one structure and con-

tact map. Journal of Computational Chemistry, 41(8):745–

750, Marc h 30, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Cardenas:2023:MTS

[CL TMd

+

23] Gusta v o C´ ardenas, Jes ´ us Lucia-T am udo, Henar Mateo-

delaF uen te, Vito F. P almisano, Nuria Anguita-Ortiz, Lorena

Ruano,

´

Alv aro P ´ erez-Barcia, Sergio D ´ ıaz-T endero, Marcos

Mandado, and Juan J. Nogueira. MoBioT o ols: a to olkit to

setup quan tum mec hanics/molecular mec hanics calculations.

Journal of Computational Chemistry, 44(4):516–533, F ebru-

ary 5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chaparro:2020:PPB

[CM20a] Gusta v o Chaparro and Andr ´ es Mej ´ ıa. Phasep y: a Python

based framew ork for fluid phase equilibria and in terfacial prop-

erties computation. Journal of Computational Chemistry, 41

Chen:2020:TLC

[CSWW20] Jiu-Li Chen, T ao Sun, Yi-Bo W ang, and W eizhou W ang. T o-

w ard a less costly but accurate calculation of the CCSD(T)/

CBS nonco v alen t in teraction energy

. Journal of Computa-

tional Chemistry, 41(13):1252–1260, Ma y 15, 2020. CODEN

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

Con treras-T orres:2020:DCD

[CTBB20] Fla vio F. Con treras-T orres, Elena V. Basiuk, and Vladimir A.

Basiuk. A disp ersion-corrected densit y functional theory study

of the nonco v alen t in teractions b et w een n ucleobases and car-

b on nanotub e mo dels con taining stone-w ales defects. Journal

of Computational Chemistry, 41(8):780–789, Marc h 30, 2020.

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

tronic).

Corzo:2022:UPO

[CTPJH22] Hector H. Corzo, Ali Ab ou T ak a, Aurora Pribram-Jones, and

Hran t P . Hratc hian. Using pro jection op erators with maxi-

m um o v erlap metho ds to simplify c hallenging self-consisten t

field optimization. Journal of Computational Chemistry, 43

(6):382–390, Marc h 5, 2022. CODEN JCCHDD. ISSN 0192-

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

Carv alho:2022:CAR

[CV22] Jhonatas R. Carv alho and Luciano N. Vidal. Calculation

of absolute Raman scattering cross-sections using vibrational

self-consisten t field/vibrational configuration in teraction w a v e

functions. Journal of Computational Chemistry, 43(22):1484–

1494, August 15, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Castor-Villegas:2020:SHB

[CV GVN

+

20] V ´ ıctor Man uel Castor-Villegas, Jos ´ e Man uel Guev ara-V ela,

Wilmer E. V allejo Narv´ aez,

´

Angel Mart ´ ın P end´ as, T om´ as

Ro c ha-Rinza, and Alb erto F ern´ andez-Alarc´ on. On the

strength of h ydrogen b onding within w ater clusters on the

co ordination limit. Journal of Computational Chemistry, 41

(26):2266–2277, Octob er 5, 2020. CODEN JCCHDD. ISSN

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

Cao:2020:DFS

[CWZD20] Xiao y an Cao, Liangliang W u, Jun Zhang, and Mic hael Dolg.

Densit y functional studies of co enzyme NADPH and its o x-

idized form NADP

+

: Structures, UV-Vis sp ectra, and the

o xidation mec hanism of NADPH. Journal of Computational

Chemistry, 41(4):305–316, F ebruary 5, 2020. CODEN JC-

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

Chao:2021:CI

[CX21a] Zhen Chao and Dexuan Xie. Co v er image. Journal of Com-

putational Chemistry, 42(27):i, Octob er 15, 2021. CODEN

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

Chao:2021:IPN

[CX21b] Zhen Chao and Dexuan Xie. An impro v ed P oisson–Nernst–

Planc k ion c hannel mo del and n umerical studies on effects of

b oundary conditions, mem brane c harges, and bulk concen tra-

tions. Journal of Computational Chemistry, 42(27):1929–1943,

Octob er 15, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chen:2023:DUM

[CX23] Bozh u Chen and Xin Xu. Discriminating and understanding

molecular crystal p olymorphism. Journal of Computational

Chemistry, 44(9):969–979, April 5, 2023. CODEN JCCHDD.

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

Dubro vin:2022:CPE

[D A22] V asilii Dubro vin and Stanisla v M. Avdoshenk o. Conforma-

tional preferences of endohedral metallofullerenes on Ag, Au,

and MgO surfaces: Theoretical studies. Journal of Compu-

tational Chemistry, 43(24):1614–1620, Septem b er 15, 2022.

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

tronic).

DeSimone:2021:PPH

[D AR T21] Bruna Clara De Simone, Marta Erminia Alb erto, Nino Russo,

and Marirosa T oscano. Photoph ysical prop erties of hea vy

atom con taining tetrasulfon yl ph thalo cy anines as p ossible

photosensitizers in photo dynamic therap y . Journal of Com-

putational Chemistry, 42(25):1803–1808, Septem b er 30, 2021.

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

tronic).

deAraujo:2023:HCN

[dAR W

+

23] Luis Octa vio de Araujo, Celso R. C. R ^ ego, W. W enzel,

Danilo N. Silv eira, Maur ´ ıcio J. Piotro wski, F ernando P .

Sabino, Y ohanes Pram udy a, and Diego Guedes-Sobrinho. Ho w

cation nature con trols the bandgap and bulk rash ba splitting

of halide p ero vskites. Journal of Computational Chemistry,

44(14):1395–1403, Ma y 30, 2023. CODEN JCCHDD. ISSN

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

San tos:2021:CBH

[dASRHB21] Lucas de Azev edo San tos, Prof. Dr. T eo dorico C. Ramalho,

Dr. T rev or A. Hamlin, and Prof. Dr. F. Matthias Bic k elhaupt.

Chalcogen b onds: Hierarc hical ab initio b enc hmark and den-

sit y functional theory p erformance study

. Journal of Compu-

tational Chemistry, 42(10):688–698, April 15, 2021. CODEN

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

Dey:2023:APP

[DB23] Priy a Dey and P arbati Bisw as. Aggregation prop ensities of

proteins with v arying degrees of disorder. Journal of Compu-

tational Chemistry, 44(8):874–886, Marc h 30, 2023. CODEN

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

deBeer:2020:CBM

[dBCdL20] Shane de Beer, Ignacy Cukro wski, and Jurgens H. de Lange.

Characterization of b onding mo des in metal complexes

through electron densit y cross-sections. Journal of Compu-

tational Chemistry, 41(32):2695–2706, Decem b er 15, 2020.

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

tronic).

Domnin:2020:FPC

[DBE20] An ton V. Domnin, Andrei V. Bandura, and Rob ert A.

Ev aresto v. First-principles calculations of phonons and ther-

mo dynamic prop erties of Zr(Hf )S

2

-based nanotub es. Journal

of Computational Chemistry, 41(8):759–768, Marc h 30, 2020.

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

tronic).

Das:2022:CCH

[DC22a] Prasenjit Das and Pratim Kumar Chattara j. CSiGaAl

−/0

2 and

CGeGaAl

−/0

2 ha ving planar tetraco ordinate carb on atoms in

their global minim um energy structures. Journal of Compu-

tational Chemistry, 43(13):894–905, Ma y 15, 2022. CODEN

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

Dek an y:2022:BIP

[DC22b] A ttila

´

A. D ´ ek´ an y and G´ ab or Czak´ o. Benc hmark ab initio

proton affinit y and gas-phase basicit y of α-alanine based on

coupled-cluster theory and statistical mec hanics. Journal of

Computational Chemistry, 43(1):19–28, Jan uary 5, 2022. CO-

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

tronic).

delCastillo:2021:IGA

[dCRM21] Ro xana M. del Castillo, Estrella Ramos, and Ana Mart ´ ınez.

In teraction of graphene with an tipsyc hotic drugs: Is there an y

c harge transfer pro cess? Journal of Computational Chemistry,

42(1):60–65, Jan uary 5, 2021. CODEN JCCHDD. ISSN 0192-

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

deCarv alho:2020:VTS

[dCV

ARN20] Edson F. V. de Carv alho, Guilherme D. Vicen tini, Tiago Vini-

cius Alv es, and Orlando Rob erto-Neto. V ariational transition

state theory rate constan ts and H/D kinetic isotop e effects

for CH

3

+ CH

3

OCOH reactions. Journal of Computational

Chemistry, 41(3):231–239, Jan uary 30, 2020. CODEN JC-

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

Das:2023:BSE

[DDSM23] Sujit Das, Ka vita Devi, Sonam Suthar, and Kartik Chandra

Mondal. Bonding and stabilit y of elusiv e silab oryne (Si

≡ ≡

B)

and germab oryne (Ge

≡ ≡

B) with donor base ligands. Jour-

nal of Computational Chemistry, 44(19):1673–1689, July 15,

2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Dare:2022:CR Q

[DF22] Jo yce K. Dar ´ e and Matheus P . F reitas. Is conformation rel-

ev an t for QSAR purp oses? 2D c hemical represen tation in a

3D-QSAR p ersp ectiv e. Journal of Computational Chemistry,

43(13):917–922, Ma y 15, 2022. CODEN JCCHDD. ISSN 0192-

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

Devi:2022:ENA

[DGM22] Ka vita Devi, Sai Mano j N. V. T. Goran tla, and Kartik Chan-

dra Mondal. ED

A-NOCV analysis of carb ene-b orylene b onded

dinitrogen complexes for deep er b onding insigh t: a fair com-

parison with a metal-dinitrogen system. Journal of Compu-

tational Chemistry, 43(11):757–777, April 30, 2022. CODEN

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

Douglas-Gallardo:2020:ESB

[DGSB

+

20] Oscar A. Douglas-Gallardo, Ian Shepherd, Simon J. Ben-

nie, Kara E. Ranaghan, Adrian J. Mulholland, and Esteban

V¨ ohringer-Martinez. Electronic structure b enc hmark calcu-

lations of CO

2 fixing elemen tary c hemical steps in RuBisCO

using the pro jector-based em b edding approac h. Journal of

Computational Chemistry, 41(24):2151–2157, Septem b er 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Don y ap our:2021:CPU

[DHD21] Nazanin Don y ap our, Matthew Hirn, and Alex Dic kson.

ClassicalGSG: Prediction of log P using classical molecular

force fields and geometric scattering for graphs. Journal of

Computational Chemistry, 42(14):1006–1017, Ma y 30, 2021.

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

tronic).

Dong:2021:DHP

[DHN

+

21] Hieu C. Dong, Thi H. Ho, Th u M. Nguy en, Y oshiyuki Ka w a-

zo e, and Hung M. Le. Disso ciation of h ydrogen p ero xide in w a-

ter and methanol through a biased molecular dynamics in v es-

tigation. Journal of Computational Chemistry, 42(19):1344–

1353, July 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Dobro v olskiy:2023:TDS

[DK23] Iv an N. Dobro v olskiy and Victor V. Kostjuk o v. TD-DFT

study of BIPS spirop yran: Effects of functionals and high-

p olarit y solv en t on C

spiro

–O b ond disso ciation and reco v-

ery . Journal of Computational Chemistry, 44(24):1928–1940,

Septem b er 15, 2023. CODEN JCCHDD. ISSN 0192-8651

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

DiGrande:2023:A T A

[DKB23] S. Di Grande, M. K´ alla y , and V. Barone. Accurate thermo-

c hemistry at affordable cost b y means of an impro v ed v ersion

of the JunChS-F12 mo del c hemistry

. Journal of Computa-

tional Chemistry, 44(27):2149–2157, Octob er 15, 2023. CO-

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

tronic).

Dong:2023:EZL

[DLH

+

23] Shizhi Dong, Y ansh uai Li, Hongyu Hu, Ruic h uan Li, Bing

Y an, Xing Zhang, Zeliang W ang, Jin yu Zhang, and Lin Guo.

Effect of ZrS

2 load single/dual-atom catalysts on the h ydrogen

ev olution reaction: a first-principles study

. Journal of Com-

putational Chemistry, 44(1):15–26, Jan uary 5, 2023. CODEN

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

DeF ev er:2021:MCC

[DMD

+

21] Ry an S. DeF ev er, Ra y A. Matsumoto, Alexander W. Do wling,

P eter T. Cummings, and Edw ard J. Maginn. MoSDeF Cas-

sandra: a complete Python in terface for the Cassandra Mon te

Carlo soft w are. Journal of Computational Chemistry, 42(18):

1321–1331, July 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Simone:2022:OP A

[DMTR22] Bruna Clara De Simone, Gloria Mazzone, Marirosa T oscano,

and Nino Russo. On the origin of photo dynamic activit y of h y-

p ericin and its io dine-con taining deriv ativ es. Journal of Com-

putational Chemistry, 43(30):2037–2042, No v em b er 15, 2022.

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

tronic).

Diem:2020:EDC

[DO20] Matthias Diem and Chris Oosten brink. The effect of differen t

cutoff sc hemes in molecular sim ulations of proteins. Journal

of Computational Chemistry, 41(32):2740–2749, Decem b er 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Dorofeev a:2020:APN

[Dor20] Olga V. Dorofeev a. Accurate prediction of norb ornadiene cy-

cle en thalpies b y DLPNO-CCSD(T

1

)/CBS metho d. Journal

of Computational Chemistry, 41(27):2352–2364, Octob er 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Duzenli:2022:IGE

[DOT22] Dery a D ¨ uzenli, Isik Onal, and Ilk er T ezsevin. In v estigation of

glucose electro o xidation mec hanism o v er N -mo dified metal-

dop ed graphene electro de b y densit y functional theory ap-

proac h. Journal of Computational Chemistry, 43(26):1793–

1801, Octob er 5, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Devillers:2020:CDP

[DPSG20] Marion Devillers, Jean-Philip Piquemal, Lauren t Salmon, and

Nohad Gresh. Calibration of the dianionic phosphate group:

V alidation on the recognition site of the homo dimeric enzyme

phosphoglucose isomerase. Journal of Computational Chem-

istry, 41(8):839–854, Marc h 30, 2020. CODEN JCCHDD.

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

Dong:2022:PXB

[DPY

+

22] Jing Dong, Lic hao P eng, Xiaoh ui Y ang, Zelin Zhang, and Puyu

Zhang. XGBoost-based in telligence yield prediction and reac-

tion factors analysis of amination reaction. Journal of Compu-

tational Chemistry, 43(4):289–302, F ebruary 5, 2022. CODEN

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

San tos:2021:CI

[dRHB21] Lucas de Azev edo San tos, T eo dorico C. Ramalho, T rev or A.

Hamlin, and F. Matthias Bic k elhaupt. Co v er image. Journal of

Computational Chemistry, 42(10):C1, April 15, 2021. CODEN

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

Dub ey:2023:IFM

[DSB23] Gurudutt Dub ey , T ejender Singh, and Prasad V. Bharatam.

The imp ortance of four-mem b ered NHCs in stabilizing bres-

lo w in termediates on b enzoin condensation path w a y . Jour-

nal of Computational Chemistry, 44(3):346–354, Jan uary 30,

ing paths. Journal of Computational Chemistry, 42(1):27–39,

Jan uary 5, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Eidi:2021:HOH

[EVKL21] Mohammadreza Eidi, Mohsen V afaee, Hamed Ko o c haki Ke-

lardeh, and Alexandra Landsman. High-order harmonic gen-

eration b y static coheren t states metho d in single-electron

atomic and molecular systems. Journal of Computational

Chemistry, 42(18):1312–1320, July 5, 2021. CODEN JC-

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

F ouda:2020:IPQ

[FB20] Adam A. E. F ouda and Nic holas A. Besley

. Impro ving the

predictiv e qualit y of time-dep enden t densit y functional the-

ory calculations of the X-ra y emission sp ectroscop y of organic

molecules. Journal of Computational Chemistry, 41(11):1081–

1090, April 30, 2020. CODEN JCCHDD. ISSN 0192-8651

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

F eldt:2021:ALC

[FB21] Milica F eldt and Alex Bro wn. Assessmen t of lo cal coupled

cluster metho ds for excited states of BODIPY/Aza-BODIPY

families. Journal of Computational Chemistry, 42(3):144–155,

Jan uary 30, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F elix:2023:MA C

[FBM

+

23] Jo~ ao P

. C. S. F elix, Krys E. A. Batista, W esley O. Morais,

Glaucio R. Nagurniak, Renato P

. Orenha, Celso R. C. R ^ ego,

Diego Guedes-Sobrinho, Renato L. T. P arreira, Mateus M.

F errer, and Maur ´ ıcio J. Piotro wski. Molecular adsorption

on coinage metal subnano clusters: a DFT+D3 in v estigation.

Journal of Computational Chemistry, 44(10):1040–1051, April

15, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F uk al:2022:AMM

[FBP

+

22] Jir ´ ı F uk al, Milos Budes ´ ınsk ´ y, Ondrej P´ av, P etr Jurec k a, Marie

Zgarb o v´ a, Jakub Seb era, and Vladim ´ ır Syc hro vsk ´ y. The Ad-

MD metho d to calculate NMR shift including effects due to

conformational dynamics: The

31

P NMR shift in DNA. Jour-

nal of Computational Chemistry, 43(2):132–143, Jan uary 15,

2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

F atk o v a:2023:VEE

[F CB23] Katerina F atk o v´ a, Radim Ca jzl, and Jarosla v V. Burda. The

v ertical excitation energies and a lifetime of the t w o lo w est

singlet excited states of the conjugated p oly enes from C2 to

C22: Ab initio, DFT, and semiclassical MNDO-MD sim ula-

tions. Journal of Computational Chemistry, 44(6):777–787,

Marc h 5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F regoni:2020:PSC

[F CPG20] Jacop o F regoni, Stefano Corni, Maurizio P ersico, and Gio-

v anni Gran ucci. Photo c hemistry in the strong coupling

regime: a tra jectory surface hopping sc heme. Journal of Com-

putational Chemistry, 41(23):2033–2044, Septem b er 5, 2020.

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

tronic).

F an:2023:SSP

[FDD

+

23] Dan F an, Juan Du, Jingsh uang Dang, Changw ei W ang, and

Yirong Mo. The strength and selectivit y of p erfluorinated

nano-ho ops and buc kyb o wls for anion binding and the nature

of anion-π in teractions. Journal of Computational Chemistry,

44(3):138–148, Jan uary 30, 2023. CODEN JCCHDD. ISSN

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

F reindorf:2022:CBH

[FDK22] Marek F reindorf, Alexis An toinette Ann Delgado, and Elfi

Krak a. CO b onding in hexa- and p en taco ordinate carb o xy-

neuroglobin: a quan tum mec hanics/molecular mec hanics and

lo cal vibrational mo de study

. Journal of Computational

Chemistry, 43(25):1725–1746, Septem b er 30, 2022. CODEN

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

F edoro v:2022:PEF

[F ed22] Dmitri G. F edoro v. P olarization energies in the fragmen t

molecular orbital metho d. Journal of Computational Chem-

istry, 43(16):1094–1103, June 15, 2022. CODEN JCCHDD.

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

F ujimori:2021:EBA

[FKT21] T oshik azu F ujimori, Masato Koba y ashi, and T etsuy a T ak et-

sugu. Energy-based automatic determination of buffer region

in the divide-and-conquer second-order Møller–Plesset p ertur-

bation theory

. Journal of Computational Chemistry, 42(9):

620–629, April 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

F reites:2023:ISD

[FL T23] J. Alfredo F reites, Mohab N. Louis, and Douglas J. T obias.

Insigh ts in to the solubilit y of γ D-crystallin from m ultiscale

atomistic sim ulations. Journal of Computational Chemistry,

44(19):1658–1666, July 15, 2023. CODEN JCCHDD. ISSN

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

F razee:2021:I IP

[FM21] Nicolas F razee and Blak e Mertz. In tramolecular in terac-

tions pla y k ey role in stabilization of pHLIP at acidic con-

ditions. Journal of Computational Chemistry, 42(25):1809–

1816, Septem b er 30, 2021. CODEN JCCHDD. ISSN 0192-

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

Fiorin:2020:DDF

[FMF

G20] Giacomo Fiorin, F abrizio Marinelli, and Jos ´ e D. F araldo-

G´ omez. Direct deriv ation of free energies of mem brane de-

formation and other solv en t densit y v ariations from enhanced

sampling molecular dynamics. Journal of Computational

Chemistry, 41(5):449–459, F ebruary 15, 2020. CODEN JC-

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

F ernandez:2022:BSI

[FNPD22] Israel F ern´ andez, An urag No onik ara-P o yil, and H. V. Rasik a

Dias. Bonding situation in isolable silv er(I) carb on yl com-

plexes of the Scorpionates. Journal of Computational Chem-

istry, 43(11):796–803, April 30, 2022. CODEN JCCHDD.

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

F ujimoto:2021:MR O

[FNY21] Kazushi F ujimoto, T etsuro Nagai, and Tsuy oshi Y amaguc hi.

Momen tum remo v al to obtain the p osition-dep enden t diffusion

constan t in constrained molecular dynamics sim ulation. Jour-

nal of Computational Chemistry, 42(30):2136–2144, No v em-

b er 15, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F aizan:2022:BBI

[FP22] Mohmmad F aizan and Ra vinder P a w ar. Boron based in-

tramolecular hetero cyclic frustrated Lewis pairs as organo cat-

alysts for CO

2 adsorption and activ ation. Journal of Compu-

tational Chemistry, 43(22):1474–1483, August 15, 2022. CO-

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

tronic).

F aizan:2023:ABA

[FP23] Mohmmad F aizan and Ra vinder P a w ar. Alanine b oronic acid

functionalized UiO-66 MOF as a nanoreactor for the con v er-

sion of CO

2 in to formic acid. Journal of Computational Chem-

istry, 44(18):1624–1633, July 5, 2023. CODEN JCCHDD.

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

F eltes:2023:NSV

[FPMD23] Bruno C ´ esar F eltes,

´

Ederson Sales Moreira Pin to, Arth ur T oni-

etto Mangini, and M´ arcio Dorn. NIAS-Server 2.0: a v ersa-

tile complemen tary to ol for structural biology studies. Journal

of Computational Chemistry, 44(18):1610–1623, July 5, 2023.

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

tronic).

Flac hsen b erg:2021:LOS

[FR21] Florian Flac hsen b erg and Matthias Rarey

. LSLOpt: An op en-

source implemen tation of the step-length con trolled LSL-

BF GS algorithm. Journal of Computational Chemistry, 42

(15):1095–1100, June 5, 2021. CODEN JCCHDD. ISSN 0192-

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

F orster:2020:DHD

[FV20] Arno F¨ orster and Lucas Vissc her. Double h ybrid DFT cal-

culations with Slater t yp e orbitals. Journal of Computational

Chemistry, 41(18):1660–1684, July 05, 2020. CODEN JC-

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

F riis:2020:MEI

[FVSS20] Ida F riis, Alexey V erkho vtsev, Ilia A. Solo v’y o v, and An-

drey V. Solo v’y o v. Mo deling the effect of ion-induced sho c k

w a v es and DNA break age with the reactiv e CHARMM force

field. Journal of Computational Chemistry, 41(28):2429–2439,

Octob er 30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F ukuhara:2023:IPR

[FYIO23] Daiki F ukuhara, Masatak a Y amauc hi, Satoru G. Itoh, and

Hisashi Okum ura. Ingen uit y in p erforming replica p erm uta-

tion: Ho w to order the state lab els for impro ving sampling

efficiency

. Journal of Computational Chemistry, 44(4):534–

545, F ebruary 5, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Gutsev:2020:IBD

[GA G20] La vren t y G. Gutsev, Sergey M. Aldoshin, and Gennady L.

Gutsev. Influence of bac k donation effects on the structure

of ZnO nano clusters. Journal of Computational Chemistry,

41(30):2583–2590, No v em b er 15, 2020. CODEN JCCHDD.

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

Gao:2020:GRR

[Gao20] Bin Gao. General recurrence-relation generation sc heme for

molecular in tegral ev aluation. Journal of Computational

Chemistry, 41(32):2722–2739, Decem b er 15, 2020. CODEN

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

Geindre:2021:NLR

[GAP21] Hugo Geindre, Ab dul-Rahman Allouc he, and Daniel P el´ aez.

Non long-range corrected densit y functionals incorrectly de-

scrib e the in tensit y of the C–H stretc hing band in p olycyclic

aromatic h ydro carb ons. Journal of Computational Chemistry,

42(14):1018–1027, Ma y 30, 2021. CODEN JCCHDD. ISSN

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

Garnier:2020:FEC

[GBM20] Ludo vic Garnier, Christine Bonal, and P atrice Malfreyt. F ree-

energy calculations of the host-guest asso ciation in grafted

supramolecular assem blies. Journal of Computational Chem-

istry, 41(25):2189–2196, Septem b er 30, 2020. CODEN JC-

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

Gong:2020:A GB

[GCL

+

20] Xiping Gong, Mara Chiricotto, Xiaorong Liu, Erik Nordquist,

Mic hael F eig, Charles L. Bro oks I I I, and Jianhan Chen. Accel-

erating the generalized Born with molecular v olume and sol-

v en t accessible surface area implicit solv en t mo del using graph-

ics pro cessing units. Journal of Computational Chemistry, 41

(8):830–838, Marc h 30, 2020. CODEN JCCHDD. ISSN 0192-

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

Gallegos:2022:RSP

[GCP22] Miguel Gallegos, Aurora Costales, and

´

Angel Mart ´ ın P end´ as.

A real space picture of the role of steric effects in S

N

2 reac-

tions. Journal of Computational Chemistry, 43(11):785–795,

April 30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Geerlings:2023:EF C

[GD23] P aul Geerlings and F rank De Proft. External fields in con-

ceptual densit y functional theory

. Journal of Computational

Chemistry, 44(3):442–455, Jan uary 30, 2023. CODEN JC-

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

Gomez:2021:LAF

[GFRNC21] T atiana G´ omez, P atricio F uen tealba, Andr ´ es Robles-Na v arro,

and Carlos C´ ardenas. Links among the F ukui p oten tial, the

alc hemical hardness and the lo cal hardness of an atom in a

molecule. Journal of Computational Chemistry, 42(23):1681–

1688, Septem b er 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Gk ogk a:2022:FMD

[GG22] Ioanna Gk ogk a and Nic holas M. Glyk os. F olding molecular

dynamics sim ulation of T-p eptide, a HIV viral en try inhibitor:

Structure, dynamics, and comparison with the exp erimen tal

data. Journal of Computational Chemistry, 43(14):942–952,

Ma y 30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ghalami:2020:AST

[GGK20] Zahra Ghalami, V anik Ghoulip our, and Ali Reza Khanc hi.

Adsorption and sequen tial thermal release of F

2

, Cl

2

, and Br

2

molecules b y a p orous organic cage material (CC3-R): Molec-

ular dynamics and grand-canonical Mon te Carlo sim ulations.

Journal of Computational Chemistry, 41(9):949–957, April 5,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Gallmetzer:2022:PRA

[GH22a] Hans Georg Gallmetzer and Thomas S. Hofer. Probing the

range of applicabilit y of structure- and energy-adjusted QM/

MM link b onds I I: Optimized link b ond parameters for den-

sit y functional tigh t binding approac hes. Journal of Compu-

tational Chemistry, 43(11):746–756, April 30, 2022. CODEN

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

Gusmao:2022:RA G

[GH22b] Eriosv aldo Floren tino Gusm~ ao and Rob erto Luiz Andrade

Haiduk e. Relativistic adapted Gaussian basis sets free of v aria-

tional prolapse of small and medium size for h ydrogen through

xenon. Journal of Computational Chemistry, 43(28):1901–

1910, Octob er 30, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Gieseking:2021:NRM

[Gie21] Reb ecca L. M. Gieseking. A new release of MOP A C incor-

p orating the INDO/S semiempirical mo del with CI excited

states. Journal of Computational Chemistry, 42(5):365–378,

F ebruary 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Gui:2021:ELM

[GJL21] Shao jun Gui, Ling Jiang, and Zhi-F eng Liu. Ev olution of the

link er in microh ydrated h ydrogen dinitrate anions: F rom H

+

to H

5

O

+

2

. Journal of Computational Chemistry, 42(21):1514–

1525, August 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Garcia-Jacas:2020:SST

[GJMPB

+

20] C ´ esar R. Garc ´ ıa-Jacas, Y o v ani Marrero-P once, Carlos A.

Brizuela, Jos ´ e Su´ arez-Lezcano, and F elix Martinez-Rios.

Smo othed spherical truncation based on fuzzy mem b ership

functions: Application to the molecular enco ding. Journal of

Computational Chemistry, 41(3):203–217, Jan uary 30, 2020.

b er 15, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ghiami-Shomami:2023:PCS

[GSH23] Ali Ghiami-Shomami and Christof H¨ attig. P erformance of the

COSMO solv ation mo del for photoacidit y and basicit y in w a-

ter. Journal of Computational Chemistry, 44(24):1941–1955,

Septem b er 15, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Guan:2023:DMS

[GSJ

+

23] Xiao-Ling Guan, Rui Sun, Bo Jin, Caixia Y uan, and Y an-Bo

W u. 3-D molecular stars with co v alen t axial b onding. Jour-

nal of Computational Chemistry, 44(15):1410–1417, June 5,

2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Grillo:2020:SMD

[GUCCR20] Igor Barden Grillo, Gabriel A. Urquiza-Carv alho, Elton

Jos ´ e F erreira Cha v es, and Gerd Bruno Ro c ha. Semiempirical

metho ds do F ukui functions: Unlo c king a mo deling framew ork

for biosystems. Journal of Computational Chemistry, 41(9):

862–873, April 5, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Gupta:2022:EHD

[GVJ

+

22] Abhina v Gupta, Shiv ani V erma, Ramsha Ja v ed, Sura j Sud-

hak ar, Saurabh Sriv asta v a, and Nisan th N. Nair. Exploration

of high dimensional free energy landscap es b y a com bination

of temp erature-accelerated sliced sampling and parallel bias-

ing. Journal of Computational Chemistry, 43(17):1186–1200,

June 30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Gangopadh y a y:2021:ANP

[GWN21] Anan y a Gangopadh y a y , Simon Win b erg, and Kevin J. Naido o.

Anisotropic n umerical p oten tials for coarse-grained mo deling

from high-sp eed m ultidimensional lo okup table and in terp ola-

tion algorithms. Journal of Computational Chemistry, 42(10):

666–675, April 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Gu:2020:EKT

[GX20] Y onghao Gu and Xin Xu. Extended Ko opmans’ theorem at

the second-order p erturbation theory

. Journal of Computa-

tional Chemistry, 41(12):1165–1174, Ma y 5, 2020. CODEN

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

Garcia:2021:POB

[GZFSM21] Victor Garc ´ ıa, Da vid Zorrilla, Man uel F ern´ andez, and Jes ´ us

S´ anc hez-M´ arquez. Prop ert y-orien ted basis sets for computa-

tion of atomization energies. Journal of Computational Chem-

istry, 42(30):2154–2162, No v em b er 15, 2021. CODEN JC-

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

Hanasaki:2023:F C

[HA C

+

23a] Kota Hanasaki, Zulfikhar A. Ali, Min Choi, Mauro Del Ben,

and Bry an M. W ong. F ron t co v er. Journal of Computational

Chemistry, 44(9):C1, April 5, 2023. CODEN JCCHDD. ISSN

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

Hanasaki:2023:IR T

[HA C

+

23b] Kota Hanasaki, Zulfikhar A. Ali, Min Choi, Mauro Del Ben,

and Bry an M. W ong. Implemen tation of real-time TDDFT for

p erio dic systems in the op en-source PySCF soft w are pac k age.

Journal of Computational Chemistry, 44(9):980–987, April 5,

2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ha y es:2021:SPG

[HB21] Ry an L. Ha y es and Charles L. Bro oks I I I. A strategy for

proline and glycine m utations to proteins with alc hemical free

energy calculations. Journal of Computational Chemistry, 42

(15):1088–1094, June 5, 2021. CODEN JCCHDD. ISSN 0192-

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

Hirak a w a:2020:BME

[HBM

+

20] T eruo Hirak a w a, Da vid R. Bo wler, Tsuy oshi Miy azaki, Y oshi-

tada Morik a w a, and Lionel A. T ruflandier. Blue mo on en-

sem ble sim ulation of aquation free energy profiles applied to

mono and bifunctional platin um an ticancer drugs. Journal

of Computational Chemistry, 41(22):1973–1984, August 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hoffmann:2020:PEE

[HBT

+

20] Guillaume Hoffmann, Muhammet Balcilar, Vincen t T ognetti,

Pierre H ´ eroux, Beno ^ ıt Ga ¨ uz ` ere, S ´ ebastien Adam, and Lau-

ren t Joub ert. Predicting exp erimen tal electrophilicities from

quan tum and top ological descriptors: a mac hine learning ap-

proac h. Journal of Computational Chemistry, 41(24):2124–

2136, Septem b er 15, 2020. CODEN JCCHDD. ISSN 0192-

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

Hassan:2021:PSS

[HC21] Mosa vv erul Hassan and Ev angelos A. Coutsias. Protein sec-

ondary structure motifs: a kinematic construction. Journal of

Computational Chemistry, 42(5):271–292, F ebruary 15, 2021.

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

tronic).

Hirao:2020:EEE

[HCS

+

20] Kimihik o Hirao, Bun Chan, Jong-W on Song, Kamala Bhat-

tarai, and Subrata T ew ary . Excitation energies expressed as

orbital energies of Kohn–Sham densit y functional theory with

long-range corrected functionals. Journal of Computational

Chemistry, 41(14):1368–1383, Ma y 30, 2020. CODEN JC-

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

Huang:2022:MSC

[HCY

+

22] Runfeng Huang, Jiali Cai, Lei Y ao, Y una Bai, Kai Guo, and

Lili Zhao. Mec hanistic study of cobalt(I)-catalyzed asymmet-

ric coupling of eth ylene and en ynes to functionalized cyclobu-

tanes. Journal of Computational Chemistry, 43(7):440–447,

Marc h 15, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hoffmann:2021:DES

[HD21] Marvin Hoffmann and Andreas Dreu w. Deciphering excited

state prop erties utilizing algebraic diagrammatic construction

sc hemes of decreasing order. Journal of Computational Chem-

istry, 42(11):793–800, April 30, 2021. CODEN JCCHDD.

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

Haase:2020:NDC

[HFPS20] Pi A. B. Haase, Rasm us F ab er, P atricio F. Pro v asi, and

Stephan P

. A. Sauer. Noniterativ e doubles corrections to the

random phase and higher random phase appro ximations: Sin-

glet and triplet excitation energies. Journal of Computational

Chemistry, 41(1):43–55, Jan uary 5, 2020. CODEN JCCHDD.

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

Hu:2020:RFM

[HGF20] Xiuzhen Hu, Riletu Ge, and Zhenxing F eng. Recognizing fiv e

molecular ligand-binding sites with similar c hemical structure.

Journal of Computational Chemistry, 41(2):110–118, Jan uary

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Hw ang:2020:MMM

[HHL

+

20] Hy ea Hw ang, An thon y Hazel, P eng Lian, Jerem y C. Smith,

James C. Gum bart, and Jerry M. P arks. A minimal mem brane

metal transp ort system: Dynamics and energetics of mer pro-

teins. Journal of Computational Chemistry, 41(6):528–537,

Marc h 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Haghshenas:2021:D V Q

[HKFT21] Hamed Haghshenas, Bita Ka viani, Monireh Firouzeh, and

Hossein T a v ak ol. Dev eloping a v ariation of 3D-QSAR/MD

metho d in drug design. Journal of Computational Chemistry,

42(13):917–929, Ma y 15, 2021. CODEN JCCHDD. ISSN 0192-

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

Harding:2020:IMS

[HKSW20] Drew P

. Harding, Laura J. Kingsley

, Glen Spraggon, and

Stev en E. Wheeler. Imp ortance of mo del size in quan tum

mec hanical studies of DNA in tercalation. Journal of Compu-

tational Chemistry, 41(12):1175–1184, Ma y 5, 2020. CODEN

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

Han:2020:CAS

[HL20] Ruo c heng Han and Sandra Lub er. Complete activ e space anal-

ysis of a reaction path w a y: In v estigation of the o xygen-o xygen

b ond formation. Journal of Computational Chemistry, 41(17):

1586–1597, June 30, 2020. CODEN JCCHDD. ISSN 0192-

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

Henk el:2021:UEC

[HM21] P ascal Henk el and Doreen Mollenhauer. Uncertain t y of

exc hange-correlation functionals in densit y functional theory

calculations for lithium-based solid electrolytes on the case

study of lithium phosphorus o xynitride. Journal of Compu-

tational Chemistry, 42(18):1283–1295, July 5, 2021. CODEN

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

Hernandez:2020:AIM

[HPG20] Bel ´ en Hern´ andez, F ernando Pfl ¨ uger, and Mahmoud Ghomi.

Aspartate: An in teresting mo del for analyzing dip ole–ion and

ion pair in teractions through its opp ositely c harged amine and

acid groups. Journal of Computational Chemistry, 41(14):

1402–1410, Ma y 30, 2020. CODEN JCCHDD. ISSN 0192-

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

Hutc heson:2021:DGE

[HPM

+

21] Anders Hutc heson, Alexander Christian P aul, Rolf H. Myhre,

Henrik Ko c h, and Ida-Marie Høyvik. Describing ground and

excited state p oten tial energy surfaces for molecular photo-

switc hes using coupled cluster mo dels. Journal of Computa-

tional Chemistry, 42(20):1419–1429, July 30, 2021. CODEN

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

Hernandez-Ro driguez:2020:MSS

[HREvdK

+

20] Erix W. Hern´ andez-Ro dr ´ ıguez, Andr ´ es M. Escorcia, Marc W.

v an der Kamp, Ana L. Mon tero-Alejo, and Julio Caballero.

Multi-scale sim ulation rev eals that an amino acid substitu-

tion increases photosensitizing reaction inputs in rho dopsins.

Journal of Computational Chemistry, 41(26):2278–2295, Oc-

tob er 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hughes:2020:FWM

[HR T

+

20] Zak E. Hughes, Emman uel Ren, Joseph C. R. Thac k er, Ben-

jamin C. B. Symons, Arnaldo F. Silv a, and P aul L. A. P op e-

lier. A FFLUX w ater mo del: Flexible, p olarizable and with

a m ultip olar description of electrostatics. Journal of Compu-

tational Chemistry, 41(7):619–628, Marc h 15, 2020. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (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. Sensing mec ha-

nism elucidation of a europium(I I I) metal-organic framew ork

selectiv e to aniline: a theoretical insigh t b y means of m ulti-

configurational calculations. Journal of Computational Chem-

istry, 41(22):1956–1964, August 15, 2020. CODEN JCCHDD.

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

Haritha:2022:HPR

[HS22] Mam batta Haritha and Cherum uttath u H. Suresh. Hydration

patterns of rings in drugs and relationship to lip ophilicit y: a

DFT study

. Journal of Computational Chemistry, 43(7):477–

490, Marc h 15, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Haritha:2023:HBO

[HS23] Mam batta Haritha and Cherum uttath u H. Suresh. Hydrogen

b onds of OC–NH motif in rings in drugs: a molecular electro-

static p oten tial analysis. Journal of Computational Chemistry,

44(17):1550–1559, June 30, 2023. CODEN JCCHDD. ISSN

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

Hokmi:2021:CSN

[HSG21] Samaneh Hokmi, Sadegh Salehzadeh, and Y asin Gholiee. The

comparison of structure, nature of b ond, and electronic tran-

sitions in [M(η

5

-Cp)(η

5

-C

60

Me

5

)] (M = F e

2+

, Ru

2+

, Os

2+

)

h ybrids and corresp onding metallo cenes; a theoretical study .

Journal of Computational Chemistry, 42(19):1354–1363, July

15, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Higo:2021:GEM

[HTFY21] Junic hi Higo, Ha jime T ak ashima, Y oshifumi F ukunishi, and

A tsushi Y oshimori. Generalized-ensem ble metho d study: A

helix-mimetic comp ound inhibits protein–protein in teraction

b y long-range and short-range in termolecular in teractions.

Journal of Computational Chemistry, 42(14):956–969, Ma y 30,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ha y ashi:2023:P AD

[HUUO23] Sota Ha y ashi, Naoki Uem ura, Masa yuki Uranagase, and Sh uji

Ogata. Pressure-assisted decomp osition of tricresyl phosphate

on amorphous F eO using h ybrid quan tum-classical sim ula-

tions. Journal of Computational Chemistry, 44(6):766–776,

Marc h 5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hussain:2020:IBT

[HY A

+

20] Razak Hussain, Rolly Y ada v, Mush taq Ahmed, T abreiz A.

Khan, Dev esh Kumar, and Y usuf Akh ter. In terpla y b e-

t w een t w o spin states determines the h ydro xylation catalyzed

b y P

450 mono o xygenase from T richo derma br evic omp actum .

Journal of Computational Chemistry, 41(14):1330–1336, Ma y

30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Hou:2020:RAS

[HZG

+

20] Chaofeng Hou, Chenglong Zhang, W ei Ge, Lei W ang, Lin Han,

and Jianmin P ang. Record atomistic sim ulation of crystalline

silicon: Bridging microscale structures and macroscale prop-

erties. Journal of Computational Chemistry, 41(7):731–738,

Marc h 15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Im:2020:CBR

[IBL20] W onpil Im, Nilesh Bana v ali, and Y un Lyna Luo. Celebrat-

ing Beno ^ ıt Roux’s 60th birthda y: quan tifying biology at the

mem brane. Journal of Computational Chemistry, 41(5):385–

386, F ebruary 15, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Iuc hi:2021:MEH

[IK21] Satoru Iuc hi and Nobuaki Koga. A mo del electronic Hamil-

tonian to describ e lo w-lying d–d and metal-to-ligand c harge-

transfer excited states of [F e(bp y)

3

]

2+

. Journal of Computa-

tional Chemistry, 42(3):166–179, Jan uary 30, 2021. CODEN

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

Ishiok a:2021:UGP

[IMT

+

21] Sora Ishiok a, Itsuki Miy azato, Lauren T ak ahashi, Thanh Nhat

Nguy en, T oshiaki T aniik e, and Keisuk e T ak ahashi. Un v eil-

Jung:2023:A GR

[JKS23] Jaew o on Jung, Chigusa Koba y ashi, and Y uji Sugita. Accel-

eration of generalized replica exc hange with solute temp ering

sim ulations of large biological systems on massiv ely parallel

sup ercomputer. Journal of Computational Chemistry, 44(20):

1740–1749, July 30, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Jiang:2020:T AK

[JMK

+

20] Tianlong Jiang, Ken ta Moriw aki, Osam u Koba y ashi, Kazuy a

Ishim ura, Sebastian O. Danielac he, and Shink oh Nan bu. The-

oretical analysis of the kinetic isotop e effect on carb o xylation

in RubisCO. Journal of Computational Chemistry, 41(11):

1116–1123, April 30, 2020. CODEN JCCHDD. ISSN 0192-

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

Jharapla:2021:CDS

[JMV21] Prathap Kumar Jharapla, Subrata Mondal, and Ganapath y

V aitheesw aran. Comparativ e DFT study of vibrational, elec-

tronic, and optical prop erties of energetic alk ali metal salts

based on nitrogen-ric h 5-aminotetrazole. Journal of Compu-

tational Chemistry, 42(3):180–191, Jan uary 30, 2021. CODEN

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

Joseph:2020:MD A

[JRS20] Newlyn N. Joseph, Raktim N. Ro y , and Thomas A. Steitz.

Molecular dynamics analysis of Mg

2+

-dep enden t clea v age of a

pistol rib ozyme rev eals a fail-safe secondary ion for catalysis.

Journal of Computational Chemistry, 41(14):1345–1352, Ma y

30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Jager:2021:V OP

[JS21] Marc J¨ ager and Rolf Sc h¨ afer. V ariation of the optical prop-

erties with size and comp osition of small, isolated Cd

x

Se

+

y

clusters. Journal of Computational Chemistry, 42(5):303–

309, F ebruary 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Kong:2022:MPR

[KB22] Linghan Kong and Ric hard A. Bryce. Mo deling p yranose

ring puc k er in carb oh ydrates using mac hine learning and semi-

empirical quan tum c hemical metho ds. Journal of Computa-

tional Chemistry, 43(30):2009–2022, No v em b er 15, 2022. CO-

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

tronic).

Kohn:2023:CSG

[KBHG23] Julia Kohn, Markus Bursc h, Andreas Hansen, and Stefan

Grimme. Computational study of ground-state prop erties of

μ

2

-bridged group 14 p orph yrinic sandwic h complexes. Jour-

nal of Computational Chemistry, 44(3):229–239, Jan uary 30,

2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Khelash vili:2020:MLB

[K CF

+

20] George Khelash vili, Xiaolu Cheng, Maria E. F alzone, Milk a

Doktoro v a, Alessio Accardi, and Harel W einstein. Mem brane

lipids are b oth the substrates and a mec hanistically resp on-

siv e en vironmen t of TMEM16 scram blase proteins. Journal

of Computational Chemistry, 41(6):538–551, Marc h 5, 2020.

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

tronic).

Kaiser:2020:MCS

[K CGK20] Jan Kaiser, Mik e Castellano, Da vid Gnandt, and Thorsten

Koslo wski. Mon te Carlo sim ulation and thermo dynamic in te-

gration applied to protein c harge transfer. Journal of Com-

putational Chemistry, 41(11):1105–1115, April 30, 2020. CO-

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

tronic).

Khatri:2021:FPB

[KDKS21] Vik as Khatri, Harender S. Dhattarw al, Heman t K. Kash y ap,

and Gurmeet Singh. First-principles based theoretical in v es-

tigation of impact of p oly olefin structure on photo o xidation

b eha vior. Journal of Computational Chemistry, 42(24):1710–

1719, Septem b er 15, 2021. CODEN JCCHDD. ISSN 0192-

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

Korsa y e:2022:FDE

[KdlLC22] F ev en Alem u Korsa y e, Aur ´ elien de la Lande, and Ilaria Ciofini.

F ollo wing the densit y ev olution using real time densit y func-

tional theory and densit y based indexes: Application to mo del

push-pull molecules. Journal of Computational Chemistry, 43

(22):1464–1473, August 15, 2022. CODEN JCCHDD. ISSN

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

Kiani:2021:MLE

[KDLP21] Pirouz Kiani, Elaine S. Do dsw orth, A. B. P

. Lev er, and

William J. Pietro. Mo deling ligand electro c hemical param-

eters b y repulsion-corrected eigen v alues. Journal of Computa-

tional Chemistry, 42(17):1236–1242, June 30, 2021. CODEN

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

Kumar:2022:PML

[KDP

+

22] Siv akumar Prasan th Kumar, Nandan Y. Dixit, Chirag N. P a-

tel, Rak esh M. Ra w al, and Himansh u A. P andy a. PharmRF: a

mac hine-learning scoring function to iden tify the b est protein-

ligand complexes for structure-based pharmacophore screen-

ing with high enric hmen ts. Journal of Computational Chem-

istry, 43(12):847–863, Ma y 5, 2022. CODEN JCCHDD. ISSN

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

Karac hi:2023:BC

[KE23a] Sara Sadat Karac hi and Kiamars Esk andari. Bac k co v er. Jour-

nal of Computational Chemistry, 44(9):C4, April 5, 2023. CO-

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

tronic).

Karac hi:2023:BHS

[KE23b] Sara Sadat Karac hi and Kiamars Esk andari. Bonding in the

high spin lithium clusters: Non-n uclear attractors pla y a cru-

cial role. Journal of Computational Chemistry, 44(9):962–968,

April 5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Krog:2023:MCA

[KEK23] Dan Krog, Martin B. Enghoff, and Christoph K¨ ohn. A Mon te

Carlo approac h to study the effect of ions on the n ucleation of

sulfuric acid-w ater clusters. Journal of Computational Chem-

istry, 44(13):1250–1262, Ma y 15, 2023. CODEN JCCHDD.

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

Klein:2021:NIC

[KFLP21] Johanna Klein, P aul Fleurat-Lessard, and Julien Pilm ´ e. New

insigh ts in c hemical reactivit y from quan tum c hemical top ol-

ogy . Journal of Computational Chemistry, 42(12):840–854,

Ma y 5, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Kla ja:2020:CI

[KFTB20a] Osk ar Kla ja, James A. F rank, Dirk T rauner, and Ana-Nicoleta

Bondar. Co v er image. Journal of Computational Chemistry,

41(27):C1, Octob er 15, 2020. CODEN JCCHDD. ISSN 0192-

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

Kla ja:2020:PEF

[KFTB20b] Osk ar Kla ja, James A. F rank, Dirk T rauner, and Ana-Nicoleta

Bondar. P oten tial energy function for a photo-switc hable lipid

molecule. Journal of Computational Chemistry, 41(27):2336–

2351, Octob er 15, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Khire:2023:DT A

[K G23] Sub o dh S. Khire and Shridhar R. Gadre. Dev elopmen t and

testing of an algorithm for efficien t MP2/CCSD(T) energy

estimation of molecular clusters with the 2-b o dy approac h.

Journal of Computational Chemistry, 44(3):261–267, Jan uary

30, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Kw apien:2021:I IE

[K GD

+

21] Karolina Kw apien, Lauren t Ga v ara, Jean-Denis Do cquier,

Doroth ´ ee Berthomieu, Jean-F ran¸ cois Hernandez, and Nohad

Gresh. In termolecular in teractions of the extended recognition

site of VIM-2 metallo-β -lactamase with 1,2,4-triazole-3-thione

inhibitors. V alidations of a p olarizable molecular mec hanics

p oten tial b y ab initio QC. Journal of Computational Chem-

istry, 42(2):86–106, Jan uary 15, 2021. CODEN JCCHDD.

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

Kha jehpasha:2021:NST

[K GG21] Ehsan Rahmatizad Kha jehpasha, Stefan Go edec k er, and

S. Alireza Ghasemi. New stron tium titanate p olymorphs un-

der high pressure. Journal of Computational Chemistry, 42

(10):699–705, April 15, 2021. CODEN JCCHDD. ISSN 0192-

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

Kar:2021:AF A

[K GS

+

21] Moumita Kar, A tish Ghosh, Ritabrata Sark ar, Sougata P al,

and Pranab Sark ar. Arene and functionalized arene based t w o

dimensional organic-inorganic h ybrid p ero vskites for photo-

v oltaic applications. Journal of Computational Chemistry, 42

(27):1982–1990, Octob er 15, 2021. CODEN JCCHDD. ISSN

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

Katsyuba:2022:CAS

[K GS

+

22] Sergey A. Katsyuba, T atiana P

. Gerasimo v a, Sebastian

Spic her, F abian Bohle, and Stefan Grimme. Computer-aided

sim ulation of infrared sp ectra of ethanol conformations in gas,

liquid and in CCl

4 solution. Journal of Computational Chem-

istry, 43(4):279–288, F ebruary 5, 2022. CODEN JCCHDD.

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

Kogut:2021:PCG

[K GTL21] Mateusz Kogut, Zhou Gong, Ch un T ang, and Adam Liw o.

Pseudop oten tials for coarse-grained cross-link-assisted mo del-

ing of protein structures. Journal of Computational Chem-

istry, 42(29):2054–2067, No v em b er 5, 2021. CODEN JC-

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

Kirkland:2023:CIF

[KJV23] Justin K. Kirkland, Sophia K. Johnson, and Konstan tinos D.

V ogiatzis. Computational in v estigation of functionalized car-

b enes on dinitrogen activ ation. Journal of Computational

Chemistry, 44(7):832–842, Marc h 15, 2023. CODEN JC-

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

Kraus:2022:TIG

[KK22a] Jak ob Kraus and Jens Kortus. A theoretical in v estigation in to

gallic acid p yrolysis. Journal of Computational Chemistry, 43

(15):1023–1032, June 5, 2022. CODEN JCCHDD. ISSN 0192-

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

Kro eger:2022:CI

[KK22b] Asja A. Kro eger and Amir Karton. Co v er image. Journal of

Computational Chemistry, 43(2):i, Jan uary 15, 2022. CODEN

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

Kro eger:2022:GIP

[KK22c] Asja A. Kro eger and Amir Karton. Graphene-induced pla-

narization of cyclo o ctatetraene deriv ativ es. Journal of Compu-

tational Chemistry, 43(2):96–105, Jan uary 15, 2022. CODEN

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

Kido:2023:CHL

[KK23] Ken taro Kido and Masashi Kanek o. Conformation, h ydration,

and ligand exc hange pro cess of ruthenium nitrosyl complexes

in aqueous solution: F ree-energy calculations b y a com bina-

tion of molecular-orbital theories and differen t solv en t mo dels.

Journal of Computational Chemistry, 44(4):546–558, F ebruary

5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Kotaru:2023:MEI

[KKAK23] Saikiran Kotaru, Sv en K¨ ahler, Maristella Alessio, and Anna I.

Krylo v. Magnetic exc hange in teractions in bin uclear and

tetran uclear iron(I I I) complexes describ ed b y spin-flip DFT

and Heisen b erg effectiv e Hamiltonians. Journal of Computa-

tional Chemistry, 44(3):367–380, Jan uary 30, 2023. CODEN

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

Kasp er:2020:NTO

[KL20] Joseph M. Kasp er and Xiaosong Li. Natural transition orbitals

for complex t w o-comp onen t excited state calculations. Jour-

nal of Computational Chemistry, 41(16):1557–1563, June 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Klo o:2022:CSI

[Klo22] Lars Klo o. On closed-shell in teractions b et w een hea vy main-

group elemen ts. Journal of Computational Chemistry, 43(29):

1985–1996, No v em b er 5, 2022. CODEN JCCHDD. ISSN 0192-

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

Kognole:2022:PCG

[KLP

+

22] Abhishek A. Kognole, Jumin Lee, Sang-Jun P ark, Sunh w an

Jo, P a y al Chatterjee, Justin A. Lemkul, Jing Huang, Alexan-

der D. MacKerell, Jr., and W onpil Im. CHARMM-GUI Drude

prepp er for molecular dynamics sim ulation using the classical

Drude p olarizable force field. Journal of Computational Chem-

istry, 43(5):359–375, F ebruary 15, 2022. CODEN JCCHDD.

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

Kim:2023:BHA

[KLZ

+

23] Seonghan Kim, Yi Liu, Matthew Ziarnik, Sang jae Seo, Yi-

w ei Cao, X. F rank Zhang, and W onpil Im. Binding of h uman

A CE2 and RBD of omicron enhanced b y unique in teraction

patterns among SARS-CoV-2 v arian ts of concern. Journal of

Computational Chemistry, 44(4):594–601, F ebruary 5, 2023.

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

tronic).

Kanamaru:2022:F AE

[KM22] Y uki Kanamaru and T oru Matsui. F actor analysis of error

in o xidation p oten tial calculation: a mac hine learning study .

Journal of Computational Chemistry, 43(22):1504–1512, Au-

gust 15, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Kapak a y ala:2021:BCS

[KN21] Anji Babu Kapak a y ala and Nisan th N. Nair. Bo osting the

conformational sampling b y com bining replica exc hange with

solute temp ering and w ell-sliced metadynamics. Journal of

Computational Chemistry, 42(31):2233–2240, Decem b er 5,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ko ehl:2021:PEN

[K OD21] P atrice Ko ehl, Henri Orland, and Marc Delarue. P arame-

terizing elastic net w ork mo dels to capture the dynamics of

proteins. Journal of Computational Chemistry, 42(23):1643–

1661, Septem b er 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Koput:2022:ICA

[Kop22a] Jacek Koput. Ab initio c haracterization of the alumin um

dimer in its X

3

Π

u and A

3

Σ

−

g electronic states. Journal of

Computational Chemistry, 43(14):986–993, Ma y 30, 2022. CO-

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

tronic).

Kusumoto:2020:SIA

[KUNT20] Miyu Kusumoto, Kaori Ueno-Noto, and Keik o T ak ano. Sys-

tematic in teraction analysis of an ti-h uman imm uno deficiency

virus T yp e-1 neutralizing an tib o dies with high mannose gly-

cans using fragmen t molecular orbital and molecular dynamics

metho ds. Journal of Computational Chemistry, 41(1):31–42,

Jan uary 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Kaur:2022:LSH

[KW22] Aish v ary adeep Kaur and Da vid J. D. Wilson. Ligand-

stabilized heteron uclear diatomics of group 13 and 15. Journal

of Computational Chemistry, 43(29):1964–1977, No v em b er 5,

2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Kanemaru:2023:SEF

[KWYN23] Ko dai Kanemaru, Y oshihiro W atanab e, Norio Y oshida, and

Haruyuki Nak ano. Solv en t effects in four-comp onen t rel-

ativistic electronic structure theory based on the reference

in teraction-site mo del. Journal of Computational Chemistry,

44(1):5–14, Jan uary 5, 2023. CODEN JCCHDD. ISSN 0192-

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

Kumar:2020:FSP

[KYM20] Anmol Kumar, Ozge Y oluk, and Alexander D. MacKerell

Jr. FFP aram: Standalone pac k age for CHARMM additiv e

and Drude p olarizable force field parametrization of small

molecules. Journal of Computational Chemistry, 41(9):958–

970, April 5, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Kac k a-Zyc h:2021:UMM

[KZJ21] Agnieszk a Kac k a-Zyc h and Radomir Jasi ´ nski. Understanding

the molecular mec hanism of γ -elimination of nitrous acid in

the framew ork of the molecular electron densit y theory

. Jour-

nal of Computational Chemistry, 42(17):1195–1203, June 30,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Kac k a-Zyc h:2022:MAS

[KZJ22] Agnieszk a Kac k a-Zyc h and Radomir Jasi ´ nski. Mec hanistic as-

p ects of the syn thesis of sev en-mem b ered in ternal nitronates

via step wise [4 + 3] cycloaddition in v olving conjugated ni-

troalk enes: Molecular Electron Densit y Theory computational

study

. Journal of Computational Chemistry, 43(18):1221–

1228, July 5, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Kelic h:2023:BPS

[KZO

V23] P a y am Kelic h, Huanh uan Zhao, Jose R. Orona, and Lela

V uk o vi’c. BinderSpace: a pac k age for sequence space analyses

for datasets of affinit y-selected oligon ucleotides and p eptide-

based molecules. Journal of Computational Chemistry, 44(22):

1836–1844, August 15, 2023. CODEN JCCHDD. ISSN 0192-

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

Khakimo v:2022:TTC

[KZP22] Dmitry V. Khakimo v, Victor P

. Zeleno v, and T at y ana S. Piv-

ina. Di- and trio xides of triazolotetrazine: Computational pre-

diction of crystal structures and estimation of ph ysico c hemical

c haracteristics. Journal of Computational Chemistry, 43(11):

778–784, April 30, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Lev:2020:SIC

[LA20] Bogdan Lev and T ob y W. Allen. Sim ulating ion c hannel ac-

tiv ation mec hanisms using sw arms of tra jectories. Journal of

Computational Chemistry, 41(5):387–401, F ebruary 15, 2020.

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

tronic).

Lu:2023:SMW

[LAM

+

23] Hui Lu, Alireza Azizi, Xiao P eng Mi, Y u W enjing, Y ut-

ing P eng, Tianlv Xu, Herb ert F r ¨ uc h tl, T anja v an Mourik,

Stev en R. Kirk, and Saman tha Jenkins. Scoring molecular

wires sub ject to an ultrafast laser pulse for molecular elec-

tronic devices. Journal of Computational Chemistry, 44(21):

1776–1785, August 5, 2023. CODEN JCCHDD. ISSN 0192-

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

Laun:2021:BCC

[LB21] Joac him Laun and Thomas Bredo w. BSSE-corrected consis-

ten t Gaussian basis sets of triple-zeta v alence with p olarization

qualit y of the sixth p erio d for solid-state calculations. Jour-

nal of Computational Chemistry, 42(15):1064–1072, June 5,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Laun:2022:BCC

[LB22] Joac him Laun and Thomas Bredo w. BSSE-corrected consis-

ten t Gaussian basis sets of triple-zeta v alence with p olarization

qualit y of the fifth p erio d for solid-state calculations. Journal

of Computational Chemistry, 43(12):839–846, Ma y 5, 2022.

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

tronic).

Long:2022:ERP

[LBH

+

22] Dann y K. Long, W olfgang Bangerth, Derek R. Handw-

erk, Christopher B. Whitehead, P atric k D. Shipman, and

Ric hard G. Fink e. Estimating reaction parameters in

mec hanism-enabled p opulation balance mo dels of nanoparti-

cle size distributions: a Ba y esian in v erse problem approac h.

Journal of Computational Chemistry, 43(1):43–56, Jan uary 5,

2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lu:2022:IGM

[LC22] Tian Lu and Qinxue Chen. Indep enden t gradien t mo del based

on Hirshfeld partition: a new metho d for visual study of in ter-

actions in c hemical systems. Journal of Computational Chem-

istry, 43(8):539–555, Marc h 30, 2022. CODEN JCCHDD.

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

Laplaza:2021:OEN

[LCC

+

21] Rub ´ en Laplaza, Carlos C´ ardenas, P atric k Chaquin, Julia

Con treras-Garc ´ ıa, and P aul W. Ay ers. Orbital energies and

n uclear forces in DFT: In terpretation and v alidation. Jour-

nal of Computational Chemistry, 42(5):334–343, F ebruary 15,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lop ez-Carballeira:2021:NPI

[LCP21] Diego L´ op ez-Carballeira and T om´ as P olcar. A new proto col

for the iden tification of singlet fission sensitizers through com-

putational screening. Journal of Computational Chemistry, 42

(31):2241–2249, Decem b er 5, 2021. CODEN JCCHDD. ISSN

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

Luise:2022:MSP

[LDT

+

22] Da vide Luise, Massimo Christian D’Alterio, Gio v anni T a-

larico, Ilaria Ciofini, and F r ´ ed ´ eric Labat. Mo deling the sp ec-

tral prop erties of p oly(x-phen ylenediamine) conducting p oly-

mers using a com bined TD-DFT and electrostatic em b edding

approac h. Journal of Computational Chemistry, 43(30):2001–

2008, No v em b er 15, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Lourenco:2021:MDS

[LEP

+

21] T uanan C. Louren¸ co, Mahsa Ebadi, Matthew J. P anzer,

Daniel Brandell, and Luciano T. Costa. A molecular dy-

namics study of a fully zwitterionic cop olymer/ionic liquid-

based electrolyte: Li

+

transp ort mec hanisms and ionic in ter-

actions. Journal of Computational Chemistry, 42(23):1689–

1703, Septem b er 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Liu:2021:AAS

[LGC21] Xiaorong Liu, Xiping Gong, and Jianhan Chen. Accelerating

atomistic sim ulations of proteins using m ultiscale enhanced

sampling with indep enden t temp ering. Journal of Computa-

tional Chemistry, 42(5):358–364, F ebruary 15, 2021. CODEN

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

Lian:2020:AMD

[LGD

+

20] P eng Lian, Luanjing Guo, Deepa Dev ara jan, Jerry M. P arks,

Scott L. P ain ter, Scott C. Bro oks, and Jerem y C. Smith. The

A QUA-MER databases and aqueous sp eciation serv er: a w eb

resource for m ultiscale mo deling of mercury sp eciation. Jour-

nal of Computational Chemistry, 41(2):147–155, Jan uary 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lamine:2022:TER

[LGJF22] W alid Lamine, F r ´ ed ´ eric Gu ´ egan, F ran¸ cois J ´ er^ ome, and Gilles

F rapp er. Theoretical exploration of the reactivit y of cellulose

mo dels under non-thermal plasma conditions-mec hanistic and

NBO studies. Journal of Computational Chemistry, 43(20):

1334–1341, July 30, 2022. CODEN JCCHDD. ISSN 0192-

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

Lefrancois-Gagnon:2020:TUS

[LGM20] Kevin M. Lefran¸ cois-Gagnon and Rob ert C. Ma whinney . T o-

w ard univ ersal substituen t constan ts: Mo del c hemistry sen-

sitivit y of descriptors from the quan tum theory of atoms in

molecules. Journal of Computational Chemistry, 41(29):2485–

2503, No v em b er 2020. CODEN JCCHDD. ISSN 0192-8651

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

Lefrancois-Gagnon:2022:TUS

[LGM22] Kevin M. Lefrancois-Gagnon and Rob ert C. Ma whinney . T o-

w ard univ ersal substituen t constan ts: T ransferabilit y of group

descriptors from the quan tum theory of atoms in molecules.

Journal of Computational Chemistry, 43(4):265–278, F ebru-

ary 5, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Li:2021:TNS

[LHC

+

21] F eng Li, W eib o Han, Zhi Cao, Shilei Ji, Haiyun W ang, Lixia

W ang, Hong W u, Y uping Zh u, and Y ong Pu. Tw o no v el semi-

conducting b

2

CO monola y ers with high carrier mobilities.

Journal of Computational Chemistry, 42(28):2024–2030, Oc-

tob er 30, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Luy:2023:BCI

[LHG

+

23] Jan-Niclas Luy , P ascal Henk el, Daniel Grig janis, Jannis Jung,

Doreen Mollenhauer, and Ralf T onner-Zec h. Bonding c harac-

ter of in termediates in on-surface Ullmann reactions rev ealed

with energy decomp osition analysis. Journal of Computational

Chemistry, 44(3):179–189, Jan uary 30, 2023. CODEN JC-

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

Lee:2021:PPB

[LHH

+

21] In Seong Lee, Jong-Kw on Ha, Daeho Han, T ae In Kim,

Sung W o ok Mo on, and Seung Kyu Min. PyUNIxMD:

a Python-based excited state molecular dynamics pac k-

age. Journal of Computational Chemistry, 42(24):1755–1766,

Septem b er 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Lourenco:2023:GGA

[LHH

+

23] Maicon Pierre Louren¸ co, Jir ´ ı Hostas, Lizandra Barrios Her-

rera, P atrizia Calaminici, Andreas M. K¨ oster, Alain Tc ha-

gang, and Dennis R. Salah ub. GAMaterial — a genetic-

algorithm soft w are for material design and disco v ery . Journal

of Computational Chemistry, 44(7):814–823, Marc h 15, 2023.

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

tronic).

Lin:2020:IMC

[LJ20] F ang-Y u Lin and Alexander D. MacKerell Jr. Impro v ed mo d-

eling of cation–π and anion-ring in teractions using the Drude

p olarizable empirical force field for proteins. Journal of Com-

putational Chemistry, 41(5):439–448, F ebruary 15, 2020. CO-

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

tronic).

Lu:2023:HOS

[LJW

+

23] Jun-Bo Lu, Xue-Lian Jiang, Jia-Qi W ang, Han-Shi Hu,

W. H. Eugen Sc h w arz, and Jun Li. On the highest o xidation

states of the actinoids in AnO

4 molecules (An = Ac–Cm): a

DMR G-CASSCF study

. Journal of Computational Chemistry,

44(3):190–198, Jan uary 30, 2023. CODEN JCCHDD. ISSN

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

Lesk ouro v a:2022:ECH

[LK22] Aneta Lesk ouro v´ a and Mic hal H. Kol´ ar. The effect of off-cen ter

σ -hole on the atom-cen tered partial c harges in halogenated

molecules. Journal of Computational Chemistry, 43(12):864–

869, Ma y 5, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Levina:2022:KET

[LKA

T22] Elena O. Levina, Maria G. Khreno v a, Andrey A. Astakho v,

and Vladimir G. Tsirelson. Keto-enol tautomerism from the

electron delo calization p ersp ectiv e. Journal of Computational

Chemistry, 43(15):1000–1010, June 5, 2022. CODEN JC-

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

Lefeb vre:2023:IPI

[LKK

+

23] C. Lefeb vre, J. Klein, H. Khartabil, J.-C. Boisson, and

E. H ´ enon. IGMPlot: a program to iden tify , c haracterize, and

quan tify molecular in teractions. Journal of Computational

Chemistry, 44(20):1750–1766, July 30, 2023. CODEN JC-

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

Larsson:2020:MTC

[LKM20] P er Larsson, Rosita C. Kneiszl, and Erik G. Marklund.

MkVsites: a to ol for creating GR OMA CS virtual sites param-

eters to increase p erformance in all-atom molecular dynam-

ics sim ulations. Journal of Computational Chemistry, 41(16):

1564–1569, June 15, 2020. CODEN JCCHDD. ISSN 0192-

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

Levina:2021:ERE

[LKT21] Elena O. Levina, Maria G. Khreno v a, and Vladimir G.

Tsirelson. The explicit role of electron exc hange in the h ydro-

gen b onded molecular complexes. Journal of Computational

Chemistry, 42(12):870–882, Ma y 5, 2021. CODEN JCCHDD.

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

Lai:2021:NGC

[LL21a] San Kiong Lai and Chong Chiat Lim. Neutral gold clusters

studied b y the isothermal Bro wnian-t yp e molecular dynam-

ics and metadynamics molecular dynamics sim ulations. Jour-

nal of Computational Chemistry, 42(5):310–325, F ebruary 15,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lub ec k a:2021:EAE

[LL21b] Emilia A. Lub ec k a and Adam Liw o. ESCASA: Analytical

estimation of atomic co ordinates from coarse-grained geome-

try for n uclear-magnetic-resonance-assisted protein structure

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

tronic).

Li:2022:SPI

[L WF

+

22] Y unzhi Li, Dong W ang, F ang jia F u, Qiying Xia, W ei Li, and

Sh uh ua Li. Structures and prop erties of ionic crystals and

condensed phase ionic liquids predicted with the generalized

energy-based fragmen tation metho d. Journal of Computa-

tional Chemistry, 43(10):704–716, April 15, 2022. CODEN

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

Luise:2021:MUV

[L WLC21] Da vide Luise, Liam Wilbraham, F r ´ ed ´ eric Labat, and Ilaria

Ciofini. Mo deling UV-Vis sp ectra of lo w dimensional materi-

als using electrostatic em b edding: The case of CdSe. Jour-

nal of Computational Chemistry, 42(17):1212–1224, June 30,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Liu:2022:GES

[LXP

+

22] Dong Liu, Song Xu, Gerui P ei, Jianzhi Xu, Xin tian Zhao,

Ch uncai Kong, Zhimao Y ang, and T ao Y ang. Geometries,

electronic structures, and b onding prop erties of endohedral

group-14 Zin tl clusters TM@E

10

(TM = F e, Co, Ni; E = Ge,

Sn, Pb). Journal of Computational Chemistry, 43(12):828–

838, Ma y 5, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Lee:2023:GHP

[L YKS23] Changso o Lee, Jinsol Y ang, Sohee Kw on, and Chaok Seok.

GalaxyDock2-HEME: Protein-ligand do c king for heme proteins.

Journal of Computational Chemistry, 44(14):1369–1380, Ma y

30, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Li:2022:NGQ

[L YX

+

22] Zi Li, Y ong Y ang, Tianlv Xu, Herb ert F r ¨ uc h tl, T anja v an

Mourik, Martin J. P aterson, Y asuteru Shigeta, Stev en R. Kirk,

and Saman tha Jenkins. Next generation quan tum theory of

atoms in molecules for the design of emitters exhibiting ther-

mally activ ated dela y ed fluorescence with laser irradiation.

Journal of Computational Chemistry, 43(3):206–214, Jan uary

30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Li:2023:FIS

[LZW

+

23] Hongmin Li, Y angyu Zhou, Guanjun W ang, Xiao qing Zeng,

and Mingfei Zhou. F ormation and infrared sp ectroscopic c har-

acterization of carb on sub o xide complexes TM-η

1

-C

3

O

2 and

the inserted k eten ylidene complexes OCTMCCO (TM = Cu,

Ag, Au) in solid neon. Journal of Computational Chemistry,

44(3):129–137, Jan uary 30, 2023. CODEN JCCHDD. ISSN

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

Mitsuta:2023:CWN

[MA23a] Y uki Mitsuta and T oshio Asada. Curv ature-w eigh ted n udged

elastic band metho d using the Riemann curv ature. Journal of

Computational Chemistry, 44(5):662–669, F ebruary 15, 2023.

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

tronic).

Mitsuta:2023:NES

[MA23b] Y uki Mitsuta and T oshio Asada. Nudged elastic stiffness

band metho d: a metho d to solv e kinks problems of reac-

tion paths. Journal of Computational Chemistry, 44(23):1884–

1897, Septem b er 5, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Martinez-Ara y a:2022:ASC

[MAI22] Jorge I. Mart ´ ınez-Ara y a and Rafael Islas. Analysis in silico of

c hemical reactivit y emplo ying the lo cal h yp er-softness in some

classic aromatic comp ounds, b oron aromatic clusters and all-

metal aromatic clusters. Journal of Computational Chemistry,

43(1):29–42, Jan uary 5, 2022. CODEN JCCHDD. ISSN 0192-

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

Melse:2023:BBF

[MAKZ23] Okk e Melse, Iris An tes, Ville R. I. Kaila, and Martin

Zac harias. Benc hmarking biomolecular force field-based Zn

2+

for mono- and bimetallic ligand binding sites. Journal of Com-

putational Chemistry, 44(8):912–926, Marc h 30, 2023. CO-

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

tronic).

Martinez-Ara y a:2021:DPR

[MAM21] Jorge I. Mart ´ ınez-Ara y a and Christophe Morell. The densit y

p olarization rev eals directions of electron displacemen ts due to

the substituen t effect: Analysis p erformed on a metal-organic

Mo-Oxo catalyst. Journal of Computational Chemistry, 42

(16):1118–1125, June 15, 2021. CODEN JCCHDD. ISSN

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

Maltsev:2023:ICI

[MAM

+

23] Maxim A. Maltsev, Sv etlana A. Akseno v a, Igor V. Morozo v,

Y ury Minenk o v, and Evgenia L. Osina. Ab initio calculations

of the in teraction p oten tials and thermo dynamic functions for

ArN and ArN

+

. Journal of Computational Chemistry, 44(12):

1189–1198, Ma y 5, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Muth usiv ara jan:2020:RAR

[MAP

+

20] Ra jara jesw ari Muth usiv ara jan, William J. Allen, Ashok D.

P ehere, Konstan tin V. Sok olo v, and Da vid F uen tes. Role of

alkylated residues in the tetrap eptide self-assem bly — a molec-

ular dynamics study

. Journal of Computational Chemistry, 41

(31):2634–2640, Decem b er 5, 2020. CODEN JCCHDD. ISSN

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

Marti:2021:QQA

[Mar21] Sergio Mart ´ ı. QMCub e (QM

3

): an all-purp ose suite for m ulti-

scale QM/MM calculations. Journal of Computational Chem-

istry, 42(6):447–457, Marc h 5, 2021. CODEN JCCHDD. ISSN

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

Mro v ec:2021:DF O

[MB21] Martin Mro v ec and J. A. Berger. A diagonalization-free

optimization algorithm for solving Kohn–Sham equations of

closed-shell molecules. Journal of Computational Chemistry,

42(7):492–504, Marc h 15, 2021. CODEN JCCHDD. ISSN

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

Morera-Boado:2023:IEC

[MBBU23] Cercis Morera-Boado and Margarita I. Bernal-Uruc h urtu. In-

teraction energy of Cl

2 and Br

2 with H

2

O: Exc hange, disp er-

sion and densit y the crucial ingredien ts. Journal of Computa-

tional Chemistry, 44(10):1073–1087, April 15, 2023. CODEN

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

McCutc heon:2023:AMC

[MC23] Jessica N. McCutc heon and D. Allen Clab o, Jr. An atoms-

in-molecules c haracterization of the nature of the O–O b ond

in p ero xides and nitro xide dimers. Journal of Computational

Chemistry, 44(13):1278–1290, Ma y 15, 2023. CODEN JC-

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

Munoz-Castro:2022:BCN

[MCD22] Alv aro Mu ~ noz-Castro and H. V. Rasik a Dias. Bonding

and

13

C-NMR prop erties of coinage metal tris(eth ylene) and

tris(norb ornene) complexes: Ev aluation of the role of relativis-

tic effects from DFT calculations. Journal of Computational

Chemistry, 43(27):1848–1855, Octob er 15, 2022. CODEN JC-

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

Minenk o v:2023:ICB

[MCP23] Y ury Minenk o v, Luigi Ca v allo, and Kirk A. P eterson. Influ-

ence of the complete basis set appro ximation, tigh t w eigh ted-

core, and diffuse functions on the DLPNO-CCSD(T1) at-

omization energies of neutral H,C,O-comp ounds. Journal of

Computational Chemistry, 44(5):687–696, F ebruary 15, 2023.

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

tronic).

Madab eni:2020:CMB

[MDO

+

20] Andrea Madab eni, Marco Dalla Tiezza, F olorunsho Brigh t

Omage, P ablo Andrei Nogara, Marco Bortoli, Jo~ ao Batista T eix-

eira Ro c ha, and Laura Orian. Chalcogen-mercury b ond forma-

tion and disruption in mo del Rab enstein’s reactions: a com-

putational analysis. Journal of Computational Chemistry, 41

(23):2045–2054, Septem b er 5, 2020. CODEN JCCHDD. ISSN

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

Milanez:2023:SSL

[MdSJ

+

23] Bruno D. Milanez, Gusta v o M. dos San tos, Max Pinheiro Jr,

Leonardo T. Ueno, Luiz F. A. F err~ ao, Adelia J. A. Aquino,

Hans Lisc hk a, and F rancisco B. C. Mac hado. Structural stabil-

it y and the lo w-lying singlet and triplet states of BN-n-acenes,

n = 1–7. Journal of Computational Chemistry, 44(6):755–765,

Marc h 5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Matv eev a:2022:EMF

[MEKH22] Regina Matv eev a, Merete F alc k Eric hsen, Henrik Ko c h, and

Ida-Marie Høyvik. The effect of midb ond functions on in terac-

tion energies computed using MP2 and CCSD(T). Journal of

Computational Chemistry, 43(2):121–131, Jan uary 15, 2022.

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

tronic).

Malloum:2020:LSA

[MF C20] Alhadji Malloum, Jean J. Fifen, and Jeanet Conradie. Large-

sized ammonia clusters and solv ation energies of the proton in

ammonia. Journal of Computational Chemistry, 41(1):21–30,

Jan uary 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Medv es:2022:ODF

[MFS22] Marco Medv es, Gio v anna F ronzoni, and Mauro Stener. Op-

timization of densit y fitting auxiliary Slater-t yp e basis func-

tions for time-dep enden t densit y functional theory

. Journal

of Computational Chemistry, 43(28):1923–1935, Octob er 30,

2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Marcisz:2022:ESR

[MGB

+

22] Mateusz Marcisz, Margrethe Gaardløs, Krzysztof K. Bo jarski,

Till Sieb enmorgen, Martin Zac harias, and Sergey A. Sam-

sono v. Explicit solv en t repulsiv e scaling replica exc hange

molecular dynamics (RS-REMD) in molecular mo deling of

protein-glycosaminoglycan complexes. Journal of Computa-

tional Chemistry, 43(24):1633–1640, Septem b er 15, 2022. CO-

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

tronic).

Merzoud:2021:UID

[MGCM21] Lynda Merzoud, F r ´ ed ´ eric Gu ´ egan, Henry Chermette, and

Christophe Morell. Understanding the in termolecular Diels–

Alder cycloaddition promotion: Activ ation strain mo del/

energy decomp osition analysis mo del and conceptual den-

sit y functional theory viewp oin ts. Journal of Computational

Chemistry, 42(19):1364–1372, July 15, 2021. CODEN JC-

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

Miy amoto:2020:SER

[MH20] Masa y a Miy amoto and Masahik o Hada. Surface-enhanced Ra-

man scattering of M

2

-p yrazine-M

2

(M = Cu, Ag, Au): Analy-

sis b y natural p erturbation orbitals and densit y functional the-

ory functional dep endence. Journal of Computational Chem-

istry, 41(17):1628–1637, June 30, 2020. CODEN JCCHDD.

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

Macedo:2022:PEC

[MH22] Gabriel Kossak a Macedo and Rob erto Luiz Andrade Haiduk e.

The p erformance of exc hange-correlation functionals in de-

scribing electron densit y parameters of saddle p oin t structures

along c hemical reactions. Journal of Computational Chem-

istry, 43(27):1830–1838, Octob er 15, 2022. CODEN JCCHDD.

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

Melin:2023:TPP

[MHA

+

23] Timoth ´ e R. L. Melin, Preston Harell, Betoul Ali, Narasimhan

Loganathan, and Angela K. Wilson. Thermo c hemistry of p er-

and p olyfluoroalkyl substances. Journal of Computational

Chemistry, 44(4):570–580, F ebruary 5, 2023. CODEN JC-

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

Mishima:2023:OKH

[MIK

+

23] Hirok azu Mishima, Y ukihiro Itoh, T ak ashi Kurohara, T ak a y oshi

Suzuki, Nao y a Asada, Ken ic hi Kusak ab e, and Y uk o Ok amoto.

Origin of the kinetic HD A C2-selectivit y of an HD A C inhibitor.

Journal of Computational Chemistry, 44(18):1604–1609, July

5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Milo v ano vic:2021:SLC

[Mil21] Milan Milo v ano vi ´ c. Small lithium-c hloride clusters: Sup eral-

k alis, sup erhalogens, sup ersalts and nano crystals. Journal of

Computational Chemistry, 42(26):1895–1904, Octob er 5, 2021.

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

tronic).

Minh:2020:A GD

[Min20] Da vid D. L. Minh. Alc hemical Grid Do c k (AlGDo c k): Binding

free energy calculations b et w een flexible ligands and rigid re-

ceptors. Journal of Computational Chemistry, 41(7):715–730,

Marc h 15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Muy a:2021:SSB

[MIP

+

21] Jules Tshishim bi Muy a, Bienfait Kabuy a y a Isam ura, Issofa

P atouossa, Minh Tho Nguy en, and Arnout Ceulemans. Struc-

ture, stabilit y and b onding of the leapfrog B

0,±1,±2

24

. Journal

of Computational Chemistry, 42(2):72–80, Jan uary 15, 2021.

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

tronic).

Maraf:2022:DRM

[MIP

+

22] Mbah Bak e Maraf, Adjieufac k Ab el Idrice, Man w al A. Mek-

oung P ´ elagie, Auguste Ab ouem A. Zin tc hem, Gouet Bebga,

Lydia Rh yman, Mb ouom b ouo Ndassa Ibrahim, and P onnadu-

rai Ramasami. Deco ding the reaction mec hanism of the cyclo-

condensation of eth yl acetate2-o xo-2-(4-o xo-4 H -p yrido [1.2-a]

p yrimidin-3-yl) p oly azahetero cycle and eth ylenediamine using

b ond ev olution theory

. Journal of Computational Chemistry,

43(14):972–985, Ma y 30, 2022. CODEN JCCHDD. ISSN 0192-

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

Mondal:2023:SSS

[MJS

+

23] Suk an ta Mondal, Gourhari Jana, Heman t K. Sriv asta v a,

Garik apati N. Sastry

, and Pratim Kumar Chattara j. Structure

and stabilit y of the sH binary h ydrate ca vit y and host-guest

v ersus guest-guest in teractions therein: a DFT approac h.

Journal of Computational Chemistry, 44(15):1446–1453, June

5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Monro e:2022:USM

[MK22a] Lyman Monro e and Daisuk e Kihara. Using steered molecular

dynamic tension for assessing qualit y of computational protein

structure mo dels. Journal of Computational Chemistry, 43

(17):1140–1150, June 30, 2022. CODEN JCCHDD. ISSN

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

functional theory study

. Journal of Computational Chemistry,

42(27):1920–1928, Octob er 15, 2021. CODEN JCCHDD. ISSN

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

Mancera:2020:D AR

[MNZGO

+

20] Jennifer P aola Hern´ andez Mancera, F rancisco N ´ u ~ nez-Zarur,

Soledad Guti ´ errez-Oliv a, Alejandro T oro-Labb ´ e, and Ricardo

Viv as-Rey es. Diels–Alder reaction mec hanisms of substituted

c hiral an thracene: a theoretical study based on the reaction

force and reaction electronic flux. Journal of Computational

Chemistry, 41(23):2022–2032, Septem b er 5, 2020. CODEN

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

Muhasina:2023:VR T

[MP23] Puthan V eetil Muhasina and P attiyil P aramesw aran. σ v er-

sus π -radical: T uning the electronic nature of neutral carb on

(I) comp ounds with three non-b onding electrons. Journal of

Computational Chemistry, 44(3):422–431, Jan uary 30, 2023.

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

tronic).

Mendanha:2021:MDS

[MPOC21] Karinna Mendanha, Ric hard Costa Prado, Leonardo Bruno As-

sis Oliv eira, and Guilherme Colherinhas. Molecular dynamic

sim ulations, GIA

O-NMR and TD-DFT sp ectroscop y analyze

for zwitterionic isoleucine (ILE)

N

, 1 ≤ N ≤ 6, in w ater

solution. Journal of Computational Chemistry, 42(5):344–

357, F ebruary 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Macc hiago dena:2023:RPT

[MPP23] Marina Macc hiago dena, Marco P agliai, and Piero Pro cacci.

NE-RDFE: a proto col and to olkit for computing relativ e dis-

so ciation free energies with GR OMA CS b et w een dissimilar

molecules using bidirectional nonequilibrium dual top ology

sc hemes. Journal of Computational Chemistry, 44(12):1221–

1230, Ma y 5, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Mathea:2022:A V C

[MPR22] Tina Mathea, T aras P etrenk o, and Gun tram Rauh ut. Ad-

v ances in vibrational configuration in teraction theory — part

2: F ast screening of the correlation space. Journal of Com-

putational Chemistry, 43(1):6–18, Jan uary 5, 2022. CODEN

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

Malik:2020:HWS

[MPuS

+

20] Aijaz Ahmad Malik, Ch uleep orn Phan us-ump orn, Nalini

Sc haduangrat, W atshara Sho om buatong, Chartc halerm Isarankura-

Na-Ayudh y a, and Chanin Nan tasenamat. HCVpred: a w eb

serv er for predicting the bioactivit y of hepatitis C virus NS5B

inhibitors. Journal of Computational Chemistry, 41(20):1820–

1834, July 30, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Mifk o vic:2022:CPP

[MPV22] Maleigh Mifk o vic, Jessica P auling, and Sh ubham Vy as. Com-

putational proto col for predicting

19

F NMR c hemical shifts for

PF AS and connection to PF

AS structure. Journal of Compu-

tational Chemistry, 43(20):1355–1361, July 30, 2022. CODEN

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

Mathea:2021:A V C

[MR21] Tina Mathea and Gun tram Rauh ut. Adv ances in vibrational

configuration in teraction theory — part 1: Efficien t calcula-

tion of vibrational angular momen tum terms. Journal of Com-

putational Chemistry, 42(32):2321–2333, Decem b er 15, 2021.

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

tronic).

Mollahosseini:2022:EMI

[MSA22a] Arash Mollahosseini, Shagha y egh Saadati, and Amira Ab-

delrasoul. Effects of m ussel-inspired co-dep osition of 2-

h ydro xymeth yl methacrylate and p oly (2-metho xy eth yl acry-

late) on the h ydrophilicit y and binding tendency of com-

mon hemo dialysis mem branes: Molecular dynamics sim ula-

tions and molecular do c king studies. Journal of Computational

Chemistry, 43(1):57–73, Jan uary 5, 2022. CODEN JCCHDD.

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

Mon ti:2022:CAM

[MSA22b] Marta Mon ti, Mauro Stener, and Massimiliano Asc hi. A com-

putational approac h for mo deling electronic circular dic hroism

of solv ated c hromophores. Journal of Computational Chem-

istry, 43(30):2023–2036, No v em b er 15, 2022. CODEN JC-

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

Mk admh:2021:SID

[MSE

+

21] Ahmed M. Mk admh, Zaki S. Safi, Adnan A. Elkhaldy ,

Ric hard J. Staples, Sa v as Ka y a, and Goncag ¨ ul Serdaroglu.

Syn thesis, iden tification, densit y functional and Hirsh-

feld surface studies of 2,2’-disulfanediylbis(tetrah ydro-4H -

cyclop en ta[d][1,3,2]dio xaphosphole-2-sulfide). Journal of

Computational Chemistry, 42(26):1873–1884, Octob er 5, 2021.

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

tronic).

Martino:2020:CPE

[MSL

+

20] Marta Martino, Andrea Salv adori, F ederico Lazzari, Lorenzo

P aoloni, Sura jit Nandi, Giordano Mancini, Vincenzo Barone,

and Sergio Rampino. Chemical promenades: Exploring

p oten tial-energy surfaces with immersiv e virtual realit y . Jour-

nal of Computational Chemistry, 41(13):1310–1323, Ma y 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Muller:2020:R TT

[MSS20] Carolin M ¨ uller, Manas Sharma, and Marek Sierk a. Real-time

time-dep enden t densit y functional theory using densit y fitting

and the con tin uous fast m ultip ole metho d. Journal of Com-

putational Chemistry, 41(30):2573–2582, No v em b er 15, 2020.

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

tronic).

Mazumder:2023:BBN

[MSYS23] Lakh y a Jy oti Mazumder, Rohan Sharma, F arnaz Y ashmin,

and P ank az Kumar Sharma. Beryllium b onding with noble

gas atoms. Journal of Computational Chemistry, 44(4):644–

655, F ebruary 5, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Maha jan:2019:MCG

[MT19] Subhamo y Maha jan and Tian T ang. Martini coarse-grained

mo del for p oly eth ylenimine. Journal of Computational Chem-

istry, 40(3):607–618, Jan uary 30, 2019. CODEN JCCHDD.

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

[MT20a].

Maha jan:2020:EMC

[MT20a] Subhamo y Maha jan and Tian T ang. Erratum: “Martini

Coarse-Grained Mo del for P oly eth ylenimine” [J. Comput.

Chem. 2019, 40, 607–618, DOI: 10.1002/jcc.25747]. Journal

of Computational Chemistry, 41(18):1730–1734, July 05, 2020.

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

tronic). See [MT19 ].

Mukhopadh y a y:2020:ENR

[MT20b] Roma Mukhopadh y a y and Marat R. T alip o v. Efficien t

Newton–Raphson/singular v alue decomp osition-based opti-

mization sc heme with dynamically up dated critical condition

n um b er for rapid con v ergence of w eigh ted histogram analy-

sis metho d equations. Journal of Computational Chemistry,

41(3):240–246, Jan uary 30, 2020. CODEN JCCHDD. ISSN

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

Maha jan:2021:CMF

[MT21] Subhamo y Maha jan and Tian T ang. Commen t on “Martini

force field for protonated p oly eth yleneimine”. Journal of Com-

putational Chemistry, 42(4):261–263, F ebruary 5, 2021. CO-

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

tronic).

Malcek:2020:CBD

[MVP

+

20] Mic hal Malcek, Barb ora V ´ enoso v´ a, Ingrid Pusk´ aro v´ a, Jozef

Koz ´ ısek, Mari´ an Gall, and Luk´ as Bucinsk ´ y. Co ordination

b onding in dicopp er and dic hromium tetrakis(μ-acetato)-

diaqua complexes: Nature, strength, length, and top ology .

Journal of Computational Chemistry, 41(7):698–714, Marc h

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Mifk o vic:2022:CDH

[MVV22] Maleigh Mifk o vic, Daniel J. V an Ho omissen, and Sh ubham

Vy as. Conformational distributions of helical p erfluoroalkyl

substances and impacts on stabilit y . Journal of Computational

Chemistry, 43(24):1656–1661, Septem b er 15, 2022. CODEN

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

Ma:2020:PPP

[MWK

+

20] He Ma, W ennie W ang, Siy oung Kim, Man-Hin Cheng, Marco

Go v oni, and Giulia Galli. PyCDFT: a Python pac k age for

constrained densit y functional theory

. Journal of Computa-

tional Chemistry, 41(20):1859–1867, July 30, 2020. CODEN

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

Menzer:2020:REP

[MXM20] William M. Menzer, Bing Xie, and Da vid D. L. Minh. On re-

strain ts in end-p oin t protein-ligand binding free energy calcu-

lations. Journal of Computational Chemistry, 41(6):573–586,

Marc h 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Mat yszczak:2021:AAN

[MZ21] Grzegorz Mat yszczak and Krzysztof Zb erec ki. Application of

artificial neural net w ork and global optimization tec hniques

for high throughput mo deling of the crystal structure of stan-

nites and k esterites. Journal of Computational Chemistry, 42

(11):740–745, April 30, 2021. CODEN JCCHDD. ISSN 0192-

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

Maszota-Zieleniak:2021:ERE

[MZMK

+

21] Mart yna Maszota-Zieleniak, Mateusz Marcisz, Ma lgorzata M.

Kogut, Till Sieb enmorgen, Martin Zac harias, and Sergey A.

Samsono v. Ev aluation of replica exc hange with repulsiv e scal-

ing approac h for do c king glycosaminoglycans. Journal of

Computational Chemistry, 42(15):1040–1053, June 5, 2021.

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

tronic).

Nair:2021:RA O

[NAAP21] Akhil S. Nair, Anakuthil Ano op, Ra jeev Ah uja, and Bisw arup

P athak. Role of atomicit y in the o xygen reduction reaction

activit y of platin um sub nanometer clusters: a global opti-

mization study

. Journal of Computational Chemistry, 42(27):

1944–1958, Octob er 15, 2021. CODEN JCCHDD. ISSN 0192-

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

Nak am ura:2023:ST A

[NAN

+

23] Shin y a Nak am ura, T atsuo Ak aki, Keiji Nishiw aki, Midori

Nak atani, Y uji Ka w ase, Y uki T ak ahashi, and Isao Nak an-

ishi. System truncation accelerates binding affinit y calcula-

tions with the fragmen t molecular orbital metho d: a b enc h-

mark study

. Journal of Computational Chemistry, 44(7):824–

831, Marc h 15, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Neugebauer:2023:HTS

[NBE

+

23] Hagen Neugebauer, Benedikt B¨ adorf, Sebastian Ehlert, An-

dreas Hansen, and Stefan Grimme. High-throughput screen-

ing of spin states for transition metal complexes with spin-

p olarized extended tigh t-binding metho ds. Journal of Compu-

tational Chemistry, 44(27):2120–2129, Octob er 15, 2023. CO-

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

tronic).

Neese:2023:SIG

[Nee23] F rank Neese. The SHARK in tegral generation and digestion

system. Journal of Computational Chemistry, 44(3):381–396,

Jan uary 30, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Nelson:2020:LLO

[NEG

+

20] Ryky Nelson, Christina Ertural, Janine George, V olk er L.

Deringer, Geoffro y Hautier, and Ric hard Dronsk o wski.

LOBSTER: Lo cal orbital pro jections, atomic c harges, and

c hemical-b onding analysis from pro jector-augmen ted-w a v e-

based densit y-functional theory

. Journal of Computational

Chemistry, 41(21):1931–1940, August 5, 2020. CODEN JC-

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

Na jibi:2020:DDC

[NG20] Asim Na jibi and Lars Go erigk. DFT-D4 coun terparts of lead-

ing meta-generalized-gradien t appro ximation and h ybrid den-

sit y functionals for energetics and geometries. Journal of Com-

putational Chemistry, 41(30):2562–2572, No v em b er 15, 2020.

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

tronic).

Nik olaienk o:2022:CML

[NGD22] T ymofii Nik olaienk o, Oleksandr Gurb yc h, and Maksym Dru-

c hok. Complex mac hine learning mo del needs complex testing:

Examining predictabilit y of molecular binding affinit y b y a

graph neural net w ork. Journal of Computational Chemistry,

43(10):728–739, April 15, 2022. CODEN JCCHDD. ISSN

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

Ngo:2021:ELB

[Ngo21] Son T ung Ngo. Estimating the ligand-binding affinit y via λ-

dep enden t um brella sampling sim ulations. Journal of Compu-

tational Chemistry, 42(2):117–123, Jan uary 15, 2021. CODEN

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

Nak atani:2021:A VE

[NHFS21] Kaho Nak atani, Masahiro Higashi, Ry oic hi F ukuda, and Hiro-

fumi Sato. An analysis of v alence electronic structure from a

viewp oin t of resonance theory: T automerization of formamide

and diazadib oretidine. Journal of Computational Chemistry,

42(23):1662–1669, Septem b er 5, 2021. CODEN JCCHDD.

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

Nguy en:2022:BCC

[NI22] Anh L. P

. Nguy en and Ek aterina I. Izgoro dina. Beha vior

of coun terp oise correction in man y-b o dy molecular clusters

of organic comp ounds: Hartree–F o c k in teraction energy p er-

sp ectiv e. Journal of Computational Chemistry, 43(8):568–576,

Marc h 30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Nam:2023:SSP

[NLC23] Y ouh yun Nam, Songyi Lee, and Rakw o o Chang. Structure and

stabilit y of p olydiacet ylene mem brane systems: Molecular dy-

namics sim ulation studies. Journal of Computational Chem-

istry, 44(8):927–934, Marc h 30, 2023. CODEN JCCHDD.

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

Nguy en:2021:PLE

[NMFI21] Anh L. P

. Nguy en, Thomas G. Mason, Benn y D. F reeman,

and Ek aterina I. Izgoro dina. Prediction of lattice energy of

b enzene crystals: a robust theoretical approac h. Journal of

Computational Chemistry, 42(4):248–260, F ebruary 5, 2021.

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

tronic).

Nikitin:2021:F CS

[NML21] Alexei Nikitin, Vladisla v a Milc hevsk a y a, and Alexander

Lyubartsev. T o the fast calculation of the solv ation free en-

trip eptide reconstructions. Journal of Computational Chem-

istry, 44(13):1236–1249, Ma y 15, 2023. CODEN JCCHDD.

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

ODonnell:2023:ECE

[OC23] Timoth ´ ee O’Donnell and F r ´ ed ´ eric Cazals. Enhanced confor-

mational exploration of protein lo ops using a global param-

eterization of the bac kb one geometry

. Journal of Computa-

tional Chemistry, 44(11):1094–1104, April 30, 2023. CODEN

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

Orabi:2020:DPF

[ODL20] Esam A. Orabi, Reb ecca L. Da vis, and Guillaume Lamoureux.

Drude p olarizable force field for cation–π in teractions of al-

k ali and quaternary ammonium ions with aromatic amino acid

side c hains. Journal of Computational Chemistry, 41(5):472–

481, F ebruary 15, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Orangi:2020:FLA

[OE20] Nasim Orangi and Kiamars Esk andari. Fluorine as a Lewis

acid: a symmetry-adapted p erturbation theory based on den-

sit y functional theory and in teracting quan tum atoms study

of nonco v alen t in teractions in the NCF···NH

3 complex. Jour-

nal of Computational Chemistry, 41(17):1598–1605, June 30,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ohno:2021:HPG

[OKI

+

21] Koic hi Ohno, Naoki Kishimoto, T ak eaki Iw amoto, Hirok o

Satoh, and Hiromasa W atanab e. High p erformance global ex-

ploration of isomers and isomerization c hannels on quan tum

c hemical p oten tial energy surface of H

5

C

2

NO

2

. Journal of

Computational Chemistry, 42(3):192–204, Jan uary 30, 2021.

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

tronic).

Omo demi:2022:PIP

[OKK22] Olu w aseun Omo demi, Martina Kaledin, and Alexey L.

Kaledin. P erm utationally in v arian t p olynomial represen tation

of p olarizabilit y tensor surfaces for linear regression analysis.

Journal of Computational Chemistry, 43(22):1495–1503, Au-

gust 15, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ohlknec h t:2020:CEA

[

¨

OLP

+

20] Christoph

¨

Ohlknec h t, Bettina Lier, Drazen P etro v, Julian

F uc hs, and Chris Oosten brink. Correcting electrostatic ar-

tifacts due to net-c harge c hanges in the calculation of ligand

binding free energies. Journal of Computational Chemistry,

41(10):986–999, April 15, 2020. CODEN JCCHDD. ISSN

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

Otly oto v:2022:CEM

[OM22] Arseniy A. Otly oto v and Y ury Minenk o v. Conformational en-

ergies of microsolv ated Na

+

clusters with protic and aprotic

solv en ts from GFN n-xTB metho ds. Journal of Computational

Chemistry, 43(27):1856–1863, Octob er 15, 2022. CODEN JC-

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

Otly oto v:2023:GPT

[OM23] Arseniy A. Otly oto v and Y ury Minenk o v. Gas-phase thermo-

c hemistry of nonco v alen t ligand-alk ali metal ion clusters: an

impact of lo w frequencies. Journal of Computational Chem-

istry, 44(22):1807–1816, August 15, 2023. CODEN JCCHDD.

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

Otto c hian:2020:DHT

[OMC

+

20] Alistar Otto c hian, Carmela Morgillo, Ilaria Ciofini, Mic hael J.

F risc h, Gio v anni Scalmani, and Carlo Adamo. Double h ybrids

and time-dep enden t densit y functional theory: an implemen-

tation and b enc hmark on c harge transfer excited states. Jour-

nal of Computational Chemistry, 41(13):1242–1251, Ma y 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic). See commen t [CPG21 ].

Omotuyi:2020:ASR

[ONA

+

20] I. Olap osi Omotuyi, Oy ek anmi Nash, O. Basiru Ajib o y e,

C. Gift Iw egbulam, E. Babatunji Oyinlo y e, O. Abim b ola

Oy edeji, Z. Abim b ola Kashim, and Kunle Ok aiy eto. A tomistic

sim ulation rev eals structural mec hanisms underlying D614G

spik e glycoprotein-enhanced fitness in SARS-CO

V-2. Jour-

nal of Computational Chemistry, 41(24):2158–2161, Septem-

b er 15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Orjan:2020:CDG

[ONC20] Erik M. Orj´ an, Andr´ as B. Nacsa, and G´ ab or Czak´ o. Conform-

ers of deh ydrogenated glycine isomers. Journal of Computa-

tional Chemistry, 41(22):2001–2014, August 15, 2020. CO-

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

tronic).

Ohno:2020:QCE

[OO Y20] Koic hi Ohno, T akuto Oki, and Hideo Y amak ado. Quan tum

c hemical exploration of in termolecular reactions of acet ylene.

Journal of Computational Chemistry, 41(7):687–697, Marc h

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Ootani:2020:TFM

[OSHT20] Y usuk e Ootani, Ay a Satoh, Y u Harabuc hi, and T etsuy a T ak et-

sugu. T ra jectory on-the-fly molecular dynamics approac h to

tunneling splitting in the electronic excited state: a case of

trop olone. Journal of Computational Chemistry, 41(16):1549–

1556, June 15, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Ozen:2020:TSA

[OSM20] Cihan Ozen, T oshifumi Satoh, and Satoshi Maeda. A theoret-

ical study on the alk ali metal carb o xylate-promoted L-lactide

p olymerization. Journal of Computational Chemistry, 41(25):

2197–2202, Septem b er 30, 2020. CODEN JCCHDD. ISSN

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

PhD:2020:SSS

[P AF

+

20] Sergey S. Akimenk o PhD, Galina D. Anisimo v a, Anas-

tasiy a I. F adeev a, V asiliy F. F efelo v PhD, Vitaliy A. Gorbuno v

PhD, T at y ana R. Ka yumo v a, Alexander V. Myshly a vtsev

Prof, Marta D. Myshly a vtsev a Prof, and P a v el V. Stishenk o

PhD. SuSMoST: Surface science mo deling and sim ulation

to olkit. Journal of Computational Chemistry, 41(23):2084–

2097, Septem b er 5, 2020. CODEN JCCHDD. ISSN 0192-8651

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

P an:2023:FNS

[P an23] Cong P an. A form ula and n umerical study on Ew ald 1D sum-

mation. Journal of Computational Chemistry, 44(8):902–911,

Marc h 30, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P atel:2020:DCI

[P AS

+

20] Neha P atel, Minha jul Arfeen, T ejender Singh, Sh w eta Bha-

gat, Aja y Sakhare, and Prasad V. Bharatam. Div alen t N

I

comp ounds: Iden tifying new carb o cyclic carb enes to design

nitreones using quan tum c hemical metho ds. Journal of Com-

putational Chemistry, 41(31):2624–2633, Decem b er 5, 2020.

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

tronic).

P etrus:2020:PGA

[PB20] Enric P etrus and Carles Bo. P erformance of group additivit y

metho ds for predicting the stabilit y of uran yl complexes. Jour-

nal of Computational Chemistry, 41(11):1124–1129, April 30,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P arkman:2021:CNP

[PBM21] Jacob A. P arkman, Caleb A. Barksdale, and Da vid J.

Mic haelis. CAN: a new program to streamline preparation of

molecular co ordinate files for molecular dynamics sim ulations.

Journal of Computational Chemistry, 42(28):2031–2035, Oc-

tob er 30, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P almeiro:2021:EM

[PC21] Ra ´ ul P almeiro and Obis Casta ~ no. [10]ann ulene: Electro cy-

clization mec hanisms. Journal of Computational Chemistry,

42(16):1150–1158, June 15, 2021. CODEN JCCHDD. ISSN

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

P al:2023:EIR

[PC23] Ranita P al and Pratim Kumar Chattara j. Electrophilicit y

index revisited. Journal of Computational Chemistry, 44(3):

278–297, Jan uary 30, 2023. CODEN JCCHDD. ISSN 0192-

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

P orw al:2023:HEV

[PCI23] Vishal Kumar P orw al, An toine Carof, and F rancesca Ingrosso.

Hydration effects on the vibrational prop erties of carb o xylates:

F rom con tin uum mo dels to QM/MM sim ulations. Journal

of Computational Chemistry, 44(23):1898–1911, Septem b er 5,

2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P an thi:2023:AAS

[PDC23] Bha v ana P an thi, Saheb Dutta, and Amalendu Chandra. All-

atom sim ulations of the trimeric spik e protein of SARS-CoV-

2 in aqueous medium: Nature of in teractions, conformational

stabilit y and free energy diagrams for conformational tran-

sition of the protein. Journal of Computational Chemistry,

44(17):1560–1577, June 30, 2023. CODEN JCCHDD. ISSN

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

P ascale:2022:SOS

[PDGD22] F abien P ascale, Philipp e D’Arco, F rancesco Silvio Gen tile,

and Rob erto Do v esi. Strategies for the optimization of the

structure of crystalline comp ounds. Journal of Computational

Chemistry, 43(3):184–196, Jan uary 30, 2022. CODEN JC-

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

P ascale:2023:HDC

[PDGD23] F abien P ascale, Klaus Doll, F rancesco Silvio Gen tile, and

Rob erto Do v esi. Ho w deeply are core electrons p erturb ed

when v alence electrons are spin p olarized? The case study of

transition metal comp ounds. Journal of Computational Chem-

istry, 44(2):65–75, Jan uary 15, 2023. CODEN JCCHDD. ISSN

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

P ec hlaner:2021:MAB

[PDL

+

21] Maria P ec hlaner, Andreas P

. Dorta, Zhixiong Lin, Victor H.

Rusu, and Wilfred F. v an Gunsteren. A metho d to ap-

ply b ond-angle constrain ts in molecular dynamics sim ulations.

Journal of Computational Chemistry, 42(6):418–434, Marc h 5,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P agola:2021:P A G

[PFP

+

21] Gabriel I. P agola, Marta B. F erraro, P atricio F. Pro v asi, Ste-

fano P elloni, and P aolo Lazzeretti. Ph ysical ac hiralit y in ge-

ometrically c hiral rotamers of h ydrazine and b oran ylb orane

molecules. Journal of Computational Chemistry, 42(25):1772–

1782, Septem b er 30, 2021. CODEN JCCHDD. ISSN 0192-

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

Pin to:2021:MCP

[PFPD21]

´

Ederson Sales Moreira Pin to, Bruno C ´ esar F eltes, Conrado

P edeb os, and M´ arcio Dorn. Mo difying the catalytic pref-

erence of alpha-am ylase to w ard n-alk anes for bioremediation

purp oses using in silic o strategies. Journal of Computational

Chemistry, 42(22):1540–1551, August 15, 2021. CODEN JC-

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

P er:2020:RRS

[PFSC20] Manolo C. P er, Emily K. Fletc her, Ellen T. Sw ann, and Dei-

dre M. Cleland. Reliable radical stabilization energies from

diffusion Mon te Carlo calculations. Journal of Computational

Chemistry, 41(27):2378–2382, Octob er 15, 2020. CODEN JC-

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

Platonenk o:2021:ICD

[PGP

+

21] Alexander Platonenk o, F rancesco Silvio Gen tile, F abien P as-

cale, Philipp e D’Arco, and Rob erto Do v esi. In terstitial car-

b on defects in silicon. A quan tum mec hanical c haracterization

through the infrared and Raman sp ectra. Journal of Com-

putational Chemistry, 42(12):806–817, Ma y 5, 2021. CODEN

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

P erumalla:2023:RDM

[PGP

+

23] D. Sra v anakumar P erumalla, Sagar Ghorai, T anmo y P al, Dra-

hom ´ ır Hn yk, Josef Holub, and Eluv athingal D. Jemmis. Re-

arrangemen t of dicarb oran yl meth yl cation to icosahedral

C

3

B

9

H

+

12

: an ab initio dynamics view. Journal of Computa-

tional Chemistry, 44(3):256–260, Jan uary 30, 2023. CODEN

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

P ec h:2020:QCT

[PHS

+

20] Cecilia Gomez P ec h, Pi A. B. Haase, Dumitru-Claudiu Ser-

gen tu, Anastasia Borsc hevsky

, Julien Pilm ´ e, Nicolas Galland,

and R ´ emi Maurice. Quan tum c hemical top ology at the spin-

orbit configuration in teraction lev el: Application to astatine

comp ounds. Journal of Computational Chemistry, 41(23):

2055–2065, Septem b er 5, 2020. CODEN JCCHDD. ISSN

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

Pilme:2020:QCT

[Pil20] Julien Pilm ´ e. Quan tum c hemical top ology from tigh t aug-

men ted core densities. Journal of Computational Chemistry,

41(17):1616–1627, June 30, 2020. CODEN JCCHDD. ISSN

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

P op o v:2021:LPP

[PKT21] Ily a V. P op o v, Timofei S. Kushnir, and Andrei L. Tc hougr ´ eeff.

Lo cal p erturbations of p erio dic systems. Chemisorption and

p oin t defects b y GoGreenGo. Journal of Computational Chem-

istry, 42(32):2352–2368, Decem b er 15, 2021. CODEN JC-

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

P oleto:2022:TEF

[PL22] Marcelo D. P ol ^ eto and Justin A. Lemkul. TUP

~

A: Electric

field analyses for molecular sim ulations. Journal of Computa-

tional Chemistry, 43(16):1113–1119, June 15, 2022. CODEN

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

P an:2020:TSF

[PLP

+

20] Cong P an, Chengw en Liu, Junh ui P eng, P engyu Ren, and

Xuh ui Huang. Three-site and fiv e-site fixed-c harge w ater mo d-

els compatible with AMOEBA force field. Journal of Compu-

tational Chemistry, 41(10):1034–1044, April 15, 2020. CO-

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

tronic).

P omogaev a:2023:LAS

[PLZT23] Anna V. P omogaev a, Anna S. Liso v enk o, Artem S. Za vgoro d-

nii, and Alexey Y. Timoshkin. Lewis acid stabilized group

13–15 elemen t analogs of eth ylene. Journal of Computational

Chemistry, 44(3):218–228, Jan uary 30, 2023. CODEN JC-

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

Priy adarsini:2021:CFP

[PM21] Ady asa Priy adarsini and Bhabani S. Mallik. Comparativ e

first principles-based molecular dynamics study of catalytic

mec hanism and reaction energetics of w ater o xidation reac-

tion on 2D-surface. Journal of Computational Chemistry, 42

(16):1138–1149, June 15, 2021. CODEN JCCHDD. ISSN

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

Prasad:2021:EES

[PSMPB21] Samarjeet Prasad, Andrew C. Simmonett, Rub ´ en Meana-

P a ~ neda, and Bernard R. Bro oks. The Extended Eigh th-Shell

metho d for p erio dic b oundary conditions with rotational sym-

metry

. Journal of Computational Chemistry, 42(19):1373–

1383, July 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

P an t:2020:MCG

[PT20] Shashank P an t and Emad T a jkhorshid. Microscopic c harac-

terization of GRP1 PH domain in teraction with anionic mem-

branes. Journal of Computational Chemistry, 41(6):489–499,

Marc h 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P omogaev a:2021:ISL

[PT21] Anna V. P omogaev a and Alexey Y. Timoshkin. Influence of

the solv en t on the Lewis acidit y of an timon y p en tahalides and

group 13 Lewis acids to w ard acetonitrile and p yridine. Jour-

nal of Computational Chemistry, 42(25):1792–1802, Septem-

b er 30, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P aram bath:2023:DQB

[PTP23] Sneha P aram bath, Vishn u Thannimangalath, and P attiyil

P aramesw aran. Dativ e quadruple b onds b et w een d

10

transi-

tion metals and b eryllium in BeM(PMe

3

)

2 and BeM(CO)

2

(M

= Ni, Pd, and Pt) complexes: T ransition metal fragmen ts as

six-electron donor and t w o-electron acceptor. Journal of Com-

putational Chemistry, 44(18):1645–1652, July 5, 2023. CO-

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

tronic).

P atel:2020:DBL

[PW20] Pra ja y P atel and Angela K. Wilson. Domain-based lo cal pair

natural orbital metho ds within the correlation consisten t com-

p osite approac h. Journal of Computational Chemistry, 41(8):

800–813, Marc h 30, 2020. CODEN JCCHDD. ISSN 0192-8651

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

P atel:2020:PPL

[PWW20] Pra ja y P atel, Jiaqi W ang, and Angela K. Wilson. Prediction

of pK

a s of late transition-metal h ydrides via a QM/QM ap-

proac h. Journal of Computational Chemistry, 41(3):171–183,

Jan uary 30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P eng:2020:APR

[PWX

+

20] Cheng P eng, Jinan W ang, Zhijian Xu, Tingting Cai, and W eil-

iang Zh u. Accurate prediction of relativ e binding affinities of a

series of HIV-1 protease inhibitors using semi-empirical quan-

tum mec hanical c harge. Journal of Computational Chemistry,

41(19):1773–1780, July 15, 2020. CODEN JCCHDD. ISSN

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

Quapp:2020:SMR

[QB20] W olfgang Quapp and Josep Maria Bofill. Some mathemati-

cal reasoning on the artificial force induced reaction metho d.

Journal of Computational Chemistry, 41(7):629–634, Marc h

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Qi:2020:CGD

[QLC

+

20] Yifei Qi, Jumin Lee, Xi Cheng, Rong Shen, Shahidul M. Islam,

Beno ^ ıt Roux, and W onpil Im. CHARMM-GUI DEER facilita-

tor for spin-pair distance distribution calculations and prepa-

ration of restrained-ensem ble molecular dynamics sim ulations.

Journal of Computational Chemistry, 41(5):415–420, F ebru-

ary 15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Qian:2022:CI

[QL W

+

22a] Ying Qian, Xuelian Li, Jian W u, Aimin Zhou, Zhijian Xu, and

Qian Zhang. Co v er image. Journal of Computational Chem-

istry, 43(4):i, F ebruary 5, 2022. CODEN JCCHDD. ISSN

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

Qian:2022:PW O

[QL W

+

22b] Ying Qian, Xuelian Li, Jian W u, Aimin Zhou, Zhijian Xu,

and Qian Zhang. Picture-w ord order comp ound protein in ter-

action: Predicting comp ound-protein in teraction using struc-

tural images of comp ounds. Journal of Computational Chem-

istry, 43(4):255–264, F ebruary 5, 2022. CODEN JCCHDD.

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

Ra v aei:2020:BD A

[RA20] Isa Ra v aei and Sey ed Mohammad Azami. Blo c k deformation

analysis: Densit y matrix blo c ks as in tramolecular deformation

densit y . Journal of Computational Chemistry, 41(29):2446–

2458, No v em b er 2020. CODEN JCCHDD. ISSN 0192-8651

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

Ro e:2022:P A T

[RB22] Daniel R. Ro e and Christina Bergonzo. prepareforleap: an

automated to ol for fast PDB-to-parameter generation. Jour-

nal of Computational Chemistry, 43(13):930–935, Ma y 15,

2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Rapp op ort:2023:LMO

[RBM

+

23] Dmitrij Rapp op ort, Sam uel Bek o e, Luk e Nam bi Mohanam,

Scott Le, Na je’ George, Ziyue Shen, and Filipp F urc he.

Libkrylov: a mo dular op en-source soft w are library for ex-

tremely large on-the-fly matrix computations. Journal of

Computational Chemistry, 44(11):1105–1118, April 30, 2023.

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

tronic).

Ra y on:2022:ADF

[R C22] V ´ ıctor M. Ra y´ on and Iv´ an Cabria. Assessmen t of densit y

functional appro ximations for N

2 and CO

2 ph ysisorption on

b enzene and graphene. Journal of Computational Chemistry,

43(21):1403–1419, August 5, 2022. CODEN JCCHDD. ISSN

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

Raucci:2020:EDB

[R CC

+

20] Um b erto Raucci, Maria Gabriella Chiariello, F ederico Cop-

p ola, F ulvio P errella, Marik a Sa v arese, Ilaria Ciofini, and Na-

dia Rega. An electron densit y based analysis to establish the

electronic adiabaticit y of proton coupled electron transfer re-

actions. Journal of Computational Chemistry, 41(20):1835–

1841, July 30, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Ramm:2021:EMR

[R CC21] Vicen te Ramm, Jehanzeb H. Chaudhry

, and Christopher D.

Co op er. Efficien t mesh refinemen t for the P oisson–Boltzmann

equation with b oundary elemen ts. Journal of Computational

Chemistry, 42(12):855–869, Ma y 5, 2021. CODEN JCCHDD.

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

Roussey:2023:QQS

[RD23] Nicole M. Roussey and Alex Dic kson. Qualit y o v er quan tit y:

Sampling high probabilit y rare ev en ts with the w eigh ted en-

sem ble algorithm. Journal of Computational Chemistry, 44(8):

935–947, Marc h 30, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Rezende:2023:ABG

[RDB23] Umar Lucio Rezende, Leonardo A. De Souza, and Jadson C.

Belc hior. An approac h based on genetic algorithms and ma-

c hine learning coupled for studying allo y and molecular clus-

ters b y optimizing quan tum energy surfaces. Journal of Com-

putational Chemistry, 44(24):1956–1969, Septem b er 15, 2023.

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

tronic).

Ra jasekhar:2022:INI

[RDK

+

22] Sreerama Ra jasekhar, Soum y adip Das, Ramanathan Karup-

pasam y , Balam urali Musuv athi Motilal, and Kaushik Chanda.

Iden tification of no v el inhibitors for Prp protein of Myc ob ac-

terium tub er culosis b y structure based drug design, and molec-

ular dynamics sim ulations. Journal of Computational Chem-

istry, 43(9):619–630, April 5, 2022. CODEN JCCHDD. ISSN

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

Riv era:2020:FLS

[RDS

+

20] Miguel Riv era, Mic hael Dommett, Amir Sidat, W arda Rahim,

and Rac hel Cresp o-Otero. fromage: A library for the study of

molecular crystal excited states at the aggregate scale. Jour-

nal of Computational Chemistry, 41(10):1045–1058, April 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Rapallo:2021:EDT

[R GGD21] Arnaldo Rapallo, Rob erto Gaspari, Gian vito Grasso, and An-

drea Danani. Extended diffusion theory: Reco v ering dynam-

ics from biased/accelerated molecular sim ulations. Journal of

Computational Chemistry, 42(9):586–599, April 5, 2021. CO-

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

tronic).

Rob ertson:2021:SPO

[RH21] Christopher Rob ertson and Scott Hab ershon. Simple p osition

and orien tation preconditioning sc heme for minim um energy

path calculations. Journal of Computational Chemistry, 42

(11):761–770, April 30, 2021. CODEN JCCHDD. ISSN 0192-

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

Ra jasekhar:2021:EPI

[RK C21] Sreerama Ra jasekhar, Ramanathan Karuppasam y , and

Kaushik Chanda. Exploration of p oten tial inhibitors for tu-

b erculosis via structure-based drug design, molecular do c king,

and molecular dynamics sim ulation studies. Journal of Com-

putational Chemistry, 42(24):1736–1749, Septem b er 15, 2021.

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

tronic).

Rassp e-Lange:2023:GBA

[RLHG

+

23] Luk as Raßp e-Lange, Alexander Hoffmann, Christoph Gertig,

Josh ua Hec k, Kai Leonhard, and Sonja Herres-P a wlis. Geo-

metrical b enc hmarking and analysis of redo x p oten tials of cop-

p er(I/I I) guanidine-quinoline complexes: Comparison of semi-

empirical tigh t-binding and DFT metho ds and the c hallenge

of describing the en tatic state (part I I I). Journal of Computa-

tional Chemistry, 44(3):319–328, Jan uary 30, 2023. CODEN

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

Riccardi:2020:PID

[RLR

+

20] Enrico Riccardi, Anders Lervik, Sander Ro et, Ola Aarøen, and

Titus S. v an Erp. PyRETIS 2: an improbabilit y driv e for rare

ev en ts. Journal of Computational Chemistry, 41(4):370–377,

F ebruary 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ramos:2021:DFF

[RMJ21] Chlo e Ramos, Jeremiah Muehlbrad, and Benjamin G.

Janesk o. Densit y functionals with full nonlo cal exc hange, non-

lo cal rung-3.5 correlation, and D3 disp ersion: Com bined ac-

curacy for general main-group thermo c hemistry

, kinetics, and

nonco v alen t in teractions. Journal of Computational Chem-

istry, 42(27):1974–1981, Octob er 15, 2021. CODEN JCCHDD.

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

Reitz:2023:A OP

[RMS

+

23] Linda S. Reitz, P eter C. M ¨ uller, Da vid Sc hnieders, Ric hard

Dronsk o wski, W o on Ih Choi, W on-Jo on Son, Ink o ok Jang, and

Dae Sin Kim. On the atomistic origin of the p olymorphism

and the dielectric ph ysical prop erties of b eryllium o xide. Jour-

nal of Computational Chemistry, 44(10):1052–1063, April 15,

2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Rolfes:2020:AES

[RNP20] Julian D. Rolfes, F rank Neese, and Dimitrios A. P an tazis. All-

electron scalar relativistic basis sets for the elemen ts Rb–Xe.

Journal of Computational Chemistry, 41(20):1842–1849, July

30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Raucci:2020:IMD

[RPD

+

20a] Um b erto Raucci, F ulvio P errella, Greta Donati, Maria Zoppi,

Alessio P etrone, and Nadia Rega. Ab-initio molecular dynam-

ics and h ybrid explicit-implicit solv ation mo del for aqueous

and nonaqueous solv en ts: GFP c hromophore in w ater and

methanol solution as case study

. Journal of Computational

Chemistry, 41(26):2228–2239, Octob er 5, 2020. CODEN JC-

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

Raucci:2020:CIV

[RPD

+

20b] Um b erto Raucci, F ulvio P errella, Greta Donati, Maria Zoppi,

Alessio P etrone, and Nadia Rega. Co v er image, v olume 41, is-

sue 26. Journal of Computational Chemistry, 41(26):C2, Oc-

tob er 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Raub enolt:2022:SSP

[RR22] Bry an A. Raub enolt and Stev en W. Ric k. Sim ulation studies

of p olyp eptoids using replica exc hange with dynamical scaling

and dihedral biasing. Journal of Computational Chemistry,

43(18):1229–1236, July 5, 2022. CODEN JCCHDD. ISSN

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

Ramos-Sanc hez:2023:AMG

[RSHG23] P ablo Ramos-S´ anc hez, Jerem y N. Harv ey , and Jos ´ e A. G´ amez.

An automated metho d for graph-based c hemical space explo-

ration and transition state finding. Journal of Computational

Chemistry, 44(1):27–42, Jan uary 5, 2023. CODEN JCCHDD.

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

Riccardi:2022:TIF

[R TB

+

22] Demian Riccardi, Zac hary T rautt, Ala Bazylev a, Eugene

P aulec hk a, Vladimir Diky

, Joseph W. Magee, Andrei F. Kaza-

k o v, Scott A. T o wnsend, and Chris D. Muzn y . T o w ards im-

pro v ed F

AIRness of the ThermoML Arc hiv e. Journal of Com-

putational Chemistry, 43(12):879–887, Ma y 5, 2022. CODEN

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

Rublev:2023:OED

[R TB23] P a v el Rublev, Nik ola y V. Tk ac henk o, and Alexander I.

Boldyrev. Ov erlapping electron densit y and the global delo cal-

ization of π -aromatic fragmen ts as the reason of conductivit y

of the biphen ylene net w ork. Journal of Computational Chem-

istry, 44(3):168–178, Jan uary 30, 2023. CODEN JCCHDD.

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

Rastetter:2023:RAL

[RvWH23] Ursula Rastetter, Axel Jacobi v on W angelin, and Carmen

Herrmann. Redo x-activ e ligands as a c hallenge for electronic

structure metho ds. Journal of Computational Chemistry, 44

(3):468–479, Jan uary 30, 2023. CODEN JCCHDD. ISSN

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

Rahali:2023:HI I

[RZS

+

23] Emna Rahali, Mohamed Oussama Zouaghi, Ja vier F ernandez

Sanz, Noureddine Raouafi, and Y oussef Arfaoui. σ -hole in ter-

molecular in teractions b et w een carb on o xides and dihalogens:

Ab-initio in v estigations. Journal of Computational Chemistry,

Journal of Computational Chemistry, 43(10):674–691, April

15, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sun:2021:REF

[SCZ

+

21] Tian-Y u Sun, Kai Chen, Huak ang Zhou, Tingting Y ou, P eng-

gang Yin, and Xiao W ang. Revisiting the effect of f -functions

in predicting the righ t reaction mec hanism for h yp erv alen t io-

dine reagen ts. Journal of Computational Chemistry, 42(7):

470–474, Marc h 15, 2021. CODEN JCCHDD. ISSN 0192-

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

Sulk a:2021:FNO

[SD21] Martin Sulk a and Mat ´ us Dub ec k ´ y. F ragmen tation of natu-

ral orbital o ccupation n um b ers-based diagnostic of differen tial

m ultireference c haracter in complexes with h ydrogen b onds.

Journal of Computational Chemistry, 42(7):475–483, Marc h

15, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Song:2023:CAR

[SDH23] Zilin Song, Y e Ding, and Jing Huang. Constan t adv ance repli-

cas metho d for lo cating minim um energy paths and transition

states. Journal of Computational Chemistry, 44(26):2042–

2057, Octob er 5, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Sadh u:2020:PTC

[SDK20] Bisw a jit Sadh u, Mic hael Dolg, and Mukund S. Kulk arni. P e-

rio dic trends and complexation c hemistry of tetra v alen t ac-

tinide ions with a p oten tial actinide decorp oration agen t 5-

LIO(Me-3,2-HOPO): a relativistic densit y functional theory

exploration. Journal of Computational Chemistry, 41(15):

1427–1435, June 5, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Saleh:2021:NHD

[SEBE21] Marw a A. Saleh, Mohamed A. El-Badry

, and Rogy R. Ezz

Eldin. No v el 6-h ydro xyquinolinone deriv ativ es: Design, syn-

thesis, an timicrobial ev aluation, in silico study and to xicit y

profiling. Journal of Computational Chemistry, 42(22):1561–

1578, August 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Sieb enmorgen:2020:PPP

[SEZ20] Till Sieb enmorgen, Mic hael Engelhard, and Martin Zac harias.

Prediction of protein–protein complexes using replica ex-

c hange with repulsiv e scaling. Journal of Computational

Chemistry, 41(15):1436–1447, June 5, 2020. CODEN JC-

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

Sik orsk a:2020:MLJ

[SG20] Celina Sik orsk a and Nicola Gaston. Mo dified Lennard-Jones

p oten tials for nanoscale atoms. Journal of Computational

Chemistry, 41(22):1985–2000, August 15, 2020. CODEN JC-

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

Sanc hez-Gonzalez:2022:ICH

[SGGG22]

´

Angel S´ anc hez-Gonz´ alez, Pierre Gren ut, and Adri` a Gil. In-

fluence of con v en tional h ydrogen b onds in the in tercalation

of phenan throline deriv ativ es with DNA: The imp ortan t role

of the sugar and phosphate bac kb one. Journal of Computa-

tional Chemistry, 43(11):804–821, April 30, 2022. CODEN

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

Sosa:2020:ELE

[SGT

+

20] Ak ari Nara y ama Sosa, Israel Gonz´ alez, Alejandro T rejo,

´

Alv aro Miranda, F ernando Salazar, and Miguel Cruz-Irisson.

Effects of lithium on the electronic prop erties of p orous Ge

as ano de material for batteries. Journal of Computational

Chemistry, 41(31):2653–2662, Decem b er 5, 2020. CODEN JC-

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

Sugita:2023:RSF

[SH23] Masatak e Sugita and F umio Hirata. Realization of the struc-

tural fluctuation of biomolecules in solution: Generalized

Langevin mo de analysis. Journal of Computational Chem-

istry, 44(10):1031–1039, April 15, 2023. CODEN JCCHDD.

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

Sun:2023:DTHb

[SHH

+

23a] Y uc hen Sun, Xibing He, Ting jun Hou, Lianjin Cai, Viet Hoag

Man, and Junmei W ang. Dev elopmen t and test of highly accu-

rate endp oin t free energy metho ds. 1: Ev aluation of ABCG2

c harge mo del on solv ation free energy prediction and optimiza-

tion of atom radii suitable for more accurate solv ation free

energy prediction b y the PBSA metho d. Journal of Computa-

tional Chemistry, 44(14):1334–1346, Ma y 30, 2023. CODEN

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

Sun:2023:DTHa

[SHH

+

23b] Y uc hen Sun, Ting jun Hou, Xibing He, Viet Hoang Man,

and Junmei W ang. Dev elopmen t and test of highly accu-

rate endp oin t free energy metho ds. 2: Prediction of loga-

rithm of n-o ctanol-w ater partition co efficien t (log P ) for drug-

lik e molecules using MM-PBSA metho d. Journal of Compu-

tational Chemistry, 44(13):1300–1311, Ma y 15, 2023. CODEN

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

Sulzner:2022:P AP

[SHHH22] Niklas S ¨ ulzner, Julia Hab erhauer, Christof H¨ attig, and Arnim

Hellw eg. Prediction of acid pK

a v alues in the solv en t acetone

based on COSMO-RS. Journal of Computational Chemistry,

43(15):1011–1022, June 5, 2022. CODEN JCCHDD. ISSN

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

Shiga:2022:PIB

[Shi22] Moto yuki Shiga. P ath in tegral Bro wnian c hain molecular dy-

namics: a simple appro ximation of quan tum vibrational dy-

namics. Journal of Computational Chemistry, 43(27):1864–

1879, Octob er 15, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Stuyv er:2020:TCM

[SHM

+

20] Thijs Stuyv er, Jing Huang, Dib y endu Mallic k, Da vid

Dano vic h, and Sason Shaik. TIT

AN: a co de for mo deling

and generating electric fields-features and applications to en-

zymatic reactivit y . Journal of Computational Chemistry, 41

(1):74–82, Jan uary 5, 2020. CODEN JCCHDD. ISSN 0192-

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

Sun:2023:RDI

[SHP

+

23] Xiaob o Sun, Thomas Hansen, Jordi P oater, T rev or A. Ham-

lin, and F riedric h Matthias Bic k elhaupt. Rational design of

iron catalysts for C–X b ond activ ation. Journal of Computa-

tional Chemistry, 44(4):495–505, F ebruary 5, 2023. CODEN

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

Seeger:2022:DCB

[SI22] Zo e L. Seeger and Ek aterina I. Izgoro dina. A DLPNO-

CCSD(T) b enc hmarking study of in termolecular in teractions

of ionic liquids. Journal of Computational Chemistry, 43(2):

106–120, Jan uary 15, 2022. CODEN JCCHDD. ISSN 0192-

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

Sc haefer:2021:SCB

[SIW21] An thon y J. Sc haefer, Victoria M. Ingman, and Stev en E.

Wheeler. SEQCR O W: a ChimeraX bundle to facilitate

quan tum c hemical applications to complex molecular sys-

tems. Journal of Computational Chemistry, 42(24):1750–1754,

Septem b er 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Shen:2021:CCH

[SJZ

+

21] Shao jie Shen, Xin yue Jing, Xueying Zhang, Xiao y an Li, and

Y anli Zeng. The comp etition and co op erativit y of h ydrogen/

halogen b ond and π -hole b ond in v olving the heteron uclear

eth ylene analogues. Journal of Computational Chemistry, 42

(13):908–916, Ma y 15, 2021. CODEN JCCHDD. ISSN 0192-

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

Smith:2020:KTR

[SK20] Cameron D. Smith and Amir Karton. Kinetics and thermo-

dynamics of reactions in v olving Criegee in termediates: an as-

sessmen t of densit y functional theory and ab initio metho ds

through comparison with CCSDT(Q)/CBS data. Journal of

Computational Chemistry, 41(4):328–339, F ebruary 5, 2020.

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

tronic).

Sc hmitt:2023:TEC

[SK23] Man uel Sc hmitt and Ingo Krossing. T erminal end-on co or-

dination of dinitrogen v ersus iso electronic CO: a comparison

using the c harge displacemen t analysis. Journal of Computa-

tional Chemistry, 44(3):149–158, Jan uary 30, 2023. CODEN

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

Somnarin:2023:CIR

[SK GG23] Thanac hon Somnarin, P ac harap orn Kra wmanee, Matthew P aul

Gleeson, and Duangk amol Gleeson. Computational in v estiga-

tion of the radical-mediated mec hanism of formation of diflu-

oro meth yl o xindoles: Elucidation of the reaction selectivit y

and yields. Journal of Computational Chemistry, 44(5):670–

676, F ebruary 15, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Sarmah:2022:HSC

[SKK

G22] Kangk an Sarmah, Amlan J. Kalita, Dimpul Kon w ar, and

Ankur K. Guha. Hydrogen storage capacit y of Be

2

(NLi)

2

cluster with ultra-short b eryllium–b eryllium distance. Jour-

nal of Computational Chemistry, 43(26):1764–1770, Octob er

5, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Stac ho wicz-Kusnierz:2020:CDM

[SKKK20] Anna Stac ho wicz-Ku’snierz, Beata Korc ho wiec, and Jacek Ko-

rc ho wiec. Charge distributions for molecular dynamics sim u-

lations from self-consisten t p olarization metho d. Journal of

Computational Chemistry, 41(30):2591–2597, No v em b er 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Shek arappa:2023:DML

[SKL23] Sharath Belenahalli Shek arappa, Shiv ananda Kandagalla, and

Julian Lee. Dev elopmen t of mac hine learning mo dels based on

molecular fingerprin ts for selection of small molecule inhibitors

against JAK2 protein. Journal of Computational Chemistry,

44(16):1493–1504, June 15, 2023. CODEN JCCHDD. ISSN

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

Sc h uhmann:2021:IPM

[SKS21] F abian Sc h uhmann, V asili Korol, and Ilia A. Solo v’y o v. In-

tro ducing P ep McConst — a user-friendly p eptide mo deler

for bioph ysical applications. Journal of Computational Chem-

istry, 42(8):572–580, Marc h 30, 2021. CODEN JCCHDD.

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

Sousa:2020:ASS

[SL20] Afranio Sousa and Hev eson Lima. A tomistic sim ulation of

structural and mec hanical prop erties of the AMgF

3

(A = K,

Rb, and Cs) comp ounds under h ydrostatic pressure. Journal

of Computational Chemistry, 41(7):646–652, Marc h 15, 2020.

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

tronic).

Seidler:2023:BCC

[SLB23] Leop old Maximilian Seidler, Joac him Laun, and Thomas Bre-

do w. BSSE-corrected consisten t Gaussian basis sets of triple-

zeta v alence qualit y of the lan thanides La–Lu for solid-state

calculations. Journal of Computational Chemistry, 44(15):

1418–1425, June 5, 2023. CODEN JCCHDD. ISSN 0192-8651

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

Sixto-Lop ez:2021:DR T

[SLMA21] Y udib eth Sixto-L´ op ez and Marlet Mart ´ ınez-Arc h undia. Drug

rep ositioning to target NSP15 protein on SARS-CoV-2 as p os-

sible CO

VID-19 treatmen t. Journal of Computational Chem-

istry, 42(13):897–907, Ma y 15, 2021. CODEN JCCHDD. ISSN

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

Sa v o o:2020:ASA

[SLR

+

20] Nandini Sa v o o, Jalal Z. A. Lalo o, Lydia Rh yman, P onnadurai

Ramasami, F. Matthias Bic k elhaupt, and Jordi P oater. Ac-

tiv ation strain analyses of coun terion and solv en t effects on

the ion-pair S

N

2 reaction of and NH

−

2 and CH

3

Cl. Journal of

Computational Chemistry, 41(4):317–327, F ebruary 5, 2020.

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

tronic).

Stuart:2020:PBW

[SM20] Duncan W. Stuart and Nic holas J. Mosey

. Pseudo diagonalization-

based w a v efunction optimization with con tracted planew a v e

basis functions. Journal of Computational Chemistry, 41(3):

184–193, Jan uary 30, 2020. CODEN JCCHDD. ISSN 0192-

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

Semidalas:2022:A GC

[SM22a] Emmanouil Semidalas and Jan M. L. Martin. Automatic gen-

eration of complemen tary auxiliary basis sets for explicitly cor-

related metho ds. Journal of Computational Chemistry, 43(25):

1690–1700, Septem b er 30, 2022. CODEN JCCHDD. ISSN

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

Serdtsev:2022:ESS

[SM22b] Alexander V. Serdtsev and Nadezhda I. Medv edev a. Elec-

tronic structure, so dium diffusion and redo x p oten tials of lo w-

symmetry NaM F e(MoO

4

)

3

(M = Mg, Ni). Journal of Com-

putational Chemistry, 43(14):953–960, Ma y 30, 2022. CODEN

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

Sobhi:2023:UMR

[SMB

+

23] Chafia Sobhi, Lynda Merzoud, Souad Bouasla, Ab del-

malek Khorief Nacereddine, Christophe Morell, and Henry

Chermette. Understanding the mec hanism and regio- and

stereo selectivit y of [3 + 2] cycloaddition reactions b et w een

substituted azomethine ylide and 3,3,3-trifluoro-1-nitroprop-

1-ene, within the molecular electron densit y theory

. Journal

of Computational Chemistry, 44(12):1208–1220, Ma y 5, 2023.

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

tronic).

Sadjadi:2021:BMG

[SMH21] Sey edAb dolreza Sadjadi, Ch ´ erif F. Matta, and Ian P

. Hamil-

ton. Bonding and metastabilit y for Group 12 dications.

Journal of Computational Chemistry, 42(1):40–49, Jan uary 5,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Segatta:2021:ISI

[SNN

+

21] F rancesco Segatta, Artur Neno v, Daniel R. Nascimen to, Ni-

ranjan Go vind, Shaul Muk amel, and Marco Gara v elli. iSPEC-

TR ON: a sim ulation in terface for linear and nonlinear sp ectra

with ab-initio quan tum c hemistry soft w are. Journal of Com-

putational Chemistry, 42(9):644–659, April 5, 2021. CODEN

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

Spiriti:2022:SLD

[SNW22] Justin Spiriti, F rank No ´ e, and Ch ung F. W ong. Sim ulation

of ligand disso ciation kinetics from the protein kinase PYK2.

Journal of Computational Chemistry, 43(28):1911–1922, Oc-

tob er 30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sp otte-Smith:2020:AD A

[SSYB

+

20] Ev an W alter Clark Sp otte-Smith, P eiyuan Y u, Sam uel M.

Blau, Ra vi S. Prasher, and An ubha v Jain. Aqueous Diels–

Alder reactions for thermo c hemical storage and heat transfer

fluids iden tified using densit y functional theory

. Journal of

Computational Chemistry, 41(24):2137–2150, Septem b er 15,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Steglenk o:2020:SEO

[STB

+

20] Dmitriy V. Steglenk o, Nik ola y V. Tk ac henk o, Alexander I.

Boldyrev, Ruslan M. Min y aev, and Vladimir I. Minkin. Sta-

bilit y , electronic, and optical prop erties of t w o-dimensional

phosphob orane. Journal of Computational Chemistry, 41(15):

1456–1463, June 5, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Simm:2020:SMA

[STR20] Gregor N. Simm, P aul L. T ¨ urtsc her, and Markus Reiher.

Systematic microsolv ation approac h with a cluster-con tin uum

sc heme and conformational sampling. Journal of Computa-

tional Chemistry, 41(12):1144–1155, Ma y 5, 2020. CODEN

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

Stsiapura:2020:SEE

[Sts20] Vitali I. Stsiapura. Solv en t effect on excited state p oten tial en-

ergy surfaces of Thiofla vin T. Qualitativ ely differen t results b y

TDDFT and SA-2-CASSCF metho ds. Journal of Computa-

tional Chemistry, 41(21):1874–1884, August 5, 2020. CODEN

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

Sco ditti:2021:IEL

[SVDS21] Stefano Sco ditti, Vincenzo Vigna, Eslam Dabbish, and Emilia

Sicilia. Io dido equatorial ligands influence on the mec hanism

of action of Pt(IV) and Pt(I I) an ti-cancer complexes: a DFT

computational study

. Journal of Computational Chemistry,

42(9):608–619, April 5, 2021. CODEN JCCHDD. ISSN 0192-

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

Salta:2022:DCT

[SVTK

+

22] Zoi Salta, Mauricio V ega-T eijido, Aline Katz, Nicola T asi-

nato, Vincenzo Barone, and Oscar N. V en tura. Dip olar 1,3-

cycloaddition of thioformaldeh yde S -meth ylide (CH

2

SCH

2

) to

eth ylene and acet ylene. A comparison with (v alence) iso elec-

tronic O

3

, SO

2

, CH

2

OO and CH

2

SO. Journal of Computa-

tional Chemistry, 43(21):1420–1433, August 5, 2022. CODEN

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

Safi:2021:BCP

[SW21] Zaki S. Safi and Nuha W azzan. Benc hmark calculations of

proton affinit y and gas-phase basicit y using m ultilev el (G4

and G3B3), B3L

YP and MP2 computational metho ds of para-

substituted b enzaldeh yde comp ounds. Journal of Computa-

tional Chemistry, 42(16):1106–1117, June 15, 2021. CODEN

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

Saito:2020:SIMa

[SWF

+

20] Kohei Saito, Y uy a W atab e, T ak ashi F ujihara, T oshiyuki

T ak a y anagi, and Jun y a Hasega w a. Spin-in v ersion mec hanisms

in O

2 binding to a mo del heme complex revisited b y densit y

function theory calculations. Journal of Computational Chem-

istry, 41(11):1130–1138, April 30, 2020. CODEN JCCHDD.

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

Sh u:2022:PFI

[SWLC22] Zirui Sh u, Mincong W u, Jun Liao, and Chang jun Chen.

FSATOOL 2.0: an in tegrated molecular dynamics sim ulation

and tra jectory data analysis program. Journal of Computa-

tional Chemistry, 43(3):215–224, Jan uary 30, 2022. CODEN

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

Saito:2020:CI

[SWM

+

20a] Kohei Saito, Y uy a W atab e, T ak aaki Miy azaki, T oshiyuki

T ak a y anagi, and Jun y a Hasega w a. Co v er image. Journal of

Computational Chemistry, 41(29):C1, No v em b er 2020. CO-

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

tronic).

Saito:2020:SIMb

[SWM

+

20b] Kohei Saito, Y uy a W atab e, T ak aaki Miy azaki, T oshiyuki

T ak a y anagi, and Jun y a Hasega w a. Spin-in v ersion mec hanisms

in O

2 binding to a mo del heme comp ound: a p ersp ectiv e from

nonadiabatic w a v e pac k et calculations. Journal of Computa-

tional Chemistry, 41(29):2527–2537, No v em b er 2020. CODEN

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

Shimo y ama:2021:ADF

[SY21] Hiromitsu Shimo y ama and Y asushige Y oneza w a. A tomistic de-

tailed free-energy landscap e of in trinsically disordered protein

studied b y m ulti-scale divide-and-conquer molecular dynam-

ics sim ulation. Journal of Computational Chemistry, 42(1):

19–26, Jan uary 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Sc hmitz:2021:A WM

[SYS

+

21] Gunnar Sc hmitz,

¨

Ozlem Y¨ onder, Bastian Sc hnieder, Ro c h us

Sc hmid, and Christof H¨ attig. An automatized w orkflo w from

molecular dynamic sim ulation to quan tum c hemical metho ds

to iden tify elemen tary reactions and compute reaction con-

stan ts. Journal of Computational Chemistry, 42(32):2264–

2282, Decem b er 15, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Summa:2023:CFD

[SZL23] F rancesco F erdinando Summa, Riccardo Zanasi, and P aolo

Lazzeretti. On the computation of frequency-dep enden t

molecular magnetizabilities via dynamical c harge and curren t

electron densities. Journal of Computational Chemistry, 44

(16):1517–1530, June 15, 2023. CODEN JCCHDD. ISSN

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

Sak ae:2020:APB

[SZLD20] Y oshitak e Sak ae, Bin W. Zhang, Ronald M. Levy

, and Nan-

jie Deng. Absolute protein binding free energy sim ulations

for ligands with m ultiple p oses, a thermo dynamic path that

a v oids exhaustiv e en umeration of the p oses. Journal of Com-

putational Chemistry, 41(1):56–68, Jan uary 5, 2020. CODEN

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

Su:2020:IHH

[SZP

+

20] Jun Su, T ao Zh u, Thierry P aup ort ´ e, Ilaria Ciofini, and

F r ´ ed ´ eric Labat. Impro ving the heteroin terface in h ybrid

organic-inorganic p ero vskite solar cells b y surface engineer-

ing: Insigh ts from p erio dic h ybrid densit y functional theory

calculations. Journal of Computational Chemistry, 41(19):

1740–1747, July 15, 2020. CODEN JCCHDD. ISSN 0192-

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

T ehrani:2023:IT A

[T A C

+

23] Alireza T ehrani, James S. M. Anderson, Deba jit Chakrab ort y ,

Juan I. Ro driguez-Hernandez, Da vid C. Thompson, T o on

V erstraelen, P aul W. Ay ers, and F arnaz Heidar-Zadeh. An

information-theoretic approac h to basis-set fitting of electron

densities and other non-negativ e functions. Journal of Com-

putational Chemistry, 44(25):1998–2015, Septem b er 30, 2023.

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

tronic).

T aouali:2023:DFT

[T ANC23] W alid T aouali, Kamel Alimi, Asma Sindho o Nangra j, and

Mark E. Casida. Densit y-functional theory (DFT) and time-

dep enden t DFT study of the c hemical and ph ysical origins of

k ey photoprop erties of end-group deriv ativ es of a nonfullerene

acceptor molecule for bulk hetero junction organic solar cells.

Journal of Computational Chemistry, 44(27):2130–2148, Oc-

tob er 15, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T ortorella:2021:CML

[TCS

+

21a] Sara T ortorella, Eman uele Carosati, Giulia Sorbi, Gio v anni

Bo cci, Simon Cross, Gabriele Cruciani, and Loriano Storc hi.

Com bining mac hine learning and quan tum mec hanics yields

more c hemically a w are molecular descriptors for medicinal

c hemistry applications. Journal of Computational Chemistry,

42(29):2068–2078, No v em b er 5, 2021. CODEN JCCHDD.

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

T ortorella:2021:CI

[TCS

+

21b] Sara T ortorella, Eman uele Carosati, Giulia Sorbi, Gio v anni

Bo cci, Simon Cross, Gabriele Cruciani, and Loriano Storc hi.

Co v er image. Journal of Computational Chemistry, 42(29):

i, No v em b er 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

Thomas-Hargrea v es:2023:BST

[THLC

+

23] Lewis R. Thomas-Hargrea v es, Y u-Qian Liu, Zhong-Hua Cui,

Sudip P an, and Magn us R. Buc hner. Bonding situations in tri-

co ordinated b eryllium phen yl complexes. Journal of Compu-

tational Chemistry, 44(3):397–405, Jan uary 30, 2023. CODEN

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

T ashiro:2021:NGO

[TIK21] Motomic hi T ashiro, Y utak a Imam ura, and Mic hio Katouda.

De no v o generation of optically activ e small organic molecules

using Mon te Carlo tree searc h com bined with recurren t neural

net w ork. Journal of Computational Chemistry, 42(3):136–143,

Jan uary 30, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Tikhono v:2023:MSB

[Tik23] Denis S. Tikhono v. Metadynamics sim ulations with Bohmian-

st yle bias p oten tial. Journal of Computational Chemistry, 44

(21):1771–1775, August 5, 2023. CODEN JCCHDD. ISSN

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

T olst ykh:2022:UCA

[TLD

+

22] Daria T olst ykh, Lauren t Lemmens, Stijn De Baerdemac k er,

Dimitri V an Nec k, P atric k Bultinc k, and Guillaume Ac k e. Un-

co v ering Clar’s aromatic π -sextet rule in the Hubbard mo del

using Maxim um Probabilit y Domain P artitions. Journal of

Computational Chemistry, 43(7):457–464, Marc h 15, 2022.

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

tronic).

T omecek:2023:A CC

[TLS23] Josef T omecek, Cen Li, and Georg Sc hrec k en bac h. Actinium

co ordination c hemistry: a densit y functional theory study

with mono den tate and biden tate ligands. Journal of Compu-

tational Chemistry, 44(3):334–345, Jan uary 30, 2023. CODEN

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

T anida:2020:AFE

[TM20] Y oshiaki T anida and Azuma Matsuura. Alc hemical free

energy calculations via metadynamics: Application to the

theoph ylline-RNA aptamer complex. Journal of Computa-

tional Chemistry, 41(20):1804–1819, July 30, 2020. CODEN

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

Tirri:2021:CMC

[TMO

+

21] Bernardino Tirri, Gloria Mazzone, Alistar Otto c hian, Jer^ ome

Gomar, Um b erto Raucci, Carlo Adamo, and Ilaria Ciofini.

A com bined Mon te Carlo/DFT approac h to sim ulate UV-vis

sp ectra of molecules and aggregates: Mero cy anine dy es as

a case study

. Journal of Computational Chemistry, 42(15):

1054–1063, June 5, 2021. CODEN JCCHDD. ISSN 0192-8651

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

T outounji:2021:ESD

[T ou21] Mohamad T outounji. Excited state distribution function for

probing Herzb erg–T eller vibronic coupling using linear optical

resp onse theory: Application to glassy phe ophytin a. Jour-

nal of Computational Chemistry, 42(26):1905–1913, Octob er

5, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

T erteci-P op escu:2022:BPC

[TPB22] Andrada-Elena T erteci-P op escu and Titus Adrian Beu.

Branc hed p oly eth yleneimine: CHARMM force field and

molecular dynamics sim ulations. Journal of Computational

Chemistry, 43(31):2072–2083, Decem b er 5, 2022. CODEN

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

Tc hougreeff:2021:SSQ

[TPD21] Andrei Tc hougr ´ eeff, Evgen y Plekhano v, and Ric hard Dron-

sk o wski. Solid-state quan tum c hemistry with ΘΦ (ThetaPhi):

Spin-liquids, sup erconductors, and magnetic sup erstructures

made computationally a v ailable. Journal of Computational

Chemistry, 42(21):1498–1513, August 5, 2021. CODEN JC-

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

T osso:2020:CES

[TPZ

+

20] Ro drigo D. T osso, Oscar P arra vicini, M. Natalia C. Zarycz,

Emilio Angelina, Marcela V ettorazzi, N ´ elida P eruc hena, Se-

basti´ an Andujar, and Ricardo D. Enriz. Conformational

and electronic study of dopamine in teracting with the D

2

dopamine receptor. Journal of Computational Chemistry, 41

(21):1898–1911, August 5, 2020. CODEN JCCHDD. ISSN

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

T repte:2021:PCD

[TS21] Kai T repte and Sebastian Sc h w alb e. p orE: a co de for de-

terministic and systematic analyses of p orosities. Journal of

Computational Chemistry, 42(9):630–643, April 5, 2021. CO-

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

tronic).

Tsuneda:2023:R OE

[TSH

+

23] T ak ao Tsuneda, Hiroki Sumitomo, Masatoshi Haseb e, T akuro

Tsutsumi, and T etsuy a T ak etsugu. Reactiv e orbital energy

theory serving a theoretical foundation for the electronic the-

ory of organic c hemistry

. Journal of Computational Chem-

istry, 44(2):93–104, Jan uary 15, 2023. CODEN JCCHDD.

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

T ripath y:2021:EEM

[TSR21] Vikran t T ripath y , Arjun Saha, and Krishnan Ragha v ac hari.

Electrostatically em b edded molecules-in-molecules approac h

and its application to molecular clusters. Journal of Compu-

tational Chemistry, 42(10):719–734, April 15, 2021. CODEN

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

T ang:2021:XFM

[TSZ

+

21] Zhen T ang, Y anlin Song, Sh u Zhang, W ei W ang, Y uan Xu,

Di W u, W ei W u, and P eifeng Su. XED

A, a fast and m ultipur-

p ose energy decomp osition analysis program. Journal of Com-

putational Chemistry, 42(32):2341–2351, Decem b er 15, 2021.

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

tronic).

T ran:2020:ESN

[TT20] V an T an T ran and Quo c T ri T ran. Electronic structures of

NbGe

−/0/+

n

(n = 1—3) clusters from m ulticonfigurational

CASPT2 and densit y matrix renormalization group-CASPT2

calculations. Journal of Computational Chemistry, 41(31):

2641–2652, Decem b er 5, 2020. CODEN JCCHDD. ISSN 0192-

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

T upikina:2020:LPM

[TTDT20] Elena Y u. T upikina, Konstan tin G. T okhadze, Gleb S.

Deniso v, and P eter M. T olsto y . Lone pairs mapping b y Lapla-

cian of

3

He NMR c hemical shift. Journal of Computational

Chemistry, 41(12):1194–1199, Ma y 5, 2020. CODEN JC-

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

T animoto:2021:CMS

[TTH

+

21a] Shoic hi T animoto, Koic hi T am ura, Shigehik o Ha y ashi, Norio

Y oshida, and Haruyuki Nak ano. A computational metho d to

sim ulate global conformational c hanges of proteins induced b y

Computational Chemistry, 44(17):1587–1598, June 30, 2023.

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

tronic).

V erma:2020:MIS

[VDK

+

20] Neha V erma, P eter Dollinger, Filip Ko v acic, Karl-Eric h

Jaeger, and Holger Gohlk e. The mem brane-in tegrated steric

c hap erone Lif facilitates activ e site op ening of Pseudomonas

aeruginosa lipase A. Journal of Computational Chemistry, 41

(6):500–512, Marc h 5, 2020. CODEN JCCHDD. ISSN 0192-

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

Vilela:2020:PDZ

[VF CG20] Edda B. Vilela, Henrique A. F ernandes, F´ abio L. P aranhos

Costa, and P aulo F. Gomes. Phase diagrams of the Ziff–

Gulari–Barshad mo del on random net w orks. Journal of Com-

putational Chemistry, 41(22):1965–1972, August 15, 2020.

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

tronic).

V assetti:2022:TTN

[VL22] Dario V assetti and F r ´ ed ´ eric Labat. T o w ards a transferable

nonelectrostatic mo del for con tin uum solv ation: The electro-

static and nonelectrostatic energy correction mo del. Journal

of Computational Chemistry, 43(20):1372–1387, July 30, 2022.

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

tronic).

V oros:2023:ESO

[VM23] D´ ora V¨ or¨ os and Sebastian Mai. Excited states of ortho-

nitrob enzaldeh yde as a c hallenging case for single- and m ulti-

reference electronic structure theory

. Journal of Computa-

tional Chemistry, 44(14):1381–1394, Ma y 30, 2023. CODEN

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

V aldes:2020:TSA

[VTdlM20] Esther Agacino V ald ´ es, Gusta v o T a viz´ on, and P ablo de la

Mora. Theoretical study of Au

n clusters (n = 1–5) dep osited

on a rutile TiO

2

(110) slab, concerning structure and stabilit y .

Journal of Computational Chemistry, 41(32):2750–2757, De-

cem b er 15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V ega:2020:CI

[VV20a] Lorena V ega and F rancesc Vi ~ nes. Co v er image. Journal

of Computational Chemistry, 41(30):C1, No v em b er 15, 2020.

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

tronic).

V ega:2020:GGA

[VV20b] Lorena V ega and F rancesc Vi ~ nes. Generalized gradien t appro x-

imation adjusted to transition metals prop erties: Key roles of

exc hange and lo cal spin densit y . Journal of Computational

Chemistry, 41(30):2598–2603, No v em b er 15, 2020. CODEN

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

Vyb oishc hik o v:2021:FNI

[VV21] Sergei F. Vyb oishc hik o v and Alexander A. V oit yuk. F ast non-

iterativ e calculation of solv ation energies for w ater and non-

aqueous solv en ts. Journal of Computational Chemistry, 42

(17):1184–1194, June 30, 2021. CODEN JCCHDD. ISSN

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

V alencia:2021:NDG

[VWFR21] Hub ert Ok adome V alencia, Busheng W ang, Gilles F rapp er,

and Andrew Llo yd Rohl. New dev elopmen ts in the GDIS sim-

ulation pac k age: In tegration of V

ASP and USPEX. Journal

of Computational Chemistry, 42(22):1602–1626, August 15,

2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V orn w eg:2023:SCQ

[VWJ23] Johannes R. V orn w eg, Mario W olter, and Christoph R. Ja-

cob. A simple and consisten t quan tum-c hemical fragmen ta-

tion sc heme for proteins that includes t w o-b o dy con tributions.

Journal of Computational Chemistry, 44(18):1634–1644, July

5, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

V ank a y ala:2022:PCN

[VWP

+

22] Sai L. V ank a y ala, Luk e C. W arrensford, Amanda R. Pittman,

Benjamin C. P ollard, Fiona L. Kearns, Joseph D. Larkin, and

H. Lee W o o dco c k. CIFDock: a no v el CHARMM-based flexible

receptor-flexible ligand do c king proto col. Journal of Compu-

tational Chemistry, 43(2):84–95, Jan uary 15, 2022. CODEN

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

Vyb oishc hik o v:2023:QSE

[Vyb23] Sergei F. Vyb oishc hik o v. A quic k solv ation energy estimator

based on electronegativit y equalization. Journal of Computa-

tional Chemistry, 44(3):307–318, Jan uary 30, 2023. CODEN

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

W ang:2021:R CS

[W an21a] Y ang W ang. Resp onse to commen t on “Sup erp osition of w a v es

or densities: Whic h is the nature of c hemical resonance?”.

Journal of Computational Chemistry, 42(19):1341–1343, July

15, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W ang:2021:SWD

[W an21b] Y ang W ang. Sup erp osition of w a v es or densities: Whic h is

the nature of c hemical resonance? Journal of Computational

Chemistry, 42(6):412–417, Marc h 5, 2021. CODEN JCCHDD.

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

W ang:2023:CGC

[W an23] Kai W ang. Cr

2

Ge

−

n

(n = 15–20) clusters with t w o Cr atoms

exhibited an tiferromagnetic coupling. Journal of Computa-

tional Chemistry, 44(19):1667–1672, July 15, 2023. CODEN

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

W eiser:2023:SBP

[W CD

+

23] Jonas W eiser, Jing jing Cui, Rian D. Dewh urst, Holger Braun-

sc h w eig, Bernd Engels, and F elip e F an tuzzi. Structure and

b onding of pro ximit y-enforced main-group dimers stabilized

b y a rigid naph th yridine diimine ligand. Journal of Computa-

tional Chemistry, 44(3):456–467, Jan uary 30, 2023. CODEN

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

W ang:2023:MBR

[W CT

+

23] Chao W ang, Lin Chen, W anxia T ang, Bing Zhao, and Ruige

W ang. Molecular basis of RNA recognition b y TBP of HIV-1

from m ultiple molecular dynamics sim ulations and energy pre-

dictions. Journal of Computational Chemistry, 44(13):1291–

1299, Ma y 15, 2023. CODEN JCCHDD. ISSN 0192-8651

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

W ang:2020:HA T

[WD20] Jun W ang and Bo Durb eej. Ho w accurate are TD–DFT

excited-state geometries compared to DFT ground-state ge-

ometries? Journal of Computational Chemistry, 41(18):1718–

1729, July 05, 2020. CODEN JCCHDD. ISSN 0192-8651

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

Wieder:2022:AFE

[WFBB22] Marcus Wieder, Markus Flec k, Benedict Braunsfeld, and Ste-

fan Boresc h. Alc hemical free energy sim ulations without sp eed

limits. a generic framew ork to calculate free energy differences

indep enden t of the underlying molecular dynamics program.

Journal of Computational Chemistry, 43(17):1151–1160, June

30, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W ang:2023:CPL

[WFLZ23] Y u-Chen W ang, Shishi F eng, W anZhen Liang, and Yi Zhao.

Commen t on “A p osteriori lo calization of man y-b o dy ex-

cited states through sim ultaneous diagonalization”. Journal

of Computational Chemistry, 44(27):2158–2159, Octob er 15,

2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic). See [BMT23 ].

W ak c haure:2020:PBB

[W G20] P adma ja D. W ak c haure and Bish w a jit Ganguly

. Probing the

b en t b onds in cyclopropane systems for gas storage and sepa-

ration pro cess: a computational study

. Journal of Computa-

tional Chemistry, 41(13):1271–1284, Ma y 15, 2020. CODEN

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

W einhold:2021:CSW

[W G21] F rank W einhold and Eric D. Glendening. Commen t on “Su-

p erp osition of W a v es or Densities: Whic h Is the Nature of

Chemical Resonance?” [J. Comput. Chem. 2021, 42, 412–

417]. Journal of Computational Chemistry, 42(19):1338–1340,

July 15, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W asc hen bac h:2020:DEG

[W GK G20] Lucas W¨ asc hen bac h, Christoph G. W. Gertzen, V erena Keitel,

and Holger Gohlk e. Dimerization energetics of the G-protein

coupled bile acid receptor TGR5 from all-atom sim ulations.

Journal of Computational Chemistry, 41(9):874–884, April 5,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W eser:2023:AHC

[WHJM23] Osk ar W eser, Bj¨ orn Hein-Jank e, and Ricardo A. Mata. Au-

tomated handling of complex c hemical structures in Z -matrix

co ordinates — the chemcoord library

. Journal of Computa-

tional Chemistry, 44(5):710–726, F ebruary 15, 2023. CODEN

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

Wilson:2021:CMN

[WK21] Leigh ton Wilson and Rob ert Krasn y . Comparison of the

MSMS and NanoShap er molecular surface triangulation co des

in the T

ABI P oisson–Boltzmann solv er. Journal of Computa-

tional Chemistry, 42(22):1552–1560, August 15, 2021. CO-

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

tronic).

W aite:2021:TSG

[WK CP21] Simone L. W aite, Amir Karton, Bun Chan, and Alister J.

P age. Thermo c hemical stabilities of gian t fullerenes using den-

sit y functional tigh t binding theory and iso desmic-t yp e reac-

tions. Journal of Computational Chemistry, 42(4):222–230,

F ebruary 5, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W u:2021:AHP

[WKD

+

21] Zhenghao W u, Andreas Kalogirou, An tonio De Nicola,

Giusepp e Milano, and Florian M ¨ uller-Plathe. A tomistic h y-

brid particle-field molecular dynamics com bined with slip-

springs: Restoring en tangled dynamics to sim ulations of p oly-

mer melts. Journal of Computational Chemistry, 42(1):6–18,

Jan uary 5, 2021. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W u:2023:DKS

[WK G

+

23] Y ufeng W u, Jia jie Kang, W ei Gao, Mingsh u Bi, Dongc heng

Y ang, Runlai Ji, Qingw ei Meng, and Cunfei Ma. A DFT and

kinetic study: Is it p ossible to prepare ep o xides without cata-

lysts using the in-situ generated p ero xy radicals or p ero xides

b y one-step metho d? Journal of Computational Chemistry,

44(24):1917–1927, Septem b er 15, 2023. CODEN JCCHDD.

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

Wilson:2022:ARI

[WKL22] Leigh ton Wilson, Rob ert Krasn y , and T yler Luc hk o. Acceler-

ating the 3D reference in teraction site mo del theory of molec-

ular solv ation with treeco de summation and cut-offs. Journal

of Computational Chemistry, 43(18):1251–1270, July 5, 2022.

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

tronic).

W u:2023:ESE

[WLSC23a] Mincong W u, Jun Liao, Zirui Sh u, and Chang jun Chen. En-

hanced sampling in explicit solv en t b y deep learning mo dule in

FSATOOL. Journal of Computational Chemistry, 44(22):1845–

1856, August 15, 2023. CODEN JCCHDD. ISSN 0192-8651

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

W u:2023:F C

[WLSC23b] Mincong W u, Jun Liao, Zirui Sh u, and Chang jun Chen. F ron t

co v er. Journal of Computational Chemistry, 44(22):C1, Au-

gust 15, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W alk er:2022:AAP

[WL WR22] Brandon W alk er, Chengw en Liu, Elizab eth W ait, and P engyu

Ren. Automation of AMOEBA p olarizable force field for small

molecules: P olt yp e 2. Journal of Computational Chemistry, 43

(23):1530–1542, Septem b er 5, 2022. CODEN JCCHDD. ISSN

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

W ang:2020:MSE

[WLZM20] Jia W ang, Xiao y an Li, Shijun Zheng, and Lingp eng Meng.

Mec hanism and stereoselectivit y of the elemen tometalation

pro cess of activ ated alkyne R C

≡ ≡

CR(R

= =

CO

2

Me) b y

Cp

2

T aH

3

. Journal of Computational Chemistry, 41(1):6–13,

Jan uary 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W ang:2022:SEE

[WMJ

+

22] Kai W ang, Lin Miao, Zezhao Jia, Run yu W ang, Guang jia Yin,

Xiao dong Zh u, Ramiro Moro, and Lei Ma. Structural ev olu-

tion and electronic prop erties of pure and semiconductor atom

dop ed in clusters: In

−

n

, In

n

Si

−

, and In

n

Ge

−

(n = 3–16). Jour-

nal of Computational Chemistry, 43(29):1978–1984, No v em b er

5, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W ang:2020:PPC

[WMZJ20] Ting W ang, Ying jin Ma, Lian Zhao, and Jinrong Jiang.

P ortably parallel construction of a configuration-in teraction

w a v e function from a matrix-pro duct state using the

Charm++ framew ork. Journal of Computational Chemistry,

41(32):2707–2721, Decem b er 15, 2020. CODEN JCCHDD.

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

W aldrop:2020:ICC

[WP20] Jonathan M. W aldrop and Konrad P atk o wski. In teractions of

CO

2 with cluster mo dels of metal-organic framew orks. Journal

of Computational Chemistry, 41(23):2066–2083, Septem b er 5,

2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W alter:2021:MML

[WRBT21] Vivien W alter, C ´ eline Rusc her, Olivier Benzerara, and F abrice

Thalmann. MLLPA: a mac hine learning-assisted Python mo d-

ule to study phase-sp ecific ev en ts in lipid mem branes. Journal

of Computational Chemistry, 42(13):930–943, Ma y 15, 2021.

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

tronic).

W assenaar:2022:ZST

[WR VP22] Pim N. H. W assenaar, Emiel Rorije, Martina G. Vijv er, and

Willie J. G. M. P eijnen burg. ZZS similarit y to ol: The on-

line to ol for similarit y screening to iden tify c hemicals of p o-

ten tial concern. Journal of Computational Chemistry, 43(15):

1042–1052, June 5, 2022. CODEN JCCHDD. ISSN 0192-8651

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

W ei:2021:AES

[WS21] W en-Jie W ei and P er E. M. Siegbahn. The activ e E4 structure

of nitrogenase studied with differen t DFT functionals. Journal

of Computational Chemistry, 42(2):81–85, Jan uary 15, 2021.

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

tronic).

complexes b y mac hine learning. Journal of Computational

Chemistry, 41(11):1064–1067, April 30, 2020. CODEN JC-

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

Y arish:2023:AMG

[YGG

+

23] Dzv en ym yra Y arish, Sofiy a Gark ot, Oleksandr O. Grygorenk o,

Dm ytro S. Radc henk o, Y urii S. Moroz, and Oleksandr Gur-

b yc h. Adv ancing molecular graphs with descriptors for the

prediction of c hemical reaction yields. Journal of Computa-

tional Chemistry, 44(2):76–92, Jan uary 15, 2023. CODEN

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

Y oshidome:2020:CRA

[YIO20] T ak ashi Y oshidome, Mitsunori Ik eguc hi, and Masateru Oh ta.

Comprehensiv e 3D-RISM analysis of the h ydration of small

molecule binding sites in ligand-free protein structures. Jour-

nal of Computational Chemistry, 41(28):2406–2419, Octob er

30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Y ang:2022:PIE

[YJZ

+

22] Xiao Y ang, Mingyu Ji, Cong Zhang, Xiaoning Y ang, and Zhi-

jun Xu. Ph ysical insigh t in to the en trop y-driv en ion asso cia-

tion. Journal of Computational Chemistry, 43(24):1621–1632,

Septem b er 15, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Y ang:2020:EME

[YLZ

+

20] Sheng-Ch un Y ang, Bin Li, Y ou-Liang Zh u, Aatto Laaksonen,

and Y ong-Lei W ang. The ENUF metho d — Ew ald summation

based on non uniform fast F ourier transform: Implemen tation,

parallelization, and application. Journal of Computational

Chemistry, 41(27):2316–2335, Octob er 15, 2020. CODEN JC-

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

Y uan:2022:CSF

[YLZ

+

22] Kun Y uan, Mengy ang Li, Y ao xiao Zhao, Y anzhi Liu, and Xi-

ang Zhao. Comp osition-selectiv e full inclusion host-guest in-

teraction of azob enzene-con taining photoresp onsiv e nanoring

with fullerene C

60

. Journal of Computational Chemistry, 43

(19):1276–1285, July 15, 2022. CODEN JCCHDD. ISSN 0192-

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

Y ashmin:2023:CNG

[YMSS23] F arnaz Y ashmin, Lakh y a J. Mazumder, Rohan Sharma, and

P ank az K. Sharma. Co ordination of noble gases b y alk ali-

metal-lik e sup eratom cation Be

3

B

+

. Journal of Computa-

tional Chemistry, 44(20):1733–1739, July 30, 2023. CODEN

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

Y anez:2023:D A U

[YOCMA23] Man uel Y´ a ~ nez, Filib erto Ort ´ ız-Chi, Gabriel Merino, and Ib on

Alk orta. Disman tlemen t of ammonia up on in teraction with

Be

n

(n ≤ 10) clusters. Journal of Computational Chemistry,

44(3):159–167, Jan uary 30, 2023. CODEN JCCHDD. ISSN

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

Y u:2023:TLM

[Y rYqLhC23] Rui Y u, Gai ru Y an, Y u qian Liu, and Zhong h ua Cui. Tw o-

la y er molecular rotors: a zinc dimer rotating o v er planar h y-

p erco ordinate motifs. Journal of Computational Chemistry,

44(3):240–247, Jan uary 30, 2023. CODEN JCCHDD. ISSN

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

Y u:2020:DHD

[YW20] F eng Y u and Y aoting W ang. Dual-h ybrid direct random phase

appro ximation and second-order screened exc hange with non-

lo cal v an der W aals correlations for nonco v alen t in teractions.

Journal of Computational Chemistry, 41(10):1018–1025, April

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Y uan:2022:PPP

[YW GY22] Lih uan Y uan, Chengkun W u, Xiao w ei Guo, and Canqun Y ang.

ParaCopasi: a pac k age for parallel bio c hemical sim ulation and

analysis. Journal of Computational Chemistry, 43(2):144–154,

Jan uary 15, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Y e:2020:FBS

[YX GZ20] Linfeng Y e, Chao Xu, F eng Long Gu, and Chao yuan Zh u.

F unctional and basis set dep endence for time-dep enden t den-

sit y functional theory tra jectory surface hopping molecular dy-

namics: Cis-azob enzene photoisomerization. Journal of Com-

putational Chemistry, 41(7):635–645, Marc h 15, 2020. CO-

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

tronic).

Y oshida:2020:ELS

[YYS20] Y uic hiro Y oshida, Ha y ato Y ok oi, and Hirofumi Sato. Energy

landscap e study of w ater splitting and H

2 ev olution at a ruthe-

nium(I I) pincer complex. Journal of Computational Chem-

istry, 41(26):2240–2250, Octob er 5, 2020. CODEN JCCHDD.

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

Y uan:2021:JDF

[YYZ

+

21] F ang Y uan, Zhifang Y ang, Xiao ying Zhang, Cuiy an T ong,

Go defroid Gah ungu, W enliang Li, and Jingping Zhang. Judi-

cious design functionalized 3D-COF to enhance CO

2 adsorp-

tion and separation. Journal of Computational Chemistry, 42

(13):888–896, Ma y 15, 2021. CODEN JCCHDD. ISSN 0192-

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

Zaczek:2020:MSF

[Zac20] Szymon Zaczek. MDMS: Soft w are facilitating p erforming

molecular dynamics sim ulations. Journal of Computational

Chemistry, 41(3):266–271, Jan uary 30, 2020. CODEN JC-

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

Zhang:2023:CRD

[ZBH

+

23] Congcong Zhang, Han Bai, Jun yuan Hu, Kai Guo, and Lili

Zhao. Computationally rational design of metal-in v olving

halogen b onds with π -co v alency: Structures and b onding anal-

ysis. Journal of Computational Chemistry, 44(3):480–488,

Jan uary 30, 2023. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zeng:2020:SNS

[ZDBZ20] Lu Zeng, Ping-Ji Deng, Jie Bi, and Ben-Chao Zh u. Searc hing

new structures of b eryllium-dop ed in small-sized magnesium

clusters: Be

2

Mg

Q

n

(q = 0, -1; n = 1-11) clusters DFT study .

Journal of Computational Chemistry, 41(21):1885–1897, Au-

gust 5, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zhou:2020:R CI

[ZFRM20] Xiao w ang Zhou, Mic hael E. F oster, Joseph A. Ronevic h, and

Christopher W. San Marc hi. Review and construction of in ter-

atomic p oten tials for molecular dynamics studies of h ydrogen

em brittlemen t in F e-c based steels. Journal of Computational

Chemistry, 41(13):1299–1309, Ma y 15, 2020. CODEN JC-

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

Zhang:2021:REF

[ZG21] Jidong Zhang and W ei Guo. The role of electric field on de-

comp osition of CL-20/HMX co crystal: a reactiv e molecular

dynamics study

. Journal of Computational Chemistry, 42(31):

2202–2212, Decem b er 5, 2021. CODEN JCCHDD. ISSN 0192-

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

Zheng:2020:A CC

[ZGZ

+

20] Dao yuan Zheng, Y urong Guo, Mingxing Zhang, Xia F eng,

Lina Zh u, Lijuan Qiu, Xiaoning Jin, and Guang jiu Zhao.

Anisotropic c harge carrier transp ort of opto electronic func-

tional selenium-con taining organic semiconductor materials.

Journal of Computational Chemistry, 41(10):976–985, April

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zhang:2020:FUT

[ZGZC20] Haomiao Zhang, Qiankun Gong, Haozhe Zhang, and

Chang jun Chen. FSA

TOOL: a useful to ol to do the conforma-

tional sampling and tra jectory analysis w ork for biomolecules.

Journal of Computational Chemistry, 41(2):156–164, Jan uary

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zahn:2021:BDF

[ZHHS21] Sarah L. V. Zahn, Ole Hammeric h, P oul Erik Hansen, and

Stephan P

. A. Sauer. The b est densit y functional theory func-

tional for the prediction of

1

H and

13

C c hemical shifts of pro-

tonated alkylp yrroles. Journal of Computational Chemistry,

42(18):1248–1262, July 5, 2021. CODEN JCCHDD. ISSN

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

Zhang:2021:FEM

[ZK21] Xiaokun Zhang and James T. Kindt. F ree energy of micelliza-

tion of do decyl phospho c holine (DPC) from molecular sim u-

lation: Hybrid PEA

CH–BAR metho d. Journal of Computa-

tional Chemistry, 42(31):2221–2232, Decem b er 5, 2021. CO-

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

tronic).

Zarnec k a:2023:FUF

[ZK23] Joanna M. Zarnec k a and Katarzyna H. Kaminsk a. FRAGMENTISE :

a user-friendly

, cross-platform to ol to create and analyze com-

prehensiv e small-molecule fragmen t databases. Journal of

Computational Chemistry, 44(26):2096–2102, Octob er 5, 2023.

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

tronic).

Zhao:2023:GSA

[ZKJ

+

23] Mingtian Zhao, Abhishek A. Kognole, Sunh w an Jo, Ao xiang

T ao, An thon y Hazel, and Alexander D. MacKerell, Jr. GPU-

sp ecific algorithms for impro v ed solute sampling in grand

canonical Mon te Carlo sim ulations. Journal of Computational

Chemistry, 44(20):1719–1732, July 30, 2023. CODEN JC-

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

Zhang:2022:ARM

[ZLLL22] Guan Zhang, Jin Li, Xinxin Liang, and Zongkuan Liu. Auto-

mated reaction mec hanisms and kinetics with the n udged elas-

tic band metho d-based AMK Moun tain and its description of

the preliminary alk aline h ydrolysis of nitro cellulose monomer.

Journal of Computational Chemistry, 43(22):1513–1523, Au-

gust 15, 2022. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zhang:2021:CPC

[ZMH

+

21] Na Zhang, Jinh ui Mi, Suhong Huo, Lingp eng Meng, and Xi-

ao y an Li. Computational prediction on the catalytic activ-

it y of heterobimetallic complex featuring M–M’ triple b ond

in acet ylene cyclotrimerization: Mec hanistic study

. Journal

of Computational Chemistry, 42(7):484–491, Marc h 15, 2021.

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

tronic).

Zhou:2022:TMP

[ZOD

+

22] Yingsheng Zhou, Justin M. Ov erh ulse, Nathan J. Dupp er,

Y anc h un Guo, Boris A. Kashemiro v, Kaiy ao W ei, J ´ er^ ome

Go vin, Carlo P etosa, and Charles E. McKenna. T o w ard more

p oten t imidazop yridine inhibitors of Candida albic ans b df1:

Mo deling the role of structural w aters in selectiv e ligand bind-

ing. Journal of Computational Chemistry, 43(32):2121–2130,

Decem b er 15, 2022. CODEN JCCHDD. ISSN 0192-8651

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

Zarate:2020:DMA

[ZRSST20] Ximena Zarate, Angela Ro driguez-Serrano, Eduardo Sc hott,

and J¨ org T atc hen. DFT/MR

CI assessmen t of the excited-

state in terpla y in a coumarin-sc hiff Mg

2+

fluorescen t sensor.

Journal of Computational Chemistry, 41(2):136–146, Jan uary

15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zhang:2022:R TR

[ZS22] Zheng-F eng Zhang and Ming-Der Su. The reactivit y of the

trapping reaction of the b enzene-bridged b oron/phosphorus-

based frustrated Lewis pair with difluoro carb ene and its group

14 analogs: a theoretical in v estigation. Journal of Computa-

tional Chemistry, 43(26):1783–1792, Octob er 5, 2022. CODEN

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

Zhang:2020:MMP

[ZSD

+

20] Hong Zhang, Xueguang Shao, F ran¸ cois Dehez, W ensheng Cai,

and Christophe Chip ot. Mo dulation of mem brane p ermeabil-

it y b y carb on dio xide. Journal of Computational Chemistry,

41(5):421–426, F ebruary 15, 2020. CODEN JCCHDD. ISSN

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

Zhang:2022:R CM

[ZWR22] Yi-Liang Zhang, F u-Li W ang, and Ai-Min Ren. Reliabil-

it y of computed molecular structures. Journal of Computa-

tional Chemistry, 43(7):465–476, Marc h 15, 2022. CODEN

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

Zhang:2022:TCS

[ZWY

+

22] Xuan Zhang, Y ongtao W ang, Jia Y ao, Haoran Li, and Kenji

Mo c hizuki. A tin y c harge-scaling in the OPLS-AA + L-OPLS

force field deliv ers the realistic dynamics and structure of liq-

uid primary alcohols. Journal of Computational Chemistry, 43

(6):421–430, Marc h 5, 2022. CODEN JCCHDD. ISSN 0192-

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

Zheng:2020:MSIb

[ZXD20a] Hai-F eng Zheng, Jing Xu, and Yi-Hong Ding. Mono-silicon

iso electronic replacemen t in CAI

4

: v an’t Hoff/Le Bel car-

b on or not? Journal of Computational Chemistry, 41(8):855,

Marc h 30, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zheng:2020:MSIa

[ZXD20b] Hai-F eng Zheng, Jing Xu, and Yi-Hong Ding. Mono-silicon

iso electronic replacemen t in CAl

4

: v an’t Hoff/Le Bel carb on

or not? Journal of Computational Chemistry, 41(2):119–128,

Jan uary 15, 2020. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zhang:2023:DFS

[ZZ23a] Yingfeng Zhang and Jian Zhao. A densit y fitting sc heme for

the fast ev aluation of molecular electrostatic p oten tial. Jour-

nal of Computational Chemistry, 44(7):806–813, Marc h 15,

2023. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Zsc hau:2023:MHF

[ZZ23b] Ric hard L. Zsc hau and Martin Zac harias. Mec hanism of β -

hairpin formation in AzoChignolin and Chignolin. Journal

of Computational Chemistry, 44(9):988–1001, April 5, 2023.

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

tronic).

Zhang:2021:RDN

[ZZG

+

21] Lei Zhang, Qin Zh u, Liuzhou Gao, Linlin Y ang, W ei Li,

Sh uh ua Li, Jun Zh u, W ei W ang, and Guixiang Zeng. Rational

design of the nic k el–b orane complex for efficien t h ydrogena-

tion of st yrene. Journal of Computational Chemistry, 42(8):

545–551, Marc h 30, 2021. CODEN JCCHDD. ISSN 0192-8651

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