A Complete Bibliograph y of Publications in

Journal of Computational Chemistry:

1990–1999

Nelson H. F. Beeb e

Univ ersit y of Utah

Departmen t of Mathematics, 110 LCB

155 S 1400 E RM 233

Salt Lak e Cit y , UT 84112-0090

USA

T el: +1 801 581 5254

F AX: +1 801 581 4148

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

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

13 Octob er 2017

V ersion 1.04

Title w ord cross-reference

10 [FK91]. 12 [FK91]. $120.00 [Gol92]. $142.00 [Dun90]. $152 [Da v97].

1 → 4 [GZL

+

94]. 2 [KMM99, SCMV97]. 3 [A

T93]. $34.95 [Gar90]. $35.00

[Mez91]. 4 [JFR92a, JFR92b, KMM99, KHG96, SCMV97]. 4 ≤ n ≤ 8 [KT91].

5 [KHG96]. $55.00 [V ar92]. 6 [FK91, KMM99, SCMV97]. $65.00 [Klo92].

$72.00 [Ran92]. [n] [BRLD92].

+

[Cha92, CLS

+

97, GS90d, GCG97,

GLLOB91, JKS93, L´ op95b, LDMS99, Mar98, PFFF97, PGBM97, Sie96].

+

13

[GYT

+

98].

−

[GS90d, MI99, Sie96].

1

[CGBC96, C

´

EC97].

11

[WHM

+

96].

13

[KMM99, Wib99].

15

[GM98a].

19

[KMM99].

2+

[GWHD99, GLLOB91, Gre95, GSK95, GG96, Mar98, TR

G99].

2−

[SHM99].

3

[CGBC96, CLS

+

97, GdA G

+

98, TK94].

α

[HM

ˇ

C91, Kik96, Kik99].

cdot,2+

[GCG97].

1

[A V C93, A

VP93, CGBC96, GdA G

+

98, MR93, MR

G97].

10

[MF G91].

12

[FM99].

1A

[A T93].

2

[AS98a, Arn94, AHLR

+

91, BSvRS95, BADP92, BvH

+

92, BSN99, BBS96,

1

Cai94, CGBC96, DBS93, GWHD99, GMY97, HK95, IBKvRS92, JKS93,

Jur96, KHA90, KHG96, L´ op95b, LDMS99, Luk94, Mag95, MF

G91, MI99,

McD96, MRH99, MQS

+

97, MTR90, NL91, PF

C96, RNDP98, SA99, SHM99,

SN91, SM91, SB92a, TDFdC91, TEdV90, V

CLB92, VHV90, ZMC

+

97].

20

[JKS93].

21

[JKS93].

2h

[Ear90].

2v

[vRSD92].

3

[Arn94, BSvRS95, BL91, BT92, GH98, GCRSAIVB99, GdA G

+

98, GCG97,

JFR92a, JFR92b, Kar99, KMM99, KKE93, KHA90, LSSvRS96, LDMS99,

Luk94, Mag95, MI99, NQ99, SI93, Sie96, SS95, SM91, SB92a, TDFdC91].

30

[FM99].

39

[K G99].

+

3

[LSSvRS96].

4

[CLS

+

97, GCRSAIVB99, GS90d,

GPK95, GW95, K

CK98, LBA

O96, MR

W91, MTR90, RP99, SD90, SHM99].

4−n

[JFR92a, JFR92b].

+

4

[BW91b, GS90d].

2+

4

[GvRSvEH

+

93].

4 α [C

´

EC97].

5

[BT92, IBKvRS92].

6

[HKY98, SHM99].

60

[F ro91, SD98, SC91, ZY96].

70

[F ro91, SC91].

8

[VK94].

80

[K G99].

84

[A O Y

¯

O96].

α

[GdA G

+

98, TDFdC91].

N

[Bic99, LS98, DMV98, JFR92a, JFR92b, KT91, KMM99, KHG96, MI99,

PFFF97, RNDP98, SCMV97, VF92].

oh

[vDvdRvD92].

s

[vRSD92]. α

[AJ97, BPZL96, GM98a, JFKK94, OC98, PC93, RS92, TDFdC91]. α(1 → 3)

[ITP90]. AX = λB X [Mit94]. β [BB96a, DLM

+

98, EPBD95, FDMB92,

FDMB93, F ro93, IBKvRS92, MGH97, PP AS

+

99, WSV92]. c [Als95]. ·

[GS90d]. d [Mag93b, Mag93a]. η

2

[Had98]. η

4

[GS90d]. η

5

[GS90d, Had98]. η

6

[GWHD99]. f [Mag93b, Mag93a]. log P [A

CDP98, DN92]. μ [SW96b]. N

[CK91, FW91, HM

ˇ

C91, ITP90, Kat90b, PS97, SJD

W90, SMS98, SVS

+

97,

VTR

+

94, HG93, KRM92, Wil94]. n = 0 [JFR92a, JFR92b, KMM99]. n = 1

[SCMV97]. n = 1, 2, 3 [VF92]. n = 3 [KHG96]. Ω

S

[ISH98b]. p

[CH96a, GWHD99, GvRSvEH

+

93, MGPR90]. π

[D W98, Had98, HG93, KMM99, KTT94, KTT95, LM96]. pK

a

[BF96, DJ93].

r [ZA94]. → [GBT97, ZMC

+

97]. t [Ov e91]. V (r ) [JCV

+

93]. Z [BH91a, BC96].

-2-acet ylaminofluorene [FW91]. -acet yl- [HM

ˇ

C91].

-acet yl-N’-meth ylalaninamide [SVS

+

97]. -acet ylalan ylglycine

[SJD

W90]. -alk anes [Wil94]. -alkyl [TDFdC91]. -amino [BB96a]. -b enzene

[GWHD99]. -bis-cro wn6 [VW96]. -Bonding [LM96]. -b oron [GM98a].

-but yl [Ov e91]. -carb ometho xy-3 [F ro93]. -carb on [RS92]. -cluster

[RP99]. -cyclo dextrin [WSV92]. -D [A

T93]. -diamminedic hloroplatin um

[A CD99]. -dimeth ylaniline [VTR

+

94]. -dio xins [MGPR90]. -enk ephalin

[NVS91]. -k etob oranes [IBKvRS92]. -L-fucose [C

´

EC97]. -lactam

[FDMB92, FDMB93, PP AS

+

99]. -lactams [DLM

+

98]. -lactoside [EPBD95].

-link ed [ITP90]. -mannose [ITP90]. -matrix [BH91a, BC96]. -means

[Als95]. -meth yl [HM

ˇ

C91, SMS98]. -meth yl-acetamide [CK91].

’-meth ylamides [HM

ˇ

C91]. -meth ylcarbamates [Kat90b]. -naph th yl

[OC98]. -o xo-k etenes [JFKK94]. -P- [GS90d]. -P-co ordination [GS90d].

-phen yl [KRM92]. -pinene [BPZL96]. -receptor [AHLR

+

91, GH98].

-selectiv e [A V C93]. -substituted [PC93]. -symmetric [SA99].

-toluenesulfonate [GWHD99]. -t yp e [KMM99].

/empirical [YM98].

0-947143-84-5 [Ran92].

1 [GdA G

+

98, MR

G97, RM94, VHV90, YBD

+

94, YTRB97].

1-amino-3-prop enal [F

A99]. 1-butene [PG91]. 1-c hlorosilatrane

[CH96b]. 1-difluoro-4 [LCA94]. 1-fluorosilatrane [CH94].

1-meth yl-dih ydronicotinamide [CG90].

1-P almito yl-2-linoleo yl-phosphatidylc holines [LH96]. 1-X-3-M-bicyclo

[GdA G

+

98]. 10-diazabicyclo [SHH

ˇ

C90]. 10-dih ydroan thracene [SR92].

10-dih ydrophenan threne [SR92]. 10-electron [W

AM93]. 10-v ertex

[ZBM91]. 10.1002 [Ano15]. 10.1002/ [Ano15]. 1096-987X [Ano15].

12-dih ydropleiadene [SR92]. 12-v ertex [ZBM91]. 15 [Ano97].

16-tetrao xa-1 [SHH

ˇ

C90]. 18-cro wn-6 [LHBF93, SK92b]. 1988 [Chr90]. 1a

[CLQSS98]. 1s [CDG

+

99].

2 [Ano15, Bic99, CG90, LS98, SBM97]. 2-

[SK91, VFM

+

90, WJL

+

96, WJV

+

96]. 2-b enzo dio xaphosphorin [KTS92].

2-D [SHCY93]. 2-dimensional [RPGS97]. 2-dinitroso eth ylenes [SCP92].

2-dio xin [FLHP97, PFLH93]. 2-dithiin [FLPH98, PFLH93]. 2-ethanediol

[RBSB96]. 2-h ydro xyp yridine [R

GK93]. 2-h ydro xyp yridine/2-p yridone

[R GK93]. 2-K [Ano15]. 2-meth ylbut yronitrile [CC91b]. 2-phen yl

[WMM

+

95]. 2-p yridone [R

GK93, BA94]. 2-sulfides [KTS92].

2-trifluorometh ylphenol [KK

CH96]. 20-h ydro xy-4 [SHH

ˇ

C90]. 21G

[F G96]. 21SP [MHB97]. 22SP [MHB97]. 272 [MR

G97]. 2A [HEN

+

94].

3 [ST92, FDMB92, KHF91, Kas90, MF

G91, T a y99, VFM

+

90]. 3-

[SK91, VFM

+

90]. 3-21G [F

G96]. 3-21SP [MHB97]. 3-amino-1 [IMP91].

3-aminotropanes [LSDB99]. 3-azabicyclo [SMS98].

3’-azido-3’-deo xyth ymidine [ST92]. 3-b enzazepines [A

VP93].

3-butadiene [JZ96, L

V90]. 3-c [CLQSS98]. 3-diamines [LSDB99].

3-diaza-1 [JZ96]. 3-dih ydro-1 [FLHP97, FLPH98]. 3-dio x-4-ene [FLHP97].

3-dio xanes [HCK95]. 3-dio xin [FLHP97]. 3-dip olar [CN98, MP98, SSQ92].

3-dip oles [MM94a]. 3-dithiin [FLPH98]. 3-meth yl-1-butene [PG91].

3-meth yl-1-p en t yne [CC91b]. 3-meth ylindole [WLKJ92]. 3-shifts

[IBKvRS92]. 3-substituted-1-meth yl-1 [BHK

+

91]. 3-triphen yl-1-prop yl

[IMP91]. 3.0.CO [Ano15]. 3.2 [MR92]. 3.2/CHARMm(R) [MR92]. 31

[MR93, RM94]. 31-8959 [MR93, RM94]. 31g* [CNOJ93, OJL93, FW93a].

3D [A

C94, Cri99, HGB93].

4-22SP [MHB97]. 4-amino-4-o xo-2-butenoic [Kat90a]. 4-bis

[WJL

+

96, WJV

+

96]. 4-dih ydro-1 [FLHP97, FLPH98]. 4-dih ydro-1a

[CLQSS98]. 4-dih ydrop yridines [BHK

+

91]. 4-dimetho xyphen yl

[WJL

+

96]. 4-dimeth ylcycloheptane [LCA94]. 4-dio xene [FLHP97].

4-dio xin [FLHP97]. 4-dithiin [FLPH98]. 4-fluorophen yl [F ro93].

4-monosubstituted [SK91, VFM

+

90]. 4-substituted [AHLR

+

91].

5 [A

T93]. 5-cyclo o ctadiene [RD97]. 5-Dimetho xy-1 [WJL

+

96].

5-dist yrylp yrazine [ENHE98]. 5-HT [A

T93]. 5-tri- [OC98].

5-trimetho xyphen yl [WJV

+

96]. 5.1 [GPPS91]. 5.21 [GPPS91]. 500-ps

[SYHW99].

6 [OJL93]. 6-31g* [FW93a]. 6-31G*-based [OJL93]. 6-31g*-deriv ed

[CNOJ93]. 6-dih ydro-1 [FLHP97, FLPH98, PFLH93].

7 [Zho97]. 7-tetrah ydroazepines [A V C93].

8-meth yl-N5-deazapterin [CG96]. 8-meth ylpterin [CG96]. 86th

[EHNW96]. 87 [F ro91, T a y99]. 87-118 [GS90c]. 87-16-12049-3 [T a y99].

8959 [MR93, RM94].

9-deazaguanine [K

G99]. 987X [Ano15].

= [AS98a, BSvRS95, BT92, FBTD92, GS90d, JFR92b, L´ op95b, SHM99,

SM91, ZY96].

A* [LP90]. A-DNA [BB98a]. Ab-initio [GCRSAIVB99, KHA90]. Abilit y

[JS93, Wib99]. absence [YBD

+

94]. absolute [

˚

Aqv96, SCC93]. absorption

[Che95a]. accelerator [TMK

+

99]. acceptance [SN90]. acceptor [GC98].

acceptor-substituted [GC98]. acceptors [NPL

T97]. accessibilit y [YB95a].

accessible [CS95, FB98, FS97, G

¯

O95, Her97, PCG

+

92, SNS95, W an91,

WL91a, WWSS98a, WWSS98b, WSS99c, ZKSB93]. Accompan ying [Ish98a].

accoun t [ZS99]. Accuracy

[CNOJ93, AS97, BNDS97, DM91, Gen99, HW97, HK95, SW96a, RSOF96].

Accurate [CB96, DP95, Mar97a, Mar97b, Mar98, MHB97, KUT

+

97, KK92,

MF G91, OL90, PFM91, PN95, SSR

O92, TKTN99, T a v96, WF94]. acetamide

[CK91]. acetate [L YH

+

95]. acetic [MvEP

+

98, PRRD98]. acet yl

[HM

ˇ

C91, SVS

+

97]. acet ylacetone [HR97, SHCR97]. acet ylalan ylglycine

[SJD

W90]. acet ylaminofluorene [FW91]. acet ylene [LSSvRS96]. ac hiev ed

[BNDS97]. acid [ALPH91, A

GP91, BF96, D

W98, HOL98, HM

ˇ

C91, Kat90a,

LD VP91, MP98, MvEP

+

98, NBG93, PRRD98, PFM91, R

C95, R

TGJ98,

SV94, SCZC99, TGW96]. acid-catalyzed [Kat90a]. acidic [GHS97].

acidities [Kas90, W

CK96]. acidit y [KHF90, KF94, LS96]. acids

[ASM

+

92, BB98a, BKK

+

96, CBIT94, GK90, KHF90, Kat90a, Kik99, NTK96,

NS98, PC93, Smi99]. across [CA95]. acrylamide [BB96a]. acrylo yl

[BADP92]. actinide [SHM99]. action [MSSS95, SSM96]. activ ation

[CY98, Vy a97]. activ e [CT97, CG96, F

A99, GBE92, HK90, SWS

+

90, SBS99].

activ e-site [CG96]. activit y [A

T93, KF94, RdBN90, Ric91]. acyclic

[WHF97]. acyl [SB98b, SB98c, TD95]. acyl-c h ymotrypsin [TD95]. ad

[MF G91]. Adaptation [Ear90, ZL94]. Adapted [JLN98, DZSB94].

Adaptiv e

[BRP92, BK97a, F

OCB96, F

CS98, HOL99, Kul90, LMB96, VS97, WP97].

addition [JZ96, LS94, LDJ

+

97, MSSS95, SLD

+

90, V

CLB92]. additional

[Hal96d]. Additions [Ano97]. additiv e [DK97]. additivit y [DH90a, IS91].

adenine [KSB

+

93, R

TGJ98]. adenosine [HK90]. adiabatic

[AB98a, BB96b, CBSR99]. adjacen t [MR93]. adjusted [SB90]. adjustmen t

[CA95]. adopting [FM94]. Adsorption [JAdV96, SSF90, SW96b, SBJ92].

adv ances [NKA98]. Adv ancing [DK97]. affecting [BCF

+

92]. affinities

[KS91, PMHR

G97, STB

+

94, SK91, VFM

+

90, ZG92]. affinit y

[A VP93, RHKK90]. against [CT97]. aggregates [HYH

+

94]. agonists

[AHLR

+

91, GH98]. AID [Ano15, SOL90]. AID-JCC10 [Ano15]. aided

[VHV99]. Alanine

[HNH

+

91, K

G91, PF99, RL99, SMM97, WWXS97, HNH

+

91]. alcohol

[vOC93]. alcohols [VR

C91, VR

C92, vOC93]. aldeh ydes [DH95]. Alder

[L V90, SBM97]. Alfred [T a y99]. algebra [Jem97, JK98]. algebraic [Ram90].

Algorithm [MKS97, VP92, VP93, VP94, BGBW97, BSS97, BSB

+

97, BB96b,

CMC92, CSC96, CBSB94, CSR92, EGHT97, FW93b, FK95, GBE97, GS94a,

GS94b, G

¯

O95, GF96, HO93, Har99b, HGB93, HOL99, Ish98a, JP92a, JP92b,

JL W97, JL

W99, JG93a, JJTP93, Kea90, K

OH97, KV93, Kul90, LP90, MJ93,

MJFT96, MK92, MJSV92, MGH

+

98, NIS98, Net94, NH91, NM97, PS97,

PSW96, P aST94, PM93, PD92, Pul97, Ram90, R

GK93, RS92, RPG

+

95,

RBE98, SGB91, SS98a, Sno92, SB90, T a v96, TS99a, VT91, W an91, WL91a,

W an97, WSS99b, WHHP97, WS98, YG92b, YG92a, YTT97, YB95a, ZvN93,

ZS93, vLP90, RBC

+

98]. Algorithms

[BKLS95, BK97b, KPR91, TvG94, Zup89, BMN99, BP94, D

V99, EK97,

FS98a, FS00, FTW

+

96, GHR94, GM98b, GT98, HO97, HL96b, HS95a,

HH99b, MTBS91, MS95, PFFF97, R

WB99, TSZ90, TEHL93, YB95b, Gol92].

Alignmen t [PKRR97, HT99b]. aliphatic [DMV98, HM

ˇ

C91, LCD

+

97].

alk ali [HHC90, LS98, LHBF93, ZY96, VW96]. alk aline [Kat90b]. alk aloids

[GCT96, Gio98]. alk ane [MHS

+

94]. alk anes

[Dil95b, DH95, GCRSAIVB99, PHG94, Wil94, Dil95a, LSCA98]. alk anol

[LPT97]. alk enes [AL

Y90, DBV98, LH96, NCA96, NA96, SC94]. alkyl

[BMJ90, CPR90, CA93, CBIT94, LK90, LA94, MHS

+

94, TDFdC91].

all-atom [DFTRJ97]. all-electron [SS95, SCMV97, V an99]. Allinger

[Ano97, Bo w98]. allo cation [GPF97]. allopurinol [CA

C99]. allo ys

[CJC

+

96]. allyl [LKL95, R

CvRS97a]. alpha [Jon91, MKS97].

alpha-function [Jon91]. alteration [SEJ95]. Alternate [Cas89, Gar90].

Alternativ e [CKP96, SF92, A

CDP98, GW91, TEdV91]. alumin um

[WHM

+

96]. AM1

[BHK

+

91, JFKK94, Ste90, Cso93, DBS91, DHHY90, F ab91, F ag91, FRR90,

FW93a, FDMB92, FDMB93, FSI95, GJR91, GP94, GMO93, GPPS91,

HK

ˇ

S

+

97, KHF90, KHF91, Kas90, Kat90a, KWWS91, LBO94, MLBD92,

MF G91, OL90, R

C93, SUG92, SMF91, VFM

+

90, WF94, W el90].

AM1-calculated [GMO93]. AM1/MST [LBO94]. AMBER

[Can93, DK93, HK

ˇ

S

+

97, HA95, SL95]. AMBER4 [VM95]. AMBER

CUBE

[DK93]. ameliorate [SLPP97]. amide [KB92, MR93, SJD

W90]. amides

[BB96a, DH95, GM99, LA91, MHJ

+

98]. amiloride [VPV91]. amine

[GBT97]. amines [LCD

+

97, SUG92]. amino [BB96a, BF96, D

W98, F

A99,

GK90, HM

ˇ

C91, IMP91, Kat90a, Kik99, NTK96, NS98, PFM91, Smi99].

aminotropanes [LSDB99]. ammonia [KS96]. ammonium [LCD

+

97].

among [CSC96, GPF97, PPK92]. amorphous

[CJC

+

93, CTJ

+

94, CJC

+

96, DH99]. AMP A C [L

W92]. amplitude [SG95].

AMSA [SUG92]. AMSOL [HL96a]. analog [F ro93]. analogs

[BH91b, Can93, PRRD98, Sul95]. analogue [CG90]. analogues

[DRF92, HS95a]. analyses [KTT94, KTT95]. Analysis

[BC95, BBR98, BGZP97, CDG

+

96, Cso93, FD94, MJ93, Mer92, SSQ92,

V CLB92, A

T93, A GN

+

90, A V C93, AJB96, AHLR

+

91, Art94, ARLG

+

94,

BPS93, BB98a, BB96a, BF96, BKL

+

90, BW90, BR97, BJK95, Bro99,

CGdA

C91, CE

´

A92, CT97, DNC96, DRF92, DZ97, FBTD92, F GG

+

92, FR

C91,

FPR97, F

CS98, F ro93, GM98a, Gen99, fGGG94, Gio98, Gla90, GSB99, GW98c,

GSK95, HS93a, HKK91, HH99b, HCCC99, IMP91, ISH98b, JB95, JVB95,

Jem97, KT91, KZ99, K

G91, KPI95, K

CK98, KHL96, KRB

+

92, KRB

+

95,

KTS92, LPD90, LP90, LK92, LSDB99, LFB96, LBA

+

99, MvRSL

+

97, Mar90,

MNVM97, MM97, MF

G97, MR93, MR

G97, PSY

+

99, P et93, PD99, Ran91,

RM94, RD97, RPR

+

98, ST92, SSD93, SD90, SM94, SB98b, SR94b, Sul95,

SSO94, SSRS94, SSR94, SSR95, SFB91, TKF92, TGW96, TLBP99]. analysis

[VTR

+

94, VSF97, WSV92, W

CMS91, WJV

+

96, YC95, ZHSB92, dANS

+

96,

dV A92, MSSS95, V GN

+

92]. Analytic [Jon91, DKK

+

93, EA93, SG95].

Analytical [CMC96, P ac93, PT96,

ˇ

ZRK

+

95, EKS97, FB98, G

¯

O95, MK92,

PCG

+

92, P et94, WS99a, WS99b, YB95a]. analyzing [HH99a, JMH96]. AnF

[SHM99]. angle [BBvG95, CNS96, K

G91, LPK99, SF92, TGW96]. angles

[BK96, GH98, GS90a, LA90, SG95, T a v96, WTLC93]. angular [ZS95].

anharmonicities [HI98]. anharmonicit y [VHV99]. aniline [A

YC94].

anilines [KHF90]. anion [FSCS99, LH99, O’m99]. anions

[DBS91, ENvRS94, LK90]. anisole [MV91]. anisotropic [W A W

+

97].

Anisotrop y [ST94]. annealed [A

W90, SSD93]. annealing

[BM99, CE96, EHNW96, GW95, LSR97, MPBM98, NVS91, Nil91, Sno92,

WP97, W

CMS91, YTT97]. Announcemen t [Ano90a, Ano90b, Ano92a,

Ano93a, Ano94a, Ano94b, Ano94c, Ano94d, Ano95a, Ano95b, Ano96a].

Announcemen ts [Ano91a, Ano91b, Ano93b, Ano94e]. Anomalous

[GvRSvEH

+

93]. anomeric [Arn94, FR

C91, FVR92, KA96a, KHA90].

anomers [BSC

+

98, DD

V93]. an thracycline [SSM96]. an ti [FHT99].

an tialiasing [BNDS97]. an tibiotics [FDMB92, FDMB93]. an y [SSR

O92].

apically [GS90d]. apicophilicit y [WZG

+

93]. apparen t [CT95, CTC95].

Applicabilit y [GML94, MRM97]. applicable [She90]. Application

[BP94, CCJ

+

99, CCBK95, CHSK96, HEN

+

94, KF94, LJ92, RPGS97, SKA93,

Building [YTRB97, P

AS90]. Bulk [CW93, A

CB97, NBB

+

99]. bulky

[PSK98]. butadiene [JZ96, L

V90]. butanal [LP92]. butene [PG91].

butenoic [Kat90a]. but yl [BH98a, Ov e91]. bz [GWHD99].

C [C

´

EC97, GCRSAIVB99, GdA G

+

98, GCG97, JFR92b, MF

G91, TDFdC91,

ZY96, CLQSS98, A O Y

¯

O96, DJ94, FM99, F ro91, GCRSAIVB99, GdA G

+

98,

HD A93, IBKvRS92, KMM99, Kik96, Kik99, K

G99, LSSvRS96, MF

G91, PT99,

SA99, vRSD92, SD98, SC91, TDFdC91, Wib99, YSJ95, ZY96, TDFdC91]. C-

[HD A93]. C-NMR [Wib99]. C-terminal [YSJ95]. C1 [SI93]. C13

[CBSR99]. C14 [CBSR99]. C15 [CBSR99]. Ca [FR94b, GG96, Mar98].

cadmium [HM90]. cage [LKSS91a]. cages [LKSS91b]. calcium

[CHPK91, SN91]. calculate [BB96b, Gri90, PL94]. Calculated

[SCP92, AJB96, DM90, DJ93, GMO93, GPPS91, GLoNP96, HBLL98, HY

A92,

KHF90, KHF91, Kas90, LSCA98, MGLL99, Nic97, REA

+

98, SC94, SKK

+

93].

calculates [AFK

+

95]. Calculating

[DM90, ZYY95a, A

TS90, CR95, HVM99, KPR91, Mul91, Net94, PZBM98,

Pur98, R

C95, SKT94, SNS95, VDF

+

97, WL91a, W

O97]. Calculation

[

˚

Aqv96, BF96, BB98b, DZ97, ER95, GH97, Her93, K

OH97, K

OH98, KKE93,

KSD90, Mit98a, Phi90, RE99, SQ95, SA

CKH95, ADG99, A

C94, A CR C97,

BSS90, BG96a, BG96b, CPJ98, CMC92, CGBC96, CD97, CBSR99, Cul92,

DKBS97, EA93, F ag91, FW92, FW93a, FB98, FS97, GJR91, GPF97,

HGC

+

95, HG93, HW97, KW91b, Kul90, L

V90, LDM92a, Mar98, MVS92,

MSDC94, Mez92, Mit94, NIS98, NL91, P et94, RK97, R

CAA99, SW96a,

SOL97, SMF91, SC95, SKM94, TKTN99, VSF97, WHHP97, WWF95,

YG92a, vDvdRvD92, MLA

+

99]. Calculations

[CMS91, A GN

+

90, AMY98, AL

YT90, ASM

+

92, AF93, AF94, A

YC94, Ano97,

AL98, BLO94, BFH94, BCFM98, Bec99a, BFST93, BB96a, BJ94, Bog99,

BB95, BW91b, BNDS97, BLF95, BRH90, CLCL96, CW97, CDG

+

99,

CHPK91, CBWF98, CBIT94, CT99, CRME93, CKP96, CW93, Cso93, CG94,

CG99, DPK94, DH90a, DB98, DJ92, DBT98, Ear93, EGH

+

93, F

GBH90, F

A94,

F el96, FR90, FK91, F GG

+

92, FPSK92, FM99, FDMB92, FDMB93, FLHP97,

FPC91, GBE97, GC97, GMY97, HK90, HS99, Hil97, HHC90, HWH

+

91,

HA95, IRRR93, Jai90, JP92a, JP92b, JFKK94, JK98, JG91, JFR92a, JFR92b,

KSP90, KZ99, KMO92, KHB92, KK91, KRB

+

92, KRB

+

95, KPV96, KTS92,

LCW93, LSR97, LMRRL98, LCD

+

97, LA94, LSFFM

+

95, LO98, LDM92a,

L W92, MM93, MNVM97, MR

W91, MSB95, MSB96, MM91, Mit98a].

calculations [MPJ98, MPJC98, MTR90, NCA96, NLA96, NA96, NSA

+

97,

OS98, OBL95, PL

Y98, P ea94, PR95, PC94a, PFLH93, PK91, PN95, R

G99,

R C93, RPW98, R

Cv96, R

CvRS97b, R

CvRS97a, RvRS98, RSOF96, RLA

+

98,

RHKK90, RSK92, SN90, SD90, SJD

W90, SHM99, SKA93, SS93, SN99,

SLH96, SKT93, SR94b, SS95, SRI92, SCRI93, SCMV97, TP93, T

A94,

TNS97a, UF93, VR

V99, V

˚

AJ94, VVSV96, V an99, VW96, VFK92, VW91,

VES

+

99, V

A98, VHV90, WM95, WZG

+

93, WF94, WP96, WSS99c, WH95,

WJL

+

96, W un92, ZA94, ZKA94, ZL94, ZM99, DBS91]. calix [VW96]. cam}

[HL96a]. Cam bridge [A GN

+

90, LHBF93]. Can [FK91, F

CCG96, VHW

C98].

Canonical [OS94, CC98, F

CS98, Gen99, HL96b]. capacit y [BR97]. capsid

[YKU96]. capture [Phi90]. carb enes [KHF91]. Carb´ o [MK97b].

carb o cations [R

Cv96]. carb oh ydrate [vEK99]. carb oh ydrates

[DFTRJ97, EPBD95, KPI95, LMA99, RSB96]. carb ometho xy [F ro93].

carb on [A CK

+

96, A CR C97, BDH

+

94, F ag91, JB98, JU91, LKSS91a,

LKSS91b, MKS97, NBG93, PB92, RS92, MF

G91]. carb on-cage [LKSS91a].

carb on-carb on [F ag91]. carb on yl [FBTD92, FSCS99, LKL

+

97, LPT97].

carb on ylation [IBKvRS92]. carb on ylo xide [BSGB98]. carb on yls

[TDFdC91]. carb o xylate [Pra93, TD95]. carb o xylic [LMB99, ASM

+

92].

carb o xyp eptidase [A

C92]. cardioto xin [SYHW99]. Carlo

[CLO99, BMJ90, CFK97, CE96, CCJ

+

99, CBSB94, DBV98, Dum91, DN92,

D V97, ET98, FB97, F

CS98, GLP95, GPB

+

97, GVH94, GLLOB91, GS94c,

GBE92, HL96b, HNS

+

97, HHP91, JG93a, JN93, JLNTR93, JJ98, JAdV96,

JMH96, KID93, Kul90, Mar90, MM97, MJSV92, NBS94, NVS91, PKRR97,

PLB92, PHG94, RPG

+

95, SS98a, SS98b, SMM97, TM95, TS99a, TMCM

+

96,

V GN

+

92, vFB91]. Carlo-with-minimization [NVS91]. Carlo/energy

[GBE92]. Carlo/sto c hastic [GS94c]. carry [CDG

+

99]. Cartesian [BH91a,

Bak92, BB93, Bak93, BC96, BSB

+

97, JCV

+

93, K

G91, KA92, RKL93, SG95].

CASE

[KW91b, A

CB97, BA94, ITP90, JTM

+

95, PFFF97, RHN94, SK92b, CKP96].

CASPT2 [F

A99]. CASSCF [Cul99, F

A99]. CASSCF-CASPT2 [F

A99].

Casti [Gar90]. catalysis [GHS97, V

CLB92]. catalyst [DBV98]. Catalytic

[A CB97, MSSS95, vOC93]. catalyzed [Kat90a]. cation

[Bau90, D

W98, DvRSH94, FSCS99, GMO93, LP92, MV91, RK95, VW96].

cations [FW92, FSI95, LHBF93, L´ op95a, L´ op95b, R

CvRS97b, R

CvRS97a,

RvRS98, VK

C96]. cautionary [HHC90]. ca vities [A

W91, BLO94, PTCB99].

ca vit y [COR99, CMPT98, FW92, FRZ93, dV

A92]. ca vit y-induced

[CMPT98]. CCl [LBA

O96]. Cd [FR94b, GG96, Ste91]. CdS [TP93]. cell

[GPF97, SOL90]. cellobiose [HS93a, HS93b]. cello oligomers [HS93a]. cells

[Ste98]. cen ter

[CDR

+

95, Cis93, FPC91, GZ95, HVvRS93, Jon91, SWS

+

90, ZL94]. cen tered

[BW90, DK97]. cen ters [MR

W91]. cen trifugal [KK92]. CEP

A [VHV90].

CEP A-1 [VHV90]. cephalothin [FDMB93]. cerium [JDD97]. CF

[BvH

+

92, KMM99]. CFF95 [HK

ˇ

S

+

97]. CFT [F ro93]. CH [BSvRS95,

JFR92a, JFR92b, KHA90, Luk94, SM91, SB92a, TDFdC91, VK94, Arn94,

BADP92, BvH

+

92, DMV98, LSSvRS96, Luk94, MI99, vRSD92, TDFdC91].

c habazite [GHS97]. c hain

[BK97a, Da v93, DS92, GM90, HM

ˇ

C91, KD96, KTnH99, LB96, LOP

+

97,

PSW96, Rau96, R

CvRS97b, TEHL93, V GN

+

92, PS91]. c hains

[GS94b, GJD94, HP94, PS91, PS92]. c hair [HCK95]. c hange [SB99b].

c hanges [FPSK92, RK97, SV94, WMM

+

95]. c hannels [LZZ98]. c haracter

[CC98, LMB99, LB90]. c haracteristic [Bal91a, DOO93, VT91,

ˇ

Ziv90].

Characterization [TNKM91, WS93, BL91, W

AM91, Hal99b, SW

AH91].

Charge [SK92a, AM99, ABE

+

96, BR

C94, BNDS97, BBH99, CTJ

+

94, DJ92,

FS91, HK92, KE95, KTnH99, LDM92a, MSZ96, Non97, P ac95, PSK98,

PSY

+

99, PFM91, R

C93, REA

+

98, R

C95, SR94b, SMA92, SSR

O92, SK

OR93,

W AM91, Wil94, W

A99, YTRB97, CCBK95]. c harged

[

˚

Aqv96, BPC91, JAdV96, MSB95, MSB96, Mul91, RLG98]. Charges

[F er91, F

CCG96, BT96, BCG97, BMK90, CT95, CNOJ93, CK91, CTC95,

CMPT98, DH95, DJ93, FRR90, FS94, GP94, GK90, HE99a, HE99b, LLD98,

Mar97a, Mar98, Mer92, Mul91, OL90, PNJS93, PKN

+

95, RM91, RL99,

SWS

+

90, SR98, SCRI93, Spa96, SA

CKH95, SKM94, SW92, SW93b, Su93,

TKF92, UF93, WF94, WLKJ92, WR93, WFR99, WKP

+

90]. CHARMM

[DZSB94, HK

ˇ

S

+

97, MKS90, HA95, Nic97]. CHARMm(R) [MR92].

CHCF

O [BADP92]. Chem [Ano97]. Chemical

[Che99, CW91, Rou90, TNKM91, BH98b, BKMM99, ENHE98, GH98,

GM98a, HK

ˇ

S

+

97, HB91, Jem97, JB98, KMM99, LBA

+

99, L

W92, PFMI97,

PS97, PT99, PD99, Ran92, SOL90, SVS

+

97, SKK

+

93, TR

G99, TP93, VT91,

WHHP97, WJL

+

96,

ˇ

Ziv90, GBW98]. c hemical-kinetic [Jem97]. c hemically

[TKTN99]. c hemisorption [IRRR93, TP93]. c hemist [Bo w98]. Chemistry

[Ano15, Dy a98, MS89, BKMH97, BSL91, DKL90, D VJ

+

95a, D VJ

+

95b, F el96,

FTW

+

96, Had98, HGK

+

96, PL

Y98, Rog90, Rog94, Rog03, SOCF98,

TYRD92, TSZ90, V ar92, Zho97, Chr90, Mez91]. Chemists [Zup89, Gol92].

c hemometric [dANS

+

96]. ChemX [GPPS91]. CHF [SB92a]. CHFN

[BvH

+

92]. c hic k en [LK95]. Chiral [P ol93, DKL90]. c hloranil

[KTT94, KTT95]. c hloride [IMP91]. c hlorides [WHM

+

96]. c hlorinated

[RLG98]. c hloroform [DN92, SFB91, VW96, VHW

C98]. c hloroform/w ater

[DN92]. c hloroformaldeh yde [VK

C96]. c hlorosilatrane [CH96b]. CHO

[LDMS99]. c hoice [IC96]. c hoices [Bog99]. c holesterol [L YH

+

95].

c holesteryl [L YH

+

95]. c hromium [V an97]. c hromophore [Non97].

c hromophores [Che95a]. c h ymotrypsin [TD95]. CI [BW91a, BMD99,

Cul99, FPC91, Gri94, PS96a, PK91, RHKK90, SD90, WWZD92]. CICAD A

[KPI95, MK94]. circuit [KL91]. cis [A

CD99, CK91]. cis- [CK91]. cisplatin

[PSY

+

99]. Cl

[AS98a, BSvRS95, JFR92a, JFR92b, SHM99, SM91, BKMH97, BBS96]. class

[MHS

+

94, MHJ

+

98]. classical

[BvGMP97, HHP91, KLR96, LMB96, SB98a, SHCR97]. classical/quan tum

[BvGMP97]. classification [IG94]. cla y [TYMS98]. clea v age

[A C92, BFST93, CLQSS98]. CLOPP

A [CGdA

C91]. closed

[GS97, HBLL98, LLB99, PC94a, TP93]. closed-ring [TP93]. closed-shell

[HBLL98, LLB99, PC94a]. closest [SA99]. Closo [TLBP99]. Closo-Boranes

[TLBP99]. closure [PS91, WS99b, ZR

VD93]. cloth/$89 [Da v97]. Cluster

[BGZP97, SM94, CW93, CJC

+

93, GHS97, Har99b, HS99, IRRR93, NBB

+

99,

RP99, R

GK93, SCRI93, TP93]. clustered [BB98b]. clustering

[Als95, SB99b, TvG94, VK97]. clusters

[Art94, BHE

+

93, D

V97, GYT

+

98, Hea90, H ˇ sR95, JKS93, KT91, LLD98,

MvRSL

+

97, MF

G91, NM97, PP97, SL95, TKSM96, TP93, UVR

CR92]. CN

[DvRSH94]. CNDO [BMD99]. CNDO/S [BMD99]. CO

[VHV90, Da v97, GBT97, BJ94, MR

W91, Cha92]. coarse [LMF

A92].

coarse-grain [LMF

A92]. cobalt [UVR

CR92]. cobra [SYHW99]. co caine

[F ro93, VL90, WNW91]. co de [Ear90, L

WNS95, MKF

+

97, RBC

+

98]. co des

[D VJ

+

95a, D VJ

+

95b, FV98, IG94]. co efficien t [KW91b]. co efficien ts

[BH91b, Gen99, MN92]. Collectiv e [GPB

+

97, TS99a]. Collectiv e-v ariable

[GPB

+

97]. collision [BB96b]. collisional [LB96]. COLUMBUS [DLS

+

97].

column [BR97]. com bination [DS90, DRP98, HH99b, KV93].

com binations [Flo92, WSS99a]. Com binatorial [TSZ90, GM98b].

Com bined [BMW

+

90, LS94, Rau96, YM98, BT96, BvGMP97, CCJ

+

99,

CG90, CG98, ER95, FBK90, F

G96, FUS

+

94, PP AS

+

99, GG96, SR92].

Com bining [EKS97, WH93, ZS93, WS99a]. CoMF

A [YC95]. Commen t

[SC99]. Commen ts [Bal91a, DHHY90, Ste90, D

W98, Hol93]. commonly

[KNST96]. Compact [BC90, HS99]. Comparativ e

[A GN

+

90, A V A93, GG96, HL96a, KF99, LIO90, PS98, A

T93, Che95b,

EPBD95, FSCS99, KHL96, NVS91, SR94b, YC95]. Comparing

[FPRD99, GW98c]. Comparison [ALO94, A

VP93, BP93b, F ag91, F GG

+

92,

F or91, GHS97, HVM99, HK

ˇ

S

+

97, KVKK93, K

CK98, MSZ96, NBS94, OJL93,

PFFF97, R

C95, ST91, SS98b, SW93a, SR98, VVM93, VW91, WR93, W

O97,

Wib99, BP93a, Bak93, BC96, BKL

+

90, DHHY90, F

GBH90, FRR90,

GWHD99, GGP96, GPPS91, GLoNP96, HL96b, JU91, KS96, KHL96,

LHBF93, Luk94, MF

G91, MJFT96, MLA

+

99, RK97, Ric91, RK99, RMS93,

SSD93, STB

+

94, SLH96, Ste90, TS99a, TEHL93, VDF

+

97, WSV92, W

CK96,

AS97, BL91, FW93a, FV98, HVvRS93, HW97, Her97, JB95, JVB95, JL

W99,

Kna92, NSA

+

97, PK95, SUG92, Sul95, TR

G99, WHM

+

96, WWF95].

comparisons [FZL97, HO97]. compartmen talization [SOL90].

Compatibilit y [R

W99]. complemen t [SSR

O92]. complemen tarit y

[MV91]. complete [W

AM91, ZPV

+

96]. completeness [BKL

+

90]. complex

[A CD99, B ¨ uh99, CFK97, CLQSS98, CR95, CG94, DKJ96, KTT94, KTT95,

MGLL99, MP90, NBG93, PDPM97, Y os90, ZS99, ZHSB92]. complexation

[VHW

C98]. complexes [B ´ er97a, BF91, BBS96, CDG

+

96, CHPK91, CA95,

CY98, FR90, GGK98, GMY97, GSK95, GMO93, Had98, KT93b, KTT94,

KTT95, LHBF93, MM93, Mag95, MKF

+

97, MV91, PK

CM99, R

CAA99,

SCZC99, SH91, SR90, SSO94, TR

G99, VW96, VHW

C98, VHV90, ZY96].

comp onen t [HBLL98, HNS

+

97, MPJ98, MPJC98, SSR94, SSR95, SFB91,

TEdV90, VES

+

99]. comp onen ts [Gao97, SW O W97]. comp osed [CDG

+

99].

comp osite [Bec99a]. comp osition [BW91a]. comp ound

[FDMB92, GSB99, PSK98]. comp ounds

[AF94, Ano97, BCMZ99, BCF

+

92, BH98b, BBH99, DD

V93, DDL

V95, D

VL90,

ER95, F

A94, FR

C91, FM94, FSCS99, GPSS93, HD

A93, JFR92a, JFR92b,

KSP90, LA90, LJ92, LDJ92, LDJ

+

97, MHJ

+

98, MNVM97, Mar98, MSB95,

MSB96, PK95, RdBN90, RR92, Ro d94, SHM99, SI93, SW93a, SR94b, SUG92,

T A98, TYMS98, VF92, VW91, WZG

+

93, W

O97]. Comprehensiv e

[PSY

+

99, MTRJ95]. compression [FW93b, She90, SCC93]. compuational

[F or91]. Comput [Ano97]. Computation

[COR99, GS93, TEdV91, TRLRB96, BMD99, CS94, F

OCB96, GM90, G

¯

O95,

Klo97, MD95, MOSD97, MGPR90, Ov e91, P aST94, Ran91, RM91, RK99,

SAF93, Sun94, T a v96, VT91, WWSS98a, WWSS98b, WHHP97].

Computational [Ano15, BSGB98, CY98, DKL90, LSDB99, MM93, PC94b,

Rog90, Rog94, Rog03, Rou90, TNKM91, WP96, Zho97, Bog99, BSL91, Chr90,

EA93, F el96, FT

A91, FTW

+

96, GSB99, Hal96d, HGK

+

96, MF

G97, PC93,

SSM96, SE94, SW93a, SR90, TYRD92, WJV

+

96, Ran92, V ar92].

computations

[A CF O91, FR94b, Gre95, KL91, KV93, RRR92, TRR

+

94, VS97]. compute

[ALO94, BG93, OL90]. computed [BR97, F ro91, PE92]. Computer

[Bal90, Bal91b, Bal93, LB90, TNKM91, D VJ

+

95a, D VJ

+

95b, Ear90, Elv91,

HL96b, HEN

+

94, HR97, KW91b, KF94, KUT

+

97, LL94, Mez92, RPG

+

95,

SLG93, VP92, VHV99]. computer-aided [VHV99]. computer-assisted

[LL94, VP92]. computers [BBR96, BDKJL95, CS90, DK93, DPK94, FK95,

HA93, LBI

+

97, MD95, MOSD97, MTBS91, RBC

+

98]. Computing

[ABE

+

96, ZM90, Dum91, HB91, Ish98a, OS91, ZV96, STP

A91].

concen trations [CR95]. concepts [Bic99, PM93, JM90, Klo92]. concerning

[TMB93]. concerted [Bau90]. Concise [ABD90]. concurren t [CMC92].

condensation [DLM

+

98]. condensed [CBSB94]. conditions

[ ¸ CHP91, F¨ or92, MSZ96, SKT93, YKU96]. configuration

[BBR98, CGBC96, DLS

+

97, DKH98, GBE97, PS96a, RBE98, RSK92, SWK99].

configuration-selecting [SWK99]. configurational

[A GM91, CLO99, WJV

+

96]. configurations [Kri90, TvG94].

Conformation [CH88, JFKK94, TK94, A

TK94, Cri92, GM90, HO93,

HNS

+

97, HM

ˇ

C91, JL

W99, KD96, KPR91, MJ93, MM94c, WP97, Dun90].

conformation-dep enden t [GM90]. Conformational

[A V C93, BCMZ99, BFST93, CT97, CSR92, CC91b, DRF92, FBTD92, F ro93,

GJK

+

93, GW95, GK93, HS93a, HP94, HCCC99, JJTP93, KS96, K

G91, KPI95,

KTS92, LK92, LLD98, MNVM97, MR93, MR

G97, Nic97, PG91, SSD93,

SMM97, SM91, SW92, SW93b, Sul95, SK92b, SSO94, SSRS94, TGW96,

TJP96, UF93, V GN

+

92, ZLM92, Art93, A

W90, BPS93, BP93a, BKL

+

90,

BW90, CHSK96, C

´

EC97, F GG

+

92, FR

C91, FPR97, F

CS98, GLP95, GS91,

GBE92, GPPS91, GLoNP96, HN96, Hal99b, HKK91, HBR

+

99, IMP91, JL

W97,

KMKW98, K

G99, Kuc96, LPD90, LP90, LSR97, LSDB99, LCA94, MK98,

MK94, MJFT96, MJSV92, NBS94, NIS98, NW

˚

AM95, PD92, RJP97, RD97,

RPR

+

98, ST92, SB98b, STT95, SB99b, SA

CKH95, Sun94, SG95, VR

C91,

VR C92, VTR

+

94, VL90, WMM

+

95, W an97, WHF97, WSV92, W

CMS91].

Conformational [BP93a, BB96a, Cso93, Gio98, K

G93, LSR97, PHG94].

conformational-determining [NW

˚

AM95]. conformationally

[KVL91, MKS90]. conformations [ALPH91, BK97a, BGZP97, BSV94,

Da v93, FM94, GHR93, HCK95, KF99, LHBF93, Luk94, Mez98, Ob e98, PS91,

P ar99, PMIB99, SSD93, SM94, Sno92, TEHL93, W el90, vFB91]. Conformers

[ZCP98, BSC

+

98, BB95, FLPH98, PF

C96, PE92, Sau91, SJV93, WMM

+

95].

congeners [GPK95]. conjugated

[AL YT90, BB96a, KL91, MSB96, NLA96, NA96, T

A98]. conjugated-circuit

[KL91]. conjugation [Che95b, CD97, WMM

+

95]. connection [AB98a].

connectivities [GM98a]. conquer [PL

Y98, SHCY93]. conrotation

[MQS

+

97]. Consensus [BBH99]. Consequences [LP99, BvH

+

92].

conserv ation [Har93, ZS95]. Conserving [KHW

+

90]. consideration

[CD97, fGGG94]. considerations [KT93a]. Consisten t

[AJ99a, AJ99b, GH98, FRSNS92, F CNS

´

A98, FW92, FM91, Gre95, HOL98,

HGK

+

96, JHB96, MPJ98, MPJC98, R

W99, TRR

+

94, WH95]. constan t

[A CR C97, EGH

+

93, GdA G

+

98, MGLL99, McD97, YC95, SB99a, SW96b].

Constan t-NT [SW96b]. constan ts

[BP98, BPC91, CGdA

C91, Dum91, DBT98, FM99, FPL95, GKM94, GH97,

KHF90, KHF91, KK92, MF

G91, PPK92, Phi90, P ol93, R

CAA99, WL91b].

Constrained [BB93, Bak97, BKLS95, Bla91, DKRK95, FSW96, Bak92].

Constrain t [WS98, FS98a, FS00, GK90, HBBF97]. constrain ts

[KID93, LZT91, PHG94]. Construction

[CHP90, PPK91, FTW

+

96, R

WB99]. con taining

[BCB

+

97, BB98a, CW91, DJ94, HBLL98, HD

A93, IS91, LA90, Mar98,

MSB95, MSB96, PKN

+

95, SAF93, SEJ95]. Con tin uous

[KRL

+

93, SA99, CBR97]. con tin uum

[BCT98, BF96, CTC95, CMPT98, FT

A91, GMM95, HY96, MRS98, PT98,

PTCB99, PK

CM99, PN95, R

CB99, SC99, TRLRB96, WS99a, Zau91, dV

A92].

con touring [ELA

+

95]. con tracted [BC90, DKH98]. con tribution

[GdA G

+

98, LM96, Ov e91, VR

V99]. con tributions [FT

A91, LLB99].

con trolled [SHH

ˇ

C90]. con trolling [BSC

+

98]. con v en tional [AB98a].

con v ergence [AL98, BBR98, DM91, DBS96, MM93, P ea94]. con v ergen t

[GS94c, She90]. con v ersions [BRLD92]. co oled [Sul95]. co op erativit y

[LK C

+

98]. co ordinate [Bec98, FZL97, GLP95, Ish98a, JDD97, JLN98,

K G91, K

G93, Maz97, P ol93, T

A94]. co ordinated [BBC

+

98]. co ordinates

[A C94, BH91a, Bak92, BB93, Bak93, BC96, Bak97, Bec97, B ´ er97a, BSB

+

97,

CMC96, LPK99, ML91, MKS97, NIS98, PPK92, P

ASF96, PP98, RS92, SG95].

Co ordination [Mar90, GS90d]. Cop enhagen [T a y99]. copp er [CG93]. core

[Cso93, Ear93, GC97, HHC90, KS97, LL92, R CA TD96, SR94b].

core-repulsion [Cso93]. corrected [HVM99, KK91]. Correction

[CMPT98, CFK97, D

W98, GW91, PS98, SK

OR93, TEdV90, VVM93].

corrections [Ano97, Bec99b, FV98, Klo97, Kut99]. Correlated

[Gen99, RSK92, VR

V99, KA92, KK91, PL94, SKA93, SLH96, WLKJ92,

ZA94, ZKA94]. correlating [KNST96]. Correlation

[KHF90, KHF91, dV

A92, BPP90, BP93b, BSN99, CB96, DH90a, FR94b,

Gen99, GCG97, HKY98, HHC90, ISH98b, Klo97, MAP97, MPJ98, MPJC98,

R W99, SI93, SS97, SB92a, SBS99, T

A98, Zho93, ZL94, BW91a, SYHW99].

correlation-consisten t [R

W99]. corresp onding [BMN95, Mit94]. cosisten t

[RRR92]. Coulom b [ADG99, KHL96]. Coulom bic [LLD98, SKT93].

Coun terp oise [KK91, TEdV90, TEdV91]. coun ting [BK97b]. Coupled

[CG97, CG99, FKN

+

93, Kar99, MRS98, R

GK93, SHM95, TMCM

+

96].

coupled-cluster [R

GK93]. coupling [BBR98, BSN99, CGdA

C91, EGH

+

93,

GdA G

+

98, R

CAA99, TEdV90, VES

+

99]. couplings [O’m99, VR

V99].

co v alen t [ER95, WB91]. CP [TEdV90]. Cra y [SOCF98]. Cric k [SCZC99].

Cripp en [Dun90]. criteria [R

WB99]. criterion [RBC

+

98, Y os90]. Critical

[CE

´

A92, EK97, SSV93, D

V99, FB97, Gri90, HD92, MvRSL

+

97, MF

G91,

TEHL93]. critical-p oin t [FB97]. crossing [AB97, FD91]. cro wn

[LHBF93, SK92b]. cro wn6 [VW96]. cryptand [A

W90]. cryptophane

[PK CM99, VHW

C98]. Crystal

[MvEP

+

98, YTT97, HD

A93, K

G92, KRL

+

93, KRM92, LOP

+

97, PRRD98,

VK97, VTR

+

94, WS93, WPLC95, WJL

+

96, vEK99]. crystalline

[DD V93, D

VL90, EKS97, HYH

+

94, TM95, Dil95b]. crystallograph y

[BSL91, SYHW99]. crystals

[A CR C97, F CNS

´

A98, KVKK93, L YH

+

95, SW

AH91]. Cs [JLN98]. Csonk a

[Ano15]. Cu [SWS

+

90, SMA92, TKSM96]. cub e [HTC98, HGB93]. cubic

[A CR C97, ELA

+

95]. Cum ulativ e [P et93, SSR

O92]. curv es

[BG93, PLB92, WB91]. cutoff [GZ95, SB94]. CVFF [HK

ˇ

S

+

97]. cy anates

[LS98]. cy anok etene [CLQSS98]. cyclic [Che95b, CD97, HVvRS93, K

G93,

KHG96, MV91, NBB

+

99, PD92, PHG94, T

A98]. cyclization [LK90].

cycloaddition [ARLG

+

94, NVER97, SSQ92]. cycloadditions

[CN98, MP98]. cycloalk anes [Cri92, W

A99]. cycloalk ene [SJV93].

cyclo dextrin [BPZL96, WSV92]. cyclohexaglycine [BB95].

cyclohexanetriol [BPZL96]. cyclo o ctadiene [RD97]. cyclo o ctane

[RPR

+

98]. cyclop en tadien yl [RvRS98]. cyclop en tane [CHSK96, Jai90].

cyclop en tenes [Bal98]. cycloprop enium yldiazonium [Gla90].

cyto c hrome [BO93, HL96a, Kat93]. cytosine [R

TGJ98, SLH96].

D [A

T93, A V C93, A

VP93, BO93, Ear90, GH98, MNVM97, MK94, NL91,

SHCY93]. D-CICAD

A [MK94]. D-norcamphor [BO93]. data

[Als95, BG93, BB98a, FSW96, FM94, GSB99, Hal96d, HGB93, HBR

+

99,

KFML99, LHBF93, LOP

+

97, MTH94, MM97, Mer92, MLA

+

99, NL98,

PGAL93, R

GK93, SAdV97, She90, SC95, SYHW99, VTR

+

94, W A W

+

97,

YB94, YB95b]. database [EK97, MK97a, A GN

+

90, LHBF93]. databases

[F el96]. Da vid [Da v97]. Da vidson [Cis93, VVSV96, vLP90]. Da vydo v

[F¨ or92]. DD [BSL91]. DD-p eptidase [BSL91]. DDRP [DBS93]. dead

[GM98b]. dead-end [GM98b]. deaminase [HK90]. deazaguanine [K

G99].

deazapterin [CG96]. debate [Ov e91]. deca [K

G91]. deca-alanine [K

G91].

decah ydroiso quinoline [MR93]. decarb o xylation [NBG93]. deca ying

[LP99]. Decomp osition

[KTT94, KTT95, ABBC99b, BBR96, DH90b, LZZ98, W A W

+

97, YB94].

Decoupling [BBS96]. dediazoniation [Gla90]. dedicated [CGBC96].

deduced [P ac95]. deduction [Cri95]. defined [DBS96]. defining [PP98].

DefP ol [PT98, PTCB99]. degenerate [Ber97b, GML94]. degradable

[PC94b]. degradation [PC93]. degrees [B ´ er97a, DMB91, SEJ95].

Economical [HKY98]. ed [Ran92]. Edited [Da v97, T a y99, Chr90]. Editor

[vRS98]. Editorial [AvRS93, AvRS96a, AvRS96b]. eds [Klo92]. Effect

[ABD

+

98, BPP90, CTJ

+

94,

ˇ

CTS98, MGLL99, Non97, T

A98, A

G90, CPJ98,

FR C91, FVR92, FM94, JZ96, Kar99, KA96a, KHA90, MLBD92, SJD

W90,

SLD

+

90, WS99a, KVKK93]. Effectiv e [BADP92, PTCB99, RL99, Ear93,

GC97, HNS

+

97, Kik99, LL92, R CA TD96, SR94b]. Effects

[Dy a98, GZ95, GCG97, SR90, WL91b,

˚

Aqv96, A

CB97, A CK

+

96, Arn94,

BFH94, CT92, CG96, F or91, FRZ93, GC98, GG91, GK93, HBLL98, HS99,

HKY98, IS91, JU91, KJ97, LO98, MRH99, MRS98, PSK98, PMIB99, PC94b,

SAdV97, SI93, SMA92, SSV93, SH98, SMF91, SKK

+

93, TR

G99, VB93,

W CK96, YL90, ZV96, dV

A92, SS97, WZG

+

93]. Efficiency

[BM99, MM97, BKL

+

90, CW93, EA93, ET98, FHB99, OM96, SS93].

Efficien t [ADG99, CSC96, CBSR99, GLP95, GM90, RS92, SKT93, T

A94,

TNS97a, W an97, vFB91, AS96, BMN99, CBSB94, FB98, GS94b, HS95b,

K OH97, KV93, NIS98, PS97, SC95, SJ95, ZV96, ELA

+

95, F

CS98, FS98a,

FS00, KMKW98, WHHP97]. EHMO [IMP91]. EICP [TEdV91].

eigen v alues [BB98b, CMC92, Mit94]. eigen v ector [KV93, vLP90].

eigen v ectors [CMC92, Mit94]. ELECT [MK98]. Electric

[HMS93, CE

´

A92, GSW90, McD97, Wil94, ZM90, ZYY95a]. electrolyte

[YL90]. Electron [BSN99, FSCS99, L

THY96, LH99, PD99, A

GM91, AD90,

BPP90, CW97, CC98, Cul92, FPC91, FW93b, Gla90, GCG97, GLLOB91,

HKY98, HWH

+

91, Ish98a, JCV

+

93, JFR92a, JFR92b, Jon91, Klo97, KS97,

LP99, LBA

+

99, MSDC94, Mez98, P ac95, PLB92, SSM96, SI93, SR94b, SS95,

SCMV97, T

A98, V an99, VSF97, W

AM93, W

CC91, YG92b, YG92a, Zho93,

ZL94, ZG92, dV

A92, ABD90, NVK

+

97]. electron-repulsion [Jon91].

Electronegativit y [HD92, PNJS93, PKN

+

95]. Electronic

[Da v97, MTR90, RdBN90, A

CD99, BA94, BCFM98, Bog99, BR97, Cai94,

CBWF98, CJC

+

93, DKJ96, FRSNS92, FRZ93, L

WNS95, L´ op95a, L´ op95b,

MvRSL

+

97, MM93, MKF

+

97, PZBM98, SV94, SD90, SBB

+

93, SC91, T A C98,

UVR CR92, W

AM93, W el90, WLKJ92, Y ar95, ZM99]. electrons [SW O W97].

Electrostatic

[BF91, FRZ93, LDM92a, Mag95, PK98, PSW96, SW96a,

˚

Aqv96, A GN

+

90,

ALO93, ALO94, A V A93, AHLR

+

91, BT96, BR

C94, BCG97, BF96, BCF

+

92,

BW90, BNDS97, BBH99, CPR90, CK91, DM90, Din91a, D

A96, DP95,

DKBS97, EGHT97, F

OCB96, FRR90, FW93a, F

CCG96, GMM95, Hal96b,

HE99a, HE99b, KKJ97, KHL96, LCW93, LIO90, Mar97a, Mar97b, Mar98,

Mer92, MGPR90, NTK96, Non97, OL90, P et93, PS96b, PFM91, PDPM97,

R C93, Ric91, R

C95, RMS93, SAdV97, SWS

+

90, SKT94, SR98, SSR

O92,

SOL97, SA

CKH95, SW92, SW93b, Su93, SJ95, UF93, VS97, WF94, WLKJ92,

W A99, WPLC95, WKP

+

90, ZV96, Mar97a, Mar97b, WM94].

electrostatically [RPG

+

95]. electrostatics

[Bec99a, BWS

+

95, SC99, WS99a, YL90, YH93, Zau91]. elemen t

[BvGMP97, BWS

+

95, CF97a, CF97b, FR94b, FRZ93, FUS

+

94, NL91, PN95,

Pur98, VS97, WWXS97, YL90, YH93, ZV96]. elemen tary [A

CD97, VP93].

elemen ts [AJ99b, A

C94, IG94, KTK93, LH99, Mil90, SB95, ZL94].

elimination [GM98b, ZPV

+

96, BK96, GPF97]. ellisoidal [FW92].

elucidated [K

G99]. elucidation [MK94, VP92]. elusiv e [Har99b].

em b edded [GHS97, ZY96]. em b edding [CSR92, Cri92, IRRR93]. emphasis

[WHF97]. Empirical [R

CvRS97b, R

CvRS97a, BFST93, Dil90, Dil92, Dil95a,

Dil95b, D

W98, EJ95, Hal96d, HG93, HNH

+

91, HK

ˇ

S

+

97, MKS90, MGH

+

98,

NTK96, RK97, R

Cv96, SLH96, VB93, YM98]. empirically [SB90].

emplo ying [SLPP97]. enamines [A

YC94]. enan tiomeric [DKL90].

Enan tioselectiv e [BPZL96]. enan tioselectivit y [Aer95]. end

[BH91a, GM98b]. ended [ABD90, AD90]. endo [CGdA

C91, JZ96].

endo-endo [CGdA

C91]. endo-lone-pair [JZ96]. endohedral

[KT93b, NKA98]. ene [FLHP97]. energetic

[CC91a, GK93, KS96, MvRSL

+

97, MGH97]. Energetics

[AID A VB98, Gre95, GG96, JMH96, MI99, SS97, TR

G99]. energies

[

˚

Aqv96, ADG99, BRLD92, BL91, BKMH97, BB96b, CNOJ93, Che95b, CB96,

CD97, CPS90, CW93, Cul92, CG94, CG99, ENvRS94, FR94b, FW92,

FLPH98, Gri94, GPPS91, GLoNP96, HVM99, HN96, Hal99b, HT99a, HL96a,

HW97, HE99a, HY

A92, HCK95, Klo97, KA96a, KTT94, KTT95, LCW93,

LH99, LDM92a, L

W92, MF

G97, Mez92, MLA

+

99, ML92, Nic97, OJL93,

PG91, PE92, Pur98, REA

+

98, R

C95, SVM99, SBA97, SA

CKH95, SR90,

Sun94, SJ95, SF92, TRLRB96, VVM93, V an97, VF92, W el90, WM94, W

O97].

Energy [Gao97, GS97, HS95a, Pul97, A

VP93, A

C94, AS98b, AB97, AL98,

BG93, Bec98, BK97b, BJ94, BADP92, BB95, BW91b, BR97, Bru93,

CHPK91, CBIT94, CT99, CNS96, CKP96, CP92, CK91, CBSR99, CLS

+

97,

CG98, DPK94, DB98, DH90b, DH94, DvRSH94, DKRK95, DS90, DP95,

DRP98, ER95, FD91, F

OCB96, FPSK92, FT

A91, FPRD99, FV98, FS98b,

GJR91, GS90a, GS94a, GS94b, GS90c, GLLOB91, GSK95, GBE92, Hal99a,

HK90, HL96a, Har93, HTC98, HE99a, HREK98, HHC90, IBKvRS92, ITP90,

JP92a, Jen94, JZ96, K

OH97, K

OH98, KHW

+

90, KF99, KKE93, Kuc96,

Kul90, KRB

+

92, KRB

+

95, KPV96, KPR91, LSR97, LPK99, LMA99, Lim97,

L W94, LP99, LPW

+

97, LLB99, LDM92a, MAP97, MD95, MOSD97, MTRJ95,

MSK92, MM91, Mit98a, MGH

+

98, MPJ98, MPJC98, NIS98, NVS91]. energy

[OS98, PPK91, PFFF97, PT96, P ea94, PF

C96, PLB92, PGAL93, QHIH98,

RK97, RM94, RE99, RSOF96, RK95, SN90, SB98a, Sau91, SR94a, SS97,

SN99, SS98a, SS98b, SEJ95, SQ95, SW96a, SMS98, SB92a, SB90, SW

AH91,

SW96b, SF92, T

A94, TK94, VHKB98, VB93, Vy a97, W un92, YC95, ZPV

+

96,

Zim91, vFB91, DRP98]. Engine [TMK

+

99]. England [Dun90]. enhanced

[HGB93]. enhancemen ts [GM98b]. enk ephalin [NVS91]. enol [LKL

+

97].

enolate [DLM

+

98]. ensem ble [F

CS98, HL96b, SVM99, SK92b]. ensem bles

[HBR

+

99]. en tanglemen t [DH99]. en thalpies [BRLD92, HOL98]. en trop y

[SJD

W90]. En umeration [TNKM91, Bal91b, BV97, MSK

+

90]. en v elop e

[Mar97b, Wil94]. en vironmen t [BA94, HS99, LMRRL98]. enzyme

[A C92, SMA92, vOC93]. enzyme-substrate [SMA92]. enzymes [TYRD92].

ENZYMIX [LCW93]. equalization [PNJS93, PKN

+

95]. equation

[A CB92, AS97, Bru93, CF97a, CF97b, DF97, DM91, HS93c, HS95b, LDM92b,

Mit94, NH91, RM91, SOL90, SBA97, SW96a, TG98, ZYY95b, ZPV

+

96].

equations

[KTnH99, LMB96, Maz97, P ol90, Ram90, RPGS97, SBJ92, WS99b].

equatorial [CPJ98]. equilibria [CPJ98, F ab91, NBS94]. equilibrium

[CR95, L

V90, MM95, P

ASF96, TRLRB96]. equipartition [HTC98].

equiv alen t [BR97, SC94, VK97]. erased [BW96]. Errata [KTT95, SSR95].

Erratum [Ano15, FS00, WWSS98a]. Error

[AFK

+

95, IC96, HVM99, WB91, KZ99]. errors

[A G90, BG96a, CMPT98, DB98, GPF97, RK97]. essen tial [VDF

+

97]. ester

[DLM

+

98, LMB99, LPT97]. esters [ASM

+

92, FBTD92, GM99]. estimate

[A VP93]. estimated [HI98]. estimates [RK97]. Estimating

[MAP97, SVM99, NBS94]. Estimation

[DJ93, CB96, DNC96, HK92, VTR

+

94]. ethane [HMG96, MS98].

ethanediol [RBSB96]. ethanes [CPS90]. ethenol [LDJ

+

97]. ethen yl

[WJL

+

96, WJV

+

96]. ether [LPT97]. ethers [BMJ90, VR

C91, VR

C92].

eth yl [EPBD95, FBTD92]. eth ylene [BPS93, F ag91, JB98, L

V90, MSSS95].

eth ylenes [MP98]. eth ylenic [JB98]. eth ylnitrene [KW91a]. Ev aluating

[BDKJL95]. Ev aluation

[GJR91, GHT98, GMO93, ISH98b, JCV

+

93, LP95, MGPR90, Vy a97,

A CF O91, AFK

+

95, ABD90, BBR96, CDR

+

95, CS95, CTC95, D

V99,

EGHT97, EK97, F er95, GP94, HA93, HW97, KW91b, KF94, Lim97, L WS

+

95,

MSK92, MJSV92, NTK96, RKL93, TR

G99, W

CC91, YG92b, ZG92,

ˇ

Ziv90].

ev aluations [OJL93]. Ev ans [ABBC99a, ABBC99b]. ev en ts [SB98a].

evidence [LP92]. ev olution [LMB96]. Ew ald [C ¸

CG97, DKBS97, KVKK93].

Exact [FB98, WS99b, BK97b]. exactly [GS97]. examination

[KWWS91, SHM95]. example [A

CD99, DBS93, JZ96, HREK98]. excess

[SW96b]. exc hange

[AB98a, FS98b, GW91, HVvRS93, HREK98, LP99, MQS

+

97, R

CAA99].

Excitation [HT99a, BA94, Gri94, RSK92]. excited

[

ˇ

CTS98, F

A99, FRZ93, GWHD99, GJCC93, RSK92, WLKJ92].

excited-state [F

A99, GWHD99]. excluded [Bla91, G

¯

O95, KPR91].

excluding [P aST94]. Exhaustiv e [BV97]. existence [SS95]. Exo

[CGdA

C91]. Exo-exo [CGdA

C91]. expanded [TSZ90]. Expanding

[LCA94]. expansion [Ish98a, MGPR90, PG98]. Exp eriences [DBS93].

exp erimen t [JU91, NSA

+

97, Sul95, WWF95, Ob e98]. exp erimen tal

[Hal96d, Her93, MLA

+

99, NL98, PK95, SUG92, SF96, Wib99]. exp ert

[CCN90]. explicit [ED99, JAdV96]. Explicitly

[ZA94, KA92, SKA93, ZKA94]. Exploiting [MRM97]. exploratory

[GS90b, KW91a]. Exploring

[Bec99b, Cri92, SMS98, JL

W97, PFFF97, SBA97]. exp onen tial [CDR

+

95].

exp onen tial-t yp e [CDR

+

95]. exp onen tially [LP99]. exp onen ts

[CR95, GvRSvEH

+

93, Mag93b]. expression [MN92]. expressions [SF92].

Extended [HM90, ML92, BMN95, DJ94, EHNW96]. Extension

[LDJ92, LBA

O96, MKF

+

97, PS97, WSS99c, Hal96d, Mar98, Ste91].

Extensions [HA95]. extensiv e [HK95]. external [Y os94]. extraction

[VW96]. extrap olation [CW93]. extrarib osomal [Da v94b].

F [AS98a, BSvRS95, BT92, Dun90, Jur96, SHM99, SI93, SM91, T a y99, DJ94,

HD A93, KMM99]. F-con taining [HD

A93]. F actors

[BSC

+

98, BPP90, BR97, GH97, WL91b, ZA94, BCF

+

92]. F ailure [Wil94].

F AMUSAMM [EGHT97]. F an [Ano97]. F ast [Als95, C ¸

CG97, DJ94,

F OCB96, HGB93, HC96, KUT

+

97, Pur98, RRR92, RK99, VK97, WSS99b,

BCG97, BWS

+

95, BSS97, GGP96, SKT94, VS97, WF94, ZV96]. F aster

[BR99, MK98]. F e [GLLOB91]. features [Als95]. F eCH [VF92]. FEP

[OJL93, VHW

C98]. F ermi [PD99]. few [Mit94]. F eynman [HM92]. field

[A T93, A

GP91, AL

Y90, AF94, A

CL96, Ano97, BMW

+

90, BCB

+

97, BPP90,

BBH99, Can93, CPR90, CE

´

A92, CHSK96, DFTRJ97, DD

V93, DDL

V95,

DMV98, D VJ

+

95a, D VJ

+

95b, D

VL90, Dil90, Dil95a, Dil95b, D

W98,

FRSNS92, FR

C91, FR94a, FPR97, FZL97, FW92, FUS

+

94, FSI95, GH98,

GZL

+

94, Gre95, Hal96a, Hal96b, Hal96c, HN96, Hal96d, HOL98, HGK

+

96,

HA95, HH99b, JHB96, KL

V94, KSB

+

93, KHL96, L

V90, L YH

+

95, LCD

+

97,

LA91, LA98, LOP

+

97, LPW

+

97, LK C

+

98, MHS

+

94, MHJ

+

98, McD97,

MRM97, MKS90, MR92, MPJ98, MPJC98, OL93a, OM96, PK98, PGBM97,

R G99, RSB96, R

Cv96, R

CvRS97b, R

CvRS97a, RRR92, SB99a, Sul95, Sun94,

TRR

+

94, UF93, WH95, YC95, Y os94]. fields

[CK91, Dil92, FSBMP99, GSW90, Hal99b, HGB93, HW97, Hil97, HA95,

KE95, KVKK93, LD

VP91, MHS

+

94, MHJ

+

98, PPK91, P et93, RHN94,

REA

+

98, SGB91, SCRI93, WS93, WFR99, vEK99]. files [ORK

+

91]. filter

[DNC96]. finding [FPRD99, SB90, SA99]. Finite [BvGMP97, BNDS97,

BSV94, YH93, ZPV

+

96, A

C94, CW93, CF97a, CF97b, DM91, FR94b, FRZ93,

LDM92b, MGPR90, NL91, NH91, Sha91, SW96a, ZYY95b, LDM92a].

Finite-difference [ZPV

+

96, LDM92b, Sha91, ZYY95b, LDM92a].

finite-elemen t [CF97b]. Finite-state [BSV94]. First

[FV98, Mil90, AJ99b, BW91a, CW91, CMC96, ENvRS94, HG93, Klo97,

She90, dlVM91, A

CD97, LS96]. first- [AJ99b]. First-order

[FV98, Klo97, She90]. first-ro w [BW91a, CW91, dlVM91]. fit [F

CCG96].

fits [T A C98]. Fitted [A

CD99, BBH99, PS91, PS92, SA

CKH95]. Fitting

[Ran93, A

CD97, CBR97, HOL99, NVK

+

97, PGAL93, SW93b, MSDC94]. fiv e

[BW96, ENvRS94, PMHR

G97]. fiv e-mem b ered [PMHR

G97]. fixed

[GS90a, GS90b, NM97, SCC93]. FK506/rapam ycin [SSO94]. FKBP

[CFK97, SSO94]. FKBP-FK506 [SSO94]. FKBP-FK506/rapam ycin

[SSO94]. FKBP-substrate [CFK97]. Fletc her [AB98b]. flexibilit y

[Art93, KPI95, ZS99]. Flexible

[CA95, TS99a, APC98, F er95, JTM

+

95, K

G99, LK92, MK97a, MK98, MM97,

MSZ96, SEJ95, SB99b, T el90, TGW96, VHKB98, VHD

+

98, W

CMS91].

flexing [K

G93]. Floating [HM92]. flo w [SR94a]. fluctuation [Kik99].

fluctuations [Art93]. fluid [FB97]. fluids [YB94]. fluorescence [PSK98].

fluoride [BADP92, MvRSL

+

97, SLD

+

90, dANS

+

96]. fluorides

[SCMV97, WHM

+

96]. fluorinated [GS90d]. fluorine [GDK92, GG91, IS91].

fluoro [VK

C96]. fluoro- [VK

C96]. fluoro carb ons [BP98]. fluoro eth ylenes

[SLD

+

90]. fluorophen yl [F ro93]. fluorosilatrane [CH94]. fluorosulfonic

[HOL98]. flux [SC95]. flying [HTC98]. F o c k

[SCMV97, BLF95, CLCL96, CBWF98, CER94, FTW

+

96, HBLL98, HK

ˇ

S

+

97,

JDD97, JLN98, Kar99, KZ99, KS96, LL92, NSA

+

97, OS91, P ac93, PC94a,

R W99, STB

+

94, SLG93, TKTN99, WHHP97]. F o c k/densit y [R

W99]. folate

[CG90]. folding [Da v94b, HO97, Sno92]. follo wing [QHIH98]. forbidden

[OS91]. F orce [A

GP91, AF94, Ano97, BBvG95, Din91b, HA95, KSB

+

93,

L V90, L YH

+

95, RSB96, Sun94, A CF O91, AL

Y90, A

CL96, BMW

+

90, BP98,

BCB

+

97, BPP90, Can93, CPR90, CKP96, CK91, CHSK96, DFTRJ97,

DD V93, DDL

V95, DMV98, D

VL90, Dil90, Dil92, Dil95a, Dil95b, D

W98,

DKBS97, FSBMP99, FR

C91, FR94a, FPR97, FPL95, FS97, GH98, GKM94,

GZL

+

94, GH97, Hal96a, Hal96b, Hal96c, HN96, Hal96d, Hal99b, HW97,

Hil97, HH99b, KL

V94, KE95, KVKK93, LD

VP91, LCD

+

97, LA91, LA98,

LOP

+

97, LPW

+

97, LK C

+

98, MHS

+

94, MHJ

+

98, McD97, MLA

T99,

MLA

+

99, MKS90, MR92, OL93a, OM96, PPK91, PPK92, PK98, PGBM97,

P ol93, R

G99, RHN94, REA

+

98, R

Cv96, R

CvRS97b, R

CvRS97a, SGB91,

SB99a, Sul95, UF93, WL91b, WS93, WFR99, Y os94, FZL97, vEK99].

force-field [BCB

+

97, Can93, GH98, OL93a, R

G99, R

CvRS97b]. forces

[AFK

+

95, DM90, Din91a, JP92b, Mor93, SMM97, SB94, SF92, Zau91].

F orew ord [F re99, KM99]. form [FK91, FD94, Hal96a, O’m99].

formaldeh yde [MP90, V

CLB92]. formaldimine [CLQSS98]. formalism

[GW98a]. formamide [BW90, MP90, A

CB97, CE

´

A92].

formamide/formaldeh yde [MP90]. formate [JU91, TR

G99]. formation

[ASM

+

92, F ro91, HGC

+

95, HKK

+

97, LSCA98, LSSvRS96, MGLL99, SV94,

SC94, SHH

ˇ

C90, Y os90]. formers [OC98]. forming [MTRJ95]. forms

[CA C99, LOP

+

97]. form ula [AB98b]. form ulas [VP94]. form ulation

[BK96, CTC95, GM90, KLR96, LLB99, T el90, WS99a, KD91]. F OR TRAN

[BG93, NSWP90]. F our [CS90, BW96, CDR

+

95, CA95, HVvRS93, VES

+

99].

four- [HVvRS93]. four-cen ter [CDR

+

95]. four-comp onen t [VES

+

99].

F our-Index [CS90]. F ourier [NVK

+

97]. F o x [BB96b]. F raga

[GP94, R

TSM93]. fragmen t [FRSNS92, HNH

+

91, RHK90, RHKK90].

fragmen tation [BL91]. fragmen ts [YTRB97]. framew ork

[FSI95, Klo97, R

TGJ98]. F ree

[BW91b, CHPK91, DPK94, DB98, FPSK92, HK90, HW97, HE99a, Kul90,

L W94, MM91, P ea94, RK97,

˚

Aqv96, A

VP93, AS98b, AL98, BBC

+

98, CNOJ93,

CBIT94, CT99, CK91, CBSR99, CG94, CG98, CG99, ER95, Gio98, GLLOB91,

HL96a, HY

A92, K

OH97, K

OH98, Kuc96, KRB

+

92, KRB

+

95, KPV96, Mez92,

MGH

+

98, OJL93, PLB92, PB92, Pur98, RM94, REA

+

98, RE99, SN90,

SVM99, SN99, SS98a, SEJ95, SJ95, TRLRB96, W un92, CKP96, SW96b].

free-energy [KRB

+

92, KRB

+

95, KPV96, SEJ95]. freedom [B ´ er97a, SEJ95].

frequencies [CMS91, Hal96c, PSY

+

99, R CA TD96, SB92a, Sun94, dANS

+

96].

F requency [KD91, DZ97, NA96, RNDP98]. frozen

[HHC90, PF99, RHK90, RHKK90]. frozen-core [HHC90]. fucose [C

´

EC97].

F ukui [PG98]. F ull [KTK93, RBE98, VES

+

99, SR94b]. full-electron

[SR94b]. fullerene [A O Y

¯

O96, KT93b]. fullerenes [Had98]. F ully

[EBD

+

99, NL91]. fulminic [MP98]. function

[BW91a, BADP92, CNS96, CA

CD97, CBR97, DKK

+

93, DKK95, FK91,

FPSK92, Flo92, FW93a, FSCS99, FM91, HR97, Jon91, KS97, KPR91,

MGH

+

98, NIS98, PG98, RK95, T ru91, ZvN93, ZM92, ZY96]. functional

[AB98a, Ano15, Bec99b, Ber97b, BKMH97, Che99, CRP97, CA

C99, CH96b,

C

´

EC97, CNK97, DH94, ES99, FV98, GWHD99, GHT98, GW91, HGC

+

95,

H ˇ sR95, JK98, Jur96, KS96, KA96a, Koh99, K

CK98, LSCA98, LDG99,

L WNS95, LP99, LKLB

+

99, MHS

+

94, MRS98, NSA

+

97, O’m99, PK95,

Rau96, RJP97, R

W99, R

TGJ98, SLPP97, SBA97, STB

+

94, SHM99, SLH96,

SOL97, SA

CKH95, SHM95, SVS

+

97, TMCM

+

96, V an97, V an99, VK

C96,

V A98, Wib99, ZG92, LOP

+

97]. functional-molecular [TMCM

+

96].

functional/molecular [SHM95]. functionalized [GM99]. functionals

[ED99, HK95, MvRSL

+

97, MPJ98, MPJC98, SLPP97, SBA97]. functions

[A G90, A

CD99, ABD

+

98, BBR98, BMJ90, CP92, CH96a, Cso93, DH94,

DRP98, EKS97, GZ95, GS90a, G

¯

O95, HM92, HOL99, JN93, JLNTR93,

KNST96, KA92, LPK99, LJ91, Mag93b, Mag93a, Mar97a, Mar97b, Mar98,

MHB97, ML92, NTK96, OL90, PPK91, Ric93, RMS93, RKL93, SKA93,

SW AH91, T A C98, VHKB98, VB93, W

AM91, WLKJ92, W

CC91, WB91,

ZA94, ZKA94, Zho93, dlVM91]. furan4 [LZZ98]. furanose

[GLP95, TGW96]. furo xan [SCP92]. F urther [A O Y

¯

O96, Hol93, Ro d94].

fused [D

A96]. fused-sphere [D

A96]. fuzzy [Als95].

G [Ano15, Dun90]. G2 [AMY98, CLS

+

97]. Ga [BC90, Ste91]. gap

[SLPP97, JL

W99]. GAP1.0 [JL

W97]. gaps [KHF91]. GARANT

[BGBW97]. GARANT-a [BGBW97]. gas

[BBS96, BKK

+

96, HGC

+

95, L´ op95a, MI99, MGLL99, MSSS95, SK91, UF93,

VHW C98, V

CLB92, VFM

+

90, WH93, W

CK96, ABBC99b]. gas-phase

[MGLL99, MSSS95, V

CLB92]. gaseous [FDMB93, ZCP98]. Gauss [Ric93].

Gaussian [AD90, CDG

+

99, FS91, GGP96, HOL99, Ish98a, JDD97, JLN98,

Jur96, KA92, MRS98, MHB97, RKL93, SKA93, T A C98, W

AM91, WSS99c,

WM94, W

CC91, YG92b, ZA94, ZKA94]. Gaussian-t yp e

[Ish98a, Jur96, KA92, W

AM91]. Gaussians [JCV

+

93]. GB [REA

+

98].

GB/SA [REA

+

98]. Ge [JFR92b, Ste91]. gears [BH98a]. GeH [SD90]. gel

[TM95]. General [AD90, FUS

+

94, GGK98, MN92, SB98a, SBB

+

93, ZM99,

BGBW97, BBR98, C ¸

CG97, CT92, CSR92, Elv91, HHP91, K

G92, LJ91,

MR92, ORK

+

91, SM90, TNS97b, Bla91, GW98a, RM91]. Generalized

[CT99, DKK

+

93, DF96, SEJ95, GW91, LB90, LO98, MPBM98, NBS94, WP96].

generate [VP92]. generated [JDD97, KNST96]. Generating [MLA

T99].

Generation [HE99b, LKSS91a, PRRD98, TNKM91, Bal90, Bal93, CP98,

CF97a, HGB93, LB90, MSK

+

90, PTCB99, SC95, SK92b, vEK99]. generator

[GM90, JDD97, JLN98]. Genetic [MS95, BP94, HS95a, HH99b, JL

W97,

JL W99, MJ93, MJFT96, MGH

+

98, NM97, Pul97, R

WB99, JJTP93].

geo desic [Spa96]. Geometric [P et95, VR

C91]. geometrical

[BM99, W

CC91]. geometrical-t yp e [W

CC91]. geometries [F ro91, Hal96c,

HN96, Hal99b, P

ASF96, SA

CKH95, TRLRB96, YH93, BRLD92]. Geometry

[BH91a, Bak92, BCT98, B ´ er97a, CH88, DH95, PK91, Bak93, BMD99, BCT91,

DJ94, Dun90, EPW97, fGGG94, GS90a, GS90b, GS97, Har99b, KK

CH96,

LSFFM

+

95, LZT91, MM95, MS95, Mit98b, MKS90, PS91, PS92, PD92,

RRR92, SH91, SB92a, WSV92, O’m99]. Geometry-dep enden t [DH95].

GEPOL [P

AS90, P aST94, STP

A91]. Gerald [Klo92]. GIA

O [WHHP97].

glass [OC98]. Global

[AS98b, Art93, Har99b, NM97, CA

CD97, D

V99, DS90, DRP98, FPRD99,

KF99, KFML99, MS95, PP97, Sno92, SB99b, SBK97, DS90]. globular

[DB98, GKS93, Y os94, Y os96]. glucop yranose [BSC

+

98]. glucose

[DD V93, KVKK93, PE92]. Glycerylphosphorylc holine [SW92]. glycine

[DKJ96, NSA

+

97, SS98b, WNW91, ZCP98]. glycol [F ag91]. glycosidic

[DDL

V95]. glycyl [SS98b]. gly o xal [AF94, Ano97]. GMIPp [HLO99].

golden [BBS96]. Goldfarb [AB98b]. go o d [AB98b, GKS93, GT98].

Go o dwin [BB96b]. Gordon [AB98a]. go v erned [MGLL99]. gradien t

[Bec99b, BHE

+

93, FV98, HA93, HWH

+

91, MK97b, PG98, QHIH98, DKRK95].

gradien ts [BR99, FB98]. grain [LMF

A92]. grand [HL96b]. GRAPE

[HEN

+

94]. GRAPE-2A [HEN

+

94]. Graph

[Rou90, TNKM91, Bal91a, DMB91, LK91, Ran92,

ˇ

Ziv90]. Graphical [PP98].

graphite [SSF90]. graphs [Bal90, Bal91b, VT91]. green [ZvN93]. Grid

[Bru93, W an91, Bec99a, DM90, L WS

+

95, MSK92, OS98, PF

C96]. grid-based

[MSK92, OS98]. grid-calculated [DM90]. Grid-searc h [W an91].

GR OMOS [OM96]. GR

OMOS96 [DMV98]. gro o v e [ZS99]. ground

[Cul92, FSCS99, FRZ93, GWHD99, GC98, GJCC93, RSK92, SKA93,

WLKJ92, ZA94, ZKA94]. ground- [GWHD99]. grounded [Gre95]. group

[BPS93, BT92, DvRSH94, ENvRS94, FM91, HS99, HK95, Mag95, MHS

+

94,

MS98, MR93, SC94, WMM

+

95, Zho93, ZL94]. groups

[Ear90, LB90, LDJ

+

97, LPT97, PGBM97, Ste98, W

AM93, ZLM92]. gro wth

[V GN

+

92]. guanine [R

TGJ98]. guanosine [Can93, FW91]. guest

[BF91, MV91, VHW

C98]. guests [VHW

C98]. Guidelines [Bog99, R

G99].

GVB [Cul99, MKF

+

97].

H [BSvRS95, BKMH97, CLS

+

97, FM99, GMY97, IBKvRS92, JKS93, K

G99,

KHG96, L´ op95b, LSSvRS96, MI99, Mez91, Ran92, SM91, TDFdC91, VHV90,

ZMC

+

97, KTS92, A

G90, A

C94, A

CD99, AHLR

+

91, CLQSS98, Che95a, DJ94,

DBS93, FLHP97, FLPH98, GvRSvEH

+

93, GMY97, GSW90, HD

A93,

LDMS99, Mag95, MRH99, MQS

+

97, NL91, PT99, RNDP98, RR92, SBM97,

Sie96, TEdV90, V

CLB92, ZMC

+

97]. H- [HD

A93]. h-1

[KTS92, FLHP97, FLPH98]. H-azirine [CLQSS98]. H-b onded [A

G90].

H-c hromophores [Che95a]. H-phosphole [SBM97]. H/He [GSW90].

KTnH99, KKE93, KTT94, KTT95, LMB96, LOP

+

97, LLB99, LO98,

LDM92a, MF

G97, OL93b, Phi90, RLG98, RBE98, RSK92, Sel90, SWK99,

VR V99, WWXS97, WNW91, ZY96]. In teractions [RLG98,

˚

Aqv96, BF91,

CKP96, DM94, DH90b, D

W98, DKBS97, EGHT97, FM91, GK93, Hal96b,

Her93, HLO99, HC96, KID93, LDG99, L YH

+

95, LPW

+

97, L WS

+

95,

MLA T99, MLA

+

99, Nil91, Non97, NW

˚

AM95, Ov e91, PP AS

+

99, PDPM97,

RK95, SKT93, SKT94, TMB93, TNS97a, TNS97b, YB94, ZM92]. in teractiv e

[CS94]. in teratomic [HC96]. in tercalating [SUG92]. in tercon v ersion

[ORK

+

91, Sau91]. in tercon v ersions [LCA94]. in terdiffusion [DF96].

in terest [DD

V93, DDL

V95, D

VL90, Mul91, SA

CKH95]. in terface

[PMIB99, TYMS98, VW96, VM95]. in termediate [SSQ92]. in termediates

[CLQSS98, ZVP98]. in termolecular [BMN95, FM91, HVM99, Hal96b,

Hal99b, HREK98, KTT94, KTT95, L YH

+

95, MP90, Nil91, VVM93, WM94].

in termolecular-in teraction [Hal99b]. In ternal

[EPBD95, FZL97, MQS

+

97, Y os94, Y os96, Bak93, BC96, Bak97, B ´ er97a,

BADP92, CPS90, FBTD92, GLP95, K

G93, LPK99, LM96, MS98, Maz97,

NIS98, PPK92, P

ASF96, P ol93, PP98, SGB91, TDFdC91, T

A94, T ru91].

in ternally [DKH98]. in tern uclear [Mag93a]. in terparticle [YB94].

in terp enetrating [A

W91]. in terp olation [BvGMP97]. in terpretation

[SHCY93, KLR96]. in terresidue [Kik96]. In terscience [Mez91].

in tersecting [Jen94]. In terv als [Cri95]. in tra [KWWS91]. in tramolecular

[BA94,

ˇ

CTS98, DP95, F

A99, HKK

+

97, KK

CH96, LK90, RBSB96, RR92,

Ro d94, SHCR97, SSV93, FVR92, VR

C92]. in trinsic [A

T93]. in v ariance

[A GM91]. in v arian ts [BC93, DMB91]. in v erse [JCV

+

93, RPGS97].

in v erse-square [JCV

+

93]. in v ersion [CT95, IC96, KTnH99, SMS98, SR92].

In v estigating [AM99]. In v estigation

[ZY96, BB96a, BSvRS95, BvH

+

92, Gre95, GG96, HL96b, JB98, KB92,

KPSM98, LZZ98, R

TGJ98, SBM97, TR

G99, WM93]. in v estigations

[BH98b, RBSB96, SI93]. in v olving

[BW91b, CG90, FPSK92, HHC90, LKL

+

97, SRI92]. io dides [CPR90]. ion

[CG90, CG98, GCG97, GMO93, LS98, PBS97, Sha91, TD95]. ion-neutral

[GMO93]. ionic [PFMI97, RM91, SCRI93]. ionization

[ABE

+

96, CC98, GJR91, HG93, ML92]. ionized [CG99, HMG96].

ionophores [BMW

+

90]. ions

[CG94, FHT99, Gla90, JAdV96, Sie96, VFM

+

90]. IPPP [CGdA

C91].

IPPP-CLOPP

A [CGdA

C91]. IR

C [ZMC

+

97]. ISBN [Ran92, T a y99].

iso cy anates [LS98]. iso densit y [JKN99, W

AM93]. iso desmic [W

O97].

isolated [A O Y

¯

O96, ARLAB99]. isomer [GJCC93]. isomeric [BH91b].

isomerization [CBSR99, Jur96, VK

C96]. isomerizations [Bal98]. isomers

[A O Y

¯

O96, BSvRS95, BRLD92, BvH

+

92, HMG96, IBKvRS92, RJP97, SCP92,

VK94, WJV

+

96]. isomorphism [LK91]. isotop e [JU91]. isotopic [ZVP98].

iterated [DNC96]. iteration [RPGS97, VVSV96]. Iterativ e

[Mit94, IC96, KTnH99, KPV96, She90, SB99b, CT95]. IV

[CW97, DDL

V95, DMB91, HN96, PKN

+

95, ZL94, dV

A92]. ix [Mez91].

J [Ano97, GdA G

+

98]. Jacobi [A

CD97]. Jacobian [GKM94]. JBW [SS98a].

JCC10 [Ano15]. jet [Sul95]. jet-co oled [Sul95]. John [Dun90, Klo92].

Johnson [Klo92]. Join t [TR

G99, WJV

+

96]. Jones

[CS95, FK91, F

G96, LLD98, L

W94, PP97, YM98]. Jørgensen [T a y99].

Journal [Ano15]. Jure [Gol92].

Kalman [DNC96]. Kendall [RPG

+

95]. k etene [ARLG

+

94, SB92b].

k etenes [JFKK94]. k eto [LKL

+

97]. k eto-enol [LKL

+

97]. k etob oranes

[IBKvRS92]. k etone [GBT97]. k etones [DH95]. Kinetic

[SMA92, A O Y

¯

O96, BRP92, HB91, Jem97, JU91, GS90a]. kinetics

[PBRP91, SOL90, V as92]. Kirkw o o d [ZFYY95]. KNC [DvRSH94]. KNI

[MR G97]. KNI-272 [MR

G97]. knots [HH99a]. Kno wledge [PMR

G93].

Kno wledge-based [PMR

G93]. Kohn [Bic99, HT99a, SBA97]. Kolossv́ ary

[Ano15]. Ko opmans [ML92]. Kr [BC90]. Kramers [LL92]. Krogsgaard

[T a y99]. Krogsgaard-Larsen [T a y99]. KSR1 [RPG

+

95].

L [Ano97, C

´

EC97, Gar90, PF

C96, BO93, HM

ˇ

C91]. L- [BO93]. L-amino

[HM

ˇ

C91]. lab eling [ZVP98]. lac k [Hol93]. Lac ks [AB98a]. lactam

[BKL

+

90, BSL91, FDMB92, FDMB93, PP AS

+

99]. lactams

[DLM

+

98, FR94a]. lactone [SJV93]. lactoside [EPBD95]. Lamarc kian

[MGH

+

98]. Lanczos [KV93]. landscap es [FPRD99]. Langevin

[GJD94, Phi90, XWS92, ZFYY95]. Langevin-t yp e [Phi90]. lan thanide

[FR90]. large [BMD99, BB98b, BWS

+

95, BJK95, Cul92, EPW97, EKS97,

FHB99, FRSNS92, FPL95, GM90, GSB99, Hea90, Jai90, JB95, JVB95,

JHB96, LBI

+

97, Mag93a, Mer92, MSDC94, Mit94, Ram90, RPW98, R

CB99,

ST91, SKM94, TKTN99, TRR

+

94, WH95, ZV96,

ˇ

ZRK

+

95]. large-scale

[TKTN99, WH95]. larger [HS93a]. Larsen [T a y99]. laser [ENHE98].

Lattice [GKS93, RSOF96, DH99, ELA

+

95, KID93, LOP

+

97, LPW

+

97,

LK C

+

98, YB95a]. la w [BMN95]. la wrencium [JDD97]. LCPO [WSS99a].

LD [L

W92]. LD/AMP A C [L

W92]. leads [HTC98]. learns [GW95]. least

[HOL99]. least-square [HOL99]. lecithin [SW

AH91]. leishmaniasis [CT97].

length [P ao90, PHG94, RE99]. lengths [A CK

+

96, EGH

+

93, GH98, LA90].

Lennard [CS95, FK91, F

G96, LLD98, L

W94, PP97, YM98]. Lennard-Jones

[CS95, FK91, F

G96, LLD98, L

W94, PP97, YM98]. lev el

[BSN99, BBS96, CPJ98, GMY97, KK91]. lev els

[A C94, BK97b, CP92, KK92, Mit98a, NL91, PS98]. Li

[GS90d, HK95, Mar98]. librational [SJD

W90]. ligand

[BG99, CA95, GSK95, LL94, L WS

+

95, MM93, MK97a, MLA

T99, MLA

+

99,

SQ95, SB99b, WZG

+

93, WTLC93, ZS99, GJL

+

90]. ligands

[

˚

Aqv96, A

T93, APC98, BBC

+

98, CG94, Gre95, GG96, LK92, Mag95].

ligated [GSK95]. ligh t [NQ99]. lignin [RL95]. lik e [HE99b, RM91, AB98b].

Liljefors [T a y99]. limit [NBB

+

99]. Limitations [Ber97b]. limited [PS91].

limits [Bec99b]. LIN [ZS93]. LiNC [DvRSH94]. LINCS [HBBF97]. line

[PFFF97]. Linear [GKM94, KV93, Bro99, CT99, DPK94, Flo92, HE99a,

HBBF97, LDM92b, Mil90, PHG94, Ram90, WSS99a, ZYY95b]. linearized

[CSR92, Cri92, SW96a]. link ages [DDL

V95, SE94]. link ed

[FS98a, FS00, GZL

+

94, ITP90]. linoleo yl [LH96]. lipid

[CCJ

+

99, HP94, SW

AH91, SW92, TM95, WS93]. lip ophilicit y [VRBE93].

lip op olysacc haride [JMH96]. liquid [BMJ90, EGH

+

93, FB97, GZ95,

GDK92, JLNTR93, Mez92, TM95, TMCM

+

96]. liquid-crystalline [TM95].

liquids [FSBMP99]. list [GBE97, RBC

+

98, RBE98, WWSS98b, WWSS98a].

lithium [AKF93]. liv er [vOC93]. LMOs [KK91]. load [YB95b]. Lo cal

[LKLB

+

99, BSS90, BP93b, CN98, CS95, GS90c, GW91, MTR90, RPW98,

SB99b, SB90, TRR

+

94]. lo cal-densit y [GW91]. Lo cal-scaling [LKLB

+

99].

lo cal-spin-densit y [MTR90]. Lo calization [CS95, FSCS99, KS97].

lo calizations [BP93b]. Lo calized

[Cul92, KKE93, R

Cv96, Zho93, ZL94, BCFM98]. Lo cally

[V as92, CRME93, CB96]. lo cate [AB98b]. lo cates [Sno92]. lo cating

[AB97, BG99, Bof94, BC95]. lo cation [BC96, Har99b]. logic [LM93]. logical

[YB94]. lone [JZ96, Pra93]. Long

[BPC91, GJD94, Kna92, Ric93,

˚

Aqv96, LOP

+

97, SB94, TMB93, KID93].

Long-range [Ric93,

˚

Aqv96, LOP

+

97, SB94, TMB93]. Long-time

[GJD94, KID93]. lo ok [LM93]. lo ok-up [LM93]. lo okup [HC96]. Lo op

[BW96, CE96, DH99, ZR

VD93, PS91, WWZD92, WS99b]. Lo op-erased

[BW96]. lo ops [DS90, GS97, PS92]. lo osely [FKN

+

93]. LOR

G [F

GBH90].

Lou [Bo w98]. Lo w [K

G99, KPSM98, AID A VB98, BB95, BB96b, BSN99,

BBS96, Cai94, DZ97, Har99b, MGLL99, RPW98, RK99, SLPP97, vFB91].

Lo w-barrier [KPSM98]. lo w-energy [BB95]. lo w-lev el [BBS96]. lo w-lying

[Cai94]. Lo w-mo de [K

G99]. lo w-order [Har99b, RPW98]. lo w-pressure

[MGLL99]. lo w-spin [BSN99]. L¨ owdin [Jon91]. lo w est [Mit94]. Lr [JLN98].

L TB [GW95]. Ltd [Da v97]. LUMO [YC95]. lying [Cai94]. Lysine

[HNH

+

91]. Lysine-Alanine-Alanine [HNH

+

91]. lysozyme

[EHNW96, PS92].

M [BT92, Dun90, GdA G

+

98, JFR92b, Klo92, HK

ˇ

S

+

97, JFR92b, KWWS91,

Mar97a, Mar97b, Mar98, SUG92, GdA G

+

98]. m-AMSA [SUG92].

mac hines [Lim97]. macro cyclic [W an97]. MA CR OMODEL

[TJP96, MR G

+

90]. Macromolecular

[Sk e91, DKRK95, LK92, PH96, SB94, VS97, WM95]. macromolecules

[FB98, MTBS91, Pur98, SB99b, WL91a, WS98, YH93, ZKSB93, ZYY95a].

Madelung [F CNS

´

A98, PFMI97, SCRI93]. Maggiora [Klo92]. magic

[JKS93]. magnesium [CHPK91, GPSS93, KSP90]. magnetic

[BGBW97, CCN90, CRME93, EBD

+

99, EPBD95, F

GBH90, FSW96, Kut99,

MvRSL

+

97, MVS92]. main [BK97a, ENvRS94, HK95]. maleamic [Kat90a].

Man [Cas89, Gar90]. mannose [ITP90]. mannose- [ITP90]. Man y

[KL91, Als95, BBH99, FPC91, K

OH97, ZvN93, Zho93, ZL94]. Man y-b o dy

[KL91, ZvN93]. man y-cen ter [FPC91, ZL94]. man y-electron

[Zho93, ZL94]. Mapping [SBS99, AS99]. maps

[BP93a, Bec98, CBSR99, NTK96]. marc hing [CP98, HGB93]. Mark [Klo92].

massiv ely [BBR96, DLS

+

97, HL96b, LBI

+

97, RBE98, SOCF98]. master

[RPGS97]. Masthead

[Ano90c, Ano90d, Ano90e, Ano90f, Ano90g, Ano90h, Ano90i, Ano90j, Ano90k,

Ano90l, Ano91c, Ano91d, Ano91e, Ano91f, Ano91g, Ano91h, Ano91i, Ano91j,

Ano91k, Ano91l, Ano92b, Ano92c, Ano92d, Ano92e, Ano92f, Ano92g, Ano92h,

Ano92i, Ano92j, Ano92k, Ano93c, Ano93d, Ano93e, Ano93f, Ano93g, Ano93h,

Ano93i, Ano93j, Ano93k, Ano93l, Ano93m, Ano93n, Ano94f, Ano94g, Ano94h,

Ano94i, Ano94j, Ano94k, Ano94l, Ano94m, Ano94n, Ano94o, Ano94p, Ano94q,

Ano95c, Ano95d, Ano95e, Ano95f, Ano95g, Ano95h, Ano95i, Ano95j, Ano95k,

Ano95l, Ano95m, Ano95n, Ano96b, Ano96c, Ano96d, Ano96e, Ano96f, Ano96g,

Ano96h, Ano96i, Ano96j, Ano96k, Ano96l, Ano96m, Ano96n, Ano96o, Ano96p].

matc hing [MRM97, PS96b, SHCY93]. materials [BR97, GC98].

Mathematical [Cas89, Gar90, Jem97, PPK91]. matrices

[Bal93, BB98b, BC95, BB96b, CMC92, GM90, GHR93, Mit94]. matrix

[BH91a, BC96, BB98a, Bof94, CT95, CLCL96, CW97, FTW

+

96, GHR94,

KTK93, KV93, LMB96, LH99, Mil90, ZL94]. matrix-in v ersion [CT95].

matter [CBSB94]. maxima [Che95a]. maximization [CA

CD97].

maxim um [JJ98]. MC [SS98a]. McLaffert y [LP92]. McMurc hie [Cis93].

MCSCF [LDJ

+

97, ML92, SSHB93, ZL94]. MD

[DK93, LCA94, TMK

+

99, VHW

C98]. MD-FEP [VHW

C98]. mean

[CKP96, FS97, GZ95, GS93, MLA

T99, MLA

+

99]. means

[Als95, SAdV97, SBJ92, VFM

+

90]. measure [Art93, Che95b, KRL

+

93].

measures [A

CD97, A

CDP98, A

CD99, SA99, WM95]. mec hanical

[A GP91, A CF O91, AD90, BT96, BFH94, BvGMP97, Che95b, CG98, ER95,

F CNS

´

A98, FBK90, F

G96, HCK95, JS93, JKS93, KMO92, KB92, LMA99,

LS94, L

W92, NL98, PSY

+

99, RD97, SHM95, TRR

+

94].

mec hanical/molecular [F CNS

´

A98]. mec hanics [AL

Y90, AL

YT90, AF93,

A YC94, A CK

+

96, AF97, BFST93, BB96a, BK96, BBC

+

98, CPR90, CDG

+

99,

CA93, CBIT94, CRP97, CK91, CT97, CC91b, CG97, CG99, DK97, F

A94,

FR90, FK91, F GG

+

92, FR

C91, GGK98, GS90c, GCT96, Gre95, GG96,

GBT97, GPPS91, GLoNP96, Har99a, HW97, HKK91, IMP91, KR96, KL

V94,

KRM92, KLR96, KHB92, LPK99, LA90, LH96, LBB94, LCD

+

97, LA92,

LA94, L WS

+

95, MTH94, MM95, MV91, MSB95, MSB96, MR G

+

90, NBS94,

NCA96, NLA96, NA96, Nic97, NW

˚

AM95, NL98, OS98, OL93a, PPK91,

PPK92, PK98, PGBM97, PG91, PB92, PP AS

+

99, RvRS98, RD97, SS93,

SB98b, SB98c, SB92b, SL95, SR92, TH93, TR

G99, T

A94, TMCM

+

96,

TNS97a, UF93, VW

GF95, VR

C91, VR

C92, VFK92, Y os90, Zau91, Zim91].

mec hanics/grid [L WS

+

95]. mec hanism

[AID A VB98, HY96, IBKvRS92, LP92, PC94b, CLS

+

97]. mec hanisms

[A C92, ARLG

+

94, LMRRL98, vOC93]. Mec hanistic [CG90, Bic99].

mediated [Kat93]. medium [GBT97]. medium-sized [GBT97]. Medla

[WM95]. melt [WHM

+

96]. mem b ered

[AMY98, BKL

+

90, HKK

+

97, PMHR

G97]. mem brane [PMIB99].

mem branes [SB99a, TM95]. memories [GW95]. memory

[BDKJL95, CS90, DK93, FK95, fGGG94, Lim97, LMCPP92, MD95,

MOSD97, MTBS91, Sk e91, CS96]. mercaptans [AF97]. Merc k

[Hal96a, Hal96b, Hal96c, HN96, Hal96d]. mercury [CY98]. Merrifield

[Mez91]. mesh [BBR96, Bec99a, CF97a, L

WNS95]. mesh-based [L

WNS95].

Meshed [BH98a]. meshes [CF97b]. message [VM95]. metab olism

[WM93]. metal [BCMZ99, B ´ er97a, BBC

+

98, DvRSH94, DBV98, FSI95,

GGK98, GSK95, LS98, LHBF93, LJ92, LDJ92, MM93, Mag95, MKF

+

97,

R CAA99, SH91, Y os90, dlVM91]. metal-free [BBC

+

98]. metallofullerenes

[NKA98]. metals [CH96a, HM90, HHC90]. methane

[CY98, FS98b, MF

G97, PSvRS

+

95, SK95]. methanes [WM93]. Metho d

[BF96, KPV96, PZBM98, A

TK94, Aer95, A

T93, AS98b, AB97, BRP92, BSS90,

BB98b, BWS

+

95, BG99, Bof94, BBR98, BR97, ¸

CHP91, CR95, CLCL96,

CT99, CCJ

+

99, CT97, DBS91, DHHY90, DJ94, DBS93, DBS96, DKRK95,

Dum91, ELA

+

95, ET98, F

OCB96, F CNS

´

A98, FRZ93, FPC91, FS97, FUS

+

94,

GKM94, GML94, GJK

+

93, GPF97, GGP96, GS94c, HBLL98, HNS

+

97,

HK

ˇ

S

+

97, HKK91, IC96, Ish98a, JL

W97, Jon91, JDD97, JLN98, JMH96, JS93,

JKS93, KZ99, KMKW98, KID93, KTK93, KD96, KTnH99, KK91, KRB

+

92,

KRB

+

95, LL92, LSR97, LB96, LZT91, LBO94, LBA

O96, LMF

A92, LDM92a,

L WS

+

95, MK97a, MK98, MM94b, Mar90, MLBD92, Mar98, MJ93, MVS92,

MJFT96, MRS98, Mit98a, Mul91, NL91, NM97, Nil91, NW

˚

AM95, OS98,

PS96a, PNJS93, PKN

+

95, P ea94, PP97, PH96, PN95, Pur98, RK97, RM91].

metho d [R

W99, RE99, R

Cv96, RPG

+

95, Ro d94, RHK90, RHKK90, SN90,

SEJ95, Sha91, SQ95, She90, SMM97, SMF91, SNS95, SWK99, Ste90, Su93,

SW96b, SBJ92, TH93, TKSM96, TRR

+

94, TMCM

+

96, VVSV96, V GN

+

92,

VTR

+

94, VS97, WMM

+

95, WWXS97, WF94, WHHP97, YTT97, YL90,

YB94, ZM90, ZV96, ZYY95a, ZM99, EKS97]. Metho dical [KT93a].

metho dological [Bog99]. metho dology

[CCBK95, KF94, SB98a, BJK95, DH95, MHS

+

94]. Metho ds

[MS89, TNKM91, WHHP97, vDvdRvD92, AB98a, A

VP93, AJB96, Ano15,

BCG97, BMK90, BR99, CT95, CW93, CMS91, CNK97, D VJ

+

95a, D VJ

+

95b,

DN92, F ab91, F

GBH90, FKN

+

93, F or91, FSI95, GH98, GJK

+

93, GPPS91,

GLoNP96, HL96a, HK

ˇ

S

+

97, HS95b, HBR

+

99, JJTP93, KS96, K

CK98,

LSDB99, LHL

+

95, Luk94, MK97b, MM94c, Mez91, Mit94, MN95, NBS94,

OS94, OBL95, PS98, PT96, PP AS

+

99, PT98, RK97, Ric93, ST91, STB

+

94,

SW93a, SHCR97, SKT94, SR98, SOL97, SHCY93, SB94, Ste91, SKK

+

93,

TJP96, VRBE93, WJV

+

96, ZvN93, Zho93, ZL94, vFB91, DB98, NSWP90,

Chr90]. meth yl [BHK

+

91, CK91, CC91b, CG90, CG96, ENvRS94, HM

ˇ

C91,

HCCC99, KSP90, LBB94, MS98, PG91, SMS98, dANS

+

96].

meth ylalaninamide [SVS

+

97]. meth ylamides [HM

ˇ

C91]. meth ylation

[CPJ98]. meth ylbut yronitrile [CC91b]. meth ylcarbamates [Kat90b].

meth yldio xirane [ABBC99b]. meth ylene [Can93].

meth ylenecyclohexane [Jai90]. meth ylenecyclop en tane [Jai90].

meth ylh ydro xycarb ene [NBG93]. meth ylindole [WLKJ92].

meth ylpterin [CG96]. meth ylsulfon yl [SSQ92]. Metrop olis

[Dum91, JMH96, SS98b]. Mezey [BP93b]. Mg

[GG96, Mar98, PFFF97, Ste91]. micro canonical [Dum91]. micro clusters

[Pul97]. Microscopic [LCW93, L

W92]. Miertus [VW

GF95]. MIMIC

[MRM97]. mimic king [BPS93]. MINDO

[FDMB92, KHF91, Kas90, MF

G91, VFM

+

90]. MINDO/3

[FDMB92, KHF91, Kas90, MF

G91, VFM

+

90]. mineral [TYMS98].

mineral/aqueous [TYMS98]. minima

[Art93, GML94, GS90c, HO93, Har99b, R

TSM93, SB90]. minimal [A

G90].

Minimization [FW91, VB93, AS98b, BMN99, BB98b, CFK97, DKRK95,

DS90, DRP98, GS94a, GS94b, GS97, GBE92, Hal99a, HS95a, KPR91, LLD98,

MM97, NVS91, OS98, PFFF97, P et95, Pul97, RPG

+

95, SBK97, TS99a].

minimized [KZ99]. minimizer [DZSB94, PGAL93, Zim91]. minim um

[FD91, GvRSvEH

+

93, KF99, MS95, NVS91, Sno92]. minim um-energy

[NVS91]. minor [ZS99]. Mixed

[GS94c, PF99, F

CS98, GM90, JG91, LMB96, LO98, Pul97].

mixed-canonical [F

CS98]. Mixing [SHCR97]. MM

[CG97, CG99, IMP91, Gao97, IMP91, LO98, PF99]. MM-EHMO [IMP91].

MM2

[A YC94, CT97, FR

C91, MSB95, MSB96, BMW

+

90, F ro91, GPPS91, HM

ˇ

C91,

Jai90, KHB92, Sau91, SGB91, SS93, SAF93, SHH

ˇ

C90, SR90, TNS97a].

MM2-87 [F ro91]. MM2/MM3 [SGB91]. MM3

[AL YT90, AF93, AF94, A

YC94, Ano97, CRP97, F

A94, LBB94, LCD

+

97,

LA92, LA94, MSB95, MSB96, AL

Y90, DRF92, FD94, KPI95, LCA94, LFB96,

LA91, LA98, Sau91, SGB91, Sul95, T

A98, TNS97a]. MM3-MD [LCA94].

MM4 [A CK

+

96, A

CL96, AF97, NCA96, NLA96, NA96, TNS97a]. MMFF

[Hal99b, Hal99a]. MMFF94

[BBH99, Hal96a, Hal96b, Hal96c, HN96, Hal96d, Hal99b]. MMFF94s

[Hal99b, Hal99a]. MNDO [F ab91, FDMB92, FSI95, GJR91, HK

ˇ

S

+

97,

KHF90, KHF91, Kas90, Kat93, KWWS91, KT93a, KT93b, LIO90, MF

G91,

OL90, OBL95, PT96, PT99, Ro d94, SUG92, VFM

+

90]. MNDO-PM3

[F ab91, Kat93]. MNDO/M [HK

ˇ

S

+

97, KWWS91]. MO

[PSY

+

99, PK91, A

C92, GPK95, MTRJ95, ST91, VK94, WHM

+

96, SR94b].

MO-Studies [A

C92]. MO-theoretical [GPK95]. mobile [SB99b]. mo de

[fGGG94, K

G91, K

G99, SSM96, ZS93]. Mo del

[TP93, ABE

+

96, BCT98, BR

C94, BF96, BKMH97, BSL91, CPR90, CHPK91,

CTC95, CT92, CG97, CG98, DD

V93, DDL

V95, D

VL90, DK97, DBV98,

F er95, FT

A91, FSCS99, FRZ93, FS98b, Gao97, GMM95, HS99, HCK95,

HCCC99, IRRR93, JS93, Kat93, Kna92, KID93, KA96a, KT93a, KTnH99,

LMRRL98, LDJ

+

97, MF

G91, MNVM97, MRS98, OS91, O’m99, PK98,

PTCB99, PK

CM99, R

C93, REA

+

98, R

CB99, RL95, SBM97, SSM96, SSR

O92,

SCRI93, SK95, TKSM96, TR

G99, TRLRB96, VW

GF95, Wib99, WPLC95,

XWS92, ZFYY95, dV

A92, A

C92, MTR90]. Mo deling

[Her97, JKS93, PB92, PP AS

+

99, A

TK94, Aer95, BMW

+

90, BDH

+

94,

BPZL96, BBC

+

98, BP94, ¸

CHP91, CHP90, CE

´

A92, DP95, EHNW96,

EPBD95, FZL97, FM91, GC97, Jen94, LP95, MR G

+

90, PFMI97, PF99,

PMR G93, RSOF96, RL95, TRJ96, TS99b, W

C90]. Mo dels [Cas89, Sie96,

BRP92, BMN99, CJC

+

93, CMPT98, Cri95, Gar90, GHS97, HK90, HVvRS93,

JB95, LHL

+

95, L

W92, Mag95, MK92, MSZ96, PF

C96, PFM91, R

C95, SC99,

SLH96, SK

OR93, TD95, TSZ90, WS99a, W

O97, Wil94, W

A99, WWF95].

Mo dern [Y ar95, KLR96, Da v97]. mo des

[DOO93, DZ97, GW98c, K

CK97, TR

G99, ZS99]. mo dification [vLP90].

mo difications [AJ99a, AJ99b, KRL

+

93, SMA92]. Mo dified [IRRR93,

SAF93, AS99, DJ94, D

W98, FW91, FS97, GLP95, KTnH99, Mar97a, Mar97b,

Mar98, NM97, PNJS93, PKN

+

95, Ro d94, TG98, WF94, WFR99, KL

V94].

mo dular [TH93]. Mo dulation [BA94, A

VP93]. mo dule [DK93]. molar

[WWF95]. Molecular

[AL Y90, AL

YT90, AF93, A

YC94, AF97, A

CDP98, BBR96, BB96a, Bla91,

BBC

+

98, BCF

+

92, BSL91, CLCL96, CW97, CP98, CBIT94, CH88, CG98,

DS92, DMB91, F

A94, FR90, FR

C91, F ro91, GS90c, GMM95, GHR93, GBT97,

HS93b, IMP91, LB96, LA90, LHBF93, LH96, LBB94, LJKL98, LBI

+

97,

LMCPP92, LA94, NCA96, NLA96, NA96, NQ99, NSWP90, Ob e98, OL93b,

OC98, PK

CM99, RvRS98, SBA97, SB98b, SB98c, SKB92, SB92b, T a y99,

TYMS98, VHV99, V an97, VR

C92, W

C90, WLKJ92, YKU96, Y os90, vOC93,

AM99, Aer95, A

T93, A

GP91, ALO93, A

C92, ALO94, A V A93, A CK

+

96,

AFK

+

95, AS98b, AHLR

+

91, Art93, A

W90, BT96, BCB

+

97, BCT98, BKLS95,

BO93, BDH

+

94, BR

C94, Bec98, Bek97, BFST93, BvGMP97, BWS

+

95, Bic99,

BSS97, BPZL96, BG96a, BG96b, BK96, BCT91, BV97]. molecular

[BSB

+

97, BGZP97, BW90, BP94, BRH90, CZM98, CPR90, CDG

+

99,

CHP90, CA93, Che95a, CC98, CCJ

+

99, CRP97, CK91, CA

CD97, CMS91,

CMC96, CT97, CT92, CC91b, CH94, CH96b, CG96, CG97, CG99, DM94,

DOO93, DD

V93, DDL

V95, DK93, DNC96, D

VL90, DH90a, D

V99, DK97,

D A96, Dun90, Ear93, EGH

+

93, EGHT97, EA93, ELA

+

95, EPBD95, EK97,

FSW96, FHB99, F CNS

´

A98, FK91, F GG

+

92, FBK90, FW93a, FLHP97,

FLPH98, F

G96, FW91, FPC91, GGK98, GPSS93, Gen99, fGGG94, GS90b,

GCT96, GC97, GC98, GGP96, Gre95, GG96, GJD94, GT98, GH97, GPPS91,

GLoNP96, Hal96a, Hal96b, Hal96c, HN96, Hal96d, HS93a, Har93, Har99a,

HTC98, HGB93, HW97, HE99b, Her93, Her97, HY

A92, HBBF97, HEN

+

94,

HYH

+

94, H ˇ sR95, HKK91, HCK95, IG94, JP92b, JVB95]. molecular

[JM90, JG93a, JS93, KR96, KL

V94, KRM92, KLR96, KWWS91, KHW

+

90,

Klo92, KE95, KUT

+

97, KHB92, KB92, KVKK93, KK

CH96, KKJ97, KHL96,

KPR91, KTS92, LD

VP91, LM93, LK95, LKL95, LPK99, LCA94, LLD98,

LCD

+

97, LA92, LP95, LS94, LIO90, LO98, L WS

+

95, Mag93b, Mag93a,

MK98, MTH94, Mar97a, Mar97b, Mar98, MI99, MM95, MV91, Maz97, MJ93,

MSB95, MSB96, MK97b, ML91, MTBS91, MSDC94, MRM97, MM94c,

Mit98b, MR G

+

90, MN95, MPBM98, Mul91, NBS94, NTK96, Nic97, NM97,

NW

˚

AM95, NL98, ORK

+

91, OS98, OS94, OL93a, OM96, PPK91, PPK92,

PK98, PKRR97, P

AS90, P aST94, PMIB99, PSY

+

99, PGBM97, PZBM98,

[ABD90, AD90, BCB

+

97, Cha92, ES99, LLB99, R

CvRS97b]. op en-ended

[ABD90, AD90]. op en-shell [BCB

+

97, LLB99]. Op erations [Gar90].

op erator [BBR98, LZT91]. op erators [AD90, JCV

+

93, LL92]. OPKINE

[PBRP91]. OPLS [BMJ90, DFTRJ97, HE99b, HK

ˇ

S

+

97, JN93, JLNTR93].

OPLS-lik e [HE99b]. Opp enheimer [BG93]. optical [KD91, KSD90, RP99].

optima [FPRD99]. Optimal

[Mez97, RKL93, BWS

+

95, NSWP90, Ran91, T A C98, DF96]. Optimization

[AKF93, BLO94, F

G96, HH99b, MK97b, Ste91, WWSS98a, WSS99c, AS98b,

BH91a, Bak92, BB93, Bak93, Bak97, BCT98, BMD99, B ´ er97a, BCT91, D

V99,

DJ94, EPW97, FSBMP99, FPL95, GM98b, Har99b, Hea90, KFML99, LSR97,

LPW

+

97, LZT91, MM95, Mit98b, MPBM98, NM97, PKRR97, PP97, PK91,

TEHL93, YM98, ZKA94, KT93b, WWSS98b]. optimizationin [RRR92].

optimizations [BvH

+

92, MS95, SH91]. optimize [P

ASF96]. optimized

[BGZP97, FW92, LBO94, OBL95, SCRI93, CH96a]. Optimizing

[ET98, AB97, AB98b, PPK92]. Optim um [Mag93b]. option [Hal99a].

ORA C [PDPM97]. ORAL [Zim91]. orbit

[HBLL98, KMM99, LL92, VR

V99]. orbital

[A C92, BR

C94, Bic99, CT92, CH94, CH96b, CG97, DM94, DH90a, FLHP97,

FLPH98, GPSS93, Jur96, KWWS91, KTS92, LKL95, MI99, PNJS93,

PKN

+

95, PSY

+

99, PFLH93, SRI92, SR92, VPV91, W el90, vOC93]. orbitals

[CDR

+

95, CDG

+

99, CC98, Ish98a, Jon91, KMM99, PF99, RLA

+

98, Zho93,

ZL94, ZM99]. orbiting [DvRSH94]. order

[A CD97, BW91a, Bec99a, Del96, FR94b, FV98, GW98b, Har99b, Ish98a,

Klo97, NS95, P ao90, RPW98, She90, SG95]. ordering [K

CK97]. orders

[KK92]. organic [ASM

+

92, BMD99, BFST93, BBC

+

98, CNOJ93, CG97,

DJ93, DN92, ER95, GC98, Gri90, HG93, HD

A93, K

G92, KJ97, LSCA98,

LBA O96, MTRJ95, MR G

+

90, OC98, SC94, SA

CKH95, TYMS98].

organization [JMH96]. organo [LJ92]. organo-transition [LJ92].

organolithium [PK95]. Organometallic

[Had98, JFR92a, JFR92b, SH91, VF92]. orien tation [PS96b]. orien ting

[HP94]. Origin [LK C

+

98]. Origins [LS96]. ortho [OC98, SMF91].

ortho-terphen yl [OC98]. Orthogonal [Zho93]. orthogonalized [Ran93].

other [Bic99, F ro93, Hal99b, SCP92, SW93a, T el90]. out-of-plane

[LPK99, Mil90, TNS97a]. outer [CH96a]. o v er-relaxation [NH91]. o v erall

[T el90]. o v erdamp ed [GJD94]. Ov erestimation [TEdV90]. Ov erhauser

[F or91, FM94, PGAL93]. o v erlap [L

THY96]. o v erlaps [WSS99a]. o xazole

[KS91, SW93a]. o xidation [BHK

+

91, GCRSAIVB99, SSV93, vOC93]. o xide

[Rau96]. o xo [JFKK94, Kat90a]. o xo v anadium [BH98b]. o xy acids [DJ93].

o xy eth ylene [DS92]. o xygen [BSGB98, LDJ

+

97, LPT97, NPL

T97].

o xygenated [GS90d]. o xymeth ylp yridines [NW

˚

AM95].

o xyphosphoranes [GS90d].

P [BT92, CLS

+

97, KTT94, KTT95, MR

G97, T a y99, MR93, CLS

+

97, GS90d].

P .C. [V ar92]. P450 [HL96a, Kat93]. P450-mediated [Kat93]. P450cam

[BO93]. pac k [vEK99]. pac k age [SL95, TS99b, vEK99]. pac king

[CC91a, GS94a, GS94b]. pair

[BMW

+

90, Cul92, GZ95, JZ96, LS98, RBC

+

98, SV94, SCZC99]. pairing

[PD99]. pairs [Pra93, R

C95]. pairwise [DH90b, WSS99a]. palladium

[Sel90]. P almito yl [LH96]. pancreatic [Kik96, PS92]. papain [KR96].

pap erbac k [Da v97, Da v97]. paracyclophanes [BRLD92]. P arallel

[BCFM98, BHE

+

93, CBWF98, DKH98, GF96, L

WNS95, Lim97, MD95,

MOSD97, NIS98, Net94, NS95, PL

Y98, VT91, BBR96, Bec97, BDKJL95,

CDG

+

96, CMC92, CS90, CS96, DLS

+

97, DPK94, FK95, GJL

+

90, HL96b,

JP92a, JP92b, LBI

+

97, LMF

A92, MTBS91, PH96, R

GK93, RBC

+

98, RBE98,

SS93, SLG93, SOCF98, SWK99, SL95, TMK

+

99, VM95, V

A98, WHHP97,

WH95, YB94, JP92a, JP92b]. parallel-co ordinates [Bec97].

P arallelization [JG93a, KMO92, DK93, T

A94]. P

ARAM [SLG93].

paramagnetic [Kar99]. P arameter [LFB96, BSV94, CA95, ISH98b].

P arameterization [F er95, CT92, FSBMP99, FUS

+

94, GH98, Hal96a, LA90,

LBB94, LFB96, NL98, SGB91, LPW

+

97]. parameterized [TRLRB96].

parameters [AJ99a, A

GP91, A CF O91, AKF93, BLO94, BCB

+

97, Can93,

F G96, GDK92, Hal96b, Hil97, HA95, HH99b, KT93b, KHB92, LOP

+

97,

MTRJ95, MRH99, NW

˚

AM95, Ran91, RSB96, SEJ95, SB95, Smi99, Ste91,

SW AH91, SK95, VFK92, WH93, YM98, DDL

V95, PT99]. P arametrization

[DMV98, FR94a, HLO99, OM96, SN91, KVL91, LBA

O96, NS98, OL93a,

FR C91]. P art [Da v97, Dy a98, VR

C91]. P artial

[GK90, Hea90, SWS

+

90, BT96, CNOJ93, PNJS93, PKN

+

95, SOL90, WLKJ92].

particle [Hil97, L

W94]. particles [LLD98]. particular [YTT97]. partition

[BH91b, KW91b, T ru91]. P artitioning [DOO93]. passing [VM95]. P ath

[Mor93, MN95, Bau90, DBS96, Mez92, PB92]. paths [HH99a, ZMC

+

97].

path w a y [VP94, ZVP98]. P ath w a ys [SR92, AJB96, Sau91, VP92]. pattern

[CBR97, Mar90, SHCY93]. P auli [Cha92]. Pb [JFR92b, Ste91]. PC

[Rog90, Rog94, Rog03]. PCs [TRJ96]. p eak [CCN90]. PEFF [Dil92].

P enning [CC98]. p en ta [TR

G99]. p en ta- [TR

G99]. p en tagon [A O Y

¯

O96].

p en tahalides [BT92]. p en tanes [GdA G

+

98]. P en tium [TRJ96].

P en tium-based [TRJ96]. p en t yne [CC91b]. p eptidase [BSL91]. P eptide

[GVD96, PF

C96, BPS93, BK97a, Bec97, B ¨ uh99, Da v94b, GS90c, HO93, HS95a,

JL W97, K

OH98, KFML99, MTRJ95, P ar99, PMIB99, RK95, SS98b, WP97].

p eptides [A

C92, AS96, BCB

+

97, BM99, BMN99, Da v93, Da v94a, GS90a,

GS90b, HY

A92, KF99, MHJ

+

98, MM97, NTK96, SK

OR93]. P epto [CCN90].

P erformance [BMN99, DNC96, HK

ˇ

S

+

97, SKT94, V

A98, FTW

+

96, GM98b,

Hal96a, HGK

+

96, HEN

+

94, R

CB99, BBR96]. p ericyclic [OS91]. p erio d

[LS96]. p erio dic [SKT93]. p erio ds [ENvRS94]. p ero xides [BFST93, CA93].

p ero xyl [ARLAB99]. p erp endicular [Din91a]. p erturbation

[CKP96, CG98, DPK94, ER95, FPSK92, HVM99, HK90, Klo97, MP90, NS95,

RM94, RE99, W un92, ZvN93]. p erturbations [HE99a, SEJ95].

P erturbativ e [LLB99, ET98]. p erturb ed [DKK95]. PES [MK94]. PESP

[Mar98]. PF [Cai94]. PH [GS90d, Mag95]. pharmacophores [SSM96].

phase [ABBC99b, BKK

+

96, FDMB93, HGC

+

95, MI99, MGLL99, MSSS95,

SK91, UF93, VHW

C98, V

CLB92, VFM

+

90, W

CK96]. phases

[DKL90, TM95]. PHC [FBTD92]. phenol [FF93]. phenolate [VFM

+

90].

phenols [KHF90]. phenot yp e [Har99b]. phen yl

[KRM92, LK95, WMM

+

95]. Phen ylene [WJV

+

96]. phen ylimidazole

[HL96a]. phen ylnitrene [CGBC96]. phosphaacet ylene [NVER97].

phosphaethene [SBM97]. phosphatidylc holine [CCJ

+

99].

phosphatidylc holines [LH96]. phosphatriafulv ene [SSHB93]. phosphine

[LFB96]. phosphole [SBM97]. phospholipase [SN91]. phospholipid

[CHP90, CHPK91, SB99a]. phosphoranes [GS90d, WZG

+

93].

phosphorothionate [Kat93]. phosphorus [LA90, PKN

+

95, WZG

+

93].

phosphorus-con taining [PKN

+

95]. phosphorylc holine [SK92a].

Photo electron [CC98, MTR90]. photolysis [NQ99]. photo o xidation

[LDJ

+

97]. photoreaction [GJ95]. ph thalimide [KRM92, RdBN90].

ph ylogenetic [R

WB99]. ph ysical [Gri90]. pinene [BPZL96]. Pip ek

[BP93b]. pip eridines [CPJ98]. Pitfalls [Jai90]. PK [YG92a]. planar

[Din91a, Din91b]. plane [LPK99, Mil90, P ar99, TNS97a]. plasticities

[COR99]. platin um [KSB

+

93]. plausibilit y [VP93]. Plen um [Chr90].

Plesset [Klo93, RPW98, BCFM98]. PLOR [Da v93]. PLORing [Da v94b].

plots [BB98a]. PM3 [JFKK94, Ste90, ALO93, AKF93, BMD99, BR

C94,

CT92, Cso93, DHHY90, F ab91, FSI95, GJR91, GPPS91, HK

ˇ

S

+

97, JS93,

JKS93, KHF90, KHF91, Kat93, MF

G91, OBL95, SUG92, Ste91, SK91].

PM3-deriv ed [ALO93]. PM3-SM3 [CT92]. PNP [K

G99]. p oin t

[BR C94, Ear90, FB97, GP94, HD92, KTnH99, MSZ96, R

C93, SCRI93, Spa96].

p oin ts [AB97, AB98b, QHIH98, R

TSM93, YB95a]. P oisson [AS97, Bru93,

BNDS97, CF97a, CF97b, DF97, DM91, HL96a, HS93c, HS95b, LDM92b,

NH91, RM91, Sha91, SQ95, SW96a, SMM97, TG98, ZYY95b, ZPV

+

96].

P olan yi [ABBC99a, ABBC99b]. p olar [F CNS

´

A98, PLB92]. POLARIS

[LCW93]. p olarit y [HMS93]. p olarizabilities [RNDP98]. p olarizabilit y

[A CR C97, BLF95, GdA G

+

98]. p olarizable [BCT98, BDKJL95, CTC95,

Gao97, HY96, MRS98, PTCB99, R

CB99, TR

G99, dV

A92]. P olarization

[LO98, PMIB99, CPR90, CTC95, CMPT98, DH90a, WFR99]. p olaronic

[RMW91]. P oling [STT95]. POL

TEV [HK

ˇ

S

+

97]. p oly

[BMD99, DS92, GSK95, SE94]. p oly-ligated [GSK95]. p oly/oligoazine

[SE94]. p oly acenes [CW93]. p oly atomic [F or96, HBLL98, LL92].

p olyb enzenoid [PMHR

G97]. p olycyclic [WHF97]. p oly electrolyte

[F OCB96]. p oly electrolytes [RM91]. p oly esters [Sun94]. p oly eth ylene

[DH99]. p olyglycolic [PC93]. p olygonal [HH99a]. p olyhedra [LKSS91a].

p olyhex [MSK

+

90]. p olymer [Kna92, LB96, RL95]. p olymers

[Maz97, NSWP90, PL94, SLPP97,

ˇ

ZRK

+

95]. p olymorphs

[EKS97, PRR

+

99]. P olynomial [Mez92, ABD90, Bal91a, WS99b,

ˇ

Ziv90].

p olynomials [Bal90, VT91]. p olyparaphen ylene [PL94]. p olyp eptide

[GS94a, GS94b, PSW96]. p olyp eptides [CNS96, GS97, K

G91, KMKW98,

LSR97, LA91, NVS91, PFM91, SHCY93, SKM94, vFB91]. p olysacc haride

[PC94b]. p olysacc harides [FPR97, GZL

+

94]. p olythiophene [RHN94].

p opular [GvRSvEH

+

93]. p opulation [TKF92, TLBP99]. p opulations

[A TS90, GC98]. P ortable [CS96, VM95]. p ortrait [Bo w98]. p osition

[Mez97]. p ositioning [Bru93]. p ositions [ZY96]. p ositiv ely

[MSB95, MSB96, RLG98]. p ossible [BG99, HD

A93, K

G92, PSvRS

+

95, SF96].

p ost [TEdV91, CER94, KS96, NSA

+

97, STB

+

94]. P ost-Hartree

[CER94, KS96, NSA

+

97, STB

+

94]. p ost-SCF [TEdV91]. p osteriori

[VVM93]. p oten t [CS95, F ro93, MR

G97]. P oten tial

[BJ94, FS97, PRR

+

99, RK95, Spa96, AB97, AHLR

+

91, AS96, AS97, BW91a,

BG93, BCG97, Bec98, BADP92, BCF

+

92, BMJ90, BBH99, CKP96, CPS90,

CK91, CG93, CLS

+

97, DKK

+

93, DKK95, D

A96, D

V97, EKS97, EJ95, FD91,

FRR90, F CNS

´

A98, FPSK92, FBK90, FS91, FS98b, F

G96, GZ95, GS90a,

GC97, GP94, HG93, HP94, HE99a, HE99b, HREK98, HR97, HNH

+

91,

IBKvRS92, ITP90, JP92a, JK98, Jen94, JN93, JLNTR93, Kik99, LPK99,

LMA99, LS94, LIO90, LO98, MTH94, Mar97a, Mar98, Mer92, MLA

T99,

MLA

+

99, Mit98a, MTR90, NTK96, OL93b, PFMI97, PFFF97, PF

C96,

QHIH98, RLG98, R

C95, RMS93, R

TSM93, SB98a, SS98b, SLH96, SR94b,

SR98, SMS98, SA

CKH95, SB90, SHM95, SW

AH91, SW92, SW93b, Su93,

TKSM96, UF93, WM93, Wil94, WB91]. p oten tial

[ZM90, ZYY95a, ZY96, DvRSH94]. p oten tial-deriv ed

[BCG97, Mar98, R

C95, SW93b, UF93]. p oten tials

[ALO93, ALO94, A V A93, A

C94, BMW

+

90, BT96, BR

C94, BMN95, BBvG95,

BDKJL95, BW90, C ¸

CG97, DM90, DH90b, DKBS97, Ear93, FRR90, FW93a,

F CCG96, GJR91, HS99, HK

ˇ

S

+

97, Kik96, KKJ97, KHL96, LL92, LOP

+

97,

LK C

+

98, Mar97a, Mar97b, Mar98, MKS90, MGPR90, P ac93, P et93, Phi90,

PS96b, R

C93, R CA TD96, Ric91, R

C95, SAdV97, Sno92, TEdV91, WF94,

WLKJ92, WM94, W

A99, W A W

+

97, WKP

+

90]. p o wder [KRL

+

93]. p o w er

[Ran93]. P o w erful [Sno92]. pp

[Da v97, Dun90, Gar90, Gol92, Klo92, Mez91, Ran92, T a y99, V ar92]. PPP

[PL94]. PPR [P ar99]. practical [DBS93, DBS96, SN99]. practice [WM94].

PRDDO [Mar97a, Mar97b, Mar98]. PRDDO/M [Mar97a, Mar97b, Mar98].

precise [MM91]. Precision [HY

A92, FR94b, SCC93]. Preconditioners

[GHR94]. predict [VHW

C98]. predicted [AS98a]. Predicting

[BP98, BH91b, KFML99, VRBE93]. Prediction [ABBC99a, ABBC99b,

HO93, HD

A93, WP97, YC95, A

TK94, Aer95, CDG

+

96, DS90, DRP98,

FPL95, GM98a, K

G92, KD96, MF

G91, VK97, ZVP98, vEK99, LHBF93].

predictions [EKS97, MvEP

+

98]. predisso ciation [BBS96]. preface

[vRS98]. prefer [vRSD92]. preference [RM94]. preferences

[SM91, ZLM92]. preorganization [MV91]. Prescreening [HWH

+

91].

presence [YBD

+

94]. presen tation [Bog99, P ol93]. Press [Chr90, Dun90].

pressure [MGLL99, SB99a]. pressures [AID A VB98]. Price

[Dun90, Gol92, Klo92, Mez91, Ran92, V ar92]. primitiv e [BP98]. Principal

[Bec98, SSR94, SFB91, SSR95]. principle [ABBC99a, ABBC99b]. priori

[VVM93]. prismane [GPK95]. probabilit y [BP93a, CNS96]. prob e

[RLG98]. prob ed [EPBD95]. Probing [GBE92, P ea94]. problem

[CE96, Cis93, DF96, Flo92, HO93, HO97, HT99b, KA96b, LK91, MF

G91,

MM94c, P ea94, RBSB96, SLPP97, W an91, Zho93, ZL94]. problems

[Bla91, CT95, MS95]. pro cedure

[F¨ or92, LJ91, LLD98, PT98, PTCB99, SW93b]. pro cedures

[CT95, MM97, She90, WR93]. pro cess [EHNW96]. pro cesses

[L W92, TP93, TRLRB96, WMM

+

95]. pro cessing

[GJL

+

90, SS93, YG92b, YG92a]. pro cessor [AFK

+

95, TMK

+

99].

pro cessors [CDG

+

96, JP92a, JP92b]. PR

ODEN [A

TS90]. Pro do c k

[TS99b]. pro duced [FS91]. pro duct [LB90]. pro ducts [FSW96, ZVP98].

profiles [MTRJ95, MRS98]. Program [HH99a, A

TS90, BHE

+

93, Bro99,

DLS

+

97, Dil92, Elv91, GW95, HA93, HGK

+

96, HHP91, JHB96, KL

V94,

KD91, LBI

+

97, MRM97, Nic97, PL94, PCG

+

92, PBRP91, PDPM97,

RLA

+

98, SLG93, SM90, TH93, WHF97, vEK99, BMD99, BDKJL95, DBT98].

programming [GVD96, NSWP90, TH93]. programs [LCW93]. progress

[SHM99]. pro jected [A

TS90, OS91]. Pro jection

[LZT91, AS99, GCG97, GW98c, SBS99]. Promoting [STT95]. Prop ella

[GPK95]. prop enal [F

A99]. prop ene [AID A VB98]. prop er [Kri90, LMA99].

prop erties [AS98a, A

GM91, BP93a, BFST93, CW93, DBS96, D

A96, GM90,

GWHD99, GCT96, GM99, Gri90, KD91, KS96, KSD90, Kut99, L

V90,

MvRSL

+

97, MVS92, NPL

T97, P ac95, PSW96, RP99, SBA97, SR94b,

SSR O92, SOL97, TKTN99, TEdV91, UVR

CR92, W el90, dV

A92]. prop ert y

[BSB

+

97, BR97, DJ92, D

V97, Ran91, SV94]. prop ert y-based [D

V97].

prop osed [HO97, LD

VP91, RMW91, VP93]. prop yl [IMP91]. protease

[MR93, MR

G97, YBD

+

94, YTRB97]. Protein

[DS90, DRP98, HT99b, JP92a, JP92b, A

TK94, BFH94, Bec97, BF96, BG99,

BSL91, BSV94, CDG

+

96, GS90c, GSB99, GJL

+

90, GK93, GF96, HO97,

HYH

+

94, JB95, Kik99, Kna92, KID93, KUT

+

97, LOP

+

97, LPW

+

97,

LK C

+

98, MKS97, MLA

T99, MLA

+

99, Non97, RS92, Sno92, SG95, TS99b,

TEHL93, VDF

+

97, W an91, XWS92, YSJ95, Y os94, Y os96, ZFYY95, CHPK91].

protein-DNA [CDG

+

96]. protein-folding [Sno92]. protein-structure

[LOP

+

97, LPW

+

97, LK C

+

98]. proteinase [RM94, SBS99]. proteins

[ABE

+

96, AS99, AS96, BBR96, BCB

+

97, BMN99, CC91a, CE96, CCN90,

CNS96, CCBK95, DB98, DP95, fGGG94, GKS93, GG91, GT98, JTM

+

95,

JAdV96, Kik96, Kik99, K

G91, KHW

+

90, LCW93, LA91, NTK96, PS92,

PMR G93, SN91, VB93, WS99b]. proto cols [REA

+

98]. Proton

[PMHR

G97, A

CB97, BA94, CGdA

C91,

ˇ

CTS98, FS94, F

A99, HR97, KS91,

LMRRL98, RHKK90, STB

+

94, SHCR97, SK91, VFM

+

90, GHS97].

proton-transfer [LMRRL98]. protonated [LCD

+

97, NBG93, ZCP98].

Protonation [HOL98, R

TGJ98, W el90]. protot yp es [GMY97]. pro ximit y

[SSV93]. pruden t [HKK91]. ps [SYHW99, MKF

+

97]. PS-GVB [MKF

+

97].

pseudo [RL95]. pseudo-diatomic [RL95]. pseudo diagonalization

[WHHP97]. Pseudop oten tial [KSP90, JFR92a, JFR92b, SS95, VSF97].

pseudop oten tials [SRI92]. pseudosp ectral [BCFM98, CBWF98, KZ99].

psicose [FD94]. Pte [Da v97]. Pu [SHM99]. publication [Bog99, R

G99].

Publisher [Ran92]. Publishers [V ar92]. Publishing [Da v97]. pulse [FR90].

pure [Gri90, JLNTR93, VW96]. purine [W un92]. purine-to-p yrimidine

[W un92]. purp ose [AFK

+

95, D

V99, HEN

+

94, KUT

+

97, MR92, Zim91].

PVM [SL95]. PVM-AMBER [SL95]. p yrazole [LSFFM

+

95]. p yridines

[BHK

+

91, SK91]. p yridone [R

GK93, BA94]. p yrimidine

[WMM

+

95, W un92]. p yrimidine-to-purine [W un92]. p yrophosphate

[HCCC99, PGBM97]. p yrrol [CLQSS98]. p yrrol-2-one [CLQSS98].

Pyrrolizidine [GCT96, Gio98]. p yruv ate [NBG93]. p yruvic [NBG93].

QCFF [KL

V94]. QM [CG97, CG99, Gao97, LO98, PF99]. QM/MM

[CG97, CG99, Gao97, LO98, PF99]. QSAR

[A T93, A

CDP98, Cri99, RdBN90]. QSPR [BR97]. quadratic [RHN94].

quadrup ole [Din91b, EGH

+

93]. qualitativ e [RK97]. Qualit y

[KNST96, R

WB99, BPP90, R

C93]. QUANT

A(R) [MR92]. Quan tification

[WTLC93]. Quan titativ e

[Ric91, RMS93, CSC96, CS95, DJ92, DKBS97, KF94, Mar90].

quan titativ ely [GW98c]. Quan tum

[A CD97, D

V97, ENHE98, F CNS

´

A98, RD97, TRR

+

94, A CF O91, A

CDP98,

A CD99, AD90, BT96, BFH94, BvGMP97, BBS96, CDG

+

99, Che95b, CG98,

CG99, D VJ

+

95a, D VJ

+

95b, ER95, FBK90, F

G96, GH98, Har99a, HK

ˇ

S

+

97,

JB98, JS93, JKS93, KMO92, LMB96, LMB99, LMA99, LS94, L

W92,

MHS

+

94, MSDC94, NL98, PFMI97, PL

Y98, PSY

+

99, PP AS

+

99, SHCR97,

SOCF98, SKK

+

93, TR

G99, TP93, WJL

+

96, MHJ

+

98]. quan tum-classical

[LMB96, SHCR97]. Quan tum-mec hanical [RD97, JS93, JKS93]. Quasi

[Maz97, ALO94, AB97, PGAL93]. quasi- [ALO94]. Quasi-Hamiltonian

[Maz97]. quasi-Newtonian [PGAL93]. quasirigid [BH98a]. quaternions

[SA99]. Quinh ydrone [KTT94, KTT95]. quinones [AF94, Ano97].

R [Da v97, Mez91]. Radial [PG98, ABD

+

98, ZY96]. radiation [RMW91].

radiation-induced [RMW91]. Radical [GCG97, GM98b, Bau90, Cai94,

FSCS99, F O A98, GMO93, ISH98b, Kar99, LP92, O’m99, Ov e91, VK

C96].

radicals [ARLAB99, Arn94, F O A98, LH99, LA94, PB92, SS97]. radii

[A GM91, P ac95, SH98]. Ramac handran [BB98a]. Raman [LD

VP91, PR95].

Ramifications [UF93]. random [BW96, FR90]. range

[

˚

Aqv96, ADG99, BPC91, LOP

+

97, LPW

+

97, Ric93, SB94, TMB93]. rank

[Mit98b]. rank-one [Mit98b]. rapam ycin [SSO94]. Raphson

[AB97, SB90, ZKA94]. Rapid [HG93, HK92, Ish98a, LM93, NTK96,

EGHT97, FW93a, GS94b, MKS97, NH91, PCG

+

92, SNS95, YB95a, LDM92a].

rapidly [GS94c]. rare [BBS96, WH93, L´ op95a]. Rare-gas [L´ op95a]. ras

[YSJ95]. rate [Dum91, DBT98, MGLL99, Phi90, P ol90, YC95]. rather

[vRSD92]. ratio [SN90]. Rational [LJKL98, T a y99]. rationale [SSM96].

Rationalizing [FM94]. rattle [FS98a, FS00, MK92]. ra y

[BSL91, KRL

+

93, PS91, PS92, SYHW99, WJL

+

96, WJV

+

96]. reaction

[A C92, AJB96, AID A VB98, ARLG

+

94, Bau90, CLS

+

97, D VJ

+

95a, D VJ

+

95b,

DBS93, DBS96, FW92, F

A99, F O A98, FUS

+

94, FSI95, GLLOB91, HOL98,

HB91, IBKvRS92, JZ96, K

CK97, LMB99, L

V90, LS94, LSSvRS96, LDMS99,

MGLL99, MRS98, NVER97, PLB92, PB92, RRR92, SBM97, SS97, VP92,

VP93, VP94, V as92, W

O97, ZVP98]. reaction-diffusion [V as92]. reactions

[CG90, GCRSAIVB99, GHS97, JB98, JKN99, LKL95, LS98, LDJ

+

97, OS91,

SMA92, SSV93, SW O W97, Vy a97, ZMC

+

97]. reactiv e [SB98a, TRLRB96].

reactivities [BH98b]. Reactivit y [BHK

+

91, SS97, Bic99, BSN99, Che99,

ISH98b, JFKK94, LO98, OL93b, SSM96]. real

[BC93, CMC92, Mit94, SCC93]. realistic [PDPM97]. Realities

[Cas89, Gar90]. realization [WWZD92]. Rearrangemen t

[CLQSS98, Bau90, HY96, LP92, RJP97]. rearrangemen ts [KW91a].

recen tly [DHHY90, HO97, Ste90]. receptor

[A T93, A

VP93, AHLR

+

91, CA95, GH98, LK92, L WS

+

95, SQ95, ZS99].

recip e [Klo97]. recognition [CBR97, Mar90]. Recommendations [P ol93].

Reconsideration [SKK

+

93]. reconstruction [MKS97, RS92]. recurrence

[RKL93]. redo x [CG90, TYRD92]. reduce [DB98]. Reduced

[TWR

+

95, AB97, BHK

+

91, BSV94, QHIH98]. reduced-parameter [BSV94].

reduced-restricted-quasi-Newton [AB97]. reductase

[CG90, CG94, CG96, CG98, LK95, W el90]. reduction

[Bru93, WWSS98a, WWSS98b, fGGG94]. reductiv e [WM93].

redundancies [PPK92]. redundan t [P

ASF96]. reev aluation [SSV93].

Reference [RLA

+

98, KTnH99, RSK92]. refine [MKS90]. refinemen t

[Bec99a, GKM94, GF96, LFB96]. Refinemen ts [FT

A91]. refining

[NW

˚

AM95]. reflection [SA99]. reflection-symmetric [SA99].

reform ulation [AB98b]. regio c hemistry [CN98]. region [DH99].

Regioselectivit y [NVER97]. Registration [PS96b]. regressions [Ran93].

Regressiv e [DMB91]. regular [GS94a]. regularization [SBJ92]. related

[AF94, Ano97, Din91b, GS90d, Gri90, LPK99, LS98, Mag95, MHJ

+

98, MR93,

MGPR90, RdBN90, SD98, SSV93, SB92b, W

O97]. relating [Kna92].

Relation [McD97, SG95]. relations [MGH97, RKL93]. relationship

[KF94, P ao90, P ar99, Ran91]. relationships [DJ92, GLLOB91]. Relativ e

[CGBC96, DN92, Pra93, BSC

+

98, BSvRS95, CK91, CG94, ER95, HCK95,

LS96, RE99, SVM99, SCP92, SA

CKH95]. Relativistic

[Dy a98, ES99, HOL99, Kut99, PC94a, SCMV97, V an99, EBD

+

99, FV98,

HKY98, Klo97, LL92, VES

+

99, SI93, V an97]. relaxation

[NH91, SHCY93, WPLC95, ZR

VD93]. Relaxed [ITP90]. relev an t

[Gre95, GG96, ZM92]. Reliabilit y [SRI92, BKL

+

90, LIO90]. Remarks

[CT95]. renormalization [CT95]. Reorganization [LH99].

reparametrization [MF

G91]. replace [FK91]. Replicated

[W A W

+

97, YB95b]. Reply [Ste90]. represen t [Wil94]. Represen tation

[TKF92, CZM98, CLO99, DH94, FS91, KKE93, LMB96, LBO94, P ac93,

PSW96, B ´ er97a, TKSM96]. represen tations [BSV94, GKS93].

represen tativ e [CKP96]. represen ted [HH99a, W

AM91]. Represen ting

[AJ99a, AJ99b, GJ95, JG93b, KJ97, LJ92, LDJ92]. single

[GVH94, HM92, SVM99, TK94, WJL

+

96]. single-stranded [GVH94].

singlet [KHF91, LDJ

+

97]. singlet-triplet [KHF91]. singularities

[BK96, EA93, G

¯

O95]. SiO [AS98a, KHG96]. Site

[W A99, Cri95, CG96, GBE92, KTnH99, SN91, SB99b]. sites

[APC98, BG99, CS95, GSB99, HK90, K

OH97, LK92, PMR

G93, SBS99]. six

[HVvRS93]. six-cen ter [HVvRS93]. Sixt y [LKSS91b]. Sixt y-atom

[LKSS91b]. size [Har99b, WTLC93, dV

A92]. sized [GBT97]. sizes [COR99].

sk eletal [B ´ er97a]. Slater [CDG

+

99, Jon91, Ric93, RLA

+

98]. Slater-t yp e

[CDG

+

99, Jon91, RLA

+

98]. slo w [LMB99]. SM3 [CT92]. Small

[SG95, APC98, DF97, DBS91, DN92, GJK

+

93, JJTP93, KT91, L

W94, Mag93a,

OJL93, SA

CKH95, TP93, TJP96, W

AM93, W

O97, vEK99, MHB97, MPJC98].

Small-amplitude [SG95]. smart [SS98a]. Smo othing

[PP97, BNDS97, DM91]. Sn [JFR92b, Ste91]. soft [Kul90]. softness [CN98].

Soft w are [TS99b, MK94, MR G

+

90]. solid

[Kul90, NQ99, T a v96, Vy a97, WTLC93, FB97]. solid-state [Vy a97]. solids

[DKBS97, EBD

+

99, NBB

+

99, Ste98]. soliton [F¨ or92]. solubilities [Her93].

solute [BLO94, FS97, K

OH97, Mez97, YB95a]. solutes

[BCT91, DN92, LBA

O96]. Solution [KR96, KTnH99, A

CB92, BCT98,

Bru93, CR95, CLO99, CF97b, CG94, CG97, DF96, DF97, DN92, FM94,

Gao97, HY

A92, HS93c, HS95b, K

OH98, LB96, LS94, NBS94, PP AS

+

99,

Pra93, R

CB99, SOL90, SW96a, SYHW99, SBJ92, TYMS98, TG98,

TRLRB96, UF93, VHW

C98, V as92, W

CK96, YBD

+

94, ZPV

+

96]. solutions

[AS97, Bla91, Cis93, CG93, DM91, JKN99, L

W92, Mar90]. solv ated

[ARLAB99, LBO94, RRR92]. Solv ation [KJ97, MRS98, REA

+

98, Smi99,

Art94, CFK97, CT95, CBIT94, CK91, CMPT98, CT92, CG99, FT

A91,

HL96a, HY96, Her97, K

OH98, L

W94, LHL

+

95, L

W92, PT98, Pur98, RE99,

SH98, SK95, VW

GF95, WWXS97, WWF95, dV

A92, A

VP93]. solv e [NH91].

Solv en t [CG96, MRH99, SJD

W90, W

CK96, A

CB97, ARLG

+

94, BFH94,

CTC95, CLO99, DF97, FRZ93, FDMB93, FS97, Gao97, GMM95, G

¯

O95,

LDM92a, PSK98, P aST94, PLB92, PMR

G93, PK

CM99, SAdV97, Sha91,

SNS95, SKK

+

93, VS97, WS99a, WWSS98a, WWSS98b, WSS99b, WSS99c,

YB95a, ZKSB93]. solv en t-accessible

[FS97, G

¯

O95, WWSS98a, WWSS98b, WSS99c, ZKSB93]. solv en t-excluded

[G

¯

O95]. solv en t-excluding [P aST94]. solv en t-inaccessible [WSS99b].

solv en ts [LBA

O96]. solv er [HBBF97]. Solving

[LDM92b, ZYY95b, Ram90, W an91]. Some

[SN99, Arn94, A

GM91, BP98, BPC91, BPZL96, BH91b, BBS96, CKP96,

FVR92, FR94a, GH98, IS91, KS91, R

C95, SCP92, GS90c, P et94].

SONHICA [BGZP97]. Sons [Dun90, Gar90, Klo92]. sorption [TYMS98].

sp [TK94]. space [BBR96, CLO99, Cri92, C

´

EC97, GLP95, GPF97, GS91,

GBE92, JL

W97, JL

W99, K

G91, KMKW98, K

G93, LSR97, MJSV92, NM97,

TGW96, vLP90, ZV96]. Space-efficien t [ZV96]. space-fixed [NM97].

space-sa ving [vLP90]. spaces [F

A99, PS96a]. spanning [BMP

+

91]. sparse

[KV93]. SPC [JJ98]. sp ecial [AFK

+

95, HEN

+

94, KUT

+

97, WHF97].

sp ecial-purp ose [AFK

+

95, HEN

+

94, KUT

+

97]. sp ecies

[CR95, Cha92, HCCC99]. Sp ecific [AB98b]. sp ecificit y [BO93]. sp ectra

[BP98, BGBW97, BMD99, BSB

+

97, Bro99, CCN90, CC98, CJC

+

96, ENHE98,

MTR90, PSK98, PZBM98, PR95, SCZC99, SB98c, SHCY93, WHM

+

96].

sp ectral [GP94, TKSM96]. sp ectral-Represen tation [TKSM96].

sp ectroscopic [BG93, BK97b, MF

G91, TEdV91]. sp ectroscopically

[PK98]. sp ectroscop y [CC91b, F or91]. sp ectrum [Bic99, SD90]. sp eed

[TMK

+

99, BG96b]. sp eedup [DPK94]. spherand [MV91]. sphere

[Del96, D

A96, Kul90]. spheres [A

W91]. Spherical

[KA96b, MTH94, P

AS90, RK99, SB94]. spherical-cutoff [SB94]. Spin

[HBLL98, BSN99, CGdA

C91, GCG97, KMM99, LL92, MTR90, O’m99,

VR V99, VES

+

99]. Spin-orbit [HBLL98]. spin-spin [CGdA

C91]. Splicing

[JG91]. spline [OS98]. splines [TS99a]. split [MHB97]. split-v alence

[MHB97]. Sprouting [Da v93, Da v94a]. square [HOL99, JCV

+

93, RPG

+

95].

SR [Bau90, FR94b]. SS [BSvRS95]. ß-lactam-binding [BSL91]. Stabilities

[KT91, A O Y

¯

O96, BSvRS95, BvH

+

92, SCP92]. Stabilit y

[HYH

+

94, Arn94, BSC

+

98, CGBC96, FM99, Gla90, GYT

+

98]. stabilization

[ENvRS94]. Stable [Luk94, PP97]. stac king

[HLO99, KTT94, KTT95, SLH96]. Standard

[PS91, PS92, FV98, GvRSvEH

+

93, TS99a, VM95]. Standard-geometry

[PS91, PS92]. Stark [MLBD92]. starting [Sno92]. state

[BSV94, Cul92,

ˇ

CTS98, DD

V93, DBT98, F

A99, F¨ or92, FSCS99, GWHD99,

GC98, Mez92, SKA93, Vy a97, ZA94, ZKA94]. states [ABBC99a, ABBC99b,

ABE

+

96, BC96, BMN95, Ber97b, BL91, Cai94, CGBC96, F or96, FRZ93,

GJCC93, L

THY96, MM95, ML91, Net94, P

ASF96, RSK92, WLKJ92]. Static

[RNDP98, EBD

+

99]. stationary [DKL90, R

TSM93]. Statistical

[GSB99, Dum91, Gen99]. statistics [Kik96, LP95]. step

[ARLG

+

94, Bof94, CG98, GS90b, GT98, HT99b, LMB96]. Stephen [Chr90].

stepping [BSS97]. steps [BB98a]. stepsize [KMKW98]. step wise

[LP92, CS94]. stereo c hemical [RM94]. stereo c hemistry [FSW96, WHF97].

stereom utation [PSvRS

+

95]. steric [ISH98b, SMF91]. Stev ens [HY96].

stiff [BRP92, V as92]. Stiffness [BRP92, Har93]. Stiffness-Adaptiv e

[BRP92]. stim ulated [Vy a97]. STO [dlVM91]. Sto c hastic

[MPBM98, SJV93, WWXS97, GS94c, SS98b, SMM97, TJP96, Sau91].

storage [KV93]. storage-efficien t [KV93]. story [Bo w98]. STOs [KZ99].

strain [BRLD92]. strained [LPD90]. stranded [GVH94]. strategies

[FPRD99, JG93a, VHD

+

98]. strategy [A CF O91, CLO99, EA93, HT99b].

Strength [AJ97, CTJ

+

94]. stretc hing [OL93a]. stringen t [T el90]. strong

[GSW90]. Structural [A GN

+

90, GG91, LHBF93, MGH97, SV94, SUG92,

AS98a, Gri90, Kea90, MvRSL

+

97, NKA98, VP93]. Structure

[ARLAB99, CER94, Da v97, GYT

+

98, A

TK94, Arn94, BSGB98, BCFM98,

Bog99, CBWF98, CNS96, CJC

+

93, CH96b, DNC96, DKJ96, DJ92, DS90,

DRP98, DN92, EKS97, FRZ93, GF96, IG94, Jen94, JMH96, KR96, KRM92,

KW91b, KF94, LS98, L

WNS95, LOP

+

97, LPW

+

97, LK C

+

98, L´ op95a,

L´ op95b, MM93, MKF

+

97, MS95, MvEP

+

98, MTR90, ORK

+

91, PG98, PL94,

RdBN90, Ran91, Ric91, vRSD92, SBB

+

93, SEJ95, T A C98, VK97, V an97,

VTR

+

94, Y ar95, YSJ95, YBD

+

94, ZM92, ZM99, vEK99, HBR

+

99, PSY

+

99].

structure-activit y [Ric91]. structure-prop ert y [Ran91]. structured

[YB94]. Structures

[ENvRS94, R CA TD96, TNKM91, AB98b, BCT98, BMD99, Bec97, Bof94,

BC95, BvH

+

92, Che95a, CNS96, DvRSH94, ENHE98, EHNW96, GS94a,

GC98, HBLL98, HD

A93, K

G92, KFML99, KA96a, MI99, MM95, NVS91,

Ob e98, PS91, PS92, PL94, PPK91, PRRD98, PD92, PE92, SCP92, SB98b,

SC91, SB92b, Sun94, VP94, VK97, W el90, WS93, WPLC95, VF92]. studied

[BO93, HYH

+

94, KR96, SWM90, WJL

+

96, WJV

+

96]. Studies

[A C92, Dun90, AF97, A

CDP98, BRLD92, CRP97, CC91b, ENHE98, FW91,

GPSS93, Gri94, Hal99a, HKK

+

97, HR97, JFR92a, JFR92b, Kat90b,

KWWS91, Klo93, K

CK97, KHA90, LK90, LKL95, LH96, L YH

+

95, LMA99,

LO98, MKS90, O’m99, Ric91, SB98b, SB98c, SUG92, SF96, SB92b, T

A98,

VHW C98, VF92, W el90, W

C90, ZVP98, ZMC

+

97, vOC93, LCA94, SW93b].

Study [Kik99, SAdV97, ZM92, Zho93, ZL94, A

CB97, ALPH91, A GN

+

90,

A C92, A V A93, Arn94, BSGB98, BA94, BPZL96, BKMH97, BKL

+

90, BT92,

BHK

+

91, BSN99, B ¨ uh99, Cai94, CLQSS98, CA93, Che95b, CKP96, CA

C99,

CLS

+

97, CH94, CER94, CH96b, C

´

EC97, CG90, CG98, CY98, DLM

+

98,

DKJ96, DH90b, DKBS97, ER95, FF93, FVR92, F

A99, FSCS99, FLPH98,

F O A98, GCRSAIVB99, GJ95, GS90c, GS90d, GPK95, GJCC93, GJL

+

90,

GHS97, GBT97, HL96a, HREK98, HLO99, HK95, HM

ˇ

C91, HNH

+

91,

IBKvRS92, JTM

+

95, Jur96, JZ96, KS91, KW91a, Kar99, Kat90a, Kat93,

KMM99, KRM92, KF99, KF94, KA96a, KHB92, KK

CH96, KHG96, LK95,

LKL

+

97, LS98, LS94, LDJ

+

97, LSSvRS96, LDMS99, LIO90, MP98, MI99,

MS98, MTRJ95, MV91, MSSS95, MP90, NVS91, NSA

+

97, NBB

+

99,

NW

˚

AM95, NBG93, NVER97, OL93a]. study

[OL93b, PS98, PG91, PC93, PC94b, PFM91, PBS97, RdBN90, Rau96, RJP97,

R CB99, R CA TD96, RR92, Ro d94, RK95, SSM96, SE94, SSHB93, SR94b,

SLD

+

90, SSF90, SHH

ˇ

C90, SVS

+

97, SSRS94, SR92, SK91, TM95, TYRD92,

UVR CR92, V an97, VR

C91, VR

C92, VPV91, V

CLB92, VK

C96, VK94, VL90,

VFM

+

90, WHM

+

96, WNW91, ZBM91, GJK

+

93, TJP96, TRLRB96].

studying [FR94a]. subspace [IC96, KTnH99]. substances [Gri90].

substituen t [ISH98b, KHF90, KHF91, SLD

+

90, WTLC93, PC94b].

substituen ts [ENvRS94, SMF91]. substituted

[AHLR

+

91, BCF

+

92, BHK

+

91, CPS90, GC98, JN93, JLNTR93, KHF90,

MP98, PC93, TDFdC91, WM95, ZLM92]. substitution

[

ˇ

CTS98, GG91, HKK

+

97]. Substrate [BO93, CFK97, SMA92, WNW91].

substrates [CG90]. substructures [BV97]. subsystems [PS97]. successiv e

[NH91]. suggestion [PM93]. Suitabilit y [ALO93, SOL97]. suited [MF

G91].

sulfamates [HA95]. sulfated [FPR97]. sulfates [HA95]. sulfide [Kat93].

sulfides [AF97, KTS92]. sulfone [GJ95]. sulfones [AF93]. sulfur

[PKN

+

95]. sulfur- [PKN

+

95]. Sum [F or96]. summation [DKBS97, Pur98].

sums [C ¸

CG97, KVKK93]. Sup eracidit y [BKK

+

96]. sup ercomputer

[SOCF98]. sup ercritical [MSZ96]. sup erior [Cul99]. sup ermatrix

[CLCL96, CW97, YG92a]. sup ermolecular [Gre95]. sup ermolecule

[GG96, HY96]. sup ermolecule-p olarizable [HY96]. sup ero xide

[SWM90, SWS

+

90, SMA92]. Sup erp osition

[NVK

+

97, A

G90, HVM99, Kea90, WB91, CA

CD97]. Supplemen tary

[Mag93b, Mag93a]. supp ort [F el96]. supramolecular [JMH96]. surface

[BG96a, BG96b, BKMH97, BR97, CZM98, CT95, CP98, CS95, CLS

+

97,

DvRSH94, DS90, EA93, ELA

+

95, FB98, FS97, G

¯

O95, Her93, Her97,

HREK98, IBKvRS92, LM93, NBS94, P

AS90, P aST94, PCG

+

92, SS98b,

SNS95, SBS99, SVS

+

97, T

A94, VB93, W an91, WL91a, WWSS98a,

WWSS98b, WSS99c, ZM90, ZYY95a]. surface-deriv ed [SBS99]. surfaces

[A V A93, AB97, AHLR

+

91, BW91a, Bec98, BJ94, BG99, CHP90, CMC96,

D A96, FD91, HGB93, IRRR93, ITP90, Jen94, JAdV96, JKN99, LMA99,

MTH94, PFMI97, PFFF97, P

AS90, P aST94, PF

C96, P et94, PT98, QHIH98,

RK99, SB98a, Sau91, STP

A91, SB90, SC95, W

AM93, WSS99a, ZHSB92,

ZKSB93]. Surv ey [SHM99]. switc hes [AM99]. syb yl

[GJK

+

93, TJP96, GPPS91]. Sym b olic [Jem97, JK98, HB91]. symmetric

[CMC92, KA96b, Mit94, Mit98b, SA99, SMS98]. Symmetry

[Ste98, ¸

CHP91, CLCL96, CW97, Ear90, fGGG94, R

CAA99, SA99, YKU96,

ZL94, ZM99, CLCL96, CW97]. symmetry-adaptation [ZL94].

Symmetry-matrix [CLCL96, CW97]. symmetry-sup ermatrix

[CLCL96, CW97]. Symplectic [ZS95]. Symp osium [T a y99]. Syn [FHT99].

Synergy [BSL91]. syn thesis [Da v94b]. syn thetic [CT97]. syn thetical

[ZKSB93]. System

[Gar90, BSN99, CCN90, CF97a, DN92, FF93, KKE93, LFB96, MR G

+

90,

MR93, Ram90, SOL90, SBB

+

93, SE94, SB99a, TEdV90, V as92]. Systematic

[KMKW98, ZVP98, BT92, GS91, PF

C96, dV

A92, PS92]. systems

[BFH94, BWS

+

95, BJK95, CHPK91, Cso93, DF96, EKS97, EA93, FB97,

FHB99, FRSNS92, F GG

+

92, F or96, GMY97, HVvRS93, Her97, IS91, JB95,

JVB95, Jem97, Kar99, LMB96, LBI

+

97, L´ op95a, L´ op95b, LLB99, LBO94,

MTRJ95, MSDC94, MF

G97, Mor93, MPJ98, Mul91, MR93, MGPR90,

PHG94, PH96, PDPM97, SSM96, Sel90, SAF93, SEJ95, SQ95, SM91, SCRI93,

SKM94, TRR

+

94, TEdV91, TNS97b, WM95].

T [Dun90, T a y99]. T1 [SI93]. T3E [SOCF98]. T4 [EHNW96]. tables

[HC96, LM93, LB90]. T aiw an [SYHW99]. tak en [VSF97]. T anford

[ZFYY95]. target [SF96]. T aun ton [Dun90]. T automeric [F ab91, CA

C99].

tautomerism [Rau96, R

GK93]. tautomerization [LKL

+

97]. tautomers

[FD94]. taxotere [BMD99]. T a ylor [BRP92]. T e [Ste91]. T ec hnical [Gar90].

tec hnique

[Da v94a, FPL95, GS90b, Jai90, MGPR90, SJ95, TEdV90, TEdV91].

T ec hniques [Bak93, Dy a98, SCC93, Bec99a, EKS97, FR94b, GBE92, KR96,

KPV96, PP97, SS93, SM91, VDF

+

97, WSV92, W A W

+

97, ZS93]. T eCl

[K CK98]. T eH [SS95]. tellurium [Klo93]. T emp erature

[JJ98, A

W90, F

CS98, Gri90, Vy a97]. temp eratures [BK97b, JJ98]. tensor

[GdA G

+

98]. tensors [BSB

+

97, VES

+

99, ZM99]. terminal [YSJ95]. terms

[D W98, GS90a, KLR96, LPW

+

97]. terphen yl [OC98]. tert [BH98a].

tert-but yl [BH98a]. test [A O Y

¯

O96, F ab91, Hil97, LD

VP91, LSFFM

+

95,

Mag95, PHG94, SK92b, VP93, WM95]. tested [Mez92]. tests

[Ano15, BBS96, CNK97, KT93b, PF99]. tetrac hlorob orate [WHM

+

96].

tetrahedra [CP98]. tetrahedral [CF97b, GvRSvEH

+

93]. tetrahedrane

[W A99]. tetrah ydroazepines [A V C93]. tetrah ydrop yrans [ZLM92].

tetrameth yl [KTT94, KTT95].

tetrameth yl-P-diaminob enzene-c hloranil [KTT95].

tetrameth ylammonium [PK

CM99, PBS97]. tetrameth ylene [GJ95].

tetrao xa [SHH

ˇ

C90]. tetrap eptide [PF99]. tetro doto xin [P et95]. thallium

[SI93]. their [Arn94, BRLD92, FB98, Gla90, HK95, HM

ˇ

C91, KPR91, LS98,

LHBF93, MF

G91, MM97, PS97, PCG

+

92, SCZC99]. theorem

[GM98b, LJ91, ML92, HM92]. Theoretical [ARLG

+

94, BP93a, BSvRS95,

BRLD92, BH98b, B ¨ uh99, DLM

+

98, DBS96, FVR92, FM99, FDMB92,

FDMB93, F O A98, HREK98, JFR92a, JFR92b, JU91, Kat90b, KK

CH96,

LK90, LS98, LZZ98, MP98, MSSS95, NBG93, PSK98, PBS97, RBSB96, SD90,

SI93, SSF90, SMF91, VW96, VF92, VFM

+

90, WM93, BPS93, Bau90,

BKMH97, GPK95, Jur96, KW91a, LKL

+

97, LMRRL98, Luk94, MNVM97,

OL93b, RK97, W

O97, WNW91, WJV

+

96, CLQSS98, MLBD92, R

TGJ98].

theories [HVM99, NS95]. Theory

[Dy a98, Gar90, Rou90, TNKM91, Bec99b, Ber97b, Bic99, Che99, CH96b,

Cul92, FV98, FPC91, FUS

+

94, FSI95, GWHD99, GW98a, GW98b, GBW98,

GHT98, GW91, HT99a, HOL98, H ˇ sR95, JU91, K

OH97, K

OH98, Klo97,

KA96a, Koh99, LSCA98, LDG99, LKLB

+

99, MTRJ95, MP90, Mor93, Ob e98,

PS98, R

TGJ98, SLPP97, SBA97, SC94, SLH96, SA

CKH95, T A C98, Wib99,

Y ar95, ZFYY95, Zho93, ZL94, ZG92, Da v97, Ran92]. TheRate [DBT98].

Thermal [Bal98, DBT98]. thermally [OS91, Vy a97]. Thermo dynamic

[CG94, KL

V94, CKP96, HW97, L

V90, MM91, RE99, A O Y

¯

O96]. thermolysin

[GBE92]. thiazole [KS91, SW93a]. thio carb on yl [FBTD92]. thio carb on yls

[TDFdC91]. thiophosphoryl [Kat93]. Thioproline [MR

G97]. third [BC90].

third-ro w [BC90]. those [PMHR

G97]. Though ts [Koh99]. threading

[HT99b]. Three

[JL W99, AMY98, CDR

+

95, CNS96, CF97a, FPC91, HKK

+

97, HO97,

HCCC99, JTM

+

95, KTnH99, NL91, NBB

+

99, SLH96, YB95a]. three-

[CDR

+

95]. three-dimensional

[CNS96, CF97a, KTnH99, NL91, NBB

+

99, YB95a]. three-electron [FPC91].

three-mem b ered [AMY98, HKK

+

97]. through-w ater [TR

G99]. th ymine

[R TGJ98]. Ti [JFR92a]. TICT [GP94]. time

[A CB92, BSS97, FHB99, GS93, GJD94, GT98, Kna92, KID93, LMB96, LCA94].

time-indep enden t [A

CB92]. time-scale [FHB99]. TIP3P [JJ98, SK95].

TIP4P [JJ98]. titanium [JB98]. Tl [Ste91]. T oBaD [VTR

+

94].

toluenesulfonate [GWHD99]. T omasi [VW

GF95]. to ol

[A W90, BGZP97, GW98c, OL93b]. to olkit [LFB96]. top ograph y [PFFF97].

T op ological [LBA

+

99, MS89, VSF97, ZHSB92, ZMC

+

97, AHLR

+

91, BC93,

DMB91, SR94b, TSZ90, Gla90, Mez91]. top ology [AL98, DMB91, ML91].

torsion [BK96, TNS97a, VTR

+

94]. T orsional

[CP92, K

G93, BBvG95, DH90b, MTRJ95, SF92].

torsional-angle-dep enden t [BBvG95]. training [BBH99]. tra jectories

[Gen99]. tra jectory [HHP91, SYHW99]. trans [CK91]. trans- [CK91].

transann ular [GBT97]. T ransfer [BSB

+

97, A

CB97, BSGB98, BA94,

BSN99,

ˇ

CTS98, CG90, CG98, FS94, F

A99, GLLOB91, GHS97, HR97, JU91,

LKL95, L

THY96, LMRRL98, LH99, PSK98, PLB92, SSM96, SHCR97].

transferabilit y [A

GM91]. T ransferable [RHN94, BR97, PFM91, VFK92].

transform [Ric93]. transform-based [Ric93]. transformation

[CS90, CS96, LKLB

+

99, PPK91, RPW98]. transformations [V

˚

AJ94].

transforms [NVK

+

97]. T ransition [Jen94, AB98b, ABBC99a, ABBC99b,

BSGB98, BC96, BCMZ99, Bof94, BC95, CH96a, GGK98, HM90, LJ92,

LDJ92, MM93, MKF

+

97, MM95, P

ASF96, R

CAA99, SH91, SB95, dlVM91].

transitions [BK97b, McD96]. transp ort [AM99]. trapping [ISH98b].

T reatmen t [JG93b, JKN99, PPK92, TNS97b, BT96, F CNS

´

A98, G

¯

O95,

PK95, TMB93, TNS97a, VHV99]. treatmen ts [HKY98]. tree [Cis93]. trees

[BMP

+

91, R

WB99]. trehalose [DRF92]. trends [MKS90, VR

C91, VR

C92].

tri [OC98]. triacet ylene [BMD99]. triads [LMRRL98]. triangulation

[ZM90, ZYY95a]. T riazene [STB

+

94]. triazine [LK95, W el90]. trifluoride

[Kat93]. trifluorometh yl [F O A98]. trifluorometh ylphenol [KK

CH96].

trihalides [BT92]. trimer [KKE93]. trimers [GVH94]. trimetho xyphen yl

[WJV

+

96]. trimeth yl [Kat93]. trimeth ylphosphine [Kat93]. trip eptide

[BH91b, HNH

+

91]. triphen yl [IMP91]. triphosphate [Can93, HCCC99].

triple [SMS98]. triplet [CLS

+

97, FSCS99, KHF91]. triquinacene [Hol93].

trithio carb enium [GCG97]. tropane [F ro93]. true [DKK

+

93, DKK95].

truly [Ov e91]. truncated [DZSB94]. truncating [GK93]. trypsin [Kik96].

tryptophan [Sul95]. tungsten [V an97]. tunneling [MGLL99].

TURBOMOLE [V

A98]. turns [MGH97]. t w elv e [Sau91]. t w elv e-ring

[Sau91]. t wist [HCK95]. t wist-b oat [HCK95]. Tw o [HNS

+

97, W

CC91,

AB97, ARLG

+

94, ABD90, CW97, CCN90, CA

CD97, CBSR99, FD91,

HBLL98, HL96b, HYH

+

94, HWH

+

91, HT99b, Jai90, Jon91, KVKK93,

KTT94, KTT95, L

THY96, MPJ98, MPJC98, SB98a, SSM96, YG92b].

t w o-b o dy [MPJ98, MPJC98]. t w o-b ond [Jai90]. t w o-cen ter [Jon91].

Tw o-comp onen t [HNS

+

97, HBLL98]. t w o-dimensional

[CCN90, CBSR99, HYH

+

94]. Tw o-electron

[W CC91, CW97, HWH

+

91, YG92b, ABD90]. t w o-ring [SSM96]. t w o-step

[ARLG

+

94, HT99b]. t yp e

[BBR98, CDR

+

95, CDG

+

99, DKK

+

93, Ish98a, Jon91, Jur96, KHF90, KHF91,

KMM99, KA92, KHA90, LLB99, ORK

+

91, Phi90, RLA

+

98, W

AM91, W

CC91].

U [SHM99, vEK99]. ultra violet [LD

VP91, NQ99, PR95]. um brella

[BK97a]. unam biguously [F

CCG96]. un b ounded [GS91]. uncon tracted

[W CC91]. Uncoupled [BLF95]. undergo [WM93]. Understanding [Bic99].

Unification [Bek97]. Unimolecular [KW91a, ABBC99b, LZZ98]. unit

[BPS93, Del96, SA99, Ste98]. United

[LK C

+

98, SB99a, DMV98, LOP

+

97, LPW

+

97]. United-residue

[LK C

+

98, LOP

+

97, LPW

+

97]. units [FR

C91, Kna92]. univ ersal [JDD97].

Univ ersit y [Gar90]. unsaturated [Gri94, LDJ

+

97]. unsymmetrical

[LSDB99]. Un usual [NW

˚

AM95]. UO [SHM99]. up date [AB98b, Mit98b].

Up dated [Bof94, BC95]. up on [BFST93, FRZ93, SV94, YG92a]. uracil

[PR95]. urea [D

VL90, LHBF93, MV91]. urea-anisole [MV91]. ureas

[KB92]. Use [AJB96, CRME93, Ear93, EGH

+

93, GJL

+

90, Hil97, KZ99,

Mit98b, A

CD99, AL98, CT95, CNS96, CK91, GP94, Her97, HHC90, HKK91,

KPR91, LD

VP91, LM93, MM97, MKS90, OL90, P ol90, PT98, RBC

+

98,

RKL93, WTLC93, WWF95]. used [Cso93, Hil97, KNST96, VRBE93]. Using

[P ASF96, A

CD97, AS98b, AS99, BBR96, BW91a, B ´ er97a, BB98b, BKMH97,

BR97, CDG

+

96, CDR

+

95, CP98, CN98, CB96, CJC

+

93, CMS91, CF97b,

CT97, CG98, Da v94a, DJ93, DJ94, DBS93, DRF92, DS90, DRP98, DN92,

F A99, F

G96, GLP95, Gao97, GWHD99, GC97, GDK92, GBE92, GVD96,

Hal96d, HOL98, HE99a, HE99b, HS95a, HKK91, ISH98b, JG93a, K

OH97,

K OH98, KFML99, KPI95, KUT

+

97, KD96, KVKK93, KK91, Kul90, KRB

+

95,

KPV96, LP90, LL92, LMB96, LCA94, LLD98, MK98, MTH94, MK97b,

MR G

+

90, MPBM98, MGH

+

98, MPJ98, MPJC98, NM97, NS98, PNJS93,

PKN

+

95, PF

C96, PF99, PK

CM99, Pul97, REA

+

98, R CA TD96, Rog90,

Rog94, Rog03, SA99, SBA97, Sha91, SQ95, SW96a, SKB92, Spa96, SR90,

Sul95, TH93, TS99a, TRLRB96, V ar92, V GN

+

92, VM95, WS99b, WPLC95].

using [YTT97, Zho93, ZL94, JG91]. Utilization [MTH94, NL98]. utilizing

[NH91]. UV [BMD99]. UV/Vis [BMD99].

V [R CA TD96, BH98b, BT92, FDMB93, Hal96d, MHJ

+

98, vDvdRvD92].

v alence

[BP98, BRLD92, GH98, KS97, MM94b, MM94a, MHB97, VK94, WP96].

v alency [GW98b]. V alidation [MR92, AB98a, BCB

+

97, SC99, PS91, PS92].

v alidit y [DH90a]. v alley [K

CK97]. v alue [MM91]. v alues

[A CDP98, FRR90, Wib99]. v anadate [B ¨ uh99]. v anadium [R CA TD96].

V ariable [A

GM91, GS90b, Cri99, GPB

+

97, TS99a, TWR

+

95]. v ariables

[ZS99]. v ariance [BB98b, KZ99]. v ariance-minimized [KZ99]. V ariation

[FS94, KMKW98, STT95, Vy a97]. V ariational [MM94a, MM94b].

v ariations [JL

W99, SR90]. V

CH [V ar92]. V ector

[MTBS91, YG92a, Elv91, IC96, YG92b]. V ectorizable [ZvN93].

V ectorization [HHP91]. v ectorized [SM90, WL91a]. v ectors

[KV93, SBS99]. V elo cit y [HTC98]. v enom [SYHW99]. VENUS [HHP91].

v erification [FPC91, Ro d94]. v ersion [LKLB

+

99, MK92]. v ersions [PS97].

v ersus [ARLG

+

94, CT95, CKP96, DKBS97, GMY97]. v ertex

Chemistry, 15(4):377–384, April 1994. CODEN JCCHDD.

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

Alv arez-Collado:1992:NSM

[A CB92] J. R. Alv arez-Collado and Rob ert J. Buenk er. On the n u-

merical solution of the m ultidimensional vibrational time-

indep enden t Sc hro edinger equation. Journal of Computational

Chemistry, 13(2):135–141, Marc h 1992. CODEN JCCHDD.

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

Adamo:1997:CBS

[A CB97] Carlo Adamo, Maurizio Cossi, and Vincenzo Barone. Catalytic

and bulk solv en t effects on proton transfer: F ormamide as a

case study

. Journal of Computational Chemistry, 18(16):1993–

2000, Decem b er 1997. CODEN JCCHDD. ISSN 0192-8651

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

Amat:1997:QSM

[A CD97] Llu ´ ıs Amat and Ramon Carb´ o-Dorca. Quan tum similarit y

measures under atomic shell appro ximation: First order den-

sit y fitting using elemen tary Jacobi rotations. Journal of Com-

putational Chemistry, 18(16):2023–2039, Decem b er 1997. CO-

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

tronic).

Amat:1999:FED

[A CD99] Llu ´ ıs Amat and Ramon Carb´ o-Dorca. Fitted electronic densit y

functions from H to Rn for use in quan tum similarit y measures:

cis -diamminedic hloroplatin um(I I) complex as an application

example. Journal of Computational Chemistry, 20(9):911–920,

July 15, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Amat:1998:MQS

[A CDP98] Llu ´ ıs Amat, Ramon Carb´ o-Dorca, and Rob ert P onec. Molecu-

lar quan tum similarit y measures as an alternativ e to log P v al-

ues in QSAR studies. Journal of Computational Chemistry, 19

(14):1575–1583, No v em b er 15, 1998. CODEN JCCHDD. ISSN

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

Aleman:1991:NSE

[A CF O91] Carlos Alem´ an, Enric I. Canela, Rafael F ranco, and Mo desto

Orozco. A new strategy for the ev aluation of force parameters

from quan tum mec hanical computations. Journal of Compu-

tational Chemistry, 12(6):664–674, July 1991. CODEN JC-

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

Allinger:1996:HEC

[A CK

+

96] Norman L. Allinger, Kuohsiang Chen, J. A. Katzenellen b ogen,

Scott R. Wilson, and Gregory M. Anstead. Hyp erconjugativ e

effects on carb on–carb on b ond lengths in molecular mec hanics

(MM4). Journal of Computational Chemistry, 17(5–6):747–

755, April 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Allinger:1996:IFF

[A CL96] Norman L. Allinger, Kuohsiang Chen, and Jenn-Huei Lii. An

impro v ed force field (MM4) for saturated h ydro carb ons. Jour-

nal of Computational Chemistry, 17(5–6):642–668, April 1996.

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

tronic).

Ayma:1997:ICD

[A CR C97] Da vid Ayma, Jean Pierre Campillo, Mic hel R ´ erat, and Mauro

Caus` a. Ab initio calculation of dynamic p olarizabilit y and di-

electric constan t of carb on and silicon cubic crystals. Journal

of Computational Chemistry, 18(10):1253–1263, July 30, 1997.

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

tronic).

Augspurger:1990:GQM

[AD90] Joseph D. Augspurger and Clifford E. Dykstra. General quan-

tum mec hanical op erators. An op en-ended approac h for one-

electron in tegrals with Gaussian bases. Journal of Computa-

tional Chemistry, 11(1):105–111, Jan uary 1990. CODEN JC-

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

Adamson:1999:ECS

[ADG99] Ross D. Adamson, Jerem y P . Dom broski, and P eter M. W.

Gill. Efficien t calculation of short-range Coulom b energies.

Journal of Computational Chemistry, 20(9):921–927, July 15,

1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Aerts:1995:IMM

[Aer95] J. Aerts. An impro v ed molecular mo deling metho d for the pre-

diction of enan tioselectivit y . Journal of Computational Chem-

istry, 16(7):914–922, July 1995. CODEN JCCHDD. ISSN

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

Allinger:1993:MMC

[AF93] Norman L. Allinger and Yi F an. Molecular mec hanics calcula-

tions (MM3) on sulfones. Journal of Computational Chemistry,

14(6):655–666, June 1993. CODEN JCCHDD. ISSN 0192-8651

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

Allinger:1994:FF C

[AF94] Norman L. Allinger and Yi F an. F orce field calculations (MM3)

on gly o xal, quinones, and related comp ounds. Journal of Com-

putational Chemistry, 15(3):251–268, Marc h 1994. CODEN

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

additions and corrections [Ano97 ].

Allinger:1997:MMS

[AF97] Norman L. Allinger and Yi F an. Molecular mec hanics studies

(MM4) of sulfides and mercaptans. Journal of Computational

Chemistry, 18(15):1827–1847, No v em b er 30, 1997. CODEN

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

Amisaki:1995:EED

[AFK

+

95] T ak ashi Amisaki, T ak a ji F ujiw ara, Akihiro Kusumi, Hiro o

Miy aga w a, and Kunihiro Kitam ura. Error ev aluation in the de-

sign of a sp ecial-purp ose pro cessor that calculates non b onded

forces in molecular dynamics sim ulations. Journal of Computa-

tional Chemistry, 16(9):1120–1130, Septem b er 1995. CODEN

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

Alagona:1990:EDF

[A G90] Giuliano Alagona and Caterina Ghio. The effect of diffuse func-

tions on minimal basis set sup erp osition errors for H-b onded

dimers. Journal of Computational Chemistry, 11(8):930–942,

Septem b er 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Arteca:1991:V AR

[A GM91] Gusta v o A. Arteca, Naomi D. Gran t, and P aul G. Mezey . V ari-

able atomic radii based on some appro ximate configurational

in v ariance and transferabilit y prop erties of the electron den-

sit y . Journal of Computational Chemistry, 12(10):1198–1210,

Decem b er 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Alagona:1990:CSI

[A GN

+

90] Giuliano Alagona, Caterina Ghio, P ´ eter Nagy

, K´ alm´ an Si-

mon, and G´ ab or N´ ara y-Szab o. Comparativ e study of imi-

dazole h ydration: ab initio and electrostatic calculations vs.

Cam bridge Structural Database analysis. Journal of Compu-

tational Chemistry, 11(9):1038–1046, Octob er 1990. CODEN

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

Alagona:1991:FFP

[A GP91] Giuliano Alagona, Caterina Ghio, and Claudio Pratesi. F orce

field parameters for molecular mec hanical sim ulation of deh y-

droamino acid residues. Journal of Computational Chemistry,

12(8):934–942, Octob er 1991. CODEN JCCHDD. ISSN 0192-

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

Arteca:1991:T AM

[AHLR

+

91] Gusta v o A. Arteca, Alfonso Hern´ andez-Laguna, Juan J.

R´ andez, Yv es G. Smey ers, and P aul G. Mezey

. A top olog-

ical analysis of molecular electrostatic p oten tial on v an der

W aals surfaces for histamine and 4-substituted deriv ativ es as

H

2

-receptor agonists. Journal of Computational Chemistry, 12

(6):705–716, July 1991. CODEN JCCHDD. ISSN 0192-8651

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

Alv arez-Idab o y:1998:EMO

[AID A VB98] J. Ra ´ ul Alv arez-Idab o y , Irina D ´ ıaz-Acosta, and Annik Vivier-

Bunge. Energetics of mec hanism of OH-prop ene reaction at

lo w pressures in inert atmosphere. Journal of Computational

Chemistry, 19(8):811–819, June 1998. CODEN JCCHDD.

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

Arora:1997:SHB

[AJ97] Nidhi Arora and B. Ja y aram. Strength of h ydrogen b onds in α

helices. Journal of Computational Chemistry, 18(9):1245–1252,

July 15, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ahlsw ede:1999:CMSa

[AJ99a] Bernd Ahlsw ede and Karl Jug. Consisten t mo difications of

SINDO1: I. Appro ximations and parameters. Journal of Com-

putational Chemistry, 20(6):563–571, April 30, 1999. CODEN

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

Ahlsw ede:1999:CMSb

[AJ99b] Bernd Ahlsw ede and Karl Jug. Consisten t mo difications of

SINDO1: I I. Applications to first- and second-ro w elemen ts.

Journal of Computational Chemistry, 20(6):572–578, April 30,

1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Alsb erg:1996:UMM

[AJB96] Bjørn K. Alsb erg, Vidar R. Jensen, and Kn ut J. Børv e. Use

of m ultiv ariate metho ds in the analysis of calculated reaction

path w a ys. Journal of Computational Chemistry, 17(10):1197–

1216, July 30, 1996. CODEN JCCHDD. ISSN 0192-8651

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

Anders:1993:O AL

[AKF93] Ernst Anders, Rainer Ko c h, and P eter F reunsc h t. Optimiza-

tion and application of lithium parameters for PM3. Journal of

Computational Chemistry, 14(11):1301–1312, No v em b er 1993.

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

tronic).

Axelsen:1998:ICD

[AL98] P aul H. Axelsen and Daoh ui Li. Impro v ed con v ergence in dual-

top ology free energy calculations through use of harmonic re-

strain ts. Journal of Computational Chemistry, 19(11):1278–

1283, August 1998. CODEN JCCHDD. ISSN 0192-8651

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

Aleman:1993:SPD

[ALO93] Carlos Alem´ an, F. J. Luque, and M. Orozco. Suitabilit y of

the PM3-deriv ed molecular electrostatic p oten tials. Journal of

Computational Chemistry, 14(7):799–808, July 1993. CODEN

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

Alham bra:1994:CNQ

[ALO94] C. Alham bra, F. J. Luque, and Mo desto Orozco. Comparison

of NDDO and quasi- ab initio approac hes to compute semiem-

pirical molecular electrostatic p oten tials. Journal of Compu-

tational Chemistry, 15(1):12–22, Jan uary 1994. CODEN JC-

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

Al-Laham:1991:ISA

[ALPH91] Mohammad A. Al-Laham, G. A. P etersson, and P aul Haak e.

Ab initio study of ascorbic acid conformations. Journal of

Computational Chemistry, 12(1):113–118, Jan uary 1991. CO-

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

tronic).

Alsb erg:1995:FFM

[Als95] Bjørn K. Alsb erg. F ast, fuzzy c-means clustering of data sets

with man y features. Journal of Computational Chemistry, 16

(4):414–421, April 1995. CODEN JCCHDD. ISSN 0192-8651

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

Allinger:1990:MMMa

[AL Y90] Norman L. Allinger, F an bing Li, and Liqun Y an. Molecular

mec hanics. The MM3 force field for alk enes. Journal of Com-

putational Chemistry, 11(7):848–867, August 1990. CODEN

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

Allinger:1990:MMMb

[AL YT90] Norman L. Allinger, F an bing Li, Liqun Y an, and Julia C. T ai.

Molecular mec hanics (MM3) calculations on conjugated h ydro-

carb ons. Journal of Computational Chemistry, 11(7):868–895,

August 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Acioli:1999:ICT

[AM99] P aulo Hora Acioli and Geraldo Magela e Silv a. In v estigating

c harge transp ort in molecular switc hes with neural net w orks.

Journal of Computational Chemistry, 20(10):1060–1066, July

30, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Alcami:1998:GIC

[AMY98] M. Alcam ´ ı, O. M´ o, and M. Y´ a ~ nez. G2 ab initio calculations

on three-mem b ered rings: Role of h ydrogen atoms. Journal

of Computational Chemistry, 19(9):1072–1086, July 15, 1998.

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

tronic).

Anon ymous:1990:Aa

[Ano90a] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 11(2):268, Marc h 1990. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1990:Ab

[Ano90b] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 11(10):1247, No v em b er 1990. CODEN JCCHDD. ISSN

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

Anon ymous:1990:Ma

[Ano90c] Anon ymous. Masthead. Journal of Computational Chemistry,

11(1):fmi, Jan uary 1990. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1990:Mb

[Ano90d] Anon ymous. Masthead. Journal of Computational Chemistry,

11(2):fmi, Marc h 1990. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1990:Mc

[Ano90e] Anon ymous. Masthead. Journal of Computational Chemistry,

11(3):fmi, April 1990. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1990:Md

[Ano90f ] Anon ymous. Masthead. Journal of Computational Chemistry,

11(4):fmi, Ma y 1990. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1990:Me

[Ano90g] Anon ymous. Masthead. Journal of Computational Chemistry,

11(5):fmi, June 1990. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1992:Mg

[Ano92h] Anon ymous. Masthead. Journal of Computational Chemistry,

13(7):fmi, Septem b er 1992. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1992:Mh

[Ano92i] Anon ymous. Masthead. Journal of Computational Chemistry,

13(8):fmi, Octob er 1992. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1992:Mi

[Ano92j] Anon ymous. Masthead. Journal of Computational Chemistry,

13(9):fmi, No v em b er 1992. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1992:Mj

[Ano92k] Anon ymous. Masthead. Journal of Computational Chemistry,

13(10):fmi, Decem b er 1992. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1993:Ab

[Ano93a] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 14(9):1123, Septem b er 1993. CODEN JCCHDD. ISSN

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

Anon ymous:1993:Aa

[Ano93b] Anon ymous. Announcemen ts. Journal of Computational

Chemistry, 14(3):378, Marc h 1993. CODEN JCCHDD. ISSN

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

Anon ymous:1993:Ma

[Ano93c] Anon ymous. Masthead. Journal of Computational Chemistry,

14(1):fmi, Jan uary 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Mb

[Ano93d] Anon ymous. Masthead. Journal of Computational Chemistry,

14(2):fmi, F ebruary 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Mc

[Ano93e] Anon ymous. Masthead. Journal of Computational Chemistry,

14(3):fmi, Marc h 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Md

[Ano93f ] Anon ymous. Masthead. Journal of Computational Chemistry,

14(4):fmi, April 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Me

[Ano93g] Anon ymous. Masthead. Journal of Computational Chemistry,

14(5):fmi, Ma y 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Mf

[Ano93h] Anon ymous. Masthead. Journal of Computational Chemistry,

14(6):fmi, June 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Mg

[Ano93i] Anon ymous. Masthead. Journal of Computational Chemistry,

14(7):fmi, July 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Mh

[Ano93j] Anon ymous. Masthead. Journal of Computational Chemistry,

14(8):fmi, August 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Mi

[Ano93k] Anon ymous. Masthead. Journal of Computational Chemistry,

14(9):fmi, Septem b er 1993. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1993:Mj

[Ano93l] Anon ymous. Masthead. Journal of Computational Chemistry,

14(10):fmi, Octob er 1993. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1993:Mk

[Ano93m] Anon ymous. Masthead. Journal of Computational Chemistry,

14(11):fmi, No v em b er 1993. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1993:Ml

[Ano93n] Anon ymous. Masthead. Journal of Computational Chemistry,

14(12):fmi, Decem b er 1993. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1994:Aa

[Ano94a] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 15(2):249, F ebruary 1994. CODEN JCCHDD. ISSN

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

Anon ymous:1994:Ab

[Ano94b] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 15(3):374, Marc h 1994. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1994:Ad

[Ano94c] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 15(5):571, Ma y 1994. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1994:Ae

[Ano94d] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 15(8):917, August 1994. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1994:Ac

[Ano94e] Anon ymous. Announcemen ts. Journal of Computational

Chemistry, 15(4):475, April 1994. CODEN JCCHDD. ISSN

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

Anon ymous:1994:Ma

[Ano94f ] Anon ymous. Masthead. Journal of Computational Chemistry,

15(1):fmi, Jan uary 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Mb

[Ano94g] Anon ymous. Masthead. Journal of Computational Chemistry,

15(2):fmi, F ebruary 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Mc

[Ano94h] Anon ymous. Masthead. Journal of Computational Chemistry,

15(3):fmi, Marc h 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Md

[Ano94i] Anon ymous. Masthead. Journal of Computational Chemistry,

15(4):fmi, April 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Me

[Ano94j] Anon ymous. Masthead. Journal of Computational Chemistry,

15(5):fmi, Ma y 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Mf

[Ano94k] Anon ymous. Masthead. Journal of Computational Chemistry,

15(6):fmi, June 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Mg

[Ano94l] Anon ymous. Masthead. Journal of Computational Chemistry,

15(7):fmi, July 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Mh

[Ano94m] Anon ymous. Masthead. Journal of Computational Chemistry,

15(8):fmi, August 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Mi

[Ano94n] Anon ymous. Masthead. Journal of Computational Chemistry,

15(9):fmi, Septem b er 1994. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1994:Mj

[Ano94o] Anon ymous. Masthead. Journal of Computational Chemistry,

15(10):fmi, Octob er 1994. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1994:Mk

[Ano94p] Anon ymous. Masthead. Journal of Computational Chemistry,

15(11):fmi, No v em b er 1994. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1994:Ml

[Ano94q] Anon ymous. Masthead. Journal of Computational Chemistry,

15(12):fmi, Decem b er 1994. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1995:Aa

[Ano95a] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 16(1):129, Jan uary 1995. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1995:Ab

[Ano95b] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 16(11):1447, No v em b er 1995. CODEN JCCHDD. ISSN

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

Anon ymous:1995:Ma

[Ano95c] Anon ymous. Masthead. Journal of Computational Chemistry,

16(1):fmi, Jan uary 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Mb

[Ano95d] Anon ymous. Masthead. Journal of Computational Chemistry,

16(2):fmi, F ebruary 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Mc

[Ano95e] Anon ymous. Masthead. Journal of Computational Chemistry,

16(3):fmi, Marc h 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Md

[Ano95f ] Anon ymous. Masthead. Journal of Computational Chemistry,

16(4):fmi, April 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Me

[Ano95g] Anon ymous. Masthead. Journal of Computational Chemistry,

16(5):fmi, Ma y 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Mf

[Ano95h] Anon ymous. Masthead. Journal of Computational Chemistry,

16(6):fmi, June 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Mg

[Ano95i] Anon ymous. Masthead. Journal of Computational Chemistry,

16(7):fmi, July 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Mh

[Ano95j] Anon ymous. Masthead. Journal of Computational Chemistry,

16(8):fmi, August 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Mi

[Ano95k] Anon ymous. Masthead. Journal of Computational Chemistry,

16(9):fmi, Septem b er 1995. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1995:Mj

[Ano95l] Anon ymous. Masthead. Journal of Computational Chemistry,

16(10):fmi, Octob er 1995. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1995:Mk

[Ano95m] Anon ymous. Masthead. Journal of Computational Chemistry,

16(11):fmi, No v em b er 1995. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1995:Ml

[Ano95n] Anon ymous. Masthead. Journal of Computational Chemistry,

16(12):fmi, Decem b er 1995. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1996:A

[Ano96a] Anon ymous. Announcemen t. Journal of Computational Chem-

istry, 17(13):ii, Octob er 1996. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1996:Ma

[Ano96b] Anon ymous. Masthead. Journal of Computational Chemistry,

17(1):fmi, Jan uary 15, 1996. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1996:Mb

[Ano96c] Anon ymous. Masthead. Journal of Computational Chemistry,

17(2):fmi, Jan uary 30, 1996. CODEN JCCHDD. ISSN 0192-

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

Anon ymous:1996:Mc

[Ano96d] Anon ymous. Masthead. Journal of Computational Chemistry,

17(3):fmi, F ebruary 1996. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1996:Md

[Ano96e] Anon ymous. Masthead. Journal of Computational Chemistry,

17(4):fmi, Marc h 1996. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1996:Me

[Ano96f ] Anon ymous. Masthead. Journal of Computational Chemistry,

17(5–6):fmi, April 1996. CODEN JCCHDD. ISSN 0192-8651

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

Anon ymous:1996:Mf

[Ano96g] Anon ymous. Masthead. Journal of Computational Chemistry,

17(7):fmi, Ma y 1996. CODEN JCCHDD. ISSN 0192-8651

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

Augspurger:1997:AAR

[AS97] Joseph D. Augspurger and Harold A. Sc heraga. An assessmen t

of the accuracy of the RRIGS h ydration p oten tial: Compar-

ison to solutions of the P oisson–Boltzmann equation. Jour-

nal of Computational Chemistry, 18(8):1072–1078, June 1997.

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

tronic).

Alikhani:1998:DPS

[AS98a] M. E. Alikhani and B. Silvi. DFT-predicted structural, vibra-

tional, and b onding prop erties of XSiO and X

2

SiO (X = F, Cl,

or Br) molecules. Journal of Computational Chemistry, 19(11):

1205–1214, August 1998. CODEN JCCHDD. ISSN 0192-8651

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

Andricioaei:1998:GOU

[AS98b] Ioan Andricioaei and John E. Straub. Global optimization

using bad deriv ativ es: Deriv ativ e-free metho d for molecular

energy minimization. Journal of Computational Chemistry, 19

(13):1445–1455, Octob er 1998. CODEN JCCHDD. ISSN 0192-

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

Ap ostol:1999:IMP

[AS99] Izydor Ap ostol and W o jciec h Szpank o wski. Indexing and map-

ping of proteins using a mo dified nonlinear Sammon pro jection.

Journal of Computational Chemistry, 20(10):1049–1059, July

30, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Allinger:1992:HF O

[ASM

+

92] Norman L. Allinger, La wrence R. Sc hmitz, Ioan Moto c,

Charles Bender, and Jan K. Labano wski. Heats of formation of

organic molecules b y Ab Initio calculations: Carb o xylic acids

and esters. Journal of Computational Chemistry, 13(7):838–

841, Septem b er 1992. CODEN JCCHDD. ISSN 0192-8651

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

Agarw al:1993:DQI

[A T93] A tul Agarw al and Ethan Will T a ylor. 3-D QSAR for in trinsic

activit y of 5-HT

1A receptor ligands b y the metho d of com-

parativ e molecular field analysis. Journal of Computational

Chemistry, 14(2):237–245, F ebruary 1993. CODEN JCCHDD.

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

Abagy an:1994:INM

[A TK94] Rub en Abagy an, Maxim T otro v, and Dmitry Kuznetso v. ICM

— a new metho d for protein mo deling and design: applica-

tions to do c king and structure prediction from the distorted

nativ e conformation. Journal of Computational Chemistry, 15

(5):488–506, Ma y 1994. CODEN JCCHDD. ISSN 0192-8651

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

Agrafiotis:1990:PNP

[A TS90] Dimitris K. Agrafiotis, Brian T ansy

, and Andrew Streit wieser.

PR ODEN: a new program for calculating in tegrated pro jected

p opulations. Journal of Computational Chemistry, 11(9):1101–

1110, Octob er 1990. CODEN JCCHDD. ISSN 0192-8651

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

Alk orta:1993:CSB

[A V A93] Ib on Alk orta, Hugo O. Villar, and Gusta v o A. Arteca. Com-

parativ e study b et w een ab initio and semiempirical electro-

static p oten tials on molecular surfaces. Journal of Compu-

tational Chemistry, 14(5):530–540, Ma y 1993. CODEN JC-

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

Alk orta:1993:CA T

[A V C93] Ib on Alk orta, Hugo O. Villar, and Raul E. Cac hau. Confor-

mational analysis of 2,3,6,7-tetrah ydroazepines with implica-

tions for D

1

-selectiv e b enzazepines. Journal of Computational

Chemistry, 14(5):571–578, Ma y 1993. CODEN JCCHDD.

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

Alk orta:1993:CME

[A VP93] Ib on Alk orta, Hugo O. Villar, and Juan J. P erez. Comparison

of metho ds to estimate the free energy of solv ation:Imp ortance

in the mo dulation of the affinit y of 3-b enzazepines for the D

1

receptor. Journal of Computational Chemistry, 14(5):620–626,

Ma y 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Allinger:1993:E

[AvRS93] Norman L. Allinger and P aul v on R. Sc hley er. Editorial. Jour-

nal of Computational Chemistry, 14(1):1, Jan uary 1993. CO-

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

tronic).

Allinger:1996:Ea

[AvRS96a] Norman L. Allinger and P aul v on R. Sc hley er. Editorial. Jour-

nal of Computational Chemistry, 17(4):385, Marc h 1996. CO-

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

tronic).

Allinger:1996:Eb

[AvRS96b] Norman L. Allinger and P aul v on R. Sc hley er. Editorial. Jour-

nal of Computational Chemistry, 17(5–6):489, April 1996. CO-

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

tronic).

Auffinger:1990:HT A

[A W90] P

. Auffinger and G. Wipff. High temp erature annealed molecu-

lar dynamics sim ulations as a to ol for conformational sampling.

Application to the bicyclic “222” cryptand. Journal of Compu-

tational Chemistry, 11(1):19–31, Jan uary 1990. CODEN JC-

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

Alard:1991:DCS

[A W91] Philipp e Alard and Shoshana J. W o dak. Detection of ca vities

in a set of in terp enetrating spheres. Journal of Computational

Chemistry, 12(8):918–922, Octob er 1991. CODEN JCCHDD.

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

Allinger:1994:MMC

[A YC94] N. L. Allinger, Liqun Y an, and Kuohsiang Chen. Molecular

mec hanics calculations (MM2 and MM3) on enamines and ani-

line deriv ativ es. Journal of Computational Chemistry, 15(12):

1321–1330, Decem b er 1994. CODEN JCCHDD. ISSN 0192-

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

Barone:1994:MIP

[BA94] Vincenzo Barone and Carlo Adamo. Mo dulation of in tramolec-

ular proton transfer b y electronic excitation and en vironmen t:

2-Pyridone as a case study

. Journal of Computational Chem-

istry, 15(4):395–404, April 1994. CODEN JCCHDD. ISSN

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

Bo c k:1992:EIR

[BADP92] Charles W. Bo c k, Alexander V. Abramenk o v, George R. De

Mar ´ e, and Y urii N. P anc henk o. Effectiv e in ternal rotation p o-

ten tial energy function of acrylo yl fluoride, CH

2

CHCF

O. Jour-

nal of Computational Chemistry, 13(6):718–721, July 1992.

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

tronic).

Bak er:1992:GOC

[Bak92] Jon Bak er. Geometry optimization in Cartesian co ordinates:

Constrained optimization. Journal of Computational Chem-

istry, 13(2):240–253, Marc h 1992. CODEN JCCHDD. ISSN

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

Bak er:1993:TGO

[Bak93] Jon Bak er. T ec hniques for geometry optimization: a compar-

ison of Cartesian and natural in ternal co ordinates. Journal of

Computational Chemistry, 14(9):1085–1100, Septem b er 1993.

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

tronic).

Bak er:1997:COD

[Bak97] Jon Bak er. Constrained optimization in delo calized in ternal

co ordinates. Journal of Computational Chemistry, 18(8):1079–

1095, June 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Balasubramanian:1990:CGD

[Bal90] K. Balasubramanian. Computer generation of distance p olyno-

mials of graphs. Journal of Computational Chemistry, 11(7):

829–836, August 1990. CODEN JCCHDD. ISSN 0192-8651

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

Balasubramanian:1991:CCP

[Bal91a] K. Balasubramanian. Commen ts on the c haracteristic p oly-

nomial of a graph. Journal of Computational Chemistry, 12

(2):248–253, Marc h 1991. CODEN JCCHDD. ISSN 0192-8651

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

ˇ

Ziv90].

Balasubramanian:1991:CEW

[Bal91b] K. Balasubramanian. Computer en umeration of w alks on di-

rected graphs. Journal of Computational Chemistry, 12(1):

106–112, Jan uary 1991. CODEN JCCHDD. ISSN 0192-8651

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

Balasubramanian:1993:CGH

[Bal93] K. Balasubramanian. Computer generation of Hadamard ma-

trices. Journal of Computational Chemistry, 14(5):603–619,

Ma y 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Baldwin:1998:TIV

[Bal98] John E. Baldwin. Thermal isomerizations of vin ylcyclo-

propanes to cyclop en tenes. Journal of Computational Chem-

istry, 19(2):222–231, Jan uary 30, 1998. CODEN JCCHDD.

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

Bauld:1990:TRP

[Bau90] Nathan L. Bauld. The theoretical reaction path for the cation

radical vin ylcyclobutane rearrangemen t: a concerted SR path.

Journal of Computational Chemistry, 11(7):896–898, August

1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Bak er:1993:COC

[BB93] Jon Bak er and Doreen Bergeron. Constrained optimization in

Cartesian co ordinates. Journal of Computational Chemistry,

14(11):1339–1346, No v em b er 1993. CODEN JCCHDD. ISSN

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

Bohm:1995:ISC

[BB95] Hans-Joac him B¨ ohm and Stefan Bro de. Ab initio SCF calcu-

lations on lo w-energy conformers of cyclohexaglycine. Journal

of Computational Chemistry, 16(2):146–153, F ebruary 1995.

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

tronic).

Berg:1996:MMC

[BB96a] Ulf Berg and Nina Bladh. Molecular mec hanics calculations of

conjugated amides and an ab initio in v estigation of acrylamide

and its β -amino deriv ativ e: Conformational analysis and ro-

tational barriers. Journal of Computational Chemistry, 17(4):

396–408, Marc h 1996. CODEN JCCHDD. ISSN 0192-8651

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

Braga:1996:NF G

[BB96b] J. P

. Braga and J. C. Belc hior. Normalization of the F o x–

Go o dwin algorithm to calculate scattering matrices in an adia-

batic basis at lo w and high collision energies. Journal of Com-

putational Chemistry, 17(13):1559–1563, Octob er 1996. CO-

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

tronic).

Bec k ers:1998:MAD

[BB98a] M. L. M. Bec k ers and L. M. C. Buydens. Multiv ariate anal-

ysis of a data matrix con taining A-DNA and B-DNA din ucle-

oside monophosphate steps: Multidimensional Ramac handran

plots for n ucleic acids. Journal of Computational Chemistry,

19(7):695–715, Ma y 1998. CODEN JCCHDD. ISSN 0192-8651

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

Besalu:1998:CCE

[BB98b] Emili Besal ´ u and Josep Maria Bofill. Calculation of clus-

tered eigen v alues of large matrices using v ariance minimiza-

tion metho d. Journal of Computational Chemistry, 19(15):

1777–1785, No v em b er 30, 1998. CODEN JCCHDD. ISSN

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

Bol:1998:MMM

[BBC

+

98] Johan E. Bol, Christian Buning, P eter Com ba, Jan Reedijk,

and Marc Str¨ ohle. Molecular mec hanics mo deling of organic

bac kb one of metal-free and co ordinated ligands. Journal of

Computational Chemistry, 19(5):512–523, April 15, 1998. CO-

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

tronic).

Bush:1999:CBC

[BBH99] Bruce L. Bush, Christopher I. Ba yly , and Thomas A. Halgren.

Consensus b ond-c harge incremen ts fitted to electrostatic p o-

ten tial or field of man y comp ounds: Application to MMFF94

training set. Journal of Computational Chemistry, 20(14):

1495–1516, No v em b er 15, 1999. CODEN JCCHDD. ISSN

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

Ballestrero:1996:MDP

[BBR96] P

. Ballestrero, P

. Baglietto, and C. Ruggiero. Molecular dy-

namics for proteins: P erformance ev aluation on massiv ely par-

allel computers based on mesh net w orks using a space decom-

p osition approac h. Journal of Computational Chemistry, 17

(4):469–475, Marc h 1996. CODEN JCCHDD. ISSN 0192-8651

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

Bofill:1998:A CG

[BBR98] Josep Maria Bofill, Hugo Bono, and Jaime Rubio. Analysis

of the con v ergence of the general coupling op erator metho d

for one-configuration-t yp e w a v e functions. Journal of Com-

putational Chemistry, 19(3):368–376, F ebruary 1998. CODEN

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

Buc hac henk o:1996:D A Q

[BBS96] A. A. Buc hac henk o, A. Y u. Baisogolo v, and N. F. Stepano v.

Decoupling appro ximations for quan tum vibrational predisso-

ciation dynamics: the tests on the lo w-lev el golden rule ap-

proac hes for some rare gas — Cl

2

, ICl complexes. Journal of

Computational Chemistry, 17(8):919–930, June 1996. CODEN

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

Bekk er:1995:FVT

[BBvG95] H. Bekk er, H. J. C. Berendsen, and W. F. v an Gunsteren. F orce

and virial of torsional-angle-dep enden t p oten tials. Journal of

Computational Chemistry, 16(5):527–533, Ma y 1995. CODEN

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

Binning:1990:CCB

[BC90] R. C. Binning Jr. and L. A. Curtiss. Compact con tracted basis

sets for third-ro w atoms: Ga–Kr. Journal of Computational

Chemistry, 11(10):1206–1216, No v em b er 1990. CODEN JC-

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

Balaban:1993:SNR

[BC93] Alexandru T. Balaban and Cornel Catana. Searc h for nonde-

generate real v ertex in v arian ts and deriv ed top ological indexes.

Journal of Computational Chemistry, 14(2):155–160, F ebruary

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Bofill:1995:A UH

[BC95] Josep Maria Bofill and M´ oanica Coma juan. Analysis of the up-

dated Hessian matrices for lo cating transition structures. Jour-

nal of Computational Chemistry, 16(11):1326–1338, No v em b er

Jan uary 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Beroza:1996:CAA

[BF96] P

. Beroza and D. R. F redkin. Calculation of amino acid pK

a s

in a protein from a con tin uum electrostatic mo del: Metho d

and sensitivit y analysis. Journal of Computational Chemistry,

17(10):1229–1244, July 30, 1996. CODEN JCCHDD. ISSN

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

Baldridge:1994:ESS

[BFH94] K. Baldridge, R. Fine, and A. Hagler. The effects of solv en t

screening in quan tum mec hanical calculations in protein sys-

tems. Journal of Computational Chemistry, 15(11):1217–1227,

No v em b er 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Benassi:1993:CPH

[BFST93] Rois Benassi, Ugo F olli, Silvia Sbardellati, and F erdinando

T addei. Conformational prop erties and homolytic b ond clea v-

age of organic p ero xides. I. An empirical approac h based up on

molecular mec hanics and ab initio calculations. Journal of

Computational Chemistry, 14(4):379–391, April 1993. CODEN

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

Battaglia:1993:FR C

[BG93] F ranco Battaglia and Emilio Gallicc hio. F OR TRAN routine to

compute Born–Opp enheimer p oten tial energy curv es directly

from sp ectroscopic data. Journal of Computational Chemistry,

14(5):579–586, Ma y 1993. CODEN JCCHDD. ISSN 0192-8651

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

Blizn yuk:1996:NCMa

[BG96a] Andrey A. Blizn yuk and Jill E. Gready

. Numerical calculation

of molecular surface area. I. Assessmen t of errors. Journal of

Computational Chemistry, 17(8):962–969, June 1996. CODEN

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

Blizn yuk:1996:NCMb

[BG96b] Andrey A. Blizn yuk and Jill E. Gready

. Numerical calculation

of molecular surface area. I I. Sp eed of calculation. Journal of

Computational Chemistry, 17(8):970–975, June 1996. CODEN

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

Blizn yuk:1999:SML

[BG99] Andrey A. Blizn yuk and Jill E. Gready

. Simple metho d for lo-

cating p ossible ligand binding sites on protein surfaces. Jour-

nal of Computational Chemistry, 20(9):983–988, July 15, 1999.

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

tronic).

Bartels:1997:GGA

[BGBW97] Christian Bartels, P eter G ¨ un tert, Martin Billeter, and Kurt

W ¨ uthric h. GARANT-a general algorithm for resonance assign-

men t of m ultidimensional n uclear magnetic resonance sp ectra.

Journal of Computational Chemistry, 18(1):139–149, Jan uary

15, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Bra vi:1997:SSO

[BGZP97] Gianpaolo Bra vi, Eman uela Gancia, Andrea Zaliani, and Mon-

ica P egna. SONHICA (Simple optimized non-HIerarc hical

Cluster Analysis): a new to ol for analysis of molecular confor-

mations. Journal of Computational Chemistry, 18(10):1295–

1311, July 30, 1997. CODEN JCCHDD. ISSN 0192-8651

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

Bak er:1991:GOC

[BH91a] Jon Bak er and W arren J. Hehre. Geometry optimization in

Cartesian co ordinates: the end of the Z -matrix? Journal of

Computational Chemistry, 12(5):606–610, June 1991. CODEN

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

Bo dor:1991:PPC

[BH91b] Nic holas Bo dor and Ming-Ju Huang. Predicting partition

co efficien ts for isomeric diastereoisomers of some trip eptide

analogs. Journal of Computational Chemistry, 12(10):1182–

1186, Decem b er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Belostotskii:1998:MTB

[BH98a] Anatoly M. Belostotskii and Alfred Hassner. Meshed tert-but yl

gears on a quasirigid bac kb one. Journal of Computational

Chemistry, 19(15):1786–1794, No v em b er 30, 1998. CODEN

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

Buhl:1998:TIN

[BH98b] Mic hael B ¨ uhl and F red A. Hamprec h t. Theoretical in v esti-

gations of NMR c hemical shifts and reactivities of o xo v ana-

dium(v) comp ounds. Journal of Computational Chemistry, 19

(2):113–122, Jan uary 30, 1998. CODEN JCCHDD. ISSN 0192-

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

Bro de:1993:PDS

[BHE

+

93] Stefan Bro de, Hans Horn, Mic hael Ehrig, Diane Moldrup, Ju-

lia E. Rice, and Reinhart Ahlric hs. P arallel direct SCF and

gradien t program for w orkstation clusters. Journal of Compu-

tational Chemistry, 14(10):1142–1148, Octob er 1993. CODEN

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

Brewster:1991:RBI

[BHK

+

91] Marcus E. Brewster, Ming-Ju Huang, James J. Kaminski, Emil

P op, and Nic holas Bo dor. Reactivit y of biologically imp or-

tan t reduced p yridines. VI I I. A semiempirical (AM1) study of

the o xidation of 3-substituted-1-meth yl-1,4-dih ydrop yridines.

Journal of Computational Chemistry, 12(10):1278–1282, De-

cem b er 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bic k elhaupt:1999:URK

[Bic99] F. Matthias Bic k elhaupt. Understanding reactivit y with

Kohn–Sham molecular orbital theory: E2–S

N

2 mec hanistic

sp ectrum and other concepts. Journal of Computational Chem-

istry, 20(1):114–128, Jan uary 15, 1999. CODEN JCCHDD.

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

Biemolt:1994:PES

[BJ94] W. Biemolt and A. P

. J. Jansen. P oten tial energy surfaces

for Rh CO from DFT calculations. Journal of Computa-

tional Chemistry, 15(10):1053–1063, Octob er 1994. CODEN

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

Bro oks:1995:HAL

[BJK95] Bernard R. Bro oks, Du ˇ sank a Jane ˇ zi ˇ c, and Martin Karplus.

Harmonic analysis of large systems. I. Metho dology

. Journal of

Computational Chemistry, 16(12):1522–1542, Decem b er 1995.

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

tronic).

Blondel:1996:NFD

[BK96] Arnaud Blondel and Martin Karplus. New form ulation for

deriv ativ es of torsion angles and improp er torsion angles in

molecular mec hanics: Elimination of singularities. Journal

of Computational Chemistry, 17(9):1132–1141, July 15, 1996.

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

tronic).

Bartels:1997:MA U

[BK97a] Christian Bartels and Martin Karplus. Multidimensional adap-

tiv e um brella sampling: Applications to main c hain and side

c hain p eptide conformations. Journal of Computational Chem-

istry, 18(12):1450–1462, Septem b er 1997. CODEN JCCHDD.

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

Berger:1997:AEC

[BK97b] R. Berger and M. Klessinger. Algorithms for exact coun ting of

energy lev els of sp ectroscopic transitions at differen t temp era-

tures. Journal of Computational Chemistry, 18(10):1312–1319,

July 30, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Burk:1996:SNB

[BKK

+

96] P eeter Burk, Ilmar A. Kopp el, Iv ar Kopp el, Lev M. Y agup ol-

skii, and Rob ert W. T aft. Sup eracidit y of neutral Br¨ onsted

acids in gas phase. Journal of Computational Chemistry, 17

(1):30–41, Jan uary 15, 1996. CODEN JCCHDD. ISSN 0192-

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

Bohm:1990:D A C

[BKL

+

90] Hans-Joac him B¨ ohm, Gerhard Kleb e, Thomas Lorenz,

Thomas Mietzner, and Lorenz Siggel. Differen t approac hes

to conformational analysis: a comparison of completeness, effi-

ciency

, and reliabilit y based on the study of a nine-mem b ered

lactam. Journal of Computational Chemistry, 11(9):1021–

1028, Octob er 1990. CODEN JCCHDD. ISSN 0192-8651

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

Barth:1995:A CM

[BKLS95] Eric Barth, Krzysztof Kuczera, Benedict Leimkuhler, and

Rob ert D. Sk eel. Algorithms for constrained molecular dynam-

ics. Journal of Computational Chemistry, 16(10):1192–1209,

Octob er 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bo ehm:1997:TSB

[BKMH97] Randall C. Bo ehm, Jo el D. Kress, Ric hard L. Martin, and

P . Jeffrey Ha y . A theoretical study of b ond energies in mo del

Si–H–Cl molecules using densit y functional approac hes for

represen ting Si surface c hemistry

. Journal of Computational

Chemistry, 18(16):2075–2085, Decem b er 1997. CODEN JC-

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

Buhl:1999:DRN

[BKMM99] Mic hael B ¨ uhl, Martin Kaupp, Olga L. Malkina, and

Vladimir G. Malkin. The DFT route to NMR c hemical shifts.

Journal of Computational Chemistry, 20(1):91–105, Jan uary

15, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Bo ehm:1991:ICS

[BL91] Randall C. Bo ehm and La wrence L. Lohr. Ab initio c harac-

terization of sev eral states of nitro xylium (NO). Comparison

of fragmen tation energies of nitro xylium, nitro xyl (NO

3

), and

nitrate. Journal of Computational Chemistry, 12(1):119–125,

Jan uary 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Blanco:1991:MSG

[Bla91] Mario Blanco. Molecular silv erw are. I. General solutions to

excluded v olume constrained problems. Journal of Computa-

tional Chemistry, 12(2):237–247, Marc h 1991. CODEN JC-

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

Bursi:1995:UHF

[BLF95] R. Bursi, M. Lankhorst, and D. F eil. Uncoupled Hartree–F o c k

calculations of the p olarizabilit y and h yp erp olarizabilities of

nitrophenols. Journal of Computational Chemistry, 16(5):545–

562, Ma y 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bac hs:1994:OSC

[BLO94] M. Bac hs, F. J. Luque, and Mo desto Orozco. Optimization

of solute ca vities and v an der W aals parameters in ab initio

MST-SCRF calculations of neutral molecules. Journal of Com-

putational Chemistry, 15(4):446–454, April 1994. CODEN JC-

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

Ba ysal:1999:ESA

[BM99] Canan Ba ysal and Hagai Meiro vitc h. Efficiency of sim u-

lated annealing for p eptides with increasing geometrical re-

strictions. Journal of Computational Chemistry, 20(15):1659–

1670, No v em b er 30, 1999. CODEN JCCHDD. ISSN 0192-8651

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

Baumann:1999:PGO

[BMD99] Harold Baumann, Rainer E. Martin, and F ran¸ cois Diederic h.

PM3 geometry optimization and CNDO/S–CI computation of

UV/Vis sp ectra of large organic structures: Program descrip-

tion and application to p oly(triacet ylene) hexamer and tax-

otere. Journal of Computational Chemistry, 20(4):396–411,

Marc h 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Briggs:1990:MCS

[BMJ90] James M. Briggs, T o oru Matsui, and William L. Jorgensen.

Mon te Carlo sim ulations of liquid alkyl ethers with the OPLS

p oten tial functions. Journal of Computational Chemistry, 11

(8):958–971, Septem b er 1990. CODEN JCCHDD. ISSN 0192-

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

Besler:1990:A CD

[BMK90] Bren t H. Besler, Kenneth M. Merz Jr., and P eter A. Kollman.

A tomic c harges deriv ed from semiempirical metho ds. Jour-

nal of Computational Chemistry, 11(4):431–439, Ma y 1990.

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

tronic).

Behnejad:1995:ELC

[BMN95] H. Behnejad, A. Maghari, and M. Na jafi. The extended la w

of corresp onding states and the in termolecular p oten tials for

He He and Ne Ne. Journal of Computational Chemistry, 16

(4):441–444, April 1995. CODEN JCCHDD. ISSN 0192-8651

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

Ba ysal:1999:PEM

[BMN99] C. Ba ysal, H. Meiro vitc h, and I. M. Na v on. P erformance of

efficien t minimization algorithms as applied to mo dels of p ep-

tides and proteins. Journal of Computational Chemistry, 20

(3):354–364, F ebruary 1999. CODEN JCCHDD. ISSN 0192-

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

Bro wn:1991:NST

[BMP

+

91] T. J. N. Bro wn, R. B. Mallion, P . P ollak, Branca R. M. de Cas-

tro, and J. A. N. F. Gomes. The n um b er of spanning trees in

Buc kminsterfullerene. Journal of Computational Chemistry,

12(9):1118–1124, No v em b er 1991. CODEN JCCHDD. ISSN

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

Badertsc her:1990:CAP

[BMW

+

90] Martin Badertsc her, Stefano Musso, Martin W elti, Ern¨ o

Pretsc h, T akuy a Maruizumi, and T ae kyu Ha. Com bined ap-

plication of pair p oten tials and the MM2 force field for the

mo deling of ionophores. Journal of Computational Chemistry,

11(7):819–828, August 1990. CODEN JCCHDD. ISSN 0192-

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

Bruccoleri:1997:FDP

[BNDS97] Rob ert E. Bruccoleri, Jiri No v otn y , Malcolm E. Da vis, and

Kim A. Sharp. Finite difference P oisson–Boltzmann electro-

static calculations: Increased accuracy ac hiev ed b y harmonic

dielectric smo othing and c harge an tialiasing. Journal of Com-

putational Chemistry, 18(2):268–276, Jan uary 30, 1997. CO-

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

tronic).

Bass:1993:SSC

[BO93] Mic hael B. Bass and Ric k L. Ornstein. Substrate sp ecificit y

of cyto c hrome P450cam for L- and D-norcamphor as stud-

ied b y molecular dynamics sim ulations. Journal of Compu-

tational Chemistry, 14(5):541–548, Ma y 1993. CODEN JC-

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

Bofill:1994:UHM

[Bof94] Josep Maria Bofill. Up dated Hessian matrix and the restricted

step metho d for lo cating transition structures. Journal of Com-

Boltzmann equation. Journal of Computational Chemistry, 14

(12):1417–1422, Decem b er 1993. CODEN JCCHDD. ISSN

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

Bour:1997:TMP

[BSB

+

97] P etr Bou ˇ r, Jana Sopk o v´ a, Lucie Bedn´ aro v´ a, P etr Malo ˘ n, and

Timoth y A. Keiderling. T ransfer of molecular prop ert y tensors

in Cartesian co ordinates: a new algorithm for sim ulation of

vibrational sp ectra. Journal of Computational Chemistry, 18

(5):646–659, April 15, 1997. CODEN JCCHDD. ISSN 0192-

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

Barro ws:1998:F CR

[BSC

+

98] Susan E. Barro ws, Jo ey W. Storer, Christopher J. Cramer,

Alfred D. F renc h, and Donald G. T ruhlar. F actors con trolling

relativ e stabilit y of anomers and h ydro xymeth yl conformers of

glucop yranose. Journal of Computational Chemistry, 19(10):

1111–1129, July 30, 1998. CODEN JCCHDD. ISSN 0192-8651

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

Bab oul:1998:CSN

[BSGB98] An w ar G. Bab oul, H. Bernhard Sc hlegel, Mikhail N. Glukho vt-

sev, and Rob ert D. Bac h. Computational study on nature

of transition structure for o xygen transfer from dio xirane and

carb on ylo xide. Journal of Computational Chemistry, 19(12):

1353–1369, Septem b er 1998. CODEN JCCHDD. ISSN 0192-

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

Bo yd:1991:MSD

[BSL91] Donald B. Bo yd, John D. Sno ddy

, and Ho-Shen Lin. Molec-

ular sim ulations of DD-p eptidase, a mo del ß-lactam-binding

protein: Synergy b et w een X-ra y crystallograph y and compu-

tational c hemistry

. Journal of Computational Chemistry, 12

(5):635–644, June 1991. CODEN JCCHDD. ISSN 0192-8651

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

Bu:1999:ETR

[BSN99] Y uxiang Bu, Haitao Sun, and Hongb o Niu. Electron transfer

reactivit y of O

2

+O system in lo w-spin coupling: Ab Initio

study at electron correlation lev el. Journal of Computational

Chemistry, 20(10):989–998, July 30, 1999. CODEN JCCHDD.

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

Baumer:1990:NMC

[BSS90] Luca Baumer, Giordano Sala, and Guido Sello. A new metho d

for the calculation of atomic and lo cal hardness. Journal of

Computational Chemistry, 11(6):694–699, July 1990. CODEN

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

Bishop:1997:DMT

[BSS97] Thomas C. Bishop, Rob ert D. Sk eel, and Klaus Sc h ulten. Dif-

ficulties with m ultiple time stepping and fast m ultip ole al-

gorithm in molecular dynamics. Journal of Computational

Chemistry, 18(14):1785–1791, No v em b er 15, 1997. CODEN

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

Buturo vic:1994:FSR

[BSV94] Ljub omir J. Buturo vi ´ c, T emple F. Smith, and Sandor V a jda.

Finite-state and reduced-parameter represen tations of protein

bac kb one conformations. Journal of Computational Chemistry,

15(3):300–312, Marc h 1994. CODEN JCCHDD. ISSN 0192-

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

Bic k elhaupt:1995:TIR

[BSvRS95] F. Matthias Bic k elhaupt, Miquel Sol` a, and P aul v on

Ragu ´ e Sc hley er. Theoretical in v estigation of the relativ e stabil-

ities of XSSX and X

2

SS isomers (X = F, Cl, H, and CH

3

). Jour-

nal of Computational Chemistry, 16(4):465–477, April 1995.

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

tronic).

Breidung:1992:SIS

[BT92] J ¨ urgen Breidung and W alter Thiel. A systematic ab initio

study of the group V trihalides MX

3 and p en tahalides MX

5

(M = P Bi, X = F I). Journal of Computational Chemistry, 13

(2):165–176, Marc h 1992. CODEN JCCHDD. ISSN 0192-8651

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

Bak o wies:1996:STE

[BT96] Dirk Bak o wies and W alter Thiel. Semiempirical treatmen t of

electrostatic p oten tials and partial c harges in com bined quan-

tum mec hanical and molecular mec hanical approac hes. Journal

of Computational Chemistry, 17(1):87–108, Jan uary 15, 1996.

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

tronic).

Buhl:1999:TSV

[B ¨ uh99] Mic hael B ¨ uhl. Theoretical study of a v anadate p eptide com-

plex. Journal of Computational Chemistry, 20(12):1254–1261,

Septem b er 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Bone:1997:EEM

[BV97] Ric hard G. A. Bone and Hugo O. Villar. Exhaustiv e en u-

meration of molecular substructures. Journal of Computa-

tional Chemistry, 18(1):86–107, Jan uary 15, 1997. CODEN

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

Berw eger:1997:FEI

[BvGMP97] Christian D. Berw eger, Wilfred F. v an Gunsteren, and Flo-

rian M ¨ uller-Plathe. Finite elemen t in terp olation for com-

bined classical/quan tum mec hanical molecular dynamics sim-

ulations. Journal of Computational Chemistry, 18(12):1484–

1495, Septem b er 1997. CODEN JCCHDD. ISSN 0192-8651

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

Boldyrev:1992:I IS

[BvH

+

92] Alexander I. Boldyrev, P aul v. R. Sc hley er, D. Higgins, Colin

Thomson, and Sofia S. Kramarenk o. Ab initio in v estigation of

the structures and stabilities of CH

2

N

2

, CHFN

2

, and CF

2

N

2

isomers: Imp ortan t consequences of MP2 optimizations. Jour-

nal of Computational Chemistry, 13(9):1066–1078, No v em b er

1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Breneman:1990:D A C

[BW90] Curt M. Breneman and Kenneth B. Wib erg. Determining

atom-cen tered monop oles from molecular electrostatic p oten-

tials. The need for high sampling densit y in formamide con-

formational analysis. Journal of Computational Chemistry, 11

(3):361–373, April 1990. CODEN JCCHDD. ISSN 0192-8651

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

Barcla y:1991:MCP

[BW91a] V. J. Barcla y and James S. W righ t. MRD–CI p oten tial sur-

faces using balanced basis sets. VI. Correlation of b ond or-

der with b ond function comp osition for first-ro w diatomic

molecules. Journal of Computational Chemistry, 12(6):690–

696, July 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Boudon:1991:FEC

[BW91b] St ´ ephane Boudon and Georges Wipff. F ree energy calculations

in v olving NH

+

4 in w ater. Journal of Computational Chemistry,

12(1):42–51, Jan uary 1991. CODEN JCCHDD. ISSN 0192-

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

Bradley:1996:LES

[BW96] R. E. Bradley and S. Windw er. Lo op-erased self-a v oiding

random w alks in four and fiv e dimensions. Journal of Com-

putational Chemistry, 17(15):1750–1756, No v em b er 30, 1996.

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

tronic).

Bharadw a j:1995:FMB

[BWS

+

95] Ranganathan Bharadw a j, Andreas Windem uth, S. Sridharan,

Barry Honig, and An thon y Nic holls. The fast m ultip ole b ound-

ary elemen t metho d for molecular electrostatics: an optimal

approac h for large systems. Journal of Computational Chem-

istry, 16(7):898–913, July 1995. CODEN JCCHDD. ISSN

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

Chen:1993:MMS

[CA93] Kuohsiang Chen and Norman L. Allinger. A molecular me-

c hanics study of alkyl p ero xides. Journal of Computational

Chemistry, 14(7):755–768, July 1993. CODEN JCCHDD.

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

Clark:1995:FLD

[CA95] Kevin P

. Clark and Aja y . Flexible ligand do c king without

parameter adjustmen t across four ligand–receptor complexes.

Journal of Computational Chemistry, 16(10):1210–1226, Octo-

b er 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Costas:1999:DFS

[CA C99] Mar ´ ıa Eugenia Costas and Ro dolfo Acev edo-Ch´ av ez. Densit y

functional study of neutral allopurinol tautomeric forms. Jour-

nal of Computational Chemistry, 20(2):200–206, Jan uary 30,

1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Constans:1997:TGM

[CA CD97] P ere Constans, Llu ´ ıs Amat, and Ramon Carb´ o-Dorca. T o w ard

a global maximization of the molecular similarit y function: Su-

p erp osition of t w o molecules. Journal of Computational Chem-

istry, 18(6):826–846, April 30, 1997. CODEN JCCHDD. ISSN

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

Cai:1994:ISL

[Cai94] Z.-L. Cai. Ab initio study of lo w-lying electronic states of the

PF

2 radical. Journal of Computational Chemistry, 15(3):346–

350, Marc h 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cannon:1993:AFF

[Can93] John F. Cannon. AMBER force-field parameters for guano-

sine triphosphate and its imido and meth ylene analogs. Jour-

nal of Computational Chemistry, 14(8):995–1005, August 1993.

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

tronic).

Casti:1989:ARM

[Cas89] John L. Casti. A lternate R e alities: Mathematic al Mo dels of

Natur e and Man. John Wiley

, New Y ork, NY, USA, 1989.

ISBN 0-471-61842-X. xvii + 493 pp. LCCN QA401 .C358

1988.

Chesn ut:1996:AEC

[CB96] D. B. Chesn ut and E. F. C. Byrd. Accurate estimation of

correlation energies using lo cally dense basis sets. Journal of

Computational Chemistry, 17(12):1431–1443, Septem b er 1996.

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

tronic).

Chen:1994:MSA

[CBIT94] Xiannong Chen, Lib ero Bartolotti, Khalid Ishaq, and Alexan-

der T ropsha. Molecular sim ulation of alkyl b oronic acids:

Molecular mec hanics and solv ation free energy calculations.

Journal of Computational Chemistry, 15(3):333–345, Marc h

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Cosse-Barbi:1997:DPR

[CBR97] Aliette Coss ´ e-Barbi and Mourad Ra ji. Discrete pattern recog-

nition b y fitting on to a con tin uous function. Journal of Com-

putational Chemistry, 18(15):1875–1892, No v em b er 30, 1997.

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

tronic).

Clamp:1994:HMC

[CBSB94] M. E. Clamp, P

. G. Bak er, C. J. Stirling, and A. Brass. Hy-

brid Mon te Carlo: an efficien t algorithm for condensed matter

sim ulation. Journal of Computational Chemistry, 15(8):838–

846, August 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Crouzy:1999:ECT

[CBSR99] Serge Crouzy

, Jer^ ome Baudry

, Jerem y C. Smith, and Beno ^ ıt

Roux. Efficien t calculation of t w o-dimensional adiabatic and

free energy maps: Application to the isomerization of the

C13 C14 and C15 N16 b onds in the retinal of bacteri-

orho dopsin. Journal of Computational Chemistry, 20(15):

1644–1658, No v em b er 30, 1999. CODEN JCCHDD. ISSN

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

Chasman:1998:PPE

[CBWF98] Da vid Chasman, Mic hael D. Beac h y , Limin W ang, and

Ric hard A. F riesner. P arallel pseudosp ectral electronic struc-

ture: I. Hartree–F o c k calculations. Journal of Computational

Chemistry, 19(9):1017–1029, July 15, 1998. CODEN JC-

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

Carlacci:1991:NDE

[CC91a] Louis Carlacci and Kuo-Chen Chou. New dev elopmen t on en-

ergetic approac h to the pac king in proteins. Journal of Com-

putational Chemistry, 12(3):410–415, April 1991. CODEN JC-

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

Cro wder:1991:CSM

[CC91b] G. A. Cro wder and G. O. Carlisle. Conformational studies of

2-meth ylbut yronitrile and 3-meth yl-1-p en t yne b y vibrational

sp ectroscop y and molecular mec hanics. Journal of Computa-

tional Chemistry, 12(7):880–884, Septem b er 1991. CODEN

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

Chen:1998:PSP

[CC98] Erh-Hao Chen and Tse-Chiang Chang. Photo electron sp ectra,

P enning ionization electron sp ectra, and c haracter of canonical

molecular orbitals. Journal of Computational Chemistry, 19

(8):882–892, June 1998. CODEN JCCHDD. ISSN 0192-8651

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

Cieplak:1995:AMM

[CCBK95] Piotr Cieplak, W endy D. Cornell, Christopher Ba yly , and P e-

ter A. Kollman. Application of the m ultimolecule and m ul-

ticonformational RESP metho dology to biop olymers: Charge

deriv ation for DNA, RNA, and proteins. Journal of Computa-

tional Chemistry, 16(11):1357–1377, No v em b er 1995. CODEN

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

Chen:1997:FES

[C ¸

CG97] Zh uo-Min Chen, T ahir ¸ Ca˘ gin, and William A. Go ddard I I I.

F ast Ew ald sums for general v an der W aals p oten tials. Journal

of Computational Chemistry, 18(11):1365–1370, August 1997.

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

tronic).

Chiu:1999:A CM

[CCJ

+

99] S. W. Chiu, M. M. Clark, Eric Jak obsson, Shank ar Subrama-

niam, and H. Larry Scott. Application of com bined Mon te

Carlo and molecular dynamics metho d to sim ulation of di-

palmito yl phosphatidylc holine lipid bila y er. Journal of Compu-

tational Chemistry, 20(11):1153–1164, August 1999. CODEN

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

Catasti:1990:PES

[CCN90] P aolo Catasti, Enrico Carrara, and Claudio Nicolini. P epto:

an exp ert system for automatic p eak assignmen t of t w o-

dimensional n uclear magnetic resonance sp ectra of proteins.

Journal of Computational Chemistry, 11(7):805–818, August

1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Chesn ut:1997:RR C

[CD97] D. B. Chesn ut and K. M. Da vis. Resonance revisited: a consid-

eration of the calculation of cyclic conjugation energies. Jour-

nal of Computational Chemistry, 18(4):584–593, Marc h 1997.

Cummins:1999:CSQ

[CG99] P eter L. Cummins and Jill E. Gready

. Coupled semiempiri-

cal quan tum mec hanics and molecular mec hanics (QM/MM)

calculations on the aqueous solv ation free energies of ionized

molecules. Journal of Computational Chemistry, 20(10):1028–

1038, July 30, 1999. CODEN JCCHDD. ISSN 0192-8651

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

Castell:1996:RSS

[CGBC96] O. Castell, V. M. Garc ´ ıa, C. Bo, and R. Caballol. Rela-

tiv e stabilit y of the

3

A

2

,

1

A

2

, and

1

A

1 states of phen ylni-

trene: a difference-dedicated configuration in teraction calcula-

tion. Journal of Computational Chemistry, 17(1):42–48, Jan-

uary 15, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ca v asotto:1991:EEE

[CGdA

C91] C. N. Ca v asotto, C. G. Girib et, M. C. Ruiz de Az ´ ua, and R. H.

Con treras. Exo-exo and endo-endo vicinal proton spin-spin

coupling constan ts in norb ornane and norb ornene. An IPPP-

CLOPP

A analysis. Journal of Computational Chemistry, 12

(2):141–146, Marc h 1991. CODEN JCCHDD. ISSN 0192-8651

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

Cripp en:1988:DGM

[CH88] G. M. Cripp en and T. F. (Timoth y F.) Ha v el. Distanc e Ge om-

etry and Mole cular Conformation, v olume 15 of Chemometrics

series. Researc h Studies Press, T aun ton, Somerset, England,

1988. ISBN 0-471-92061-4 (Wiley), 0-86380-073-4. x + 541 pp.

LCCN QD481 .C76 1988.

Csonk a:1994:IMO

[CH94] G. I. Csonk a and P

. Hencsei. Ab initio molecular orbital study

of 1-fluorosilatrane. Journal of Computational Chemistry, 15

(4):385–394, April 1994. CODEN JCCHDD. ISSN 0192-8651

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

Cout y:1996:BST

[CH96a] Marc Cout y and Mic hael B. Hall. Basis sets for transition

metals: Optimized outer p functions. Journal of Computa-

tional Chemistry, 17(11):1359–1370, August 1996. CODEN

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

Csonk a:1996:SCI

[CH96b] G´ ab or I. Csonk a and P´ al Hencsei. The structure of 1-

c hlorosilatrane: an ab initio molecular orbital and a densit y

functional theory study

. Journal of Computational Chemistry,

17(7):767–780, Ma y 1996. CODEN JCCHDD. ISSN 0192-8651

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

Chang:1992:PR O

[Cha92] T. C. Chang. P auli repulsion in the op en shell sp ecies BeH

and Co

+

. Journal of Computational Chemistry, 13(3):268–

274, April 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chen:1995:MSA

[Che95a] P

. C. Chen. The molecular structures and the absorption

maxima of the H-c hromophores of the indigoid dy es. Jour-

nal of Computational Chemistry, 16(8):945–950, August 1995.

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

tronic).

Chesn ut:1995:CQM

[Che95b] D. B. Chesn ut. A comparativ e quan tum mec hanical study of

b ond separation energies as a measure of cyclic conjugation.

Journal of Computational Chemistry, 16(10):1227–1237, Octo-

b er 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Chermette:1999:CRI

[Che99] H. Chermette. Chemical reactivit y indexes in densit y func-

tional theory

. Journal of Computational Chemistry, 20(1):129–

154, Jan uary 15, 1999. CODEN JCCHDD. ISSN 0192-8651

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

Charifson:1990:CMM

[CHP90] P aul S. Charifson, Ric hard G. Hisk ey , and Lee G. P eder-

sen. Construction and molecular mo deling of phospholipid sur-

faces. Journal of Computational Chemistry, 11(10):1181–1186,

No v em b er 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cagin:1991:MMI

[ ¸ CHP91] T ahir ¸ Ca˘ gin, Mic hael Holder, and B. Mon tgomery P ettitt. A

metho d for mo deling icosahedral virions: Rotational symmetry

b oundary conditions. Journal of Computational Chemistry, 12

(5):627–634, June 1991. CODEN JCCHDD. ISSN 0192-8651

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

Charifson:1991:FEC

[CHPK91] P aul S. Charifson, Ric hard G. Hisk ey , Lee G. P edersen, and

Lee F. Kuyp er. F ree energy calculations on calcium and mag-

nesium complexes: Protein and phospholipid mo del systems.

Journal of Computational Chemistry, 12(7):899–908, Septem-

b er 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Christiansen:1990:BRB

[Chr90] Phillip Christiansen. Bo ok review: Metho ds in c omputational

chemistry, v olume I I, edited b y Stephen Wilson, Plen um Press,

New Y ork, 1988. Journal of Computational Chemistry, 11(3):

410, April 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cornell:1996:ASD

[CHSK96] W endy D. Cornell, Maria P

. Ha, Y ax Sun, and P eter A. Koll-

man. Application of a simple diagonal force field to the sim u-

lation of cyclop en tane conformational dynamics. Journal of

Computational Chemistry, 17(13):1541–1548, Octob er 1996.

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

tronic).

Cisneros:1993:ISO

[Cis93] Gerardo Cisneros. Impro v ed solutions to the one-cen ter

McMurc hie–Da vidson tree searc h problem. Journal of Com-

putational Chemistry, 14(4):452–454, April 1993. CODEN JC-

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

Clare:1993:SEV

[CJC

+

93] B. W. Clare, P

. J. Jennings, J. C. L. Cornish, G. T alukder,

C. P

. Lund, and G. T. Hefter. Sim ulation of the electronic

and vibrational structure of h ydrogenated amorphous silicon

using cluster mo dels. Journal of Computational Chemistry,

14(12):1423–1428, Decem b er 1993. CODEN JCCHDD. ISSN

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

Clare:1996:SIS

[CJC

+

96] B. W. Clare, P

. J. Jennings, J. C. L. Cornish, G. T. Hefter,

and D. J. San tjo jo. Sim ulation of the infrared sp ectra of amor-

phous silicon allo ys. Journal of Computational Chemistry, 17

(3):306–312, F ebruary 1996. CODEN JCCHDD. ISSN 0192-

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

Cieplak:1991:UEP

[CK91] Piotr Cieplak and P eter Kollman. On the use of electrostatic

p oten tial deriv ed c harges in molecular mec hanics force fields.

The relativ e solv ation free energy of cis- and trans-N -meth yl-

acetamide. Journal of Computational Chemistry, 12(10):1232–

1236, Decem b er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Chip ot:1996:AAP

[CKP96] Christophe Chip ot, P eter A. Kollman, and Da vid A. P earl-

man. Alternativ e approac hes to p oten tial of mean force cal-

culations: F ree energy p erturbation v ersus thermo dynamic in-

tegration. Case study of some represen tativ e nonp olar in terac-

tions. Journal of Computational Chemistry, 17(9):1112–1131,

July 15, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Cao:1996:MSI

[CLCL96] Xiaoping Cao, Muzhen Liao, Xuejun Chen, and Bo Li. Molec-

ular symmetry and ab initio calculations. I I. Symmetry-matrix

and symmetry-sup ermatrix in the Dirac-F o c k metho d. Jour-

nal of Computational Chemistry, 17(7):851–863, Ma y 1996.

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

tronic).

Colominas:1999:MCM

[CLO99] Carles Colominas, F. Ja vier Luque, and Mo desto Orozco.

Mon te Carlo–MST: New strategy for represen tation of sol-

v en t configurational space in solution. Journal of Compu-

tational Chemistry, 20(7):665–678, Ma y 1999. CODEN JC-

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

Calv o-Losada:1998:RAI

[CLQSS98] Saturnino Calv o-Losada, Jos ´ e Joaqu ´ ın Quiran te, Dimas

Su´ arez, and T om´ as Luis Sordo. Rearrangemen t of azirine

in termediates to nitriles: Theoretical study of clea v age of

3,4-dih ydro-1a H-azirine[2,3-c]p yrrol-2-one to cy anok etene–

formaldimine complex. Journal of Computational Chemistry,

19(8):912–922, June 1998. CODEN JCCHDD. ISSN 0192-8651

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

Cruz:1997:GST

[CLS

+

97] Elso M. Cruz, Xabier Lop ez, Mart ´ ın Sarob e, F ernando P .

Coss ´ ıo, and Jesus M. Ugalde. G2 study of triplet [H

4

, Si, P]

+

p oten tial energy surface: Mec hanism for reaction of P

+

(

3

P)

with silane. Journal of Computational Chemistry, 18(1):9–19,

Jan uary 15, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Carb o:1992:CAP

[CMC92] Ramon Carb o, Llu ´ ıs Molino, and Blanca Calabuig. A concur-

ren t algorithm for parallel calculation of eigen v alues and eigen-

v ectors of real symmetric matrices. Journal of Computational

Chemistry, 13(2):155–159, Marc h 1992. CODEN JCCHDD.

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

Cossi:1996:AFD

[CMC96] Maurizio Cossi, Benedetta Menn ucci, and Rob erto Cammi.

Analytical first deriv ativ es of molecular surfaces with resp ect

to n uclear co ordinates. Journal of Computational Chemistry,

17(1):57–73, Jan uary 15, 1996. CODEN JCCHDD. ISSN 0192-

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

Cossi:1998:CCI

[CMPT98] Maurizio Cossi, Benedetta Menn ucci, Jesus Pitarc h, and Ja-

cop o T omasi. Correction of ca vit y-induced errors in p olariza-

tion c harges of con tin uum solv ation mo dels. Journal of Com-

putational Chemistry, 19(8):833–846, June 1998. CODEN JC-

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

Co olidge:1991:CMV

[CMS91] Mic hael B. Co olidge, John E. Marlin, and James J. P

. Stew-

art. Calculations of molecular vibrational frequencies using

semiempirical metho ds. Journal of Computational Chemistry,

12(8):948–952, Octob er 1991. CODEN JCCHDD. ISSN 0192-

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

Chandra:1998:AR U

[CN98] Asit K. Chandra and Minh Tho Nguy en. Approac h to re-

gio c hemistry using lo cal softness in 1,3-dip olar cycloadditions.

Journal of Computational Chemistry, 19(2):195–202, Jan uary

30, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Csonk a:1997:STD

[CNK97] G´ ab or I. Csonk a, Nam Anh Nguy en, and Istv´ an Kolossv´ ary .

Simple tests for densit y functional metho ds. Journal of Com-

putational Chemistry, 18(12):1534–1545, Septem b er 1997. CO-

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

tronic).

Carlson:1993:AFE

[CNOJ93] Heather A. Carlson, T oan B. Nguy en, Mo desto Orozco, and

William L. Jorgensen. Accuracy of free energies of h ydra-

tion for organic molecules from 6-31g*-deriv ed partial c harges.

Journal of Computational Chemistry, 14(10):1240–1249, Octo-

b er 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Cheng:1996:SST

[CNS96] Bett y Cheng, Akbar Na y eem, and Harold A. Sc heraga. F rom

secondary structure to three-dimensional structure: Impro v ed

dihedral angle probabilit y distribution function for use with

energy searc hes for nativ e structures of p olyp eptides and pro-

teins. Journal of Computational Chemistry, 17(12):1453–1480,

Septem b er 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Com ba:1999:CCS

[COR99] P eter Com ba, Norb ert Ok on, and Rainer Remen yi. Computa-

tion of ca vit y shap es, sizes, and plasticities. Journal of Com-

putational Chemistry, 20(8):781–785, June 1999. CODEN JC-

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

Ch ung-Phillips:1992:TEL

[CP92] Alice Ch ung-Phillips. T orsional energy lev els and w a v e func-

tions. Journal of Computational Chemistry, 13(7):874–882,

Septem b er 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Chan:1998:MSG

[CP98] Shek Ling Chan and Enrico O. Purisima. Molecular surface

generation using marc hing tetrahedra. Journal of Computa-

tional Chemistry, 19(11):1268–1277, August 1998. CODEN

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

Carballeira:1998:ICL

[CPJ98] Luis Carballeira and Ignacio P ´ erez-Juste. Influence of calcu-

lation lev el and effect of meth ylation on axial/equatorial equi-

libria in pip eridines. Journal of Computational Chemistry, 19

(8):961–976, June 1998. CODEN JCCHDD. ISSN 0192-8651

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

Carballeira:1990:D AM

[CPR90] L. Carballeira, A. J. P ereiras, and M. A. Rios. Design and

application of a molecular mec hanics force field for alkyl io-

dides including an electrostatic p olarization mo del. Journal of

Computational Chemistry, 11(6):734–742, July 1990. CODEN

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

Ch ung-Phillips:1990:SIR

[CPS90] Alice Ch ung-Phillips and Thomas A. Stev enson. Sim ula-

tions of in ternal rotation p oten tial energies for substituted

ethanes. Journal of Computational Chemistry, 11(6):743–753,

July 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Camp os:1995:EMC

[CR95] F rederico F. Camp os and John S. Rollett. The exp onen ts

metho d for calculating equilibrium concen trations of complex

sp ecies in solution. Journal of Computational Chemistry, 16

(5):534–544, Ma y 1995. CODEN JCCHDD. ISSN 0192-8651

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

Cripp en:1992:ECS

[Cri92] Gordon M. Cripp en. Exploring the conformation space of cy-

cloalk anes b y linearized em b edding. Journal of Computational

Chemistry, 13(3):351–361, April 1992. CODEN JCCHDD.

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

(2):129–138, Jan uary 30, 1998. CODEN JCCHDD. ISSN 0192-

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

Cullen:1992:LEP

[Cul92] J. M. Cullen. Lo calized electron pair theory for the calculation

of ground state energies of large molecules. Journal of Compu-

tational Chemistry, 13(7):901–911, Septem b er 1992. CODEN

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

Cullen:1999:GCS

[Cul99] John Cullen. Is GVB–CI sup erior to CASSCF? Journal

of Computational Chemistry, 20(10):999–1008, July 30, 1999.

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

tronic).

Chesn ut:1991:CSB

[CW91] D. B. Chesn ut and D. W. W righ t. Chemical shift b ond deriv a-

tiv es for molecules con taining first-ro w atoms. Journal of Com-

putational Chemistry, 12(5):546–559, June 1991. CODEN JC-

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

Cioslo wski:1993:BPF

[CW93] Jerzy Cioslo wski and Ernst Joac him W eniger. Bulk prop erties

from finite cluster calculations. VI I I. Benc hmark calculations

of the efficiency of extrap olation metho ds for the HF and MP2

energies of p oly acenes. Journal of Computational Chemistry,

14(12):1468–1481, Decem b er 1993. CODEN JCCHDD. ISSN

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

Cao:1997:MSI

[CW97] Xiaoping Cao and Y an W ang. Molecular symmetry and

ab initio calculations: IV. Symmetry-matrix and symmetry-

sup ermatrix in calculations of t w o-electron repulsion in te-

grals. Journal of Computational Chemistry, 18(8):971–979,

June 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Cundari:1998:CSM

[CY98] Thomas R. Cundari and Akihik o Y oshik a w a. Computational

study of methane activ ation b y mercury(I I) complexes. Jour-

nal of Computational Chemistry, 19(8):902–911, June 1998.

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

tronic).

Cai:1998:NAR

[CZM98] W ensheng Cai, Maosen Zhang, and Bernard Maigret. New

approac h for represen tation of molecular surface. Journal of

Computational Chemistry, 19(16):1805–1815, Decem b er 1998.

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

tronic).

Du:1996:DFS

[D A96] Qishi Du and Gusta v o A. Arteca. Deriv ation of fused-sphere

molecular surfaces from prop erties of the electrostatic p oten-

tial distribution. Journal of Computational Chemistry, 17(10):

1258–1268, July 30, 1996. CODEN JCCHDD. ISSN 0192-8651

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

deAzev edo:1996:CAI

[dANS

+

96] Ana Luiza M. S. de Azev edo, Ben ´ ıcio B. Neto, Ieda S.

Scarminio, Anselmo E. de Oliv eira, and Ro y E. Bruns. A

c hemometric analysis of ab initio vibrational frequencies and

infrared in tensities of meth yl fluoride. Journal of Computa-

tional Chemistry, 17(2):167–177, Jan uary 30, 1996. CODEN

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

Da vid:1993:SSC

[Da v93] Carl W. Da vid. Sprouting side c hain conformations in X-PLOR

sim ulations of p eptides. Journal of Computational Chemistry,

14(6):715–717, June 1993. CODEN JCCHDD. ISSN 0192-8651

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

Da vid:1994:HPU

[Da v94a] Carl W. Da vid. Hydrating p eptides using a sprouting tec h-

nique. Journal of Computational Chemistry, 15(1):23–27, Jan-

uary 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Da vid:1994:XPE

[Da v94b] Carl W. Da vid. X-PLORing extrarib osomal p eptide folding

during syn thesis. Journal of Computational Chemistry, 15

(6):662–665, June 1994. CODEN JCCHDD. ISSN 0192-8651

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

Da vidson:1997:BRB

[Da v97] Ernest R. Da vidson. Bo ok review: Mo dern Ele ctr onic Struc-

tur e The ory, Edited b y Da vid R. Y ark on y , W orld Scien tific

Publishing Co. Pte. Ltd., 1995, P art I, 768 pp., $152 cloth/$89

pap erbac k, P art I I, 784 pp., $152 cloth/$89 pap erbac k. Jour-

nal of Computational Chemistry, 18(10):1328, July 30, 1997.

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

tronic).

DiNola:1998:FEC

[DB98] Alfredo Di Nola and Axel T. Br ¨ unger. F ree energy calcula-

tions in globular proteins: Metho ds to reduce errors. Journal

of Computational Chemistry, 19(11):1229–1240, August 1998.

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

tronic).

Da vis:1991:HSA

[DBS91] Larry P

. Da vis, Larry W. Burggraf, and Donn M. Storc h. Hy-

dration of small anions: Calculations b y the AM1 semiempir-

ical metho d. Journal of Computational Chemistry, 12(3):350–

358, April 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Domotor:1993:EPH

[DBS93] Gy

. D¨ om¨ ot¨ or, M. I. B´ an, and L. L. Stac h´ o. Exp eriences and

practical hin ts on using the DDRP metho d, illustrated b y the

example of the H

2

+ H reaction. Journal of Computational

Chemistry, 14(12):1491–1497, Decem b er 1993. CODEN JC-

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

Domotor:1996:TP A

[DBS96] Gy

. D¨ om¨ ot¨ or, M. I. B´ an, and L. L. Stac h´ o. Theoretical and

practical asp ects of the con v ergence prop erties of the dynami-

cally defined reaction path metho d. Journal of Computational

Chemistry, 17(3):289–297, F ebruary 1996. CODEN JCCHDD.

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

Duncan:1998:TPI

[DBT98] W endell T. Duncan, Rob ert L. Bell, and Thanh N. T ruong.

TheRate: Program for ab initio direct dynamics calculations of

thermal and vibrational-state-selected rate constan ts. Journal

of Computational Chemistry, 19(9):1039–1052, July 15, 1998.

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

tronic).

Duca:1998:MCM

[DBV98] Dario Duca, P ´ eter Baran y ai, and T am´ as Vid´ oczy

. Mon te–Carlo

mo del for the h ydrogenation of alk enes on metal catalyst. Jour-

nal of Computational Chemistry, 19(4):396–403, Marc h 1998.

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

tronic).

Dauc hez:1995:VMF

[DDL

V95] Man uel Dauc hez, Philipp e Derreumaux, Philipp e Lagan t, and

G ´ erard V ergoten. A vibrational molecular force field of mo del

comp ounds with biological in terest. IV. P arameters for the dif-

feren t glycosidic link ages of oligosacc harides. Journal of Com-

putational Chemistry, 16(2):188–199, F ebruary 1995. CODEN

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

Dauc hez:1993:VMF

[DD V93] Man uel Dauc hez, Philipp e Derreumaux, and G ´ erard V ergoten.

Vibrational molecular force field of mo del comp ounds with bi-

ologic in terest. I I. Harmonic dynamics of b oth anomers of glu-

cose in the crystalline state. Journal of Computational Chem-

istry, 14(3):263–277, Marc h 1993. CODEN JCCHDD. ISSN

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

Delley:1996:HOI

[Del96] Bernard Delley

. High order in tegration sc hemes on the unit

sphere. Journal of Computational Chemistry, 17(9):1152–1155,

July 15, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Danielewski:1996:GSI

[DF96] M. Danielewski and R. Filip ek. Generalized solution of in-

terdiffusion problem: Optimal approac h for m ulticomp onen t

b ounded systems. Journal of Computational Chemistry, 17

(13):1497–1507, Octob er 1996. CODEN JCCHDD. ISSN 0192-

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

Da vid:1997:BSA

[DF97] Lauren t Da vid and Martin J. Field. Basis set approac h to

solution of P oisson equation for small molecules immersed in

solv en t. Journal of Computational Chemistry, 18(3):343–350,

F ebruary 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Damm:1997:O AA

[DFTRJ97] W olfgang Damm, An tonio F ron tera, Julian Tirado-Riv es, and

William L. Jorgensen. OPLS all-atom force field for carb o-

h ydrates. Journal of Computational Chemistry, 18(16):1955–

1970, Decem b er 1997. CODEN JCCHDD. ISSN 0192-8651

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

Dew ar:1990:VPC

[DH90a] Mic hael J. S. Dew ar and Andrew J. Holder. On the v alidit y of

p olarization and correlation additivit y in ab initio molecular

orbital calculations. Journal of Computational Chemistry, 11

(3):311–313, April 1990. CODEN JCCHDD. ISSN 0192-8651

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

Din ur:1990:NDT

[DH90b] U. Din ur and A. T. Hagler. A no v el decomp osition of torsional

p oten tials in to pairwise in teractions: a study of energy second

deriv ativ es. Journal of Computational Chemistry, 11(10):1234–

1246, No v em b er 1990. CODEN JCCHDD. ISSN 0192-8651

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

Din ur:1994:FRB

[DH94] U. Din ur and A. T. Hagler. On the functional represen tation of

b ond energy functions. Journal of Computational Chemistry,

15(9):919–924, Septem b er 1994. CODEN JCCHDD. ISSN

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

Din ur:1995:GD A

[DH95] U. Din ur and A. T. Hagler. Geometry-dep enden t atomic

c harges: Metho dology and application to alk anes, aldeh ydes,

k etones, and amides. Journal of Computational Chemistry, 16

(2):154–170, F ebruary 1995. CODEN JCCHDD. ISSN 0192-

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

Duan:1999:LES

[DH99] Zhong-Hui Duan and Louis N. Ho w ard. Lo op en tanglemen t

of semicrystalline p oly eth ylene in amorphous region: Diamond

lattice approac h. Journal of Computational Chemistry, 20(3):

348–353, F ebruary 1999. CODEN JCCHDD. ISSN 0192-8651

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

Dew ar:1990:CCA

[DHHY90] Mic hael J. S. Dew ar, Eamonn F. Healy

, Andrew J. Holder,

and Y ate-Ching Y uan. Commen ts on a comparison of AM1

with the recen tly dev elop ed PM3 metho d. Journal of Com-

putational Chemistry, 11(4):541–542, Ma y 1990. CODEN JC-

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

reply [Ste90 ].

Dillen:1990:IEF

[Dil90] Jan L. M. Dillen. An impro v ed empirical force field for satu-

rated h ydro carb ons. Journal of Computational Chemistry, 11

(10):1125–1138, No v em b er 1990. CODEN JCCHDD. ISSN

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

Dillen:1992:PPD

[Dil92] Jan L. M. Dillen. PEFF: a program for the dev elopmen t of

empirical force fields. Journal of Computational Chemistry, 13

(3):257–267, April 1992. CODEN JCCHDD. ISSN 0192-8651

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

Dillen:1995:EFF a

[Dil95a] Jan L. M. Dillen. An empirical force field. I. Alk anes. Journal of

Computational Chemistry, 16(5):595–609, Ma y 1995. CODEN

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

Dillen:1995:EFFb

[Dil95b] Jan L. M. Dillen. An empirical force field. I I. Crystalline alk a-

nes. Journal of Computational Chemistry, 16(5):610–619, Ma y

1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Din ur:1991:AMP

[Din91a] Uri Din ur. A tomic m ultip oles and p erp endicular electrostatic

forces in diatomic and planar molecules. Journal of Compu-

tational Chemistry, 12(4):469–486, Ma y 1991. CODEN JC-

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

Din ur:1991:FRA

[Din91b] Uri Din ur. F orce related atomic m ultip oles in planar molecules.

Deriv ation of atomic quadrup ole and o ctup ole momen ts. Jour-

nal of Computational Chemistry, 12(1):91–105, Jan uary 1991.

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

tronic).

Dixon:1992:A CC

[DJ92] Stev en L. Dixon and P eter C. Jurs. A tomic c harge calculations

for quan titativ e structure–prop ert y relationships. Journal of

Computational Chemistry, 13(4):492–504, Ma y 1992. CODEN

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

Dixon:1993:EOO

[DJ93] Stev en L. Dixon and P eter C. Jurs. Estimation of pK

a for

organic o xy acids using calculated atomic c harges. Journal of

Computational Chemistry, 14(12):1460–1467, Decem b er 1993.

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

tronic).

Dixon:1994:F GO

[DJ94] Stev en L. Dixon and P eter C. Jurs. F ast geometry optimiza-

tion using a mo dified extended H ¨ uc k el metho d: Results for

molecules con taining H, C, N, O, and F. Journal of Compu-

tational Chemistry, 15(7):733–746, July 1994. CODEN JC-

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

Deb olt:1993:AMP

[DK93] Stephen E. Deb olt and P eter A. Kollman. AMBER

CUBE MD,

parallelization of AMBER’s molecular dynamics mo dule for

distributed-memory h yp ercub e computers. Journal of Com-

putational Chemistry, 14(3):312–329, Marc h 1993. CODEN

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

Dixon:1997:ABA

[DK97] Ric hard W. Dixon and P eter A. Kollman. Adv ancing b ey ond

the atom-cen tered mo del in additiv e and nonadditiv e molec-

ular mec hanics. Journal of Computational Chemistry, 18(13):

1632–1646, Octob er 1997. CODEN JCCHDD. ISSN 0192-8651

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

Dufner:1997:ESV

[DKBS97] H. Dufner, S. M. Kast, J. Bric kmann, and M. Sc hlenkric h.

Ew ald summation v ersus direct summation of shifted-force p o-

ten tials for the calculation of electrostatic in teractions in solids:

Dudek:1995:AMI

[DP95] Mic hael J. Dudek and Ja y W. P onder. Accurate mo deling of

the in tramolecular electrostatic energy of proteins. Journal of

Computational Chemistry, 16(7):791–816, July 1995. CODEN

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

Deb olt:1994:FEP

[DPK94] Stephen E. Deb olt, Da vid A. P earlman, and P eter A. Kollman.

F ree energy p erturbation calculations on parallel computers:

Demonstrations of scalable linear sp eedup. Journal of Com-

putational Chemistry, 15(3):351–373, Marc h 1994. CODEN

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

Do wd:1992:CA T

[DRF92] Mic hael K. Do wd, P eter J. Reilly

, and Alfred D. F renc h. Con-

formational analysis of trehalose disacc harides and analogues

using MM3. Journal of Computational Chemistry, 13(1):102–

114, Jan uary 1992. CODEN JCCHDD. ISSN 0192-8651

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

Dudek:1998:PSP

[DRP98] Mic hael J. Dudek, K. Ramnara y an, and Ja y W. P onder. Pro-

tein structure prediction using a com bination of sequence ho-

mology and global energy minimization: I I. Energy functions.

Journal of Computational Chemistry, 19(5):548–573, April 15,

1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Dudek:1990:PSP

[DS90] Mic hael J. Dudek and Harold A. Sc heraga. Protein struc-

ture prediction using a com bination of sequence homology and

global energy minimization I. Global energy minimization of

surface lo ops. Journal of Computational Chemistry, 11(1):

121–151, Jan uary 1990. CODEN JCCHDD. ISSN 0192-8651

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

Depner:1992:MDS

[DS92] M. Depner and B. L. Sc h ¨ urmann. Molecular dynamics sim ula-

tion of a p oly(o xy eth ylene) c hain dissolv ed in b enzene. Jour-

nal of Computational Chemistry, 13(10):1210–1215, Decem b er

1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Dumon t:1991:MMC

[Dum91] Randall S. Dumon t. A Metrop olis Mon te Carlo metho d for

computing micro canonical statistical rate constan ts. Journal of

Computational Chemistry, 12(3):391–401, April 1991. CODEN

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

Dunitz:1990:BRB

[Dun90] Jac k D. Dunitz. Bo ok review: Distanc e ge ometry and mole cu-

lar c onformation, b y G. M. Cripp en and T. F. Ha v el, Researc h

Studies Press, T aun ton, England, John Wiley and Sons, New

Y ork, 1988. pp. 541 + x pp. Price: $142.00. Journal of Com-

putational Chemistry, 11(2):265–266, Marc h 1990. CODEN

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

Dykstra:1997:QMC

[D V97] Clifford E. Dykstra and T ro y A. V an V o orhis. Quan tum Mon te

Carlo vibrational dynamics in a prop ert y-based in teraction p o-

ten tial sc heme for w eakly b ound clusters. Journal of Compu-

tational Chemistry, 18(5):702–711, April 15, 1997. CODEN

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

Diller:1999:CES

[D V99] Da vid J. Diller and Christophe L. M. J. V erlinde. A crit-

ical ev aluation of sev eral global optimization algorithms for

the purp ose of molecular do c king. Journal of Computational

Chemistry, 20(16):1740–1751, Decem b er 1999. CODEN JC-

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

delV alle:1992:CSE

[dV A92] F. J. Oliv ares del V alle and M. A. Aguilar. Correlation and

solv ation effects. IV. A systematic analysis of the influence of

ca vit y size and shap e on solv ation prop erties in the p olarizable

con tin uum mo del with electron correlation. Journal of Com-

putational Chemistry, 13(2):115–134, Marc h 1992. CODEN

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

DeV ries:1995:IRF a

[D VJ

+

95a] A. H. De V ries, P

. Th. V an Duijnen, A. H. Juffer, J. A. C.

Rullmann, J. P

. Dijkman, H. Merenga, and B. T. Thole. Im-

plemen tation of reaction field metho ds in quan tum c hemistry

computer co des. Journal of Computational Chemistry, 16(1):

37–55, Jan uary 1995. CODEN JCCHDD. ISSN 0192-8651

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

DeV ries:1995:IRFb

[D VJ

+

95b] A. H. De V ries, P

. Th. V an Duijnen, A. H. Juffer, J. A. C.

Rullmann, J. P

. Dijkman, H. Merenga, and B. T. Thole. Im-

plemen tation of reaction field metho ds in quan tum c hemistry

computer co des. Journal of Computational Chemistry, 16(11):

1445–1446, No v em b er 1995. CODEN JCCHDD. ISSN 0192-

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

Derreumaux:1990:VMF

[D VL90] Philipp e Derreumaux, G ´ erard V ergoten, and Philipp e Lagan t.

A vibrational molecular force field of mo del comp ounds with

biological in terest. I. Harmonic dynamics of crystalline urea at

123 K. Journal of Computational Chemistry, 11(5):560–568,

June 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Dorigo:1994:SLN

[DvRSH94] Andrea Dorigo, P aul v on Ragu ´ e Sc hley er, and P a v el Hobza.

The structures of LiNC, NaNC, and KNC: P oten tial energy

surface for the orbiting motion of the metal cation around the

CN group. Journal of Computational Chemistry, 15(3):322–

332, Marc h 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Donini:1998:DMF

[D W98] Oreola Donini and Donald F. W ea v er. Dev elopmen t of mo dified

force field for cation–amino acid in teractions: ab initio-deriv ed

empirical correction terms with commen ts on cation–π in terac-

tions. Journal of Computational Chemistry, 19(13):1515–1525,

Octob er 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Dy all:1998:RRE

[Dy a98] Kenneth G. Dy all. Review of relativistic effects in c hem-

istry part A: Theory and tec hniques. Journal of Computa-

tional Chemistry, 19(13):1553–1554, Octob er 1998. CODEN

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

Duong:1997:CAL

[DZ97] T ap Ha Duong and Kryst yna Zakrzewsk a. Calculation and

analysis of lo w frequency normal mo des for DNA. Journal

of Computational Chemistry, 18(6):796–811, April 30, 1997.

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

tronic).

Derreumaux:1994:TNM

[DZSB94] Philipp e Derreumaux, Guih ua Zhang, T amar Sc hlic k, and

Bernard Bro oks. A truncated Newton minimizer adapted for

CHARMM and biomolecular applications. Journal of Com-

putational Chemistry, 15(5):532–552, Ma y 1994. CODEN JC-

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

Eisenhab er:1993:ISA

[EA93] F rank Eisenhab er and P atric k Argos. Impro v ed strategy in an-

alytic surface calculation for molecular systems: Handling of

singularities and computational efficiency

. Journal of Compu-

tational Chemistry, 14(11):1272–1280, No v em b er 1993. CO-

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

tronic).

Earl:1990:ADI

[Ear90] Edw ard Earl. Adaptation of D

2h ab initio computer co de

to higher-symmetry p oin t groups. Journal of Computational

Chemistry, 11(5):636–643, June 1990. CODEN JCCHDD.

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

Earley:1993:UEC

[Ear93] Clark e W. Earley

. Use of effectiv e core p oten tials for ab ini-

tio calculations on molecular silo xanes and silicates. Journal

of Computational Chemistry, 14(2):216–225, F ebruary 1993.

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

tronic).

Eb ert:1999:FRD

[EBD

+

99] H. Eb ert, M. Batto cletti, M. Deng, H. F rey er, and J. V oitl¨ ander.

F ully relativistic description of static magnetic h yp erfine in-

teraction in magnetic and nonmagnetic solids. Journal of

Computational Chemistry, 20(12):1246–1253, Septem b er 1999.

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

tronic).

Engel:1999:EID

[ED99] E. Engel and R. M. Dreizler. F rom explicit to implicit densit y

functionals. Journal of Computational Chemistry, 20(1):31–50,

Jan uary 15, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Eggen b erger:1993:UMD

[EGH

+

93] Rolf Eggen b erger, Stefan Gerb er, Hansp eter Hub er, Debra

Searles, and Marc W elk er. Use of molecular dynamics sim-

ulations with ab initio SCF calculations for the determination

of the deuterium quadrup ole coupling constan t in liquid w ater

and b ond lengths in ice. Journal of Computational Chemistry,

14(12):1553–1560, Decem b er 1993. CODEN JCCHDD. ISSN

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

Eic hinger:1997:F AR

[EGHT97] M. Eic hinger, H. Grubm ¨ uller, Helm ut Heller, and P aul T a v an.

F AMUSAMM: an algorithm for rapid ev aluation of electro-

static in teractions in molecular dynamics sim ulations. Journal

of Computational Chemistry, 18(14):1729–1749, No v em b er 15,

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Endo:1996:NIM

[EHNW96] Shigeru Endo, Junic hi Higo, Kuniaki Naga y ama, and Hi-

roshi W ak o. New implemen tation of and the mo deling b y

the extended sim ulated annealing pro cess to structures of T4

lysozyme m utan ts at the 86th residue. Journal of Computa-

tional Chemistry, 17(4):476–488, Marc h 1996. CODEN JC-

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

Essex:1995:EBP

[EJ95] Jonathan W. Essex and William L. Jorgensen. An empiri-

cal b oundary p oten tial for w ater droplet sim ulations. Jour-

nal of Computational Chemistry, 16(8):951–972, August 1995.

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

tronic).

Ewing:1997:CES

[EK97] T o dd J. A. Ewing and Irwin D. Kun tz. Critical ev aluation

of searc h algorithms for automated molecular do c king and

database screening. Journal of Computational Chemistry, 18

(9):1175–1189, July 15, 1997. CODEN JCCHDD. ISSN 0192-

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

Eic hler:1997:CIT

[EKS97] Uw e Eic hler, Christoph M. K¨ olmel, and Joac him Sauer. Com-

bining ab initio tec hniques with analytical p oten tial functions

for structure predictions of large systems: Metho d and applica-

tion to crystalline silica p olymorphs. Journal of Computational

Chemistry, 18(4):463–477, Marc h 1997. CODEN JCCHDD.

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

Eisenhab er:1995:DCL

[ELA

+

95] F rank Eisenhab er, Philip Lijnzaad, P atric k Argos, Chris

Sander, and Mic hael Sc harf. The double cubic lattice metho d:

Efficien t approac hes to n umerical in tegration of surface area

and v olume and to dot surface con touring of molecular as-

sem blies. Journal of Computational Chemistry, 16(3):273–284,

Marc h 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Elvingson:1991:GBD

[Elv91] Christer Elvingson. A general Bro wnian dynamics sim ulation

program for biop olymer dynamics and its implemen tation on

a v ector computer. Journal of Computational Chemistry, 12

(1):71–77, Jan uary 1991. CODEN JCCHDD. ISSN 0192-8651

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

El-Nahas:1998:QCS

[ENHE98] Ahmed M. El-Nahas, Essam Hammam, and El-Zein y M. Eb eid.

Quan tum c hemical studies on structures and sp ectra of 2,5-

dist yrylp yrazine (DSP) laser dy e. Journal of Computational

Chemistry, 19(6):585–592, April 30, 1998. CODEN JCCHDD.

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

El-Nahas:1994:SSE

[ENvRS94] Ahmed M. El-Nahas and P aul v on Ragu ´ e Sc hley er. Structures

and stabilization energies of meth yl anions with main group

substituen ts from the first fiv e p erio ds. Journal of Compu-

tational Chemistry, 15(6):596–626, June 1994. CODEN JC-

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

Engelsen:1995:IMC

[EPBD95] Søren Balling Engelsen, Serge P ´ erez, Isab elle Braccini, and

Catherine Herv ´ e Du P enhoat. In ternal motions of carb oh y-

drates as prob ed b y comparativ e molecular mo deling and n u-

clear magnetic resonance of eth yl β -lactoside. Journal of Com-

putational Chemistry, 16(9):1096–1119, Septem b er 1995. CO-

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

tronic).

Ec k ert:1997:IGO

[EPW97] F rank Ec k ert, P eter Pula y , and Hans-Joac him W erner. Ab

initio geometry optimization for large molecules. Journal of

Computational Chemistry, 18(12):1473–1483, Septem b er 1997.

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

tronic).

Erion:1995:CRF

[ER95] Mark D. Erion and M. Rami Reddy

. Calculation of relativ e

free energy differences for the co v alen t h ydration of organic

comp ounds: a com bined quan tum mec hanical and free energy

p erturbation study

. Journal of Computational Chemistry, 16

(12):1513–1521, Decem b er 1995. CODEN JCCHDD. ISSN

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

Esc hrig:1999:RDF

[ES99] H. Esc hrig and V. D. P

. Serv edio. Relativistic densit y func-

tional approac h to op en shells. Journal of Computational

Chemistry, 20(1):23–30, Jan uary 15, 1999. CODEN JCCHDD.

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

Ev ans:1998:OEP

[ET98] T om J. Ev ans and Thanh N. T ruong. Optimizing efficiency of

p erturbativ e Mon te Carlo metho d. Journal of Computational

Chemistry, 19(14):1632–1638, No v em b er 15, 1998. CODEN

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

F an:1994:MMM

[F A94] Yi F an and Norman L. Allinger. Molecular mec hanics (MM3)

calculations on azo xy comp ounds. Journal of Computational

Chemistry, 15(12):1446–1460, Decem b er 1994. CODEN JC-

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

F reindorf:1996:OLJ

[F G96] Marek F reindorf and Jiali Gao. Optimization of the Lennard-

Jones parameters for a com bined ab initio quan tum mec hanical

and molecular mec hanical p oten tial using the 3-21G basis set.

Journal of Computational Chemistry, 17(4):386–395, Marc h

1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

F acelli:1990:CIL

[F GBH90] Julio C. F acelli, Da vid M. Gran t, Thomas D. Bouman, and

Aage E. Hansen. A comparison of the IGLO and LOR

G meth-

o ds for the calculations of n uclear magnetic shieldings. Jour-

nal of Computational Chemistry, 11(1):32–44, Jan uary 1990.

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

tronic).

F erguson:1992:CIS

[F GG

+

92] Da vid M. F erguson, Ian R. Gould, William A. Glauser, Stefan

Sc hro eder, and P eter A. Kollman. Comparison of ab initio,

semiempirical, and molecular mec hanics calculations for the

conformational analysis of ring systems. Journal of Compu-

tational Chemistry, 13(4):525–532, Ma y 1992. CODEN JC-

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

Gibrat:1994:NMA

[fGGG94] Jean fran¸ cois Gibrat, Jean Garnier, and Nobuhiro G¯ o. Normal

mo de analysis of oligomeric proteins: Reduction of the memory

requiremen t b y consideration of rigid geometry and molecular

symmetry

. Journal of Computational Chemistry, 15(8):820–

837, August 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F eenstra:1999:IEL

[FHB99] K. An ton F eenstra, Berk Hess, and Herman J. C. Berend-

sen. Impro ving efficiency of large time-scale molecular dynam-

ics sim ulations of h ydrogen-ric h systems. Journal of Compu-

tational Chemistry, 20(8):786–798, June 1999. CODEN JC-

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

F ord:1999:SAA

[FHT99] George P . F ord, P

. S. Herman, and Jon W. Thompson. Syn and

an ti aryl nitrenium ions. Journal of Computational Chemistry,

20(2):231–243, Jan uary 30, 1999. CODEN JCCHDD. ISSN

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

F erguson:1991:CLJ

[FK91] Da vid M. F erguson and P eter A. Kollman. Can the Lennard-

Jones 6–12 function replace the 10–12 form in molecular me-

c hanics calculations? Journal of Computational Chemistry, 12

(5):620–626, June 1991. CODEN JCCHDD. ISSN 0192-8651

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

F urlani:1995:IPD

[FK95] Thomas R. F urlani and Harry F. King. Implemen tation of

a parallel direct SCF algorithm on distributed memory com-

puters. Journal of Computational Chemistry, 16(1):91–104,

Jan uary 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

F ey ereisen:1993:IDS

[FKN

+

93] Martin W. F ey ereisen, Ric k A. Kendall, Jeff Nic hols, Da vid

Dame, and Joseph T. Golab. Implemen tation of the direct

SCF and RP

A metho ds on lo osely coupled net w orks of w ork-

stations. Journal of Computational Chemistry, 14(7):818–830,

July 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F reeman:1997:IMO

[FLHP97] Fillmore F reeman, Cho onsun Lee, W arren J. Hehre, and

Henry N. P o. Ab initio molecular orbital calculations of 3,4-

dih ydro-1,2-dio xin, 3,6-dih ydro-1,2-dio xin, 4 H-1,3-dio xin (1,3-

dio x-4-ene), and 2,3-dih ydro-1,4-dio xin (1,4-dio xene). Journal

of Computational Chemistry, 18(11):1392–1406, August 1997.

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

tronic).

Flores:1992:LCI

[Flo92] Jes ´ us R. Flores. F rom linear com binations to in tegrals: a new

approac h to the basis function problem. Journal of Computa-

tional Chemistry, 13(10):1199–1209, Decem b er 1992. CODEN

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

F reeman:1998:IMO

[FLPH98] Fillmore F reeman, Cho onsun Lee, Henry N. P o, and W arren J.

Hehre. Ab initio molecular orbital study of energies and con-

formers of 3,4-dih ydro-1,2-dithiin, 3,6-dih ydro-1,2-dithiin, 4 H-

1,3-dithiin, and 2,3-dih ydro-1,4-dithiin. Journal of Computa-

tional Chemistry, 19(9):1064–1071, July 15, 1998. CODEN

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

F ulsc her:1991:SCN

[FM91] M. P

. F ¨ ulsc her and E. L. Mehler. Self-consisten t, nonorthog-

onal group function appro ximation. I I I. Approac hes for mo d-

eling in termolecular in teractions. Journal of Computational

Chemistry, 12(7):811–828, Septem b er 1991. CODEN JC-

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

F orster:1994:RNO

[FM94] Mark J. F orster and Barbara Mullo y . Rationalizing n u-

clear Ov erhauser effect data for comp ounds adopting m ultiple-

solution conformations. Journal of Computational Chemistry,

15(2):155–161, F ebruary 1994. CODEN JCCHDD. ISSN 0192-

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

F errer:1999:TCC

[FM99] San tiago Melc hor F errer and Jose Molina Molina. Theoreti-

cal calculations on C

30

H

12 b o wl-shap ed h ydro carb ons: NMR

shielding constan ts, stabilit y , and aromaticit y . Journal of Com-

putational Chemistry, 20(13):1412–1421, Octob er 1999. CO-

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

tronic).

F uk a y a:1998:TSR

[F O A98] Haruhik o F uk a y a, T aizo Ono, and T ak ashi Ab e. Theoretical

study of reaction of trifluorometh yl radical with h ydro xyl and

h ydrogen radicals. Journal of Computational Chemistry, 19(3):

277–289, F ebruary 1998. CODEN JCCHDD. ISSN 0192-8651

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

F enley:1996:F AM

[F OCB96] Marcia O. F enley

, Wilma K. Olson, Kiat Ch ua, and Alexan-

der H. Bosc hitsc h. F ast adaptiv e m ultip ole metho d for compu-

tation of electrostatic energy in sim ulations of p oly electrolyte

DNA. Journal of Computational Chemistry, 17(8):976–991,

June 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

F orster:1991:CCM

[F or91] Mark J. F orster. Comparison of compuational metho ds for sim-

ulating n uclear Ov erhauser effects in NMR sp ectroscop y . Jour-

nal of Computational Chemistry, 12(3):292–300, April 1991.

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

tronic).

F orner:1992:DSD

[F¨ or92] W olfgang F¨ orner. Da vydo v soliton dynamics: Initial state,

b oundary conditions, and n umerical pro cedure. Journal of

Computational Chemistry, 13(3):275–313, April 1992. CODEN

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

F orst:1996:SDS

[F or96] W endell F orst. Sum and densit y of states of p oly atomic systems

with hindered rotors. Journal of Computational Chemistry, 17

(8):954–961, June 1996. CODEN JCCHDD. ISSN 0192-8651

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

F ry e:1991:HCM

[FPC91] D. F ry e, A. Preisk orn, and E. Clemen ti. The Hylleraas–CI

metho d in molecular calculations. I I I. Implemen tation and

n umerical v erification of a three-electron man y-cen ter the-

ory . Journal of Computational Chemistry, 12(5):560–564, June

1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Fisc her:1995:NOT

[FPL95] Thomas H. Fisc her, W esley P . P etersen, and Hans P eter L ¨ uthi.

A new optimization tec hnique for artificial neural net w orks ap-

plied to prediction of force constan ts of large molecules. Jour-

nal of Computational Chemistry, 16(8):923–936, August 1995.

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

tronic).

F erro:1997:IFF

[FPR97] Dino R. F erro, P aolo Pumilia, and Massimo Ragazzi. An

impro v ed force field for conformational analysis of sulfated

p olysacc harides. Journal of Computational Chemistry, 18(3):

351–367, F ebruary 1997. CODEN JCCHDD. ISSN 0192-8651

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

F oreman:1999:CSS

[FPRD99] K. W. F oreman, A. T. Phillips, J. B. Rosen, and K. A. Dill.

Comparing searc h strategies for finding global optima on en-

ergy landscap es. Journal of Computational Chemistry, 20(14):

1527–1532, No v em b er 15, 1999. CODEN JCCHDD. ISSN

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

F erguson:1992:FEP

[FPSK92] Da vid M. F erguson, Da vid A. P earlman, William C. Sw op e,

and P eter A. Kollman. F ree energy p erturbation calculations

in v olving p oten tial function c hanges. Journal of Computational

Chemistry, 13(3):362–370, April 1992. CODEN JCCHDD.

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

F erguson:1990:MMC

[FR90] Da vid M. F erguson and Douglas J. Rab er. Molecular mec han-

ics calculations of sev eral lan thanide complexes: an application

of the random incremen tal pulse searc h. Journal of Compu-

tational Chemistry, 11(9):1061–1071, Octob er 1990. CODEN

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

F ernandez:1994:PFF

[FR94a] Berta F ern´ andez and Miguel A. R ´ ıos. P arametrization of a

force field for studying some b eta-lactams. Journal of Com-

putational Chemistry, 15(4):455–465, April 1994. CODEN JC-

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

Flores:1994:HP A

[FR94b] Jes ´ us R. Flores and P

. Redondo. High-precision atomic com-

putations from finite elemen t tec hniques: Second-order corre-

lation energies for Be, Ca, Sr, Cd, Ba, Yb, and Hg. Journal of

Computational Chemistry, 15(7):782–790, July 1994. CODEN

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

F ernandez:1991:MMM

[FR C91] Berta F ern´ andez, Miguel A. R ´ ıos, and Lu ´ ıs Carballeira. Molec-

ular mec hanics (MM2) and conformational analysis of com-

p ounds with N

− −

C

− −

O units. P arametrization of the force

field and anomeric effect. Journal of Computational Chem-

istry, 12(1):78–90, Jan uary 1991. CODEN JCCHDD. ISSN

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

F renking:1999:F

[F re99] Gernot F renking. F orew ord. Journal of Computational Chem-

istry, 20(1):v–vi, Jan uary 15, 1999. CODEN JCCHDD. ISSN

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

F roimo witz:1991:MGH

[F ro91] Mark F roimo witz. Molecular geometries and heats of formation

of C

60 and C

70 as computed b y MM2-87. Journal of Computa-

tional Chemistry, 12(9):1129–1133, No v em b er 1991. CODEN

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

F roimo witz:1993:CA C

[F ro93] Mark F roimo witz. Conformational analysis of co caine, the

p oten t analog 2β -carb ometho xy-3β -(4-fluorophen yl)tropane

(CFT), and other dopamine reuptak e blo c k ers. Journal of

Computational Chemistry, 14(8):934–943, August 1993. CO-

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

tronic).

F erenczy:1990:SAE

[FRR90] Gy orgy G. F erenczy

, Christopher A. Reynolds, and W. Gra-

ham Ric hards. Semiempirical AM1 electrostatic p oten tials

and AM1 electrostatic p oten tial deriv ed c harges: a comparison

with ab initio v alues. Journal of Computational Chemistry, 11

(2):159–169, Marc h 1990. CODEN JCCHDD. ISSN 0192-8651

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

F erenczy:1992:NFS

[FRSNS92] Gy¨ orgy G. F erenczy

, Jean-Louis Riv ail, P ´ eter R. Surj´ an, and

G´ ab or N´ ara y-Szab´ o. NDDO fragmen t self-consisten t field ap-

pro ximation for large electronic systems. Journal of Compu-

tational Chemistry, 13(7):830–837, Septem b er 1992. CODEN

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

F o x:1993:ESE

[FRZ93] Thomas F o x, Notk er R¨ osc h, and Randy J. Zauhar. Electro-

static solv en t effects on the electronic structure of ground and

excited states of molecules: Applications of a ca vit y mo del

based up on a finite elemen t metho d. Journal of Computational

Chemistry, 14(3):253–262, Marc h 1993. CODEN JCCHDD.

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

F ortunelli:1991:SRP

[FS91] Alessandro F ortunelli and Oriano Salv etti. A simplified rep-

resen tation of the p oten tial pro duced b y Gaussian c harge dis-

tributions. Journal of Computational Chemistry, 12(1):36–41,

Jan uary 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

FloriaN:1994:V A C

[FS94] Jan Flori´ aN and Stev e Sc heiner. V ariation of atomic c harges

during proton transfer in h ydrogen b onds. Journal of Com-

putational Chemistry, 15(5):553–560, Ma y 1994. CODEN JC-

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

F ukunishi:1997:PMF

[FS97] Y oshifumi F ukunishi and Mak oto Suzuki. P oten tial of mean

force calculation of solute molecules in w ater b y a mo dified

solv en t-accessible surface metho d. Journal of Computational

Chemistry, 18(13):1656–1663, Octob er 1997. CODEN JC-

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

F orester:1998:SRR

[FS98a] Timoth y R. F orester and William Smith. SHAKE, rattle, and

roll: Efficien t constrain t algorithms for link ed rigid b o dies.

Journal of Computational Chemistry, 19(1):102–111, Jan uary

15, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic). See erratum [FS00 ].

F rasc hini:1998:HMP

[FS98b] Elena F rasc hini and An thon y J. Stone. H· · ·H mo del p oten tial

for exc hange–repulsion energy of methane dimer. Journal of

Computational Chemistry, 19(8):847–857, June 1998. CODEN

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

F orester:2000:ESR

[FS00] Timoth y R. F orester and William Smith. Erratum: SHAKE,

rattle, and roll: Efficien t constrain t algorithms for link ed rigid

b o dies. Journal of Computational Chemistry, 21(2):157, Jan-

uary 30, 2000. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See [FS98a].

214–228, Marc h 1992. CODEN JCCHDD. ISSN 0192-8651

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

Gagliardi:1997:DLA

[GBE97] Laura Gagliardi, Gian Luigi Bendazzoli, and Stefano Ev ange-

listi. Direct-list algorithm for configuration in teraction calcula-

tions. Journal of Computational Chemistry, 18(11):1329–1343,

August 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Griffith:1997:MMS

[GBT97] R. Griffith, J. B. Bremner, and S. J. Titm uss. Molecular me-

c hanics study of transann ular amine–k etone (N → C

= =

O)

in teraction in medium-sized hetero cycles. Journal of Compu-

tational Chemistry, 18(9):1211–1221, July 15, 1997. CODEN

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

Glendening:1998:NR Tc

[GBW98] E. D. Glendening, J. K. Badenho op, and F. W einhold. Natural

resonance theory: I I I. Chemical applications. Journal of Com-

putational Chemistry, 19(6):628–646, April 30, 1998. CODEN

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

Giordan:1997:BSM

[GC97] Marcelo Giordan and Rog ´ erio Custo dio. Basis set mo deling for

molecular calculations using effectiv e core p oten tial. Journal

of Computational Chemistry, 18(15):1918–1929, No v em b er 30,

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Glaser:1998:AES

[GC98] Rainer Glaser and Grace Shiah uy Chen. Asymmetrization ef-

fects on structures and p opulations of the ground state of dip o-

lar donor–acceptor-substituted molecular organic NLO mate-

rials. Journal of Computational Chemistry, 19(10):1130–1140,

July 30, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Glaser:1997:EEC

[GCG97] Rainer Glaser, Grace Shiah uy Chen, and Hansj¨ org Gr ¨ utzmac her.

Effects of electron correlation and spin pro jection on rotational

barriers of trithio carb enium ion [C(SH)

3

]

+

and radical dica-

tion [C(SH)

3

] cdot,2+

. Journal of Computational Chemistry, 18

(8):1023–1035, June 1997. CODEN JCCHDD. ISSN 0192-8651

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

Garcia-Cruz:1999:ISI

[GCRSAIVB99] Isidoro Garc ´ ıa-Cruz, M. E. Ruiz-San to y o, J. Ra ´ ul Alv arez-

Idab o y , and Annik Vivier-Bunge. Ab-initio study of initial at-

mospheric o xidation reactions of C

3 and C

4 alk anes. Journal of

Computational Chemistry, 20(8):845–856, June 1999. CODEN

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

Giordan:1996:P AN

[GCT96] Marcelo Giordan, Rog ´ erio Custo dio, and Jos ´ e Rob erto T rigo.

Pyrrolizidine alk aloids necine bases: ab initio, semiempirical,

and molecular mec hanics approac hes to molecular prop erties.

Journal of Computational Chemistry, 17(2):156–166, Jan uary

30, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Girib et:1998:CSB

[GdA G

+

98] C. G. Girib et, M. C. Ruiz de Az ´ ua, S. B. G´ omez, E. L. Botek,

R. H. Con treras, W. Adco c k, E. W. Della, A. R. Krstic, and

I. J. Lo c hert. C

3

− −

M

α b ond con tribution to p olarizabilit y

tensor and

3

J(C

1

M

α

) NMR coupling constan t in 1-X-3-M-

bicyclo[1.1.1]p en tanes. Journal of Computational Chemistry,

19(2):181–188, Jan uary 30, 1998. CODEN JCCHDD. ISSN

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

Gough:1992:DFH

[GDK92] Craig A. Gough, Stephen E. Deb olt, and P eter A. Kollman.

Deriv ation of fluorine and h ydrogen atom parameters using

liquid sim ulations. Journal of Computational Chemistry, 13

(8):963–970, Octob er 1992. CODEN JCCHDD. ISSN 0192-

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

Genest:1999:CMA

[Gen99] D. Genest. Correlated motions analysis from molecular dy-

namics tra jectories: Statistical accuracy on the determination

of canonical correlation co efficien ts. Journal of Computational

Chemistry, 20(14):1571–1576, No v em b er 15, 1999. CODEN

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

Gunn:1996:PIP

[GF96] John R. Gunn and Ric hard A. F riesner. P arallel implemen-

tation of a protein structure refinemen t algorithm. Journal

of Computational Chemistry, 17(10):1217–1228, July 30, 1996.

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

tronic).

Gregory:1991:SEF

[GG91] D. H. Gregory and J. T. Gerig. Structural effects of fluorine

substitution in proteins. Journal of Computational Chemistry,

12(2):180–185, Marc h 1991. CODEN JCCHDD. ISSN 0192-

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

Gresh:1996:CBE

[GG96] Nohad Gresh and Da vid R. Garmer. Comparativ e binding en-

ergetics of Mg

2+

, Ca

2+

, Zn

2+

, and Cd

2+

to biologically rel-

ev an t ligands: Com bined ab initio SCF sup ermolecule and

molecular mec hanics in v estigation. Journal of Computational

Chemistry, 17(12):1481–1495, Septem b er 1996. CODEN JC-

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

Ga jewski:1998:GMM

[GGK98] Joseph J. Ga jewski, Kevin E. Gilb ert, and Thomas W. Kreek.

General molecular mec hanics approac h to transition metal

complexes. Journal of Computational Chemistry, 19(10):1167–

1178, July 30, 1998. CODEN JCCHDD. ISSN 0192-8651

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

Gran t:1996:FMM

[GGP96] J. A. Gran t, M. A. Gallardo, and B. T. Pic kup. A fast metho d

of molecular shap e comparison: a simple application of a Gaus-

sian description of molecular shap e. Journal of Computational

Chemistry, 17(14):1653–1666, No v em b er 15, 1996. CODEN

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

Grunen b erg:1997:CMV

[GH97] J. Grunen b erg and R. Herges. Calculation of molecular vi-

brations: Selectiv e scaling factors for semiempirical force con-

stan ts. Journal of Computational Chemistry, 18(16):2050–

2059, Decem b er 1997. CODEN JCCHDD. ISSN 0192-8651

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

Gaedt:1998:CVF

[GH98] Katrin Gaedt and Hans-Dieter H¨ oltje. Consisten t v alence

force-field parameterization of b ond lengths and angles with

quan tum c hemical ab initio metho ds applied to some hete-

ro cyclic dopamine D

3

-receptor agonists. Journal of Compu-

tational Chemistry, 19(8):935–946, June 1998. CODEN JC-

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

Glun t:1993:MCD

[GHR93] W. Glun t, T. L. Ha yden, and M. Ra ydan. Molecular con-

formations from distance matrices. Journal of Computational

Chemistry, 14(1):114–120, Jan uary 1993. CODEN JCCHDD.

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

Glun t:1994:PDM

[GHR94] W. Glun t, T. L. Ha yden, and M. Ra ydan. Preconditioners for

distance matrix algorithms. Journal of Computational Chem-

istry, 15(2):227–232, F ebruary 1994. CODEN JCCHDD. ISSN

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

Greatbanks:1997:CEC

[GHS97] Stephen P

. Greatbanks, Ian H. Hillier, and P aul Sherw o o d.

Comparison of em b edded cluster mo dels to study zeolite catal-

ysis: Proton transfer reactions in acidic c habazite. Journal of

Computational Chemistry, 18(4):562–568, Marc h 1997. CO-

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

tronic).

Goldstein:1998:EDF

[GHT98] E. Goldstein, M. Haugh t, and Y. T ang. Ev aluation of den-

sit y functional theory in the b ond rupture of o ctane. Journal

of Computational Chemistry, 19(2):154–167, Jan uary 30, 1998.

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

tronic).

Giordan:1998:P AN

[Gio98] Marcelo Giordan. Pyrrolizidine alk aloids necine bases: I I. Con-

formational analysis of free bases. Journal of Computational

Chemistry, 19(16):1853–1861, Decem b er 1998. CODEN JC-

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

Gerw ens:1995:SSP

[GJ95] Heik o Gerw ens and Karl Jug. SINDO1 study of the photore-

action of tetrameth ylene sulfone. Journal of Computational

Chemistry, 16(4):405–413, April 1995. CODEN JCCHDD.

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

Goldstein:1993:ISG

[GJCC93] Elishev a Goldstein, Suqian Jin, M. Rob yn Carrillo, and

Rob ert J. Ca v e. Ab initio study of the ground and excited

states of HCP and its isomer HPC. Journal of Computational

Chemistry, 14(2):186–194, F ebruary 1993. CODEN JCCHDD.

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

Gron b ec h-Jensen:1994:L TO

[GJD94] Niels Grøn b ec h-Jensen and Sebastian Doniac h. Long-time

o v erdamp ed Langevin dynamics of molecular c hains. Jour-

nal of Computational Chemistry, 15(9):997–1012, Septem b er

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ghose:1993:CSM

[GJK

+

93] A. K. Ghose, E. P

. Jaeger, P

. J. Ko w alczyk, M. L. P eterson,

and A. M. T reasuryw ala. Conformational searc hing metho ds

for small molecules. I. Study of the syb yl searc h metho d. Jour-

nal of Computational Chemistry, 14(9):1050–1065, Septem b er

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Go o dfello w:1990:UPP

[GJL

+

90] Julia M. Go o dfello w, Douglas M. Jones, Roman A. Lask o wski,

Da vid S. Moss, Manso or Saqi, Narmada Thanki, and Ric hard

W estlak e. Use of parallel pro cessing in the study of protein.

Ligand binding. Journal of Computational Chemistry, 11(3):

314–325, April 1990. CODEN JCCHDD. ISSN 0192-8651

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

Gano:1991:EP A

[GJR91] James E. Gano, E. Jean Jacob, and Reb ecca Ro esner. Ev al-

uation of PM3, AM1, and MNDO for calculation of higher

energy ionization p oten tials. Journal of Computational Chem-

istry, 12(1):126–134, Jan uary 1991. CODEN JCCHDD. ISSN

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

Grusc h us:1990:PCM

[GK90] James M. Grusc h us and A tsuo Kuki. P artial c harges b y m ul-

tip ole constrain t. Application to the amino acids. Journal

of Computational Chemistry, 11(8):978–993, Septem b er 1990.

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

tronic).

Guenot:1993:CEE

[GK93] Jeanmarie Guenot and P eter A. Kollman. Conformational and

energetic effects of truncating non b onded in teractions in an

aqueous protein dynamics sim ulation. Journal of Computa-

tional Chemistry, 14(3):295–311, Marc h 1993. CODEN JC-

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

Ganda-Kesuma:1994:LDR

[GKM94] F ransisk a S. Ganda-Kesuma and Kenneth J. Miller. Linear

dep endency in the refinemen t of force constan ts with the Ja-

cobian metho d. Journal of Computational Chemistry, 15(11):

1291–1301, No v em b er 1994. CODEN JCCHDD. ISSN 0192-

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

Go dzik:1993:LR G

[GKS93] Adam Go dzik, Andrzej Kolinski, and Jeffrey Sk olnic k. Lat-

tice represen tations of globular proteins: Ho w go o d are they?

Journal of Computational Chemistry, 14(10):1194–1202, Octo-

b er 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Glaser:1990:DIT

[Gla90] Rainer Glaser. Diazonium ions. T op ological electron densit y

analysis of cycloprop enium yldiazonium dications and of their

stabilit y to w ard dediazoniation. Journal of Computational

Chemistry, 11(6):663–679, July 1990. CODEN JCCHDD.

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

Gonzalez-Lafon t:1991:MCS

[GLLOB91] Angels Gonz´ alez-Lafon t, Jos ´ e M. Lluc h, An tonio Oliv a, and

Juan Bertr´ an. A Mon te Carlo sim ulation of free energy rela-

tionships for the electron transfer reaction b et w een F e

+

and

F e

2+

in w ater. Journal of Computational Chemistry, 12(10):

1165–1171, Decem b er 1991. CODEN JCCHDD. ISSN 0192-

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

Gundertofte:1996:CCE

[GLoNP96] Klaus Gundertofte, T omm y Liljefors, P er ola Norrb y , and In-

grid P ettersson. A comparison of conformational energies cal-

culated b y sev eral molecular mec hanics metho ds. Journal of

Computational Chemistry, 17(4):429–449, Marc h 1996. CO-

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

tronic).

Gabb:1995:ECS

[GLP95] H. A. Gabb, R. La v ery , and C. Pr ´ ev ost. Efficien t confor-

mational space sampling for n ucleosides using in ternal co or-

dinate Mon te Carlo sim ulations and a mo dified furanose de-

scription. Journal of Computational Chemistry, 16(6):667–680,

June 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Galiatsatos:1990:EFL

[GM90] V. Galiatsatos and W a yne L. Mattice. Efficien t form ulation

of the large generator matrices required for computation of

the higher momen ts, and mixed momen ts, of conformation-

dep enden t prop erties of c hain molecules with indep enden t

b onds. Journal of Computational Chemistry, 11(3):396–400,

April 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gastreic h:1998:IPN

[GM98a] Marcus Gastreic h and Christel M. Marian. Ab initio predic-

tion of

15

N-NMR c hemical shift in α-b oron nitride based on

an analysis of connectivities. Journal of Computational Chem-

istry, 19(7):716–725, Ma y 1998. CODEN JCCHDD. ISSN

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

Gordon:1998:RPE

[GM98b] D. Benjamin Gordon and Stephen L. Ma y o. Radical p er-

formance enhancemen ts for com binatorial optimization algo-

rithms based on the dead-end elimination theorem. Journal

of Computational Chemistry, 19(13):1505–1514, Octob er 1998.

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

tronic).

Gibson:1990:VSM

[GS90b] Kenneth D. Gibson and Harold A. Sc heraga. V ariable step

molecular dynamics: an exploratory tec hnique for p eptides

with fixed geometry

. Journal of Computational Chemistry, 11

(4):468–486, Ma y 1990. CODEN JCCHDD. ISSN 0192-8651

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

Gilliom:1990:MMS

[GS90c] Ric hard D. Gilliom and Gerald L. Stoner. Molecular mec han-

ics study of m y elin basic protein p eptide 87-118: Some lo cal

energy minima. Journal of Computational Chemistry, 11(9):

1087–1093, Octob er 1990. CODEN JCCHDD. ISSN 0192-8651

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

Glaser:1990:PPC

[GS90d] Rainer Glaser and Andrew Streit wieser. η

5

-P- or η

4

-P-

co ordination in apically o xygenated phosphoranes? An ab ini-

tio study of PH

4

O

−

, PH

4

O

−

· E (E = Li

+

, NH

+

4

, and HF)

and related fluorinated o xyphosphoranes. Journal of Compu-

tational Chemistry, 11(2):249–264, Marc h 1990. CODEN JC-

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

Go o dman:1991:USS

[GS91] Jonathan M. Go o dman and W. Clark Still. An un b ounded

systematic searc h of conformational space. Journal of Compu-

tational Chemistry, 12(9):1110–1117, No v em b er 1991. CODEN

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

Garcia:1993:CMR

[GS93] Angel E. Garc ´ ıa and Lewis Stiller. Computation of the

mean residence time of w ater in the h ydration shells of

biomolecules. Journal of Computational Chemistry, 14(11):

1396–1406, No v em b er 1993. CODEN JCCHDD. ISSN 0192-

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

Gibson:1994:APR

[GS94a] Kenneth D. Gibson and Harold A. Sc heraga. An algorithm for

pac king regular m ultistrand p olyp eptide structures b y energy

minimization. Journal of Computational Chemistry, 15(12):

1414–1428, Decem b er 1994. CODEN JCCHDD. ISSN 0192-

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

Gibson:1994:REA

[GS94b] Kenneth D. Gibson and Harold A. Sc heraga. A rapid and

efficien t algorithm for pac king p olyp eptide c hains b y energy

minimization. Journal of Computational Chemistry, 15(12):

1403–1413, Decem b er 1994. CODEN JCCHDD. ISSN 0192-

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

Guarnieri:1994:R CS

[GS94c] F rank Guarnieri and W. Clark Still. A rapidly con v ergen t sim u-

lation metho d: Mixed Mon te Carlo/sto c hastic dynamics. Jour-

nal of Computational Chemistry, 15(11):1302–1310, No v em b er

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Gibson:1997:EMR

[GS97] K. D. Gibson and H. A. Sc heraga. Energy minimization of

rigid-geometry p olyp eptides with exactly closed disulfide lo ops.

Journal of Computational Chemistry, 18(3):403–415, F ebruary

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Go dden:1999:SA C

[GSB99] Jeffrey W. Go dden, Florence L. Stah ura, and J ¨ urgen Ba jo-

rath. Statistical analysis of computational do c king of large

comp ound data bases to distinct protein binding sites. Jour-

nal of Computational Chemistry, 20(15):1634–1643, No v em b er

30, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gresh:1995:MPL

[GSK95] Nohad Gresh, W alter J. Stev ens, and Morris Krauss. Mono-

and p oly-ligated complexes of Zn

2+

: an ab initio analysis

of the metal–ligand in teraction energy

. Journal of Compu-

tational Chemistry, 16(7):843–855, July 1995. CODEN JC-

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

Grundler:1990:HMS

[GSW90] W. Gr ¨ undler, T. Steink e, and P . W alther. H/He molecules in

strong electric fields. Journal of Computational Chemistry, 11

(5):548–559, June 1990. CODEN JCCHDD. ISSN 0192-8651

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

Grubm uller:1998:MTS

[GT98] Helm ut Grubm ¨ uller and P aul T a v an. Multiple time step al-

gorithms for molecular dynamics sim ulations of proteins: Ho w

go o d are they? Journal of Computational Chemistry, 19(13):

1534–1552, Octob er 1998. CODEN JCCHDD. ISSN 0192-8651

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

Guluk ota:1996:PDU

[GVD96] Kamalak ar Guluk ota, Sandor V a jda, and Charles Delisi. P ep-

tide do c king using dynamic programming. Journal of Com-

putational Chemistry, 17(4):418–428, Marc h 1996. CODEN

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

Ghomi:1994:MCS

[GVH94] Mahmoud Ghomi, Jean-Marc Victor, and Charles Henriet.

Mon te Carlo sim ulations on short single-stranded oligon u-

cleotides. I. Application to RNA trimers. Journal of Com-

putational Chemistry, 15(4):433–445, April 1994. CODEN JC-

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

Glukho vtsev:1993:THM

[GvRSvEH

+

93] Mikhail N. Glukho vtsev, P aul v on Ragu ´ e Sc hley er, Nicolaas

J. R. v an Eik ema Hommes, Jose W alkimar De M. Carneiro, and

W olfram Ko c h. Is tetrahedral H

2+

4 a minim um? Anomalous

b eha vior of p opular basis sets with the standard p exp onen ts

on h ydrogen. Journal of Computational Chemistry, 14(3):285–

294, Marc h 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Guo:1991:ASI

[GW91] Y ufei Guo and M. A. Whitehead. An alternativ e self-

in teraction correction in the generalized exc hange lo cal-densit y

functional theory

. Journal of Computational Chemistry, 12(7):

803–810, Septem b er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Guarnieri:1995:CMS

[GW95] F rank Guarnieri and Stephen R. Wilson. Conformational mem-

ories and a sim ulated annealing program that learns: Applica-

tion to L TB

4

. Journal of Computational Chemistry, 16(5):648–

653, Ma y 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Glendening:1998:NR T a

[GW98a] E. D. Glendening and F. W einhold. Natural resonance theory:

I. General formalism. Journal of Computational Chemistry, 19

(6):593–609, April 30, 1998. CODEN JCCHDD. ISSN 0192-

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

Glendening:1998:NR Tb

[GW98b] E. D. Glendening and F. W einhold. Natural resonance theory:

I I. Natural b ond order and v alency

. Journal of Computational

Chemistry, 19(6):610–627, April 30, 1998. CODEN JCCHDD.

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

Grafton:1998:VP A

[GW98c] An thon y K. Grafton and Ralph A. Wheeler. Vibrational pro-

jection analysis: New to ol for quan titativ ely comparing vibra-

tional normal mo des of similar molecules. Journal of Com-

putational Chemistry, 19(14):1663–1674, No v em b er 15, 1998.

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

tronic).

Gilardoni:1999:CGE

[GWHD99] F. Gilardoni, J. W eb er, A. Hauser, and C. Daul. A com-

parison of ground- and excited-state prop erties of [Ru(bz)

2

]

2+

and bis(η

6

-b enzene)ruthenium(I I) p-toluenesulfonate using the

densit y functional theory

. Journal of Computational Chem-

istry, 20(13):1343–1353, Octob er 1999. CODEN JCCHDD.

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

Gu:1998:SSB

[GYT

+

98] F eng Long Gu, Xiaomei Y ang, Au-Chin T ang, Haijun Jiao, and

P aul v on R. Sc hley er. Structure and stabilit y of B

+

13 clusters.

Journal of Computational Chemistry, 19(2):203–214, Jan uary

30, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Gab doulline:1995:ECC

[GZ95] Razif R. Gab doulline and Chong Zheng. Effects of the cutoff

cen ter on the mean p oten tial and pair distribution functions

in liquid w ater. Journal of Computational Chemistry, 16(11):

1428–1433, No v em b er 1995. CODEN JCCHDD. ISSN 0192-

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

Glennon:1994:FFM

[GZL

+

94] Timoth y M. Glennon, Y a-Jun Zheng, Scott M. Le Grand,

Brad A. Sh utzb erg, and Kenneth M. Merz Jr. A force field for

monosacc harides and (1 → 4) link ed p olysacc harides. Jour-

nal of Computational Chemistry, 15(9):1019–1040, Septem b er

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Haase:1993:SMG

[HA93] F rank Haase and Reinhart Ahlric hs. Semidirect MP2 gradien t

ev aluation on w orkstation computers: the MPGRAD program.

Journal of Computational Chemistry, 14(8):907–912, August

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Huige:1995:FFP

[HA95] Cornelis J. M. Huige and Cornelis Altona. F orce field parame-

ters for sulfates and sulfamates based on ab initio calculations:

Extensions of AMBER and CHARMm fields. Journal of Com-

putational Chemistry, 16(1):56–79, Jan uary 1995. CODEN JC-

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

Haddon:1998:OCF

[Had98] R. C. Haddon. Organometallic c hemistry of fullerenes: η

2

-

and η

5

-(π ) complexes. Journal of Computational Chemistry,

19(2):139–143, Jan uary 30, 1998. CODEN JCCHDD. ISSN

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

Halgren:1996:MMF a

[Hal96a] Thomas A. Halgren. Merc k molecular force field. I. Basis, form,

scop e, parameterization, and p erformance of MMFF94. Jour-

nal of Computational Chemistry, 17(5–6):490–519, April 1996.

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

tronic).

Halgren:1996:MMFb

[Hal96b] Thomas A. Halgren. Merc k molecular force field. I I. MMFF94

v an der W aals and electrostatic parameters for in termolecu-

lar in teractions. Journal of Computational Chemistry, 17(5–

6):520–552, April 1996. CODEN JCCHDD. ISSN 0192-8651

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

Halgren:1996:MMFc

[Hal96c] Thomas A. Halgren. Merc k molecular force field. I I I. Molecu-

lar geometries and vibrational frequencies for MMFF94. Jour-

nal of Computational Chemistry, 17(5–6):553–586, April 1996.

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

tronic).

Halgren:1996:MMF e

[Hal96d] Thomas A. Halgren. Merc k molecular force field. V. Exten-

sion of MMFF94 using exp erimen tal data, additional compu-

tational data, and empirical rules. Journal of Computational

Chemistry, 17(5–6):616–641, April 1996. CODEN JCCHDD.

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

Halgren:1999:MVM

[Hal99a] Thomas A. Halgren. MMFF VI. MMFF94s option for energy

minimization studies. Journal of Computational Chemistry, 20

(7):720–729, Ma y 1999. CODEN JCCHDD. ISSN 0192-8651

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

Halgren:1999:MV C

[Hal99b] Thomas A. Halgren. MMFF VI I. Characterization of

MMFF94, MMFF94s, and other widely a v ailable force fields

for conformational energies and for in termolecular-in teraction

energies and geometries. Journal of Computational Chemistry,

20(7):730–748, Ma y 1999. CODEN JCCHDD. ISSN 0192-8651

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

Harrison:1993:SEC

[Har93] Rob ert W. Harrison. Stiffness and energy conserv ation in

molecular dynamics: an impro v ed in tegrator. Journal of Com-

putational Chemistry, 14(9):1112–1122, Septem b er 1993. CO-

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

tronic).

Harrison:1999:IQM

[Har99a] Rob ert W. Harrison. In tegrating quan tum and molecular me-

c hanics. Journal of Computational Chemistry, 20(15):1618–

1633, No v em b er 30, 1999. CODEN JCCHDD. ISSN 0192-8651

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

Hartk e:1999:GCG

[Har99b] Bernd Hartk e. Global cluster geometry optimization b y a phe-

not yp e algorithm with Nic hes: Lo cation of elusiv e minima, and

lo w-order scaling with cluster size. Journal of Computational

Chemistry, 20(16):1752–1759, Decem b er 1999. CODEN JC-

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

Holmes:1991:ASC

[HB91] Mark H. Holmes and Jonathan Bell. The application of sym-

b olic computing to c hemical kinetic reaction sc hemes. Jour-

nal of Computational Chemistry, 12(10):1223–1231, Decem b er

1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hess:1997:LLC

[HBBF97] Berk Hess, Henk Bekk er, Herman J. C. Berendsen, and Jo-

hannes G. E. M. F raaije. LINCS: a linear constrain t solv er for

molecular sim ulations. Journal of Computational Chemistry,

18(12):1463–1472, Septem b er 1997. CODEN JCCHDD. ISSN

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

Han:1998:SOE

[HBLL98] Y oung-Kyu Han, Cheolb eom Bae, Y o on Sup Lee, and

Sang Y eon Lee. Spin-orbit effects on structures of closed-shell

p oly atomic molecules con taining hea vy atoms calculated b y

t w o-comp onen t Hartree–F o c k metho d. Journal of Computa-

tional Chemistry, 19(13):1526–1533, Octob er 1998. CODEN

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

Huisinga:1999:SDC

[HBR

+

99] Wilhelm Huisinga, Christoph Best, Rainer Roitzsc h, Christof

Sc h ¨ utte, and F rank Cordes. F rom sim ulation data to confor-

mational ensem bles: Structure and dynamics-based metho ds.

Journal of Computational Chemistry, 20(16):1760–1774, De-

cem b er 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hun t:1996:FL T

[HC96] Nathan G. Hun t and F red E. Cohen. F ast lo okup tables for

in teratomic in teractions. Journal of Computational Chemistry,

17(16):1857–1862, Decem b er 1996. CODEN JCCHDD. ISSN

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

Hu:1991:V GM

[HHP91] Xic he Hu, William L. Hase, and T on y Pirraglia. V ectoriza-

tion of the general Mon te Carlo classical tra jectory program

VENUS. Journal of Computational Chemistry, 12(8):1014–

1024, Octob er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Hassanzedeh:1998:IV A

[HI98] P arviz Hassanzedeh and Karl K. Irikura. Inexp ensiv e vibra-

tional anharmonicities from estimated deriv ativ es: Diatomic

molecules. Journal of Computational Chemistry, 19(11):1315–

1324, August 1998. CODEN JCCHDD. ISSN 0192-8651

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

Hill:1997:UTP

[Hil97] J¨ org-R. Hill. Use of test particle calculations for the deriv a-

tion of v an der W aals parameters used in force fields. Journal

of Computational Chemistry, 18(2):211–220, Jan uary 30, 1997.

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

tronic).

Hansen:1990:FEP

[HK90] Lillian M. Hansen and P eter A. Kollman. F ree energy p er-

turbation calculations on mo dels of activ e sites: Applications

to adenosine deaminase inhibitors. Journal of Computational

Chemistry, 11(8):994–1002, Septem b er 1990. CODEN JC-

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

Houser:1992:REC

[HK92] John J. Houser and Gilles Klopman. Rapid estimation of

c harge distribution. I I. Heteroatoms. Journal of Computational

Chemistry, 13(8):990–996, Octob er 1992. CODEN JCCHDD.

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

Hert wig:1995:ADF

[HK95] Roland H. Hert wig and W olfram Ko c h. On the accuracy of

densit y functionals and their basis set dep endence: an exten-

siv e study on the main group homon uclear diatomic molecules

Li

2 to Br

2

. Journal of Computational Chemistry, 16(5):576–

585, Ma y 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ho oft:1991:IUM

[HKK91] Rob W. W. Ho oft, Jan A. Kan ters, and Jan Kro on. Imple-

men tation and use of the metho d of pruden t ascen t in confor-

mational analysis using molecular mec hanics. Journal of Com-

putational Chemistry, 12(8):943–947, Octob er 1991. CODEN

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

Han:1997:IST

[HKK

+

97] In-Suk Han, Chang Kon Kim, Chan Kyung Kim, Bon-Su Lee,

and Ik c ho on Lee. Ab initio studies of three-mem b ered ring for-

mation through in tramolecular n ucleophilic substitution. Jour-

nal of Computational Chemistry, 18(14):1773–1784, No v em b er

15, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Hobza:1997:PEP

[HK

ˇ

S

+

97] P a v el Hobza, Martin Kab el´ a ˇ c, Ji ˇ r ´ ı

ˇ

Sp oner, P etr Mejzl ´ ık, and

Ji ˇ r ´ ı V ondr´ a ˇ sek. P erformance of empirical p oten tials (AMBER,

CFF95, CVFF, CHARMM, OPLS, POL

TEV), semiempiri-

cal quan tum c hemical metho ds (AM1, MNDO/M, PM3), and

ab initio Hartree–F o c k metho d for in teraction of DNA bases:

Comparison with nonempirical b ey ond Hartree–F o c k results.

Journal of Computational Chemistry, 18(9):1136–1150, July

15, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Hert wig:1998:ETR

[HKY98] Roland H. Hert wig, W olfram Ko c h, and Brian F. Y ates. Eco-

nomical treatmen ts of relativistic effects and electron correla-

tion in WH

6

. Journal of Computational Chemistry, 19(14):

1604–1611, No v em b er 15, 1998. CODEN JCCHDD. ISSN

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

Harris:1996:CSF

[HL96a] Dan Harris and Gilda Lo ew. Comparativ e study of free energies

of solv ation of phen ylimidazole inhibitors of cyto c hrome P450

c am b y free energy sim ulation, AMSOL, and P oisson Boltz-

mann metho ds. Journal of Computational Chemistry, 17(3):

273–288, F ebruary 1996. CODEN JCCHDD. ISSN 0192-8651

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

Heffelfinger:1996:CBT

[HL96b] Gran t S. Heffelfinger and Martin E. Lewitt. A comparison b e-

t w een t w o massiv ely parallel algorithms for Mon te Carlo com-

puter sim ulation: an in v estigation in the grand canonical en-

sem ble. Journal of Computational Chemistry, 17(2):250–265,

Jan uary 30, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hernandez:1999:PGS

[HLO99] Bego ~ na Hern´ andez, F. Ja vier Luque, and Mo desto Orozco.

P arametrization of the GMIPp for the study of stac king in ter-

actions. Journal of Computational Chemistry, 20(9):937–946,

July 15, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hansen:1990:EBS

[HM90] Lillian M. Hansen and Dennis S. Marynic k. Extended basis sets

for the transition metals yttrium through cadmium. Journal of

Computational Chemistry, 11(4):518–523, Ma y 1990. CODEN

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

Hirao:1992:FFS

[HM92] K. Hirao and K. Mogi. Floating functions satisfying the

Hellmann–F eynman Theorem: single floating sc heme. Jour-

nal of Computational Chemistry, 13(4):457–467, Ma y 1992.

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

tronic).

Hla v acek:1991:MSC

[HM

ˇ

C91] Jan Hla v´ a ˇ cek, V´ acla v Mat ˘ ejk a, and P etr

ˇ

C´ arsky

. MM2

study on the conformation of N -acet yl- L-amino acid N ’-

meth ylamides with aliphatic side c hain and their N α

-meth yl

deriv ativ es. Journal of Computational Chemistry, 12(7):829–

838, Septem b er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Hudson:1996:I IE

[HMG96] Charles E. Hudson, Da vid J. McAdo o, and C. S. Giam. The

isomers of ionized ethane. Journal of Computational Chem-

istry, 17(13):1532–1540, Octob er 1996. CODEN JCCHDD.

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

Huzinaga:1993:EDP

[HMS93] S. Huzinaga, E. Miy oshi, and M. Sekiy a. Electric dip ole p o-

larit y of diatomic molecules. Journal of Computational Chem-

istry, 14(12):1440–1445, Decem b er 1993. CODEN JCCHDD.

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

Halgren:1996:MMFd

[HN96] Thomas A. Halgren and Rob ert B. Nac h bar. Merc k molecu-

lar force field. IV. conformational energies and geometries for

MMFF94. Journal of Computational Chemistry, 17(5–6):587–

615, April 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hobza:1991:ILA

[HNH

+

91] P a v el Hobza, Dana Nac h tigallo v´ a, Zden ˘ ek Ha vlas, P etr Malo ˘ n,

and Jarosla v

ˇ

Sp onar. In teraction of Lysine-Alanine-Alanine

trip eptide with a fragmen t of DNA: an empirical p oten tial

study

. Journal of Computational Chemistry, 12(1):9–16, Jan-

uary 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Higo:1997:TCM

[HNS

+

97] Junic hi Higo, Nobuyuki Nak a jima, Hiroki Shirai, Akinori

Kidera, and Haruki Nak am ura. Tw o-comp onen t m ulticanoni-

cal Mon te Carlo metho d for effectiv e conformation sampling.

Journal of Computational Chemistry, 18(16):2086–2092, De-

cem b er 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hansmann:1993:PPC

[HO93] Ulric h H. E. Hansmann and Y uk o Ok amoto. Prediction of p ep-

tide conformation b y m ulticanonical algorithm: New approac h

to the m ultiple-minima problem. Journal of Computational

Chemistry, 14(11):1333–1338, No v em b er 1993. CODEN JC-

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

Hansmann:1997:NCT

[HO97] Ulric h H. E. Hansmann and Y uk o Ok amoto. Numerical com-

parisons of three recen tly prop osed algorithms in the protein

folding problem. Journal of Computational Chemistry, 18(7):

920–933, Ma y 1997. CODEN JCCHDD. ISSN 0192-8651

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

Holder:1993:F CL

[Hol93] Andrew Holder. F urther commen ts on the lac k of homoaro-

maticit y in triquinacene. Journal of Computational Chemistry,

14(2):251, F ebruary 1993. CODEN JCCHDD. ISSN 0192-8651

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

Harris:1998:PEF

[HOL98] Nathan J. Harris, T omohik o Oh w ada, and Ko op Lammertsma.

Protonation en thalpies in fluorosulfonic acid using ab initio

self-consisten t reaction field theory

. Journal of Computational

Chemistry, 19(2):250–257, Jan uary 30, 1998. CODEN JC-

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

Hu:1999:R GF

[HOL99] A. Hu, P

. Otto, and J. Ladik. Relativistic Gaussian functions

for atoms b y fitting n umerical results with adaptiv e nonlinear

least-square algorithm. Journal of Computational Chemistry,

20(7):655–664, Ma y 1999. CODEN JCCHDD. ISSN 0192-8651

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

Hardy:1994:CSH

[HP94] Barry J. Hardy and Ric hard W. P astor. Conformational sam-

pling of h ydro carb on and lipid c hains in an orien ting p oten tial.

Journal of Computational Chemistry, 15(2):208–226, F ebruary

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hinsen:1997:PF C

[HR97] Konrad Hinsen and Beno ^ ıt Roux. A p oten tial function for com-

puter sim ulation studies of proton transfer in acet ylacetone.

Journal of Computational Chemistry, 18(3):368–380, F ebruary

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Hermida-Ramon:1998:TSI

[HREK98] Jose M. Hermida-Ram´ on, Ola Engkvist, and Gunnar Karl-

str¨ om. Theoretical study of in termolecular p oten tial energy

surface for HCl dimer: Example of nonspherical atom–atom ex-

c hange repulsion in teraction. Journal of Computational Chem-

istry, 19(16):1816–1825, Decem b er 1998. CODEN JCCHDD.

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

Hardy:1993:CAM

[HS93a] B. J. Hardy and A. Sark o. Conformational analysis and

molecular dynamics sim ulation of cellobiose and larger cel-

lo oligomers. Journal of Computational Chemistry, 14(7):831–

847, July 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Hardy:1993:MDS

[HS93b] B. J. Hardy and A. Sark o. Molecular dynamics sim ulation of

cellobiose in w ater. Journal of Computational Chemistry, 14

(7):848–857, July 1993. CODEN JCCHDD. ISSN 0192-8651

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

Holst:1993:MSP

[HS93c] Mic hael Holst and F aisal Saied. Multigrid solution of

the P oisson–Boltzmann equation. Journal of Computational

Chemistry, 14(1):105–113, Jan uary 1993. CODEN JCCHDD.

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

Herrmann:1995:EMP

[HS95a] F rank Herrmann and S´ andor Suhai. Energy minimization of

p eptide analogues using genetic algorithms. Journal of Com-

putational Chemistry, 16(11):1434–1444, No v em b er 1995. CO-

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

tronic).

Holst:1995:NSN

[HS95b] Mic hael J. Holst and F aisal Saied. Numerical solution of the

nonlinear P oisson–Boltzmann equation: Dev eloping more ro-

bust and efficien t metho ds. Journal of Computational Chem-

istry, 16(3):337–364, Marc h 1995. CODEN JCCHDD. ISSN

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

Hernandez:1999:ICG

[HS99] Norge Cruz Hern´ andez and Ja vier Fdez. Sanz. Ab initio com-

pact group mo del p oten tials for describing en vironmen t effects

in cluster calculations. Journal of Computational Chemistry,

20(11):1145–1152, August 1999. CODEN JCCHDD. ISSN

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

Hobza:1995:DFT

[H ˇ sR95] P a v el Hobza, Ji ˇ r ´ ı ˇ sp oner, and T om´ a ˇ s Resc hel. Densit y func-

tional theory and molecular clusters. Journal of Computational

Chemistry, 16(11):1315–1325, No v em b er 1995. CODEN JC-

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

Handy:1999:EEB

[HT99a] Nic holas C. Handy and Da vid J. T ozer. Excitation energies

of b enzene from Kohn–Sham theory

. Journal of Computa-

tional Chemistry, 20(1):106–113, Jan uary 15, 1999. CODEN

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

Hub er:1999:PST

[HT99b] Thomas Hub er and Andrew E. T orda. Protein sequence

threading, the alignmen t problem, and a t w o-step strat-

egy . Journal of Computational Chemistry, 20(14):1455–1467,

No v em b er 15, 1999. CODEN JCCHDD. ISSN 0192-8651

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

Harv ey:1998:FIC

[HTC98] Stephen C. Harv ey , Rob ert K.-Z. T an, and Thomas E.

Cheatham I I I. The flying ice cub e: V elo cit y rescaling in molec-

ular dynamics leads to violation of energy equipartition. Jour-

nal of Computational Chemistry, 19(7):726–740, Ma y 1998.

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

tronic).

Halasz:1999:CBS

[HVM99] G. J. Hal´ asz,

´

A. Vib´ ok, and I. Ma y er. Comparison of basis set

sup erp osition error corrected p erturbation theories for calcu-

lating in termolecular in teraction energies. Journal of Compu-

tational Chemistry, 20(2):274–283, Jan uary 30, 1999. CODEN

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

Heidric h:1993:IMM

[HVvRS93] Dietmar Heidric h, Nicolaas J. R. V an Eik ema Hommes, and

P aul v on Ragu ´ e Sc hley er. Ab initio mo dels for m ultiple-

h ydrogen exc hange: Comparison of cyclic four- and six-cen ter

systems. Journal of Computational Chemistry, 14(10):1149–

1163, Octob er 1993. CODEN JCCHDD. ISSN 0192-8651

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

1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Jensen:1998:IQC

[JB98] Vidar R. Jensen and Kn ut J. Børv e. An in v estigation of the

quan tum c hemical description of the eth ylenic double b ond

in reactions: I I. Insertion of eth ylene in to a titanium–carb on

b ond. Journal of Computational Chemistry, 19(8):947–960,

June 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Jensen:1993:EOE

[JCV

+

93] James O. Jensen, Arth ur H. Carrieri, Constan tine P

. Vlaha-

cos, Daniel Zerok a, Hendrik F. Hamek a, and Clifton N. Mer-

ro w. Ev aluation of one-electron in tegrals for arbitrary op er-

ators V (r ) o v er Cartesian Gaussians: Application to in v erse-

square distance and Y uk a w a op erators. Journal of Computa-

tional Chemistry, 14(8):986–994, August 1993. CODEN JC-

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

Jorge:1997:UGB

[JDD97] F. E. Jorge, E. V. R. De Castro, and A. B. F. Da Silv a. A uni-

v ersal Gaussian basis set for atoms cerium through la wrencium

generated with the generator co ordinate Hartree–F o c k metho d.

Journal of Computational Chemistry, 18(13):1565–1569, Octo-

b er 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Jemmer:1997:SAM

[Jem97] P atric k Jemmer. Sym b olic algebra in mathematical analysis

of c hemical-kinetic systems. Journal of Computational Chem-

istry, 18(15):1903–1917, No v em b er 30, 1997. CODEN JC-

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

Jensen:1994:TSM

[Jen94] F rank Jensen. T ransition structure mo deling b y in tersecting

p oten tial energy surfaces. Journal of Computational Chem-

istry, 15(11):1199–1216, No v em b er 1994. CODEN JCCHDD.

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

Janosc hek:1994:CR O

[JFKK94] Rudolf Janosc hek, W alter M. F. F abian, Gert Kollenz, and

C. Oliv er Kapp e. Conformation and reactivit y of α-o xo-

k etenes: ab initio and semiempirical (AM1, PM3) calculations.

Journal of Computational Chemistry, 15(2):132–143, F ebruary

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Jonas:1992:TSOa

[JFR92a] V olk er Jonas, Gernot F renking, and Manfred T. Reetz. The-

oretical studies of organometallic comp ounds. I. All electron

and pseudop oten tial calculations of Ti(CH

3

)

n

Cl

4−n

(n = 0–4).

Journal of Computational Chemistry, 13(8):919–934, Octob er

1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Jonas:1992:TSOb

[JFR92b] V olk er Jonas, Gernot F renking, and Manfred T. Reetz. The-

oretical studies of organometallic comp ounds. I I. All electron

and pseudop oten tial calculations of M (CH

3

)

n

Cl

4−n

(M = C,

Si, Ge, Sn, Pb; n = 0–4). Journal of Computational Chem-

istry, 13(8):935–943, Octob er 1992. CODEN JCCHDD. ISSN

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

Jensen:1991:SUM

[JG91] Jan H. Jensen and Mark S. Gordon. Splicing I: Using mixed

basis sets in ab initio calculations. Journal of Computational

Chemistry, 12(4):421–426, Ma y 1991. CODEN JCCHDD.

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

Jones:1993:PSM

[JG93a] Douglas M. Jones and Julia M. Go o dfello w. P arallelization

strategies for molecular sim ulation using the Mon te Carlo al-

gorithm. Journal of Computational Chemistry, 14(2):127–137,

F ebruary 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Jug:1993:THB

[JG93b] Karl Jug and Gerald Geudtner. T reatmen t of h ydrogen b ond-

ing in SINDO1. Journal of Computational Chemistry, 14(6):

639–646, June 1993. CODEN JCCHDD. ISSN 0192-8651

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

Jelski:1996:NVS

[JHB96] Daniel A. Jelski, Randall H. Haley

, and Jo el M. Bo w-

man. New vibrational self-consisten t field program for large

molecules. Journal of Computational Chemistry, 17(14):1645–

1652, No v em b er 15, 1996. CODEN JCCHDD. ISSN 0192-8651

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

Jorgensen:1998:TDT

[JJ98] William L. Jorgensen and Corky Jenson. T emp erature dep en-

dence of TIP3P, SPC, and TIP4P w ater from NPT Mon te

Carlo sim ulations: Seeking temp eratures of maxim um densit y .

Journal of Computational Chemistry, 19(10):1179–1186, July

30, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Judson:1993:CSM

[JJTP93] R. S. Judson, E. P

. Jaeger, A. M. T reasuryw ala, and M. L. P e-

terson. Conformational searc hing metho ds for small molecules.

I I. Genetic algorithm approac h. Journal of Computational

Chemistry, 14(11):1407–1414, No v em b er 1993. CODEN JC-

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

Jemmer:1998:SAF

[JK98] P atric k Jemmer and P eter J. Kno wles. Sym b olic algebra in

functional deriv ativ e p oten tial calculations. Journal of Com-

putational Chemistry, 19(3):300–307, F ebruary 1998. CODEN

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

Jug:1999:TRS

[JKN99] Karl Jug, Christian K¨ olle, and F rank Neumann. T reatmen t of

reactions in solutions with iso densit y surfaces. Journal of Com-

putational Chemistry, 20(3):301–304, F ebruary 1999. CODEN

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

Jurema:1993:MMW

[JKS93] Marcus W. Jurema, Karl N. Kirsc hner, and George C. Shields.

Mo deling of magic w ater clusters (H

2

O)

20 and (H

2

O)

21

H

+

with the PM3 quan tum-mec hanical metho d. Journal of Com-

putational Chemistry, 14(11):1326–1332, No v em b er 1993. CO-

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

tronic).

Jorge:1998:A GB

[JLN98] F. E. Jorge, P

. R. Librelon, and A. Canal Neto. Adapted Gaus-

sian basis sets for atoms Cs to Lr based on the generator co ordi-

nate Hartree–F o c k metho d. Journal of Computational Chem-

istry, 19(8):858–865, June 1998. CODEN JCCHDD. ISSN

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

Jorgensen:1993:MCSb

[JLNTR93] William L. Jorgensen, Ellen R. Laird, T oan B. Nguy en, and

Julian Tirado-Riv es. Mon te Carlo sim ulations of pure liquid

substituted b enzenes with OPLS p oten tial functions. Journal

of Computational Chemistry, 14(2):206–215, F ebruary 1993.

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

tronic).

Jin:1997:DNG

[JL W97] A. Y. Jin, F. Y. Leung, and D. F. W ea v er. Dev elopmen t of

a no v el genetic algorithm searc h metho d (GAP1.0) for explor-

ing p eptide conformational space. Journal of Computational

Chemistry, 18(16):1971–1984, Decem b er 1997. CODEN JC-

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

Jin:1999:TV G

[JL W99] A. Y. Jin, F. Y. Leung, and D. F. W ea v er. Three v aria-

tions of genetic algorithm for searc hing biomolecular confor-

mation space: Comparison of GAP 1.0, 2.0, and 3.0. Journal

of Computational Chemistry, 20(13):1329–1342, Octob er 1999.

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

tronic).

Johnson:1990:CAM

[JM90] Mark A. Johnson and Gerald M. Maggiora, editors. Con-

c epts and applic ations of mole cular similarity. John Wi-

ley , New Y ork, NY, USA, 1990. ISBN 0-471-62175-7.

LCCN QD461 .C634 1990. URL http://www.loc.gov/

catdir/description/wiley032/89049633.html; http:/

/www.loc.gov/catdir/toc/onix02/89049633.html .

Jung:1996:MMC

[JMH96] Seunho Jung, Dugki Min, and Ra wle I. Hollingsw orth. A

Metrop olis Mon te Carlo metho d for analyzing the energetics

and dynamics of lip op olysacc haride supramolecular structure

and organization. Journal of Computational Chemistry, 17(2):

238–249, Jan uary 30, 1996. CODEN JCCHDD. ISSN 0192-

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

Jorgensen:1993:MCSa

[JN93] William L. Jorgensen and T oan B. Nguy en. Mon te Carlo sim-

ulations of the h ydration of substituted b enzenes with OPLS

p oten tial functions. Journal of Computational Chemistry, 14

(2):195–205, F ebruary 1993. CODEN JCCHDD. ISSN 0192-

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

Jones:1991:ALA

[Jon91] Herb ert W. Jones. Analytic L¨ owdin alpha-function metho d

for t w o-cen ter electron-repulsion in tegrals o v er Slater-t yp e or-

bitals. Journal of Computational Chemistry, 12(10):1217–1222,

Decem b er 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Janak:1992:PCP a

[JP92a] J. F. Janak and P

. C. P attnaik. Protein calculations on parallel

pro cessors. I. P arallel algorithm for the p oten tial energy

. Jour-

nal of Computational Chemistry, 13(4):533–538, Ma y 1992.

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

tronic).

Janak:1992:PCPb

[JP92b] J. F. Janak and P

. C. P attnaik. Protein calculations on parallel

pro cessors. I I. P arallel algorithm for the forces and molecular

dynamics. Journal of Computational Chemistry, 13(9):1098–

1102, No v em b er 1992. CODEN JCCHDD. ISSN 0192-8651

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

Jurema:1993:APQ

[JS93] Marcus W. Jurema and George C. Shields. Abilit y of the PM3

quan tum-mec hanical metho d to mo del in ter molecular h ydro-

gen b onding b et w een neutral molecules. Journal of Compu-

tational Chemistry, 14(1):89–104, Jan uary 1993. CODEN JC-

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

Judson:1995:DFM

[JTM

+

95] R. S. Judson, Y. T. T an, E. Mori, C. Melius, E. P

. Jaeger,

A. M. T reasuryw ala, and A. Mathio w etz. Do c king flexible

molecules: a case study of three proteins. Journal of Computa-

tional Chemistry, 16(11):1405–1419, No v em b er 1995. CODEN

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

Jones:1991:TKI

[JU91] Jeffrey P

. Jones and Jeffrey L. Urbauer. Theoretical kinetic

isotop e effects for the h ydride transfer from formate to carb on

dio xide: a comparison of theory with exp erimen t. Journal of

Computational Chemistry, 12(9):1134–1141, No v em b er 1991.

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

tronic).

Jursic:1996:DF G

[Jur96] Brank o S. Jursic. Densit y functional Gaussian-t yp e orbital

approac h in theoretical study of S

2

F

2 isomerization. Journal of

Computational Chemistry, 17(7):835–840, Ma y 1996. CODEN

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

Janezic:1995:HALb

[JVB95] Du ˇ sank a Jane ˇ zi ˇ c, Ric hard M. V enable, and Bernard R. Bro oks.

Harmonic analysis of large systems. I I I. Comparison with

molecular dynamics. Journal of Computational Chemistry, 16

(12):1554–1566, Decem b er 1995. CODEN JCCHDD. ISSN

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

Jursic:1996:ISH

[JZ96] Brank o S. Jursic and Zoran Zdra vk o vski. An ab initio study

of hetero dienophiles addition to 2,3-diaza-1,3-butadiene: an

example of endo-lone-pair effect on the reaction energy barrier.

Journal of Computational Chemistry, 17(3):298–305, F ebruary

1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Kozlo wski:1992:MMI

[KA92] P a w el M. Kozlo wski and Ludwik Adamo wicz. Multicen ter

and m ultiparticle in tegrals for explicitly correlated Cartesian

Gaussian-t yp e functions. Journal of Computational Chemistry,

13(5):602–613, June 1992. CODEN JCCHDD. ISSN 0192-8651

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

Kneisler:1996:IDF

[KA96a] John R. Kneisler and Norman L. Allinger. Ab initio and

densit y functional theory study of structures and energies for

dimetho xymethane as a mo del for the anomeric effect. Jour-

nal of Computational Chemistry, 17(7):757–766, Ma y 1996.

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

tronic).

Krissinel:1996:SSD

[KA96b] Evgenii B. Krissinel’ and Noam Agmon. Spherical symmetric

diffusion problem. Journal of Computational Chemistry, 17(9):

1085–1098, July 15, 1996. CODEN JCCHDD. ISSN 0192-8651

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

Karna:1999:ICH

[Kar99] Shashi P

. Karna. Ab initio coupled Hartree–F o c k study of

the Blo em b ergen effect on paramagnetic systems: SiH

3 radi-

cal. Journal of Computational Chemistry, 20(12):1274–1280,

Septem b er 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Kass:1990:HA C

[Kas90] Stev en R. Kass. Hydro carb on acidities calculated with

MINDO/3, MNDO, and AM1. Journal of Computational

Chemistry, 11(1):94–104, Jan uary 1990. CODEN JCCHDD.

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

Katagi:1990:ASA

[Kat90a] T oshiyuki Katagi. AM1 study of acid-catalyzed h ydrolysis of

maleamic (4-amino-4-o xo-2-butenoic) acids. Journal of Com-

putational Chemistry, 11(9):1094–1100, Octob er 1990. CO-

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

tronic).

Katagi:1990:TSA

[Kat90b] T oshiyuki Katagi. Theoretical studies on the alk aline h ydroly-

sis of N -meth ylcarbamates. Journal of Computational Chem-

istry, 11(4):524–530, Ma y 1990. CODEN JCCHDD. ISSN

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

Katagi:1993:MPS

[Kat93] T oshiyuki Katagi. MNDO-PM3 study on mo del cyto c hrome

P450-mediated desulfuration of thiophosphoryl trifluoride,

trimeth ylphosphine sulfide, and trimeth yl phosphorothionate.

Journal of Computational Chemistry, 14(10):1250–1257, Octo-

b er 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

MINDO/3, MNDO, AM1, and PM3 with Hammett-t yp e sub-

stituen t constan ts. Journal of Computational Chemistry, 12

(5):536–545, June 1991. CODEN JCCHDD. ISSN 0192-8651

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

Kudo:1996:ISC

[KHG96] T ak ak o Kudo, F ujik o Hashimoto, and Mark S. Gordon. Ab ini-

tio study of cyclic silo xanes (H

2

SiO)

n

: n = 3, 4, 5. Journal

of Computational Chemistry, 17(9):1163–1170, July 15, 1996.

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

tronic).

Kro emer:1996:DED

[KHL96] Romano T. Kro emer, P eter Hec h t, and Klaus R. Liedl. Dif-

feren t electrostatic descriptors in comparativ e molecular field

analysis: a comparison of molecular electrostatic and Coulom b

p oten tials. Journal of Computational Chemistry, 17(11):1296–

1308, August 1996. CODEN JCCHDD. ISSN 0192-8651

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

Kitc hen:1990:CED

[KHW

+

90] Douglas B. Kitc hen, F umio Hirata, John D. W estbro ok,

Ronald Levy

, Da vid Kofk e, and Martin Y arm ush. Conserving

energy during molecular dynamics sim ulations of w ater, pro-

teins, and proteins in w ater. Journal of Computational Chem-

istry, 11(10):1169–1180, No v em b er 1990. CODEN JCCHDD.

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

Knapp:1993:LMC

[KID93] E. W. Knapp and A. Irgens-Defregger. Off-lattice Mon te Carlo

metho d with constrain ts: Long-time dynamics of a protein

mo del without non b onded in teractions. Journal of Compu-

tational Chemistry, 14(1):19–29, Jan uary 1993. CODEN JC-

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

Kikuc hi:1996:ICA

[Kik96] T ak eshi Kikuc hi. In ter-C α

atomic p oten tials deriv ed from the

statistics of a v erage in terresidue distances in proteins: Applica-

tion to b o vine pancreatic trypsin inhibitor. Journal of Compu-

tational Chemistry, 17(2):226–237, Jan uary 30, 1996. CODEN

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

Kikuc hi:1999:SPF

[Kik99] T ak eshi Kikuc hi. Study of protein fluctuation with an effec-

tiv e in ter-C α

atomic p oten tial deriv ed from a v erage distances

b et w een amino acids in proteins. Journal of Computational

Chemistry, 20(7):713–719, Ma y 1999. CODEN JCCHDD.

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

Kolle:1997:SES

[KJ97] Christian K¨ olle and Karl Jug. Solv ation effects in SINDO1:

Application to organic molecules. Journal of Computational

Chemistry, 18(1):1–8, Jan uary 15, 1997. CODEN JCCHDD.

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

Kozm utza:1991:CCC

[KK91] C. Kozm utza and E. Kapuy

. Coun terp oise corrected calcula-

tions at the correlated lev el: a simplified metho d using LMOs.

Journal of Computational Chemistry, 12(8):953–958, Octob er

1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Korek:1992:HAD

[KK92] Mahmoud Korek and Hafez Kob eissi. Highly accurate diatomic

cen trifugal distortion constan ts for high orders and high lev-

els. Journal of Computational Chemistry, 13(9):1103–1108,

No v em b er 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ko v acs:1996:TSI

[KK CH96] A ttila Ko v´ acs, Istv´ an Kolossv´ ary , G´ ab or I. Csonk a, and Istv´ an

Hargittai. Theoretical study of in tramolecular h ydrogen b ond-

ing and molecular geometry of 2-trifluorometh ylphenol. Jour-

nal of Computational Chemistry, 17(16):1804–1819, Decem b er

1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Kozm utza:1993:CIE

[KKE93] C. Kozm utza, E. Kapuy

, and E. M. Evleth. Calculation of the

in teraction energy in a lo calized represen tation for a trimer

(Ne

3

) system. Journal of Computational Chemistry, 14(10):

1136–1141, Octob er 1993. CODEN JCCHDD. ISSN 0192-8651

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

Krac k:1997:AME

[KKJ97] Matthias Krac k, Andreas M. K¨ oster, and Karl Jug. Appro x-

imate molecular electrostatic p oten tials from semiempirical

w a v efunctions. Journal of Computational Chemistry, 18(3):

301–312, F ebruary 1997. CODEN JCCHDD. ISSN 0192-8651

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

Klein:1991:MBC

[KL91] D. J. Klein and X. Liu. Man y-b o dy conjugated-circuit com-

putations. Journal of Computational Chemistry, 12(10):1260–

1264, Decem b er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Klopmand:1992:BRB

[Klo92] Gilles Klopmand. Bo ok review: Conc epts and applic ations of

mole cular similarity, b y Mark A. Johnson and Gerald M. Mag-

giora, eds., John Wiley & Sons, New Y ork, 1990, 393 pp. Price:

$65.00. Journal of Computational Chemistry, 13(4):539–540,

Ma y 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Klobuk o wski:1993:ISM

[Klo93] Mariusz Klobuk o wski. Ab initio SCF and Møller–Plesset stud-

ies on hexafluorides of selenium and tellurium. Journal of

Computational Chemistry, 14(10):1234–1239, Octob er 1993.

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

tronic).

Klopp er:1997:SRI

[Klo97] Wim Klopp er. Simple recip e for implemen ting computation

of first-order relativistic corrections to electron correlation en-

ergies in framew ork of direct p erturbation theory

. Journal

of Computational Chemistry, 18(1):20–27, Jan uary 15, 1997.

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

tronic).

Kerdc haro en:1996:BMD

[KLR96] T eerakiat Kerdc haro en, Klaus R. Liedl, and Bernd M. Ro de.

Bidirectional molecular dynamics: In terpretation in terms of a

mo dern form ulation of classical mec hanics. Journal of Compu-

tational Chemistry, 17(13):1564–1570, Octob er 1996. CODEN

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

Kar:1994:TMM

[KL V94] Mangaly a Kar, T erry G. Lenz, and John D. V aughan. Ther-

mo dynamic molecular mec hanics force field: Mo dified QCFF

program. Journal of Computational Chemistry, 15(11):1254–

1265, No v em b er 1994. CODEN JCCHDD. ISSN 0192-8651

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

Kaupp:1999:F

[KM99] Martin Kaupp and Vladimir G. Malkin. F orew ord. Journal

of Computational Chemistry, 20(12):v–vii, Septem b er 1999.

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

tronic).

Klein:1998:SSV

[KMKW98] Christian T. Klein, Bernd Ma y er, Gottfried K¨ ohler, and P eter

W olsc hann. Systematic stepsize v ariation: Efficien t metho d

for searc hing conformational space of p olyp eptides. Journal

of Computational Chemistry, 19(13):1470–1481, Octob er 1998.

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

tronic).

Kaupp:1999:R TN

[KMM99] Martin Kaupp, Olga L. Malkina, and Vladimir G. Malkin. The

role of π -t yp e non b onding orbitals for spin–orbit induced NMR

c hemical shifts: DFT study of

13

C and

19

F shifts in the series

CF

3

IF

n

(n = 0, 2, 4, 6). Journal of Computational Chemistry,

20(12):1304–1313, Septem b er 1999. CODEN JCCHDD. ISSN

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

Kindermann:1992:PQM

[KMO92] S. Kindermann, E. Mic hel, and P

. Otto. P arallelization of

quan tum mec hanical in tegral calculations. Journal of Com-

putational Chemistry, 13(4):414–422, Ma y 1992. CODEN JC-

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

Knapp:1992:L TD

[Kna92] E. W. Knapp. Long time dynamics of a p olymer with rigid

b o dy monomer units relating to a protein mo del: Comparison

with the rouse mo del. Journal of Computational Chemistry, 13

(7):793–798, Septem b er 1992. CODEN JCCHDD. ISSN 0192-

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

Komatsu:1996:QCF

[KNST96] T. Komatsu, T. Noro, F. Sasaki, and H. T atew aki. Qualit y

of correlating functions generated from commonly used basis

sets. Journal of Computational Chemistry, 17(10):1276–1286,

July 30, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Kinoshita:1997:CHF

[K OH97] Masahiro Kinoshita, Y uk o Ok amoto, and F umio Hirata. Cal-

culation of h ydration free energy for a solute with man y atomic

sites using the RISM theory: a robust and efficien t algorithm.

Journal of Computational Chemistry, 18(10):1320–1326, July

30, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Kinoshita:1998:CSF

[K OH98] Masahiro Kinoshita, Y uk o Ok amoto, and F umio Hirata. Cal-

culation of solv ation free energy using RISM theory for p ep-

tide in salt solution. Journal of Computational Chemistry, 19

(15):1724–1735, No v em b er 30, 1998. CODEN JCCHDD. ISSN

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

Kohn:1999:T AD

[Koh99] W alter Kohn. Though ts ab out densit y functional theory in

1998. Journal of Computational Chemistry, 20(1):1, Jan uary

15, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Ko ca:1995:CAF

[KPI95] Jarosla v Ko ˇ ca, Serge P ´ erez, and Anne Im b ert y . Conforma-

tional analysis and flexibilit y of carb oh ydrates using the CI-

CAD A approac h with MM3. Journal of Computational Chem-

istry, 16(3):296–310, Marc h 1995. CODEN JCCHDD. ISSN

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

Kundrot:1991:A CE

[KPR91] Craig E. Kundrot, Ja y W. P onder, and F rederic M. Ric hards.

Algorithms for calculating excluded v olume and its deriv ativ es

as a function of molecular conformation and their use in en-

ergy minimization. Journal of Computational Chemistry, 12

(3):402–409, April 1991. CODEN JCCHDD. ISSN 0192-8651

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

Kumar:1998:LBH

[KPSM98] Ganesh A. Kumar, Y ongping P an, C. Ja y Smallw o o d, and

Mic hael A. McAllister. Lo w-barrier h ydrogen b onds: ab initio

and DFT in v estigation. Journal of Computational Chemistry,

19(12):1345–1352, Septem b er 1998. CODEN JCCHDD. ISSN

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

Kumar:1996:MFE

[KPV96] Shank ar Kumar, Philip W. P a yne, and Maximiliano V´ asquez.

Metho d for free-energy calculations using iterativ e tec hniques.

Journal of Computational Chemistry, 17(10):1269–1275, July

30, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Kandadai:1996:SSP

[KR96] N. Sw am y Kandadai and M. Rami Reddy

. Solution structure

of papain as studied b y molecular mec hanics and molecular

dynamics tec hniques. Journal of Computational Chemistry, 17

(11):1328–1338, August 1996. CODEN JCCHDD. ISSN 0192-

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

Kumar:1992:WHA

[KRB

+

92] Shank ar Kumar, John M. Rosen b erg, Djamal Bouzida,

Rob ert H. Sw endsen, and P eter A. Kollman. THE w eigh ted

histogram analysis metho d for free-energy calculations on

biomolecules. I. The metho d. Journal of Computational Chem-

istry, 13(8):1011–1021, Octob er 1992. CODEN JCCHDD.

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

Kumar:1995:MFE

[KRB

+

95] Shank ar Kumar, John M. Rosen b erg, Djamal Bouzida,

Rob ert H. Sw endsen, and P eter A. Kollman. Multidimensional

free-energy calculations using the w eigh ted histogram analysis

metho d. Journal of Computational Chemistry, 16(11):1339–

1350, No v em b er 1995. CODEN JCCHDD. ISSN 0192-8651

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

Krishna:1990:PDC

[Kri90] M. V. Rama Krishna. On prop er disso ciation configurations of

a molecule. Journal of Computational Chemistry, 11(5):629–

635, June 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Karfunk el:1993:CSM

[KRL

+

93] H. R. Karfunk el, B. Rohde, F. J. J. Leusen, R. J. Gdanitz, and

G. Rihs. Con tin uous similarit y measure b et w een nono v erlap-

ping X-ra y p o wder diagrams of differen t crystal mo difications.

Journal of Computational Chemistry, 14(10):1125–1135, Octo-

b er 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Kendric k:1992:IMM

[KRM92] John Kendric k, Elizab eth Robson, and Sara McIn t yre. Ab

initio and molecular mec hanics study of n-phen yl ph thalimide

and its crystal structure. Journal of Computational Chemistry,

13(4):408–413, Ma y 1992. CODEN JCCHDD. ISSN 0192-8651

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

Kabir:1991:ISP

[KS91] Shahrzad Kabir and Anne-Marie Sapse. An ab initio study

of the proton affinities of some heteroatomic rings: Imidazole,

o xazole, and thiazole. Journal of Computational Chemistry,

12(9):1142–1146, No v em b er 1991. CODEN JCCHDD. ISSN

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

Kieninger:1996:CEP

[KS96] Martina Kieninger and S´ andor Suhai. Conformational and

energetic prop erties of the ammonia dimer — comparison of

p ost-Hartree–F o c k and densit y functional metho ds. Journal

of Computational Chemistry, 17(13):1508–1519, Octob er 1996.

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

tronic).

Kohout:1997:ICV

[KS97] Mirosla v Kohout and Andreas Sa vin. Influence of core–v alence

separation of electron lo calization function. Journal of Com-

putational Chemistry, 18(12):1431–1439, Septem b er 1997. CO-

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

tronic).

Kozelk a:1993:FFP

[KSB

+

93] Ji ˇ r ´ ı Kozelk a, Roger Sa vinelli, Gaston Berthier, Jean-Pierre Fla-

men t, and Ric hard La v ery . F orce field for platin um binding to

adenine. Journal of Computational Chemistry, 14(1):45–53,

Kakk ar:1991:URE

[KW91a] Rita Kakk ar and Vibha W alia. Unimolecular rearrangemen ts

of eth ylnitrene: an exploratory theoretical study

. Journal of

Computational Chemistry, 12(10):1211–1216, Decem b er 1991.

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

tronic).

Klopman:1991:CAS

[KW91b] Gilles Klopman and Shaomeng W ang. A computer automated

structure ev aluation (CASE) approac h to calculation of par-

tition co efficien t. Journal of Computational Chemistry, 12(8):

1025–1032, Octob er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Khalil:1991:EIM

[KWWS91] Maged Khalil, Rob ert J. W o o ds, Donald F. W ea v er, and V e-

dene H. Smith Jr. An examination of in ter molecular and in-

tra molecular h ydrogen b onding in biomolecules b y AM1 and

MNDO/M semiempirical molecular orbital studies. Journal of

Computational Chemistry, 12(5):584–593, June 1991. CODEN

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

Kennedy:1999:USH

[KZ99] H. L. Kennedy and Y. Zhao. Use of STOs in Hartree–F o c k cal-

culations: Error analysis and v ariance-minimized pseudosp ec-

tral metho d. Journal of Computational Chemistry, 20(14):

1537–1548, No v em b er 15, 1999. CODEN JCCHDD. ISSN

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

Leonard:1990:MMP

[LA90] Joseph M. Leonard and William P

. Ashman. Molecular me-

c hanics parameterization: Bond lengths and angles for nitrogen

and phosphorus con taining comp ounds. Journal of Computa-

tional Chemistry, 11(8):952–957, Septem b er 1990. CODEN

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

Lii:1991:MFF

[LA91] Jenn-Huei Lii and Norman L. Allinger. The MM3 force field for

amides, p olyp eptides and proteins. Journal of Computational

Chemistry, 12(2):186–199, Marc h 1991. CODEN JCCHDD.

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

Lii:1992:I IB

[LA92] Jenn-Huei Lii and Norman L. Allinger. In tensities of infrared

bands in molecular mec hanics (MM3). Journal of Computa-

tional Chemistry, 13(9):1138–1141, No v em b er 1992. CODEN

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

Liu:1994:MMM

[LA94] Ruifeng Liu and Norman L. Allinger. Molecular mec hanics

(MM3) calculations on alkyl radicals. Journal of Computa-

tional Chemistry, 15(3):283–299, Marc h 1994. CODEN JC-

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

Lii:1998:DHB

[LA98] Jenn-Huei Lii and Norman L. Allinger. Directional h ydrogen

b onding in the MM3 force field: I I. Journal of Computa-

tional Chemistry, 19(9):1001–1016, July 15, 1998. CODEN

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

Liu:1990:CGC

[LB90] Xiao yu Liu and K. Balasubramanian. Computer generation of

c haracter tables of generalized wreath pro duct groups. Jour-

nal of Computational Chemistry, 11(5):589–602, June 1990.

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

tronic).

Lemak:1996:MDS

[LB96] A. S. Lemak and N. K. Balabaev. Molecular dynamics sim u-

lation of a p olymer c hain in solution b y collisional dynamics

metho d. Journal of Computational Chemistry, 17(15):1685–

1695, No v em b er 30, 1996. CODEN JCCHDD. ISSN 0192-8651

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

Llusar:1999:T AE

[LBA

+

99] Rosa Llusar, Armando Beltr´ an, Juan Andr ´ es, St ´ ephane Noury ,

and Bernard Silvi. T op ological analysis of electron densit y in

depleted homop olar c hemical b onds. Journal of Computational

Chemistry, 20(14):1517–1526, No v em b er 15, 1999. CODEN

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

Luque:1996:EMS

[LBA

O96] F. J. Luque, M. Bac hs, C. Alem´ an, and Mo desto Orozco. Ex-

tension of MST/SCRF metho d to organic solv en ts: ab ini-

tio and semiempirical parametrization for neutral solutes in

CCl

4

. Journal of Computational Chemistry, 17(7):806–820,

Ma y 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Liang:1994:MMM

[LBB94] Guy an Liang, J. Phillip Bo w en, and James A. Ben tley

. Molecu-

lar mec hanics (MM3) parameterization of h ydro xylamine and

meth yl deriv ativ es. Journal of Computational Chemistry, 15

(8):866–874, August 1994. CODEN JCCHDD. ISSN 0192-

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

Lim:1997:MD V

[LBI

+

97] Kian-T at Lim, Sharon Brunett, Mihail Ioto v, Ric hard B. Mc-

Clurg, Nagara jan V aidehi, Siddharth Dasgupta, Stephen T a y-

lor, and William A. Go ddard I I I. Molecular dynamics for v ery

large systems on massiv ely parallel computers: the MPSim

program. Journal of Computational Chemistry, 18(4):501–521,

Marc h 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Luque:1994:O AM

[LBO94] F. J. Luque, M. Bac hs, and Mo desto Orozco. An optimized

AM1/MST metho d for the MST-SCRF represen tation of sol-

v ated systems. Journal of Computational Chemistry, 15(8):

847–857, August 1994. CODEN JCCHDD. ISSN 0192-8651

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

Li:1994:EMD

[LCA94] F an bing Li, W eili Cui, and Norman L. Allinger. Expanding

molecular dynamics sim ulations to the NMR time scale. I.

Studies of conformational in tercon v ersions of 1, 1-difluoro-4,

4-dimeth ylcycloheptane using MM3-MD. Journal of Compu-

tational Chemistry, 15(7):769–781, July 1994. CODEN JC-

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

Liang:1997:ICM

[LCD

+

97] Guy an Liang, Xiannong Chen, J. A. Dustman, Anita H. Lewin,

and J. Phillip Bo w en. Ab initio calculations and molecular

mec hanics (MM3) force field dev elopmen t for ammonium and

protonated aliphatic amines. Journal of Computational Chem-

istry, 18(11):1371–1391, August 1997. CODEN JCCHDD.

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

Lee:1993:MSC

[LCW93] F rederic k S. Lee, Zhen T ao Ch u, and Arieh W arshel. Micro-

scopic and semimicroscopic calculations of electrostatic ener-

gies in proteins b y the POLARIS and ENZYMIX programs.

Journal of Computational Chemistry, 14(2):161–185, F ebruary

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lein:1999:TD V

[LDG99] M. Lein, J. F. Dobson, and E. K. U. Gross. T o w ard the de-

scription of v an der W aals in teractions within densit y func-

tional theory

. Journal of Computational Chemistry, 20(1):12–

22, Jan uary 15, 1999. CODEN JCCHDD. ISSN 0192-8651

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

Li:1992:EST

[LDJ92] Jian Li, P aulo Correa De Mello, and Karl Jug. Extension of

SINDO1 to transition metal comp ounds. Journal of Compu-

tational Chemistry, 13(1):85–92, Jan uary 1992. CODEN JC-

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

Liw o:1997:MSS

[LDJ

+

97] Adam Liw o, Dariusz Dyl, Dan uta Jeziorek, Ma lgorzata

No w ac k a, T adeusz Osso wski, and Wies la w W o ´ znic ki. MCSCF

study of singlet o xygen addition to ethenol — a mo del of pho-

to o xidation reactions of unsaturated and aromatic comp ounds

b earing h ydro xy groups. Journal of Computational Chemistry,

18(13):1668–1681, Octob er 1997. CODEN JCCHDD. ISSN

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

Lut y:1992:EEC

[LDM92a] Bro c k A. Lut y , Malcolm E. Da vis, and J. Andrew McCam-

mon. Electrostatic energy calculations b y a Finite-difference

metho d: Rapid calculation of c harge–solv en t in teraction ener-

gies. Journal of Computational Chemistry, 13(6):768–771, July

1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Lut y:1992:SFD

[LDM92b] Bro c k A. Lut y , Malcolm E. Da vis, and J. Andrew Mc-

Cammon. Solving the finite-difference non-linear P oisson–

Boltzmann equation. Journal of Computational Chemistry,

13(9):1114–1118, No v em b er 1992. CODEN JCCHDD. ISSN

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

Lop ez:1999:ISR

[LDMS99] R. L´ op ez, E. Del R ´ ıo, M. I. Men ´ endez, and T. L. Sordo. Ab ini-

tio study of the reaction of CHO

+

with H

2

O and NH

3

. Journal

of Computational Chemistry, 20(13):1432–1443, Octob er 1999.

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

tronic).

Lagan t:1991:UUR

[LD VP91] Philipp e Lagan t, Philipp e Derreumaux, Gerard V ergoten, and

W arner P eticolas. The use of ultra violet resonance Raman

in tensities to test prop osed molecular force fields for n ucleic

acid bases. Journal of Computational Chemistry, 12(6):731–

741, July 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Liang:1996:P AR

[LFB96] Guy an Liang, P eter C. F o x, and J. Phillip Bo w en. P arameter

analysis and refinemen t to olkit system and its application in

MM3 parameterization for phosphine and its deriv ativ es. Jour-

nal of Computational Chemistry, 17(8):940–953, June 1996.

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

tronic).

Li:1996:MMS

[LH96] Sh usen Li and Ching-Hsien Huang. Molecular mec hanics sim-

ulation studies of dienoic h ydro carb ons: F rom alk enes to 1-

P almito yl-2-linoleo yl-phosphatidylc holines. Journal of Com-

putational Chemistry, 17(8):1013–1024, June 1996. CODEN

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

Li:1999:ETB

[LH99] Xiang-Y uan Li and F u-Cheng He. Electron transfer b et w een

biphen yl and biphen yl anion radicals: Reorganization energies

and electron transfer matrix elemen ts. Journal of Computa-

tional Chemistry, 20(6):597–603, April 30, 1999. CODEN JC-

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

Leu w erink:1993:MDC

[LHBF93] E. T. H. Leu w erink, S. Hark ema, W. J. Briels, and D. F eil.

Molecular dynamics of 18-cro wn-6 complexes with alk ali–metal

cations and urea: Prediction of their conformations and com-

parison with data from the Cam bridge Structural Database.

Journal of Computational Chemistry, 14(8):899–906, August

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Liotard:1995:IMS

[LHL

+

95] Daniel A. Liotard, Gregory D. Ha wkins, Gillian C. Lync h,

Christopher J. Cramer, and Donald G. T ruhlar. Impro v ed

metho ds for semiempirical solv ation mo dels. Journal of Com-

putational Chemistry, 16(4):422–440, April 1995. CODEN JC-

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

Lima y e:1997:PME

[Lim97] Aja y C. Lima y e. P arallel MP2-energy ev aluation: Sim ulated

shared memory approac h on distributed memory parallel ma-

c hines. Journal of Computational Chemistry, 18(4):552–561,

Marc h 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Luque:1990:CSM

[LIO90] F. J. Luque, F. Illas, and M. Orozco. Comparativ e study of

the molecular electrostatic p oten tial obtained from differen t

w a v efunctions. Reliabilit y of the semiempirical MNDO w a v e-

function. Journal of Computational Chemistry, 11(4):416–430,

Ma y 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Lehd:1991:GPO

[LJ91] Mic hael Lehd and F rank Jensen. A general pro cedure for ob-

taining w a v e functions ob eying the virial theorem. Journal of

Computational Chemistry, 12(9):1089–1096, No v em b er 1991.

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

tronic).

Li:1992:ASO

[LJ92] Jian Li and Karl Jug. Application of SINDO1 to organo-

transition metal comp ounds. Journal of Computational Chem-

istry, 13(1):93–101, Jan uary 1992. CODEN JCCHDD. ISSN

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

Liljefors:1998:RMD

[LJKL98] T omm y Liljefors, Flemming Steen Jørgensen, and P o vl

Krogsgaard-Larsen, editors. R ational Mole cular Design in

Drug r ese ar ch, v olume 42 of A lfr e d Benzon Symp osium. Munks-

gaard, Køb enha vn, Danmark, 1998. ISBN 87-16-12049-3. 399

pp. LCCN ????

Lee:1990:TSI

[LK90] Ik c ho on Lee and Chang Kon Kim. Theoretical studies on the

in tramolecular cyclization of alkyl halide anions. Journal of

Computational Chemistry, 11(10):1119–1124, No v em b er 1990.

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

tronic).

Liu:1991:GIP

[LK91] X. Liu and D. J. Klein. The graph isomorphism problem. Jour-

nal of Computational Chemistry, 12(10):1243–1251, Decem b er

1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Leac h:1992:CAF

[LK92] Andrew R. Leac h and Irwin D. Kun tz. Conformational analysis

of flexible ligands in macromolecular receptor sites. Journal of

Computational Chemistry, 13(6):730–748, July 1992. CODEN

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

Leac h:1995:MDS

[LK95] Andrew R. Leac h and T eri E. Klein. A molecular dynamics

study of the inhibition of c hic k en dih ydrofolate reductase b y a

phen yl triazine. Journal of Computational Chemistry, 16(11):

1378–1393, No v em b er 1995. CODEN JCCHDD. ISSN 0192-

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

Liw o:1998:URF

[LK C

+

98] A. Liw o, R. Ka ´ zmierkiewicz, C. Czaplewski, M. Groth,

S. O ldziej, R. J. W a w ak, S. Rac k o vsky

, M. R. Pincus, and H. A.

Sc heraga. United-residue force field for off-lattice protein-

structure sim ulations: I I I. Origin of bac kb one h ydrogen-

b onding co op erativit y in united-residue p oten tials. Journal

of Computational Chemistry, 19(3):259–276, F ebruary 1998.

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

tronic).

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

tronic).

Lop ez:1995:ESW a

[L´ op95a] Gusta v o E. L´ op ez. The electronic structure of w eakly b ound

systems. I. Rare-gas bimolecular cations. Journal of Compu-

tational Chemistry, 16(6):758–767, June 1995. CODEN JC-

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

Lop ez:1995:ESWb

[L´ op95b] Gusta v o E. L´ op ez. The electronic structure of w eakly b ound

systems. I I. Ne X

+

and Ar X

+

(X = H

2

O, HCl, and HF)

bimolecular cations. Journal of Computational Chemistry, 16

(6):768–776, June 1995. CODEN JCCHDD. ISSN 0192-8651

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

Liw o:1997:URF a

[LOP

+

97] A. Liw o, S. O ldziej, M. R. Pincus, R. J. W a w ak, S. Rac k o vsky ,

and H. A. Sc heraga. A united-residue force field for off-lattice

protein-structure sim ulations. I. F unctional forms and parame-

ters of long-range side-c hain in teraction p oten tials from protein

crystal data. Journal of Computational Chemistry, 18(7):849–

873, Ma y 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Leac h:1990:A CA

[LP90] Andrew R. Leac h and Keith Prout. Automated conforma-

tional analysis: Directed conformational searc h using the A*

algorithm. Journal of Computational Chemistry, 11(10):1193–

1205, No v em b er 1990. CODEN JCCHDD. ISSN 0192-8651

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

Liu:1992:IES

[LP92] Ruifeng Liu and P eter Pula y . Ab initio evidence for the step-

wise mec hanism of the McLaffert y rearrangemen t of the bu-

tanal radical cation. Journal of Computational Chemistry, 13

(2):183–186, Marc h 1992. CODEN JCCHDD. ISSN 0192-8651

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

Lipk o witz:1993:BVR

[LP93] Kenn y B. Lipk o witz and Mic hael A. P eterson. Benzene is

not v ery rigid. Journal of Computational Chemistry, 14(1):

121–125, Jan uary 1993. CODEN JCCHDD. ISSN 0192-8651

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

Lipk o witz:1995:EMS

[LP95] Kenn y B. Lipk o witz and Mic hael A. P eterson. Ev aluation of

momen t statistics for molecular mo deling. Journal of Com-

putational Chemistry, 16(3):285–295, Marc h 1995. CODEN

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

Liu:1999:CEE

[LP99] Sh ubin Liu and Rob ert G. P arr. Consequences for exc hange

energy densit y functional of exp onen tially deca ying nature of

atomic electron densities. Journal of Computational Chem-

istry, 20(1):2–11, Jan uary 15, 1999. CODEN JCCHDD. ISSN

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

Leac h:1990:AAI

[LPD90] Andrew R. Leac h, Keith Prout, and Daniel P

. Dolata. The ap-

plication of Artificial In telligence to the conformational analy-

sis of strained molecules. Journal of Computational Chemistry,

11(6):680–693, July 1990. CODEN JCCHDD. ISSN 0192-8651

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

Lee:1999:NP A

[LPK99] Sang-Ho Lee, Kim P almo, and Sam uel Krimm. New out-of-

plane angle and b ond angle in ternal co ordinates and related

p oten tial energy functions for molecular mec hanics and dy-

namics sim ulations. Journal of Computational Chemistry, 20

(10):1067–1084, July 30, 1999. CODEN JCCHDD. ISSN 0192-

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

Lommerse:1997:HBC

[LPT97] Jos P

. M. Lommerse, Sarah L. Price, and Robin T a ylor. Hydro-

gen b onding of carb on yl, ether, and ester o xygen atoms with

alk anol h ydro xyl groups. Journal of Computational Chemistry,

18(6):757–774, April 30, 1997. CODEN JCCHDD. ISSN 0192-

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

Liw o:1997:URFb

[LPW

+

97] A. Liw o, M. R. Pincus, R. J. W a w ak, S. Rac k o vsky

, S. O ldziej,

and H. A. Sc heraga. A united-residue force field for off-

lattice protein-structure sim ulations. I I. P arameterization of

short-range in teractions and determination of w eigh ts of en-

ergy terms b y Z-score optimization. Journal of Computational

Chemistry, 18(7):874–887, Ma y 1997. CODEN JCCHDD.

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

Liu:1994:CMM

[LS94] Haiy an Liu and Y un yu Shi. Com bined molecular mec hanical

and quan tum mec hanical p oten tial study of a n ucleophilic ad-

dition reaction in solution. Journal of Computational Chem-

istry, 15(11):1311–1318, No v em b er 1994. CODEN JCCHDD.

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

Laidig:1996:ORA

[LS96] Keith E. Laidig and Andrew Streit wieser. Origins of relativ e

acidit y: First and second p erio d h ydrides. Journal of Com-

putational Chemistry, 17(15):1771–1781, No v em b er 30, 1996.

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

tronic).

Leung:1998:TSS

[LS98] Simon Sh un-W ang Leung and Andrew Streit wieser. Theoreti-

cal study of structure of alk ali metal cy anates and iso cy anates

and their related ion pair S

N

2 reactions. Journal of Computa-

tional Chemistry, 19(12):1325–1336, Septem b er 1998. CODEN

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

Labano wski:1998:HF O

[LSCA98] Jan Labano wski, La wrence Sc hmitz, Kuo-Hsiang Chen, and

Norman L. Allinger. Heats of formation of organic molecules

calculated b y densit y functional theory: I I. Alk anes. Journal of

Computational Chemistry, 19(12):1421–1430, Septem b er 1998.

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

tronic).

Lewin:1999:CMC

[LSDB99] Anita H. Lewin, Jennifer B. Sorensen, John A. Dustman, and

J. Phillip Bo w en. Computational metho ds for conformational

analysis of unsymmetrical 1,3-diamines: 3-aminotropanes.

Journal of Computational Chemistry, 20(13):1371–1378, Oc-

tob er 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Llamas-Saiz:1995:GPT

[LSFFM

+

95] An tonio L. Llamas-Saiz, Concep ci´ on F o ces-F o ces, Otilia M´ o,

Man uel Y´ a ~ nez, Eric Elguero, and Jos ´ e Elguero. The geometry

of p yrazole: a test for ab initio calculations. Journal of Com-

putational Chemistry, 16(3):263–272, Marc h 1995. CODEN

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

Lee:1997:NOM

[LSR97] Jo o y oung Lee, Harold A. Sc heraga, and S. Rac k o vsky

. New

optimization metho d for conformational energy calculations

on p olyp eptides: Conformational space annealing. Journal

of Computational Chemistry, 18(9):1222–1232, July 15, 1997.

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

tronic).

Lop ez:1996:ISF

[LSSvRS96] Ram´ on L´ op ez, Jos ´ e A. Sordo, T om´ as L. Sordo, and P aul v on

Ragu ´ e Sc hley er. Ab initio study of the formation of C

3

H

+

3

from the reaction of CH

+

3 with acet ylene. Journal of Com-

putational Chemistry, 17(7):905–909, Ma y 1996. CODEN JC-

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

Li:1996:ETI

[L THY96] Xiang-Y uan Li, An-Min Tian, F u-Cheng He, and Guo-Sen Y an.

Electron transfer in tegral b et w een t w o zero-o v erlap states.

Journal of Computational Chemistry, 17(9):1108–1111, July

15, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Luk e:1994:SCC

[Luk94] Brian T. Luk e. Stable conformations of CH

3

CH

2

OCH

2

CH

2

OH:

a comparison of theoretical metho ds. Journal of Computa-

tional Chemistry, 15(10):1176–1185, Octob er 1994. CODEN

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

Lenz:1990:FF C

[L V90] T erry G. Lenz and John D. V aughan. F orce field calculation

of equilibrium thermo dynamic prop erties: Diels–Alder reac-

tion of 1,3-butadiene and eth ylene and Diels–Alder dimeriza-

tion of 1,3-butadiene. Journal of Computational Chemistry, 11

(3):351–360, April 1990. CODEN JCCHDD. ISSN 0192-8651

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

Luzhk o v:1992:MMQ

[L W92] V. Luzhk o v and A. W arshel. Microscopic mo dels for quan-

tum mec hanical calculations of c hemical pro cesses in solutions:

LD/AMP A C and SCAAS/AMP A C calculations of solv ation

energies. Journal of Computational Chemistry, 13(2):199–213,

Marc h 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Lin:1994:FES

[L W94] Ching-Lung Lin and Rob ert H. W o o d. F ree energy of solv ation

of a small Lennard-Jones particle. Journal of Computational

Chemistry, 15(2):149–154, F ebruary 1994. CODEN JCCHDD.

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

Li:1995:PIM

[L WNS95] Y. S. Li, M. C. W rinn, J. M. Newsam, and M. P

. Sears. P arallel

implemen tation of a mesh-based densit y functional electronic

structure co de. Journal of Computational Chemistry, 16(2):

226–234, F ebruary 1995. CODEN JCCHDD. ISSN 0192-8651

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

Lut y:1995:MMG

[L WS

+

95] Bro c k A. Lut y , Zelda R. W asserman, Pieter F. W. Stouten,

C. Nic holas Ho dge, Martin Zac harias, and J. Andrew McCam-

mon. A molecular mec hanics/grid metho d for ev aluation of

ligand–receptor in teractions. Journal of Computational Chem-

istry, 16(4):454–464, April 1995. CODEN JCCHDD. ISSN

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

Liang:1995:FFS

[L YH

+

95] Congxin Liang, Liqun Y an, J¨ org-R. Hill, Carl S. Ewig, T erry R.

Stouc h, and Arnold T. Hagler. F orce field studies of c holesterol

and c holesteryl acetate crystals and c holesterol–c holesterol in-

termolecular in teractions. Journal of Computational Chem-

istry, 16(7):883–897, July 1995. CODEN JCCHDD. ISSN

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

Lu:1991:POM

[LZT91] Da-Hong Lu, Meishan Zhao, and Donald G. T ruhlar. Pro-

jection op erator metho d for geometry optimization with con-

strain ts. Journal of Computational Chemistry, 12(3):376–384,

April 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Liu:1998:TIU

[LZZ98] Ruifeng Liu, Xuefeng Zhou, and Lei Zhai. Theoretical in v esti-

gation of unimolecular decomp osition c hannels of furan4. Jour-

nal of Computational Chemistry, 19(2):240–249, Jan uary 30,

1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Magn usson:1993:SFMb

[Mag93a] Eric Magn usson. Supplemen tary d and f functions in molec-

ular w a v e functions at large and small in tern uclear separa-

tions. Journal of Computational Chemistry, 14(1):67–74, Jan-

uary 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Magn usson:1993:SFMa

[Mag93b] Eric Magn usson. Supplemen tary d and f functions in molecular

w a v e functions: Optim um and nonoptim um exp onen ts. Jour-

nal of Computational Chemistry, 14(1):54–66, Jan uary 1993.

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

tronic).

Magn usson:1995:EBM

[Mag95] Eric Magn usson. Electrostatic b onding mo dels: a test on group

1 and 2 metal complexes with H

2

O, NH

3

, H

2

S, PH

3

, and

related ligands. Journal of Computational Chemistry, 16(8):

1027–1037, August 1995. CODEN JCCHDD. ISSN 0192-8651

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

MagelaeSilv a:1997:ECE

[MAP97] Geraldo Magela e Silv a, P aulo Hora Acioli, and An tonio Carlos

P edroza. Estimating correlation energy of diatomic molecules

and atoms with neural net w orks. Journal of Computational

Chemistry, 18(11):1407–1414, August 1997. CODEN JC-

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

Marc hese:1990:CNB

[Mar90] F rancis T. Marc hese. Co ordination n um b ers for biomolecular

h ydration: a quan titativ e metho d based on pattern recognition

analysis of Mon te Carlo sim ulations of aqueous solutions. Jour-

nal of Computational Chemistry, 11(3):374–381, April 1990.

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

tronic).

Marynic k:1997:AMEa

[Mar97a] Dennis S. Marynic k. Accurate molecular electrostatic p oten-

tials based on mo dified PRDDO/M w a v e functions. I. Elec-

trostatic p oten tial deriv ed atomic c harges. Journal of Com-

putational Chemistry, 18(7):955–969, Ma y 1997. CODEN JC-

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

Marynic k:1997:AMEb

[Mar97b] Dennis S. Marynic k. Accurate molecular electrostatic p oten-

tials based on mo dified PRDDO/M w a v e functions: I I. Elec-

trostatic p oten tials inside the molecular v an der W aals en v e-

lop e. Journal of Computational Chemistry, 18(13):1682–1693,

Octob er 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Marynic k:1998:AME

[Mar98] Dennis S. Marynic k. Accurate molecular electrostatic p oten-

tials based on mo dified PRDDO/M w a v e functions: I I I. Ex-

tension of the PESP metho d for calculation of electrostatic

p oten tial-deriv ed atomic c harges to comp ounds con taining Li

+

,

Na

+

, Mg

2+

, K

+

, Ca

2+

, Zn

2+

, and I. Journal of Computa-

tional Chemistry, 19(13):1456–1469, Octob er 1998. CODEN

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

Mazur:1997:QHE

[Maz97] Alexey K. Mazur. Quasi-Hamiltonian equations of motion for

in ternal co ordinate molecular dynamics of p olymers. Journal

of Computational Chemistry, 18(11):1354–1364, August 1997.

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

tronic).

McDo w ell:1996:DMD

[McD96] S. A. C. McDo w ell. Dip ole momen t deriv ativ es and in tegrated

in tensities for the vibrational transitions of N

2

. . . HF. Journal

of Computational Chemistry, 17(11):1339–1343, August 1996.

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

tronic).

Miller:1990:FSD

[Mil90] Kenneth J. Miller. First and second deriv ativ e matrix ele-

men ts for linear and out-of-plane b ending motion. Journal of

Computational Chemistry, 11(3):336–345, April 1990. CODEN

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

Mitin:1994:IMC

[Mit94] Alexander V. Mitin. Iterativ e metho ds for the calculation of a

few of the lo w est eigen v alues and corresp onding eigen v ectors of

the AX = λB X equation with real symmetric matrices of large

dimension. Journal of Computational Chemistry, 15(7):747–

751, July 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Mitin:1998:CRE

[Mit98a] Alexander V. Mitin. Calculation of ro vibrational energy lev-

els of diatomic molecules b y Dunham metho d with p oten tial

obtained from ab initio calculations. Journal of Computa-

tional Chemistry, 19(1):94–101, Jan uary 15, 1998. CODEN

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

Mitin:1998:USR

[Mit98b] Alexander V. Mitin. Use of symmetric rank-one Hessian up-

date in molecular geometry optimization. Journal of Computa-

tional Chemistry, 19(16):1877–1886, Decem b er 1998. CODEN

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

McGarrah:1993:A GA

[MJ93] D. B. McGarrah and R. S. Judson. Analysis of the genetic algo-

rithm metho d of molecular conformation determination. Jour-

nal of Computational Chemistry, 14(11):1385–1395, No v em b er

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Meza:1996:CDS

[MJFT96] J. C. Meza, R. S. Judson, T. R. F aulkner, and A. M. T reasury-

w ala. A comparison of a direct searc h metho d and a genetic

algorithm for conformational searc hing. Journal of Compu-

tational Chemistry, 17(9):1142–1151, July 15, 1996. CODEN

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

Morley:1992:DMH

[MJSV92] S. D. Morley

, D. E. Jac kson, M. R. Saunders, and J. G. Vin-

ter. DMC: a m ultifunctional h ybrid dynamics/Mon te Carlo

sim ulation algorithm for the ev aluation of conformational

space. Journal of Computational Chemistry, 13(6):693–703,

July 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Miy amoto:1992:SA V

[MK92] Sh uic hi Miy amoto and P eter A. Kollman. Settle: an analytical

v ersion of the SHAKE and RA

TTLE algorithm for rigid w ater

mo dels. Journal of Computational Chemistry, 13(8):952–962,

Octob er 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Mat ysk a:1994:DCS

[MK94] Lud ˘ ek Mat ysk a and Jarosla v Ko ˇ ca. D-CICAD

A: a soft w are for

conformational PES elucidation on net w ork of w orkstations.

Journal of Computational Chemistry, 15(9):937–946, Septem-

b er 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Makino:1997:AFL

[MK97a] Shingo Makino and Irwin D. Kun tz. Automated flexible ligand

do c king metho d and its application for database searc h. Jour-

nal of Computational Chemistry, 18(14):1812–1825, No v em b er

15, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

McMahon:1997:OCM

[MK97b] Alan J. McMahon and P aul M. King. Optimization of Carb´ o

molecular similarit y index using gradien t metho ds. Journal of

Computational Chemistry, 18(2):151–158, Jan uary 30, 1997.

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

tronic).

Makino:1998:EF C

[MK98] Shingo Makino and Irwin D. Kun tz. ELECT++: F aster con-

formational searc h metho d for do c king flexible molecules using

molecular similarit y . Journal of Computational Chemistry, 19

(16):1834–1852, Decem b er 1998. CODEN JCCHDD. ISSN

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

Mainz:1997:EPG

[MKF

+

97] Daniel T. Mainz, Jasna J. Klicic, Ric hard A. F riesner, Jean-

Marc Langlois, and Jason K. P erry

. Extension of the PS-GVB

electronic structure co de to transition metal complexes. Jour-

nal of Computational Chemistry, 18(15):1863–1874, No v em b er

30, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Moman y:1990:UCD

[MKS90] F rank A. Moman y , V alen tine J. Klimk o wski, and Lothar

Sc h¨ afer. On the use of conformationally dep enden t geome-

try trends from ab initio dip eptide studies to refine p oten tials

for the empirical force field CHARMM. Journal of Compu-

tational Chemistry, 11(5):654–662, June 1990. CODEN JC-

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

Milik:1997:ARR

[MKS97] Mariusz Milik, Andrzej Kolinski, and Jeffrey Sk olnic k. Algo-

rithm for rapid reconstruction of protein bac kb one from alpha

carb on co ordinates. Journal of Computational Chemistry, 18

(1):80–85, Jan uary 15, 1997. CODEN JCCHDD. ISSN 0192-

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

Meng:1991:DMT

[ML91] Elaine C. Meng and Ric hard A. Lewis. Determination of molec-

ular top ology and atomic h ybridization states from hea vy atom

co ordinates. Journal of Computational Chemistry, 12(7):891–

898, Septem b er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Morrison:1992:EKT

[ML92] Rob ert C. Morrison and Guangh ua Liu. Extended Ko opmans’

theorem: Appro ximate ionization energies from MCSCF w a v e

functions. Journal of Computational Chemistry, 13(8):1004–

1010, Octob er 1992. CODEN JCCHDD. ISSN 0192-8651

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

Mitc hell:1999:BPMb

[MLA

+

99] John B. O. Mitc hell, Roman A. Lask o wski, Alexander Alex,

Mark J. F orster, and Janet M. Thorn ton. Bleep — p oten tial

of mean force describing protein–ligand in teractions: I I. Cal-

culation of binding energies and comparison with exp erimen tal

data. Journal of Computational Chemistry, 20(11):1177–1185,

August 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Mitc hell:1999:BPMa

[MLA

T99] John B. O. Mitc hell, Roman A. Lask o wski, Alexander Alex,

and Janet M. Thorn ton. Bleep — p oten tial of mean force

describing protein–ligand in teractions: I. Generating p oten-

tial. Journal of Computational Chemistry, 20(11):1165–1176,

August 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Marti:1992:VSE

[MLBD92] Josep Mart ´ ı, Agust ´ ı Lled´ os, Juan Bertr´ an, and Miquel Duran.

Vibrational Stark effect: Theoretical determination through

the semiempirical AM1 metho d. Journal of Computational

Chemistry, 13(7):821–829, Septem b er 1992. CODEN JC-

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

Mitc hell:1991:FED

[MM91] Mic hael J. Mitc hell and J. Andrew McCammon. F ree energy

difference calculations b y thermo dynamic in tegration: Diffi-

culties in obtaining a precise v alue. Journal of Computational

Chemistry, 12(2):271–275, Marc h 1991. CODEN JCCHDD.

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

Magn usson:1993:CCE

[MM93] Eric Magn usson and Nigel W. Moriart y . Computational con-

v ergence of electronic structure calculations of transition metal

ligand complexes. Journal of Computational Chemistry, 14(8):

961–969, August 1993. CODEN JCCHDD. ISSN 0192-8651

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

Malcolm:1994:VBVb

[MM94a] Nathaniel O. J. Malcolm and Joseph J. W. McDouall. V ari-

ational biorthogonal v alence b ond descriptions of 1,3-dip oles.

Journal of Computational Chemistry, 15(12):1365–1371, De-

cem b er 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Malcolm:1994:VBV a

[MM94b] Nathaniel O. J. Malcolm and Joseph J. W. McDouall. A v aria-

tional biorthogonal v alence b ond metho d. Journal of Computa-

tional Chemistry, 15(12):1357–1364, Decem b er 1994. CODEN

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

Meza:1994:DSM

[MM94c] J. C. Meza and M. L. Martinez. Direct searc h metho ds for the

molecular conformation problem. Journal of Computational

Chemistry, 15(6):627–632, June 1994. CODEN JCCHDD.

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

Maseras:1995:INI

[MM95] F eliu Maseras and Keiji Morokuma. IMOMM: a new in te-

grated ab initio + molecular mec hanics geometry optimization

sc heme of equilibrium structures and transition states. Jour-

nal of Computational Chemistry, 16(9):1170–1179, Septem b er

1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Meiro vitc h:1997:EMC

[MM97] Hagai Meiro vitc h and Ev a Meiro vitc h. Efficiency of Mon te

Carlo minimization pro cedures and their use in analysis of

NMR data obtained from flexible p eptides. Journal of Compu-

tational Chemistry, 18(2):240–253, Jan uary 30, 1997. CODEN

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

Morales:1992:GED

[MN92] Juan J. Morales and Mar ´ ıa J. Nuev o. General expression for

the densit y dep endence of the mori co efficien ts. Journal of

Computational Chemistry, 13(9):1119–1124, No v em b er 1992.

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

tronic).

Morales:1995:PIM

[MN95] Juan J. Morales and Mar ´ ıa J. Nuev o. P ath in tegral molecular

dynamics metho ds: Application to neon. Journal of Com-

putational Chemistry, 16(1):105–112, Jan uary 1995. CODEN

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

Martinez-Nunez:1997:CAM

[MNVM97] Emilio Mart ´ ınez-N ´ u ~ nez, Saulo A. V´ azquez, and Ricardo A.

Mosquera. Conformational analysis of mo del comp ounds of

vitamin D b y theoretical calculations. Journal of Computa-

tional Chemistry, 18(13):1647–1655, Octob er 1997. CODEN

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

Morales:1993:PIT

[Mor93] Juan J. Morales. P ath in tegral theory: an impro v ed sim ula-

tion for the forces in semiclassic systems. Journal of Compu-

tational Chemistry, 14(6):728–735, June 1993. CODEN JC-

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

Marquez:1997:PCS

[MOSD97] An tonio M. M´ arquez, Jaime Oviedo, Ja vier F ern´ andez Sanz,

and Mic hel Dupuis. P arallel computation of second deriv ativ es

of RHF energy on distributed memory computers. Journal of

Computational Chemistry, 18(2):159–168, Jan uary 30, 1997.

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

tronic).

Mitc hell:1990:NNH

[MP90] John B. O. Mitc hell and Sarah L. Price. The nature of

the N

− −

H· · ·O

− −

C h ydrogen b ond: an in termolecular p er-

turbation theory study of the formamide/formaldeh yde com-

plex. Journal of Computational Chemistry, 11(10):1217–1233,

No v em b er 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Magn uson:1998:TSD

[MP98] Eric C. Magn uson and Julian to Pranata. Theoretical study

of 1,3-dip olar cycloadditions of nitrone and fulminic acid with

substituted eth ylenes. Journal of Computational Chemistry,

19(16):1795–1804, Decem b er 1998. CODEN JCCHDD. ISSN

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

Moret:1998:SMO

[MPBM98] M. A. Moret, P

. G. P ascutti, P

. M. Bisc h, and K. C. Mundim.

Sto c hastic molecular optimization using generalized sim ulated

annealing. Journal of Computational Chemistry, 19(6):647–

657, April 30, 1998. CODEN JCCHDD. ISSN 0192-8651

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

Moscardo:1998:SCF a

[MPJ98] F. Moscard´ o and Angel J. P ´ erez-Jim ´ enez. Self-consisten t field

calculations using t w o-b o dy densit y functionals for correlation

energy comp onen t: I. A tomic systems. Journal of Computa-

tional Chemistry, 19(16):1887–1898, Decem b er 1998. CODEN

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

Moscardo:1998:SCFb

[MPJC98] F. Moscard´ o, Angel J. P ´ erez-Jim ´ enez, and J. Am ´ erico Cjuno.

Self-consisten t field calculations using t w o-b o dy densit y func-

tionals for correlation energy comp onen t: I I. Small molecules.

Journal of Computational Chemistry, 19(16):1899–1908, De-

cem b er 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Min y aev:1997:ICD

[MQS

+

97] Ruslan M. Min y aev, W olfgang Quapp, Go vindan Subrama-

nian, P aul v on R. Sc hley er, and Yirong Mo. In ternal conrota-

tion and disrotation in H

2

BCH

2

BH

2 and dib orylmethane 1,3 H

exc hange. Journal of Computational Chemistry, 18(14):1792–

1803, No v em b er 15, 1997. CODEN JCCHDD. ISSN 0192-8651

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

Moman y:1992:V GP

[MR92] F rank A. Moman y and Reb ecca Rone. V alidation of the general

purp ose QUANT

A(R) 3.2/CHARMm(R) force field. Journal

of Computational Chemistry, 13(7):888–900, Septem b er 1992.

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

tronic).

Murc k o:1993:CAH

[MR93] Mark A. Murc k o and B. Go vinda Rao. Conformational analy-

sis of HIV protease inhibitors. I. Rotation of the amide group

adjacen t to the P’

1 decah ydroiso quinoline ring system in Ro

31-8959 and related systems. Journal of Computational Chem-

istry, 14(12):1446–1453, Decem b er 1993. CODEN JCCHDD.

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

Mohamadi:1990:MIS

[MR G

+

90] F arib orz Mohamadi, Nigel G. J. Ric hards, W a yne C. Guida,

Rob Lisk amp, Mark Lipton, Craig Caufield, George Chang,

Thomas Hendric kson, and W. Clark Still. Macromo del —

an in tegrated soft w are system for mo deling organic and bio or-

ganic molecules using molecular mec hanics. Journal of Com-

putational Chemistry, 11(4):440–467, Ma y 1990. CODEN JC-

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

densit y calculations. Mo del p oten tial for Sb. Journal of Com-

putational Chemistry, 11(8):924–929, Septem b er 1990. CO-

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

tronic).

Maxw ell:1995:CSR

[MTRJ95] Da vid S. Maxw ell, Julian Tirado-Riv es, and William L. Jor-

gensen. A comprehensiv e study of the rotational energy pro-

files of organic systems b y ab initio MO theory

, forming a ba-

sis for p eptide torsional parameters. Journal of Computational

Chemistry, 16(8):984–1010, August 1995. CODEN JCCHDD.

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

Mulla y:1991:SMC

[Mul91] John Mulla y . A simple metho d for calculating atomic c harges

in c harged molecular systems of bio c hemical in terest. Jour-

nal of Computational Chemistry, 12(3):369–375, April 1991.

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

tronic).

Ma y e:1991:HGP

[MV91] P

. V. Ma y e and C. A. V enanzi. Host-guest preorganization

and complemen tarit y: a molecular mec hanics and molecular

dynamics study of cation complexes of a cyclic urea-anisole

spherand. Journal of Computational Chemistry, 12(8):994–

1007, Octob er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Mo oij:1998:CSP

[MvEP

+

98] Wijnand T. M. Mo oij, Bouk e P . v an Eijc k, Sarah L. Price,

P aul V erw er, and Jan Kro on. Crystal structure predictions for

acetic acid. Journal of Computational Chemistry, 19(4):459–

474, Marc h 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Maerk er:1997:CAE

[MvRSL

+

97] Christoph Maerk er, P aul v on R. Sc hley er, Klaus R. Liedl, T.-

K. Ha, Martin Quac k, and Martin A. Suhm. A critical anal-

ysis of electronic densit y functionals for structural, energetic,

dynamic, and magnetic prop erties of h ydrogen fluoride clus-

ters. Journal of Computational Chemistry, 18(14):1695–1719,

No v em b er 15, 1997. CODEN JCCHDD. ISSN 0192-8651

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

Meier:1992:ICM

[MVS92] Ulric h Meier, Christoph V an W ¨ ullen, and Mic hael Sc hindler.

Ab initio calculation of magnetic prop erties b y the “direct”

IGLO metho d. Journal of Computational Chemistry, 13(5):

551–559, June 1992. CODEN JCCHDD. ISSN 0192-8651

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

Nevins:1996:MMMc

[NA96] Neysa Nevins and Norman L. Allinger. Molecular mec hanics

(MM4) vibrational frequency calculations for alk enes and con-

jugated h ydro carb ons. Journal of Computational Chemistry,

17(5–6):730–746, April 1996. CODEN JCCHDD. ISSN 0192-

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

Noga:1999:ABL

[NBB

+

99] Jozef Noga, P a v ol Ba ˘ nac k ´ y, Stanisla v Biskupi ˇ c, Roman Bo ˇ ca,

P eter P elik´ an, Mic hal Svr ˇ cek, and An ton Za jac. Approac hing

bulk limit for three-dimensional solids via the cyclic cluster ap-

pro ximation: Semiempirical INDO study

. Journal of Compu-

tational Chemistry, 20(2):253–261, Jan uary 30, 1999. CODEN

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

Norris:1993:TSP

[NBG93] Kathryn E. Norris, George B. Bacsk a y , and Jill E. Gready .

Theoretical study of “protonated p yruv ate”: a meth ylh ydro xycarb ene–

carb on dio xide complex — implications for the decarb o xyla-

tion of p yruvic acid. Journal of Computational Chemistry, 14

(6):699–714, June 1993. CODEN JCCHDD. ISSN 0192-8651

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

Nagy:1994:CMM

[NBS94] P eter I. Nagy

, Joseph E. Bitar, and Douglas A. Smith. Com-

parison of the molecular mec hanics + generalized Born/surface

area and the ab initio + Mon te Carlo sim ulation metho ds in

estimating conformational equilibria in aqueous solution. Jour-

nal of Computational Chemistry, 15(11):1228–1240, No v em b er

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Nevins:1996:MMMa

[NCA96] Neysa Nevins, Kuohsiang Chen, and Norman L. Allinger.

Molecular mec hanics (MM4) calculations on alk enes. Jour-

nal of Computational Chemistry, 17(5–6):669–694, April 1996.

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

tronic).

Neto:1994:P A C

[Net94] J. J. Soares Neto. P arallel algorithm for calculating ro-

vibrational states of diatomic molecules. Journal of Compu-

tational Chemistry, 15(2):144–148, F ebruary 1994. CODEN

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

Nic holls:1991:RFD

[NH91] An thon y Nic holls and Barry Honig. A rapid finite differ-

ence algorithm, utilizing successiv e o v er-relaxation to solv e

the P oisson–Boltzmann equation. Journal of Computational

Chemistry, 12(4):435–445, Ma y 1991. CODEN JCCHDD.

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

Nic klaus:1997:CEC

[Nic97] Marc C. Nic klaus. Conformational energies calculated b y the

molecular mec hanics program CHARMm. Journal of Com-

putational Chemistry, 18(8):1056–1060, June 1997. CODEN

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

Nilar:1991:ASA

[Nil91] Shah ul H. Nilar. Applications of the sim ulated annealing

metho d to in termolecular in teractions. Journal of Computa-

tional Chemistry, 12(8):1008–1013, Octob er 1991. CODEN

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

Nak am ura:1998:P AE

[NIS98] Sh ugo Nak am ura, Mitsunori Ik eguc hi, and Ken taro Shimizu.

P arallel algorithm for efficien t calculation of second deriv a-

tiv es of conformational energy function in in ternal co ordi-

nates. Journal of Computational Chemistry, 19(15):1716–1723,

No v em b er 30, 1998. CODEN JCCHDD. ISSN 0192-8651

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

Nagase:1998:RAS

[NKA98] Shigeru Nagase, Kaoru Koba y ashi, and T ak eshi Ak asak a. Re-

cen t adv ances in the structural determination of endohedral

metallofullerenes. Journal of Computational Chemistry, 19(2):

232–239, Jan uary 30, 1998. CODEN JCCHDD. ISSN 0192-

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

Neto:1991:FTD

[NL91] J. J. Soares Neto and Jan Linderb erg. A fully three-

dimensional finite elemen t metho d calculation for the vibra-

tional lev els of H

2

O and D

2

O. Journal of Computational Chem-

istry, 12(10):1237–1242, Decem b er 1991. CODEN JCCHDD.

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

Norrb y:1998:AMM

[NL98] P er-Ola Norrb y and T omm y Liljefors. Automated molecular

mec hanics parameterization with sim ultaneous utilization of

exp erimen tal and quan tum mec hanical data. Journal of Com-

putational Chemistry, 19(10):1146–1166, July 30, 1998. CO-

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

tronic).

Nevins:1996:MMMb

[NLA96] Neysa Nevins, Jenn-Huei Lii, and Norman L. Allinger. Molec-

ular mec hanics (MM4) calculations on conjugated h ydro car-

b ons. Journal of Computational Chemistry, 17(5–6):695–729,

April 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Niesse:1997:GO A

[NM97] J. A. Niesse and Ho w ard R. Ma yne. Global optimization of

atomic and molecular clusters using the space-fixed mo dified

genetic algorithm metho d. Journal of Computational Chem-

istry, 18(9):1233–1244, July 15, 1997. CODEN JCCHDD.

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

Nonella:1997:ECD

[Non97] Marco Nonella. Effect of c harge distribution on electrostatic

c hromophore–protein in teractions in Bacteriorho dopsin. Jour-

nal of Computational Chemistry, 18(5):677–693, April 15,

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Nob eli:1997:HBP

[NPL

T97] I. Nob eli, S. L. Price, J. P

. M. Lommerse, and R. T a ylor. Hy-

drogen b onding prop erties of o xygen and nitrogen acceptors in

aromatic hetero cycles. Journal of Computational Chemistry,

18(16):2060–2074, Decem b er 1997. CODEN JCCHDD. ISSN

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

Ning:1999:MDS

[NQ99] Xi-Jing Ning and Qi-Zong Qin. Molecular dynamics sim ula-

tion of O

3 photolysis b y ultra violet ligh t in solid argon. Journal

of Computational Chemistry, 20(6):623–628, April 30, 1999.

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

tronic).

Nielsen:1995:PDI

[NS95] Ida M. B. Nielsen and Edw ard T. Seidl. P arallel direct im-

plemen tations of second-order p erturbation theories. Journal

of Computational Chemistry, 16(10):1301–1313, Octob er 1995.

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

tronic).

Norinder:1998:D AA

[NS98] Ulf Norinder and P eter Sv ensson. Descriptors for amino acids

using MolSurf parametrization. Journal of Computational

Chemistry, 19(1):51–59, Jan uary 15, 1998. CODEN JCCHDD.

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

Nguy en:1997:DFS

[NSA

+

97] D. T. Nguy en, A. C. Sc heiner, J. W. Andzelm, S. Sirois, D. R.

Salah ub, and A. T. Hagler. A densit y functional study of the

glycine molecule: Comparison with p ost-Hartree–F o c k calcu-

lations and exp erimen t. Journal of Computational Chemistry,

18(13):1609–1631, Octob er 1997. CODEN JCCHDD. ISSN

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

Noid:1990:MDS

[NSWP90] D. W. Noid, B. G. Sumpter, B. W underlic h, and G. A. Pf-

effer. Molecular dynamics sim ulations of p olymers: Metho ds

for optimal F ortran programming. Journal of Computational

Chemistry, 11(2):236–241, Marc h 1990. CODEN JCCHDD.

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

Nak a jima:1996:REM

[NTK96] Hideo Nak a jima, Ohgi T ak ahashi, and Osam u Kikuc hi. Rapid

ev aluation of molecular electrostatic p oten tial maps for amino

acids, p eptides, and proteins b y empirical functions. Journal of

Computational Chemistry, 17(7):790–805, Ma y 1996. CODEN

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

Nyulaszi:1997:R CR

[NVER97] L´ aszl´ o Nyul´ aszi, P ´ eter V´ arnai, W olfgang Eisfeld, and Man-

fred Regitz. Regioselectivit y in cycloaddition reaction b e-

t w een phosphaacet ylene and diazomethane: an ab initio study .

Journal of Computational Chemistry, 18(5):609–616, April 15,

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Nissink:1997:SME

[NVK

+

97] J. W. M. Nissink, M. L. V erdonk, J. Kro on, T. Mietzner, and

G. Kleb e. Sup erp osition of molecules: Electron densit y fitting

b y application of F ourier transforms. Journal of Computational

Chemistry, 18(5):638–645, April 15, 1997. CODEN JCCHDD.

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

Na y eem:1991:CSS

[NVS91] Akbar Na y eem, Jorge Vila, and Harold A. Sc heraga. A com-

parativ e study of the sim ulated-annealing and Mon te Carlo-

with-minimization approac hes to the minim um-energy struc-

tures of p olyp eptides: [Met]-enk ephalin. Journal of Compu-

tational Chemistry, 12(5):594–605, June 1991. CODEN JC-

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

Norrb y:1995:UCD

[NW

˚

AM95] P er-Ola Norrb y , Kenneth W¨ arnmark, Bj¨ orn

˚

Ak ermark, and

Christina Mob erg. Un usual conformational-determining in-

teractions in o xymeth ylp yridines: an ab initio study and an

impro v ed metho d for refining molecular mec hanics parame-

ters. Journal of Computational Chemistry, 16(5):620–627, Ma y

1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ob erhammer:1998:MSC

[Ob e98] Heinz Ob erhammer. Molecular structures and conformations:

Exp erimen t and theory

. Journal of Computational Chemistry,

19(2):123–128, Jan uary 30, 1998. CODEN JCCHDD. ISSN

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

Orozco:1995:DOM

[OBL95] Mo desto Orozco, M. Bac hs, and F. J. Luque. Dev elopmen t

of optimized MST/SCRF metho ds for semiempirical calcula-

tions: the MNDO and PM3 Hamiltonians. Journal of Com-

putational Chemistry, 16(5):563–575, Ma y 1995. CODEN JC-

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

Ou:1998:MDS

[OC98] Jane J. Ou and Sha w H. Chen. Molecular dynamics sim ulation

of organic glass formers: I. ortho-terphen yl and 1,3,5-tri-α -

naph th yl b enzene. Journal of Computational Chemistry, 19

(1):86–93, Jan uary 15, 1998. CODEN JCCHDD. ISSN 0192-

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

Orozco:1993:CBM

[OJL93] Mo desto Orozco, William L. Jorgensen, and F. J. Luque. Com-

parison of 6-31G*-based MST/SCRF and FEP ev aluations of

the free energies of h ydration for small neutral molecules. Jour-

nal of Computational Chemistry, 14(12):1498–1503, Decem b er

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Orozco:1990:UAM

[OL90] M. Orozco and F. J. Luque. On the use of AM1 and MNDO

w a v e functions to compute accurate electrostatic c harges.

Journal of Computational Chemistry, 11(8):909–923, Septem-

b er 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Orozco:1993:ISB

[OL93a] Mo desto Orozco and F. J. Luque. Ab initio study of b ond

stretc hing: Implications in force-field parametrization for

molecular mec hanics and dynamics. Journal of Computational

Chemistry, 14(8):881–894, August 1993. CODEN JCCHDD.

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

Orozco:1993:MIP

[OL93b] Mo desto Orozco and F. J. Luque. Molecular in teraction p oten-

tial: a new to ol for the theoretical study of molecular reactiv-

it y . Journal of Computational Chemistry, 14(5):587–602, Ma y

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ott:1996:PGF

[OM96] Karl-Heinz Ott and Bernd Mey er. P arametrization of GR O-

MOS force field for oligosacc harides and assessmen t of effi-

Pratt:1994:CSH

[PC94b] La wrence M. Pratt and C. C. Ch u. Computational study of

the h ydrolysis of degradable p olysacc haride biomaterials: Sub-

stituen t effects on the h ydrolytic mec hanism. Journal of Com-

putational Chemistry, 15(2):241–248, F ebruary 1994. CODEN

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

P errot:1992:MPR

[PCG

+

92] G. P errot, B. Cheng, K. D. Gibson, J. Vila, K. A. P almer,

A. Na y eem, B. Maigret, and H. A. Sc heraga. MSEED: a pro-

gram for the rapid analytical determination of accessible sur-

face areas and their deriv ativ es. Journal of Computational

Chemistry, 13(1):1–11, Jan uary 1992. CODEN JCCHDD.

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

P eishoff:1992:IDG

[PD92] Catherine E. P eishoff and J. Scott Dixon. Impro v emen ts to

the distance geometry algorithm for conformational sampling

of cyclic structures. Journal of Computational Chemistry, 13

(5):565–569, June 1992. CODEN JCCHDD. ISSN 0192-8651

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

P onec:1999:EPC

[PD99] Rob ert P onec and An thon y J. Dub en. Electron pairing and

c hemical b onds: Bonding in h yp erv alen t molecules from anal-

ysis of F ermi holes. Journal of Computational Chemistry, 20

(8):760–771, June 1999. CODEN JCCHDD. ISSN 0192-8651

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

Pro cacci:1997:OMD

[PDPM97] Piero Pro cacci, T om A. Darden, Eman uele P aci, and Massimo

Marc hi. ORA

C: a molecular dynamics program to sim ulate

complex molecular systems with realistic electrostatic in ter-

actions. Journal of Computational Chemistry, 18(15):1848–

1862, No v em b er 30, 1997. CODEN JCCHDD. ISSN 0192-8651

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

P ola v arapu:1992:ICM

[PE92] P

. L. P ola v arapu and C. S. Ewig. Ab initio computed molecu-

lar structures and energies of the conformers of glucose. Jour-

nal of Computational Chemistry, 13(10):1255–1261, Decem b er

1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P earlman:1994:FED

[P ea94] Da vid A. P earlman. F ree energy deriv ativ es: a new metho d for

probing the con v ergence problem in free energy calculations.

Journal of Computational Chemistry, 15(1):105–123, Jan uary

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P etk e:1993:CDS

[P et93] J. D. P etk e. Cum ulativ e and discrete similarit y analysis of

electrostatic p oten tials and fields. Journal of Computational

Chemistry, 14(8):928–933, August 1993. CODEN JCCHDD.

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

P etitjean:1994:A CV

[P et94] Mic hel P etitjean. On the analytical calculation of v an der

W aals surfaces and v olumes: Some n umerical asp ects. Jour-

nal of Computational Chemistry, 15(5):507–523, Ma y 1994.

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

tronic).

P etitjean:1995:GMS

[P et95] Mic hel P etitjean. Geometric molecular similarit y from v olume-

based distance minimization: Application to saxito xin and

tetro doto xin. Journal of Computational Chemistry, 16(1):80–

90, Jan uary 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Philipp:1999:MIQ

[PF99] Dean M. Philipp and Ric hard A. F riesner. Mixed ab initio

QM/MM mo deling using frozen orbitals and tests with ala-

nine dip eptide and tetrap eptide. Journal of Computational

Chemistry, 20(14):1468–1494, No v em b er 15, 1999. CODEN

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

P erczel:1996:PMX

[PF C96] Andr´ as P erczel,

¨

Od¨ on F ark as, and Imre G. Csizmadia. P eptide

mo dels XVI. The iden tification of selected HCO–L–SER–NH

2

conformers via a systematic grid searc h using ab initio p oten-

tial energy surfaces. Journal of Computational Chemistry, 17

(7):821–834, Ma y 1996. CODEN JCCHDD. ISSN 0192-8651

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

P apadakis:1997:CLS

[PFFF97] J. P apadakis, G. S. F anourgakis, S. C. F aran tos, and

M. F ounargiotakis. Comparison of line searc h minimization al-

gorithms for exploring top ograph y of m ultidimensional p oten-

tial energy surfaces: Mg

+

Ar

n case. Journal of Computational

Chemistry, 18(8):1011–1022, June 1997. CODEN JCCHDD.

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

P o:1993:IMO

[PFLH93] Henry N. P o, Fillmore F reeman, Cho onsun Lee, and W arren J.

Hehre. Ab initio molecular orbital calculations for 3,6-dih ydro-

1,2-dithiin and 3,6-dih ydro-1,2-dio xin. Journal of Computa-

tional Chemistry, 14(11):1376–1384, No v em b er 1993. CODEN

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

Price:1991:T A T

[PFM91] S. L. Price, C. H. F aerman, and C. W. Murra y . T o w ard accu-

rate transferable electrostatic mo dels for p olyp eptides: a dis-

tributed m ultip ole study of blo c k ed amino acid residue c harge

distributions. Journal of Computational Chemistry, 12(10):

1187–1197, Decem b er 1991. CODEN JCCHDD. ISSN 0192-

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

P acc hioni:1997:IMP

[PFMI97] Gianfranco P acc hioni, Anna Maria F errari, An tonio M.

M´ arquez, and F rancesc Illas. Imp ortance of Madelung p oten-

tial in quan tum c hemical mo deling of ionic surfaces. Journal

of Computational Chemistry, 18(5):617–628, April 15, 1997.

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

tronic).

P ettersson:1991:CER

[PG91] Ingrid P ettersson and Klaus Gundertofte. Conformational

energies and rotational barriers in 3-meth yl-1-butene and 1-

butene: an ab initio and molecular mec hanics study

. Journal

of Computational Chemistry, 12(7):839–843, Septem b er 1991.

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

tronic).

P acios:1998:RBG

[PG98] L. F. P acios and P

. C. G´ omez. Radial b eha vior of gradien t

expansion appro ximation to atomic F ukui function and shell

structure of atoms. Journal of Computational Chemistry, 19

(5):488–503, April 15, 1998. CODEN JCCHDD. ISSN 0192-

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

P othier:1993:MQN

[PGAL93] Jo ¨ eL P othier, Jacques Gabarro-Arpa, and Marc Le Bret.

MORMIN: a quasi-Newtonian energy minimizer fitting the n u-

clear Ov erhauser data. Journal of Computational Chemistry,

14(2):226–236, F ebruary 1993. CODEN JCCHDD. ISSN 0192-

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

P a v elites:1997:MMF

[PGBM97] Joseph J. P a v elites, Jiali Gao, P aul A. Bash, and Alexander D.

Mac k erell Jr. A molecular mec hanics force field for NAD

+

,

NADH, and the p yrophosphate groups of n ucleotides. Jour-

nal of Computational Chemistry, 18(2):221–239, Jan uary 30,

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Plimpton:1996:NPM

[PH96] Stev e Plimpton and Bruce Hendric kson. A new parallel metho d

for molecular dynamics sim ulation of macromolecular systems.

Journal of Computational Chemistry, 17(3):326–337, F ebruary

1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P ertsin:1994:IBL

[PHG94] Alexander J. P ertsin, Jutta Hahn, and Hans P

. Grossmann.

Incorp oration of b ond-length constrain ts in Mon te Carlo sim-

ulations of cyclic and linear molecules: Conformational sam-

pling for cyclic alk anes as test systems. Journal of Computa-

tional Chemistry, 15(10):1121–1126, Octob er 1994. CODEN

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

Phillips:1990:CL T

[Phi90] Leon F. Phillips. Calculation of Langevin-t yp e capture rate

constan ts for rotating molecules with arbitrary in teraction p o-

ten tials. Journal of Computational Chemistry, 11(1):88–93,

Jan uary 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P otter:1991:GOS

[PK91] T. P¨ otter and M. Klessinger. Geometry optimization in

semiempirical SCF–MO–CI calculations. Journal of Compu-

tational Chemistry, 12(2):167–171, Marc h 1991. CODEN JC-

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

Pratt:1995:DFT

[PK95] La wrence M. Pratt and Ishrat M. Khan. A densit y func-

tional treatmen t of organolithium comp ounds: Comparison to

ab initio, semiempirical, and exp erimen tal results. Journal of

Computational Chemistry, 16(9):1067–1080, Septem b er 1995.

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

tronic).

P almo:1998:EMI

[PK98] Kim P almo and Sam uel Krimm. Electrostatic mo del for in-

frared in tensities in a sp ectroscopically determined molecular

mec hanics force field. Journal of Computational Chemistry, 19

(7):754–768, Ma y 1998. CODEN JCCHDD. ISSN 0192-8651

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

P otter:1999:MDC

[PK CM99] Mic hael J. P otter, P aul D. Kirc hhoff, Heather A. Carlson, and

J. Andrew McCammon. Molecular dynamics of cryptophane

and its complexes with tetrameth ylammonium and neop en tane

using a con tin uum solv en t mo del. Journal of Computational

Chemistry, 20(9):956–970, July 15, 1999. CODEN JCCHDD.

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

P ark:1995:DNA

[PKN

+

95] Je Myung P ark, Oh Y oung Kw on, Ky oung T ai No, Mu Shik

Jhon, and Harold A. Sc heraga. Determination of net atomic

c harges using a mo dified partial equalization of orbital elec-

tronegativit y metho d. IV. Application to h yp erv alen t sulfur-

and phosphorus-con taining molecules. Journal of Computa-

tional Chemistry, 16(8):1011–1026, August 1995. CODEN JC-

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

P arretti:1997:AMM

[PKRR97] Martin F. P arretti, Romano T. Kro emer, Jeffrey H. Roth-

man, and W. Graham Ric hards. Alignmen t of molecules b y

the Mon te Carlo optimization of molecular similarit y indices.

Journal of Computational Chemistry, 18(11):1344–1353, Au-

gust 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

P almer:1994:NIP

[PL94] Ian J. P almer and Janos Ladik. New implemen tation of a pro-

gram to calculate correlated band structures of p olymers: an

application to the band structure of p olyparaphen ylene (PPP).

Journal of Computational Chemistry, 15(8):814–819, August

1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P erez:1992:MCS

[PLB92] Victor P ´ erez, Jos ´ e M. Lluc h, and Juan Bertr´ an. Mon te Carlo

sim ulation of the diabatic free energy curv es for a disso ciativ e

electron transfer reaction in a p olar solv en t. Journal of Compu-

tational Chemistry, 13(9):1057–1065, No v em b er 1992. CODEN

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

P an:1998:PID

[PL Y98] W ei P an, T ai-Sung Lee, and W eitao Y ang. P arallel implemen-

tation of divide-and-conquer semiempirical quan tum c hemistry

calculations. Journal of Computational Chemistry, 19(9):1101–

1109, July 15, 1998. CODEN JCCHDD. ISSN 0192-8651

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

P earlman:1993:CND

[PM93] Da vid A. P earlman and Mark A. Murc k o. CONCEPTS: New

dynamic algorithm for de no v o drug suggestion. Journal of

Computational Chemistry, 14(10):1184–1193, Octob er 1993.

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

tronic).

P oin tet:1997:P AP

[PMHR

G97] K. P oin tet, A. Milliet, S. Ho y au, and M. F. Renou-Gonnord.

Proton affinities of p olyb enzenoid aromatic h ydro carb ons and

those with fiv e-mem b ered rings. Journal of Computational

Chemistry, 18(5):629–637, April 15, 1997. CODEN JCCHDD.

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

P ascutti:1999:PEP

[PMIB99] P edro G. P ascutti, Kleb er C. Mundim, Amando S. Ito, and

P aulo M. Bisc h. P olarization effects on p eptide conformations

at w ater–mem brane in terface b y molecular dynamics sim ula-

tion. Journal of Computational Chemistry, 20(9):971–982, July

15, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Pitt:1993:AKB

[PMR

G93] William R. Pitt, Judith Murra y-Rust, and Julia M. Go o dfel-

lo w. A

QUARIUS2: Kno wledge-based mo deling of solv en t sites

around proteins. Journal of Computational Chemistry, 14(9):

1007–1018, Septem b er 1993. CODEN JCCHDD. ISSN 0192-

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

Purisima:1995:SY A

[PN95] Enrico O. Purisima and Shah ul H. Nilar. A simple y et accu-

rate b oundary elemen t metho d for con tin uum dielectric calcu-

lations. Journal of Computational Chemistry, 16(6):681–689,

June 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

P ark:1993:DNA

[PNJS93] Je Myung P ark, Ky oung T ai No, Mu Shik Jhon, and Harold A.

Sc heraga. Determination of net atomic c harges using a mo d-

ified partial equalization of orbital electronegativit y metho d.

I I I. Application to halogenated and aromatic molecules. Jour-

nal of Computational Chemistry, 14(12):1482–1490, Decem b er

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

P oland:1990:USI

[P ol90] Douglas P oland. On the use of series to in tegrate rate equa-

tions. Journal of Computational Chemistry, 11(3):382–395,

April 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

P ola v arapu:1993:CF C

[P ol93] P

. L. P ola v arapu. Chiral force constan ts: Recommendations for

the presen tation of in ternal co ordinate force constan ts. Jour-

P appu:1996:EMR

[PSW96] Rohit V. P appu, William J. Sc hneller, and Da vid L. W ea v er.

Electrostatic m ultip ole represen tation of a p olyp eptide c hain:

an algorithm for sim ulation of p olyp eptide prop erties. Jour-

nal of Computational Chemistry, 17(8):1033–1055, June 1996.

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

tronic).

P a v ankumar:1999:CIQ

[PSY

+

99] P

. N. V. P a v ankumar, P

. Seetharam ulu, S. Y ao, Jeffrey D.

Saxe, Dasharatha G. Reddy

, and F rederic k H. Hausheer. Com-

prehensiv e ab initio quan tum mec hanical and molecular orbital

(MO) analysis of cisplatin: Structure, b onding, c harge densit y ,

and vibrational frequencies. Journal of Computational Chem-

istry, 20(3):365–382, F ebruary 1999. CODEN JCCHDD. ISSN

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

P atc hk o vskii:1996:ASD

[PT96] Serguei P atc hk o vskii and W alter Thiel. Analytical second

deriv ativ es of the energy in MNDO metho ds. Journal of Com-

putational Chemistry, 17(11):1318–1327, August 1996. CO-

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

tronic).

P omelli:1998:DNP

[PT98] Christian S. P omelli and Jacop o T omasi. DefP ol: New pro-

cedure to build molecular surfaces and its use in con tin uum

solv ation metho ds. Journal of Computational Chemistry, 19

(15):1758–1776, No v em b er 30, 1998. CODEN JCCHDD. ISSN

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

P atc hk o vskii:1999:NCS

[PT99] S. P atc hk o vskii and W. Thiel. NMR c hemical shifts in MNDO

appro ximation: P arameters and results for H, C, N, and

O. Journal of Computational Chemistry, 20(12):1220–1245,

Septem b er 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

P omelli:1999:EGM

[PTCB99] Christian Silvio P omelli, Jacop o T omasi, Maurizio Cossi, and

Vincenzo Barone. Effectiv e generation of molecular ca vities

in p olarizable con tin uum mo del b y DefP ol pro cedure. Jour-

nal of Computational Chemistry, 20(16):1693–1701, Decem b er

1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Pullan:1997:EMM

[Pul97] W. J. Pullan. Energy minimization of mixed argon–xenon mi-

cro clusters using a genetic algorithm. Journal of Computa-

tional Chemistry, 18(8):1096–1111, June 1997. CODEN JC-

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

Purisima:1998:FSB

[Pur98] Enrico O. Purisima. F ast summation b oundary elemen t

metho d for calculating solv ation free energies of macro-

molecules. Journal of Computational Chemistry, 19(13):1494–

1504, Octob er 1998. CODEN JCCHDD. ISSN 0192-8651

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

P earl:1998:MCB

[PZBM98] Greg M. P earl, M. C. Zerner, Anders Bro o, and John McK-

elv ey . Metho d of calculating band shap e for molecular elec-

tronic sp ectra. Journal of Computational Chemistry, 19(7):

781–796, Ma y 1998. CODEN JCCHDD. ISSN 0192-8651

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

Quapp:1998:SSP

[QHIH98] W olfgang Quapp, Mic hael Hirsc h, Olaf Imig, and Dietmar Hei-

dric h. Searc hing for saddle p oin ts of p oten tial energy sur-

faces b y follo wing a reduced gradien t. Journal of Computa-

tional Chemistry, 19(9):1087–1100, July 15, 1998. CODEN

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

Ramasesha:1990:NAS

[Ram90] S. Ramasesha. A new algorithm for solving large inhomoge-

neous linear system of algebraic equations. Journal of Com-

putational Chemistry, 11(5):545–547, June 1990. CODEN JC-

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

Randic:1991:COP

[Ran91] Milan Randi ´ c. On computation of optimal parameters for

m ultiv ariate analysis of structure-prop ert y relationship. Jour-

nal of Computational Chemistry, 12(8):970–980, Octob er 1991.

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

tronic).

Randic:1992:BRB

[Ran92] Milan Randi ´ c. Bo ok review: Computational chemic al gr aph

the ory, Dennis H. Rouvra y , ed., No v a Science Publisher, Inc.,

New Y ork, 1990, 331 pp. ISBN 0-947143-84-5. Price: $72.00.

Journal of Computational Chemistry, 13(6):792, July 1992.

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

tronic).

Randic:1993:FNR

[Ran93] Milan Randi ´ c. Fitting of nonlinear regressions b y orthogonal-

ized p o w er series. Journal of Computational Chemistry, 14(3):

363–370, Marc h 1993. CODEN JCCHDD. ISSN 0192-8651

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

Rauh ut:1996:CID

[Rau96] Gun tram Rauh ut. Com bined ab initio and densit y functional

study of ring c hain tautomerism in b enzofurazan-1-o xide. Jour-

nal of Computational Chemistry, 17(16):1848–1856, Decem b er

1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ro ccatano:1998:DPM

[RBC

+

98] D. Ro ccatano, R. Bizzarri, G. Chillemi, N. Sanna, and A. Di

Nola. Dev elopmen t of a parallel molecular dynamics co de on

SIMD computers: Algorithm for use of pair list criterion. Jour-

nal of Computational Chemistry, 19(7):685–694, Ma y 1998.

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

tronic).

Rossi:1998:F CI

[RBE98] Elda Rossi, Gian Luigi Bendazzoli, and Stefano Ev angelisti.

F ull configuration in teraction algorithm on a massiv ely paral-

lel arc hitecture: Direct-list implemen tation. Journal of Com-

putational Chemistry, 19(6):658–672, April 30, 1998. CODEN

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

Reiling:1996:TIE

[RBSB96] Stephan Reiling, J ¨ urgen Bric kmann, Mic hael Sc hlenkric h, and

Philipp e A. Bopp. Theoretical in v estigations on 1,2-ethanediol:

the problem of in tramolecular h ydrogen b onds. Journal of

Computational Chemistry, 17(2):133–147, Jan uary 30, 1996.

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

tronic).

Rauh ut:1993:MPC

[R C93] Gun tram Rauh ut and Timoth y Clark. Multicen ter p oin t c harge

mo del for high-qualit y molecular electrostatic p oten tials from

AM1 calculations. Journal of Computational Chemistry, 14

(5):503–509, Ma y 1993. CODEN JCCHDD. ISSN 0192-8651

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

Ritc hie:1995:CPD

[R C95] James P

. Ritc hie and Ann S. Cop enha v er. Comparison of

p oten tial-deriv ed c harge and atomic m ultip ole mo dels in cal-

culating electrostatic p oten tials and energies of some n ucleic

acid bases and pairs. Journal of Computational Chemistry, 16

(6):777–789, June 1995. CODEN JCCHDD. ISSN 0192-8651

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

Ruiz:1999:BSA

[R CAA99] Eliseo Ruiz, Joan Cano, San tiago Alv arez, and P ere Aleman y .

Brok en symmetry approac h to calculation of exc hange cou-

pling constan ts for homobin uclear and heterobin uclear transi-

tion metal complexes. Journal of Computational Chemistry,

20(13):1391–1400, Octob er 1999. CODEN JCCHDD. ISSN

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

Rib eiro-Claro:1996:SVF

[R CA TD96] P aulo J. A. Rib eiro-Claro, Ana Margarida Amado, and J. J. C.

T eixeira-Dias. Structures and vibrational frequencies of v ana-

dium (V) oligomers: an ab initio study using effectiv e core

p oten tials. Journal of Computational Chemistry, 17(10):1183–

1196, July 30, 1996. CODEN JCCHDD. ISSN 0192-8651

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

Rega:1999:IPP

[R CB99] Nadia Rega, Maurizio Cossi, and Vincenzo Barone. Impro ving

p erformance of p olarizable con tin uum mo del for study of large

molecules in solution. Journal of Computational Chemistry, 20

(11):1186–1198, August 1999. CODEN JCCHDD. ISSN 0192-

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

Reindl:1996:NME

[R Cv96] Bernd Reindl, Timoth y Clark, and P aul v. R. Sc hley er. A

new metho d for empirical force field calculations on lo calized

and delo calized carb o cations. Journal of Computational Chem-

istry, 17(12):1406–1430, Septem b er 1996. CODEN JCCHDD.

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

Reindl:1997:EFFb

[R CvRS97a] Bernd Reindl, Timoth y Clark, and P aul v. R. Sc hley ereeee.

Empirical force field and ab initio calculations on allyl cations.

Journal of Computational Chemistry, 18(4):533–551, Marc h

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Reindl:1997:EFF a

[R CvRS97b] Bernd Reindl, Timoth y Clark, and P aul v on R. Sc hley er. Em-

pirical force-field and ab initio calculations on delo calized op en

c hain cations. Journal of Computational Chemistry, 18(1):28–

44, Jan uary 15, 1997. CODEN JCCHDD. ISSN 0192-8651

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

Ro c ha:1997:QMM

[RD97] Willian R. Ro c ha and W agner B. De Almeida. Quan tum-

mec hanical and molecular mec hanics conformational analysis

of 1,5-cyclo o ctadiene. Journal of Computational Chemistry,

18(2):254–259, Jan uary 30, 1997. CODEN JCCHDD. ISSN

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

Ramos:1990:ESH

[RdBN90] Mozart N. Ramos and Ben ´ ıcio de B. Neto. Electronic structure

and h yp olipidemic activit y of ph thalimide and related com-

p ounds. A QSAR study

. Journal of Computational Chemistry,

11(5):569–572, June 1990. CODEN JCCHDD. ISSN 0192-8651

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

Reddy:1999:CRS

[RE99] M. Rami Reddy and Mark D. Erion. Calculation of rela-

tiv e solv ation free energy differences b y thermo dynamic p er-

turbation metho d: Dep endence of free energy results on sim-

ulation length. Journal of Computational Chemistry, 20(10):

1018–1027, July 30, 1999. CODEN JCCHDD. ISSN 0192-8651

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

Reddy:1998:SFE

[REA

+

98] M. Rami Reddy

, Mark D. Erion, A tul Agarw al, V ellark ad N.

Visw anadhan, D. Quen tin McDonald, and W. Clark Still. Sol-

v ation free energies calculated using the GB/SA mo del: Sensi-

tivit y of results on c harge sets, proto cols, and force fields. Jour-

nal of Computational Chemistry, 19(7):769–780, Ma y 1998.

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

tronic).

Rab er:1999:GPR

[R G99] Douglas J. Rab er and W a yne C. Guida. Guidelines for publi-

cation of researc h results from force-field calculations. Journal

of Computational Chemistry, 20(14):1591–1592, No v em b er 15,

1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Rendell:1993:DDP

[R GK93] Alistair P

. Rendell, Mart yn F. Guest, and Ric k A. Kendall.

Distributed data parallel coupled-cluster algorithm: Applica-

tion to the 2-h ydro xyp yridine/2-p yridone tautomerism. Jour-

nal of Computational Chemistry, 14(12):1429–1439, Decem b er

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Roszak:1990:IMA

[RHK90] S. Roszak, P

. C. Hariharan, and Jo yce J. Kaufman. An ab

initio metho d for appro ximation of the frozen molecular frag-

men t. Journal of Computational Chemistry, 11(9):1072–1075,

Octob er 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Roszak:1990:MCC

[RHKK90] S. Roszak, P

. C. Hariharan, Jo yce J. Kaufman, and W. S.

Koski. MRD–CI calculations of proton affinit y within the ab

initio metho d for appro ximation of the frozen molecular frag-

men t. Journal of Computational Chemistry, 11(9):1076–1079,

Octob er 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Ramirez:1994:TSQ

[RHN94] F. J. Ram ´ ırez, V. Hern´ andez, and J. T. L´ op ez Na v arrete.

T ransferable semiempirical quadratic force fields: the case of

p olythiophene and shorter oligomers. Journal of Computa-

tional Chemistry, 15(4):405–423, April 1994. CODEN JC-

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

Ric hard:1991:QCM

[Ric91] Ann M. Ric hard. Quan titativ e comparison of molecular elec-

trostatic p oten tials for structure-activit y studies. Journal of

Computational Chemistry, 12(8):959–969, Octob er 1991. CO-

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

tronic).

Rico:1993:LRM

[Ric93] J. F ern´ andez Rico. Long-range m ulticen ter in tegrals with

Slater functions: Gauss transform-based metho ds. Journal

of Computational Chemistry, 14(10):1203–1211, Octob er 1993.

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

tronic).

Rauh ut:1997:DFB

[RJP97] Gun tram Rauh ut, Andrzej A. Jarzec ki, and P eter Pula y . Den-

sit y functional based vibrational study of conformational iso-

mers: Molecular rearrangemen t of b enzofuro xan. Journal of

Computational Chemistry, 18(4):489–500, Marc h 1997. CO-

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

tronic).

Roux:1995:PEF

[RK95] Beno ^ ıt Roux and Martin Karplus. P oten tial energy function

for cation–p eptide in teractions: an ab initio study

. Journal of

Computational Chemistry, 16(6):690–704, June 1995. CODEN

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

Radmer:1997:FEC

[RK97] Randall J. Radmer and P eter A. Kollman. F ree energy cal-

culation metho ds: a theoretical and empirical comparison of

n umerical errors and a new metho d qualitativ e estimates of

free energy c hanges. Journal of Computational Chemistry, 18

(7):902–919, Ma y 1997. CODEN JCCHDD. ISSN 0192-8651

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

Ritc hie:1999:F CR

[RK99] Da vid W. Ritc hie and Graham J. L. Kemp. F ast computation,

rotation, and comparison of lo w resolution spherical harmonic

Rob ertson:1997:AI I

[RPGS97] Struan H. Rob ertson, Mic hael J. Pilling, Kevin E. Gates,

and Sean C. Smith. Application of in v erse iteration to 2-

dimensional master equations. Journal of Computational

Chemistry, 18(8):1004–1010, June 1997. CODEN JCCHDD.

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

Ro c ha:1998:ICA

[RPR

+

98] Willian R. Ro c ha, Josefredo R. Pliego Jr., Stella M. Resende,

H ´ elio F. Dos San tos, Marcos A. De Oliv eira, and W agner B.

De Almeida. Ab initio conformational analysis of cyclo o ctane

molecule. Journal of Computational Chemistry, 19(5):524–534,

April 15, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Rauh ut:1998:ITL

[RPW98] Gun tram Rauh ut, P eter Pula y , and Hans-Joac him W erner.

In tegral transformation with lo w-order scaling for large lo cal

second-order Møller–Plesset calculations. Journal of Compu-

tational Chemistry, 19(11):1241–1254, August 1998. CODEN

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

Rios:1992:SSC

[RR92] Miguel A. R ´ ıos and Jes ´ uS Ro dr ´ ıguez. Semiempirical study of

comp ounds with O-H O in tramolecular h ydrogen b ond. Jour-

nal of Computational Chemistry, 13(7):860–866, Septem b er

1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Rinaldi:1992:F GO

[RRR92] Daniel Rinaldi, Jean-Louis Riv ail, and Noureddine Rguini.

F ast geometry optimizationin self-cosisten t reaction field com-

putations on solv ated molecules. Journal of Computational

Chemistry, 13(6):675–680, July 1992. CODEN JCCHDD.

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

Rey:1992:EAR

[RS92] An tonio Rey and Jeffrey Sk olnic k. Efficien t algorithm for the

reconstruction of a protein bac kb one from the α -carb on co or-

dinates. Journal of Computational Chemistry, 13(4):443–456,

Ma y 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Reiling:1996:FFP

[RSB96] Stephan Reiling, Mic hael Sc hlenkric h, and J ¨ urgen Bric kmann.

F orce field parameters for carb oh ydrates. Journal of Com-

putational Chemistry, 17(4):450–468, Marc h 1996. CODEN

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

Roszak:1992:CMM

[RSK92] Szczepan Roszak, W. Andrzej Sok alski, and Jo yce J. Kauf-

man. Correlated molecular and m ulticen ter m ultip ole mo-

men ts in ground and excited states from m ultiple reference

double-excitation configuration in teraction calculations. Jour-

nal of Computational Chemistry, 13(8):944–951, Octob er 1992.

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

tronic).

Rev a:1996:LMA

[RSOF96] Boris A. Rev a, Mic hel F. Sanner, Arth ur J. Olson, and

Alexei V. Fink elstein. Lattice mo deling: Accuracy of energy

calculations. Journal of Computational Chemistry, 17(8):1025–

1032, June 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Russo:1998:PTC

[R TGJ98] Nino Russo, Marirosa T oscano, Andr ´ e Grand, and F ranc k Joli-

b ois. Protonation of th ymine, cytosine, adenine, and guanine

DNA n ucleic acid bases: Theoretical in v estigation in to the

framew ork of densit y functional theory

. Journal of Compu-

tational Chemistry, 19(9):989–1000, July 15, 1998. CODEN

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

Rubio:1993:MSP

[R TSM93] Mercedes Rubio, F rancisco T orrens, and Jos ´ e S´ anc hez-Mar ´ ın.

Are most of the stationary p oin ts in a molecular asso cia-

tion minima? Application of F raga’s p oten tial to b enzene–

b enzene. Journal of Computational Chemistry, 14(6):647–654,

June 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Reindl:1998:MMI

[RvRS98] Bernd Reindl and P aul v on R. Sc hley er. Molecular mec hanics

and ab initio calculations on cyclop en tadien yl cations. Jour-

nal of Computational Chemistry, 19(12):1402–1420, Septem b er

1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Ra ymond:1999:CCC

[R W99] Kevin S. Ra ymond and Ralph A. Wheeler. Compatibilit y of

correlation-consisten t basis sets with a h ybrid Hartree–F o c k/

densit y functional metho d. Journal of Computational Chem-

istry, 20(2):207–216, Jan uary 30, 1999. CODEN JCCHDD.

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

Reijmers:1999:QCG

[R WB99] T. H. Reijmers, R. W ehrens, and L. M. C. Buydens. Qual-

it y criteria of genetic algorithms for construction of ph yloge-

netic trees. Journal of Computational Chemistry, 20(8):867–

876, June 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Salomon:1999:CSM

[SA99] Y air Salomon and Da vid Avnir. Con tin uous symmetry mea-

sures: Finding the closest C

2

-symmetric ob ject or closest

reflection-symmetric ob ject using unit quaternions. Journal of

Computational Chemistry, 20(8):772–780, June 1999. CODEN

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

St-Aman t:1995:CMG

[SA CKH95] Alain St.-Aman t, W endy D. Cornell, P eter A. Kollman, and

Thomas A. Halgren. Calculation of molecular geometries, rel-

ativ e conformational energies, dip ole momen ts, and molecular

electrostatic p oten tial fitted c harges of small organic molecules

of bio c hemical in terest b y densit y functional theory

. Journal of

Computational Chemistry, 16(12):1483–1506, Decem b er 1995.

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

tronic).

Sanc hez:1997:SSE

[SAdV97] M. L. Sanc hez, M. A. Aguilar, and F. J. Oliv ares del V alle.

Study of solv en t effects b y means of a v eraged solv en t elec-

trostatic p oten tials obtained from molecular dynamics data.

Journal of Computational Chemistry, 18(3):313–322, F ebruary

1997. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sendero witz:1993:MMS

[SAF93] Hano c h Sendero witz, Pinc has Ap ed, and Benzion F uc hs. Mo d-

ified MM2 sc heme for computation of O

− −

C

− −

N-con taining

systems. Journal of Computational Chemistry, 14(8):944–960,

August 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Saunders:1991:SCN

[Sau91] Martin Saunders. Searc hing for conformers of nine- to t w elv e-

ring h ydro carb ons on the MM2 and MM3 energy surfaces:

Sto c hastic searc h for in tercon v ersion path w a ys. Journal of

Computational Chemistry, 12(6):645–663, July 1991. CODEN

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

Stan ton:1990:EAN

[SB90] John F. Stan ton and Da vid E. Bernholdt. An empirically ad-

justed Newton–Raphson algorithm for finding lo cal minima on

molecular p oten tial energy surfaces. Journal of Computational

Chemistry, 11(1):58–63, Jan uary 1990. CODEN JCCHDD.

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

Sp eis:1992:BSC

[SB92a] Martin Sp eis and V olk er Buss. Basis set and correlation energy

dep endence of geometry and harmonic frequencies of difluo-

ro ethane, CHF

2

CH

3

. Journal of Computational Chemistry, 13

(2):142–147, Marc h 1992. CODEN JCCHDD. ISSN 0192-8651

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

Stew art:1992:MMS

[SB92b] Eugene L. Stew art and J. Phillip Bo w en. Molecular mec hanics

studies of k etene deriv ativ es and related structures. Journal of

Computational Chemistry, 13(9):1125–1137, No v em b er 1992.

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

tronic).

Stein bac h:1994:NSC

[SB94] P eter J. Stein bac h and Bernard R. Bro oks. New spherical-

cutoff metho ds for long-range forces in macromolecular sim-

ulation. Journal of Computational Chemistry, 15(7):667–683,

July 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sizo v a:1995:IPE

[SB95] O. V. Sizo v a and V. I. Barano vski. INDO parameters for the

elemen ts of the I and I I transition ro ws. Journal of Compu-

tational Chemistry, 16(5):586–594, Ma y 1995. CODEN JC-

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

Salazar:1998:GMT

[SB98a] Mic hael R. Salazar and Ric hard L. Bell. General metho dology

in t w o dimensions for classical sim ulation of reactiv e and non-

reactiv e ev en ts on ab initio p oten tial energy surfaces. Journal

of Computational Chemistry, 19(13):1431–1444, Octob er 1998.

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

tronic).

Shim:1998:MMSa

[SB98b] Jo ong-Y oun Shim and J. Phillip Bo w en. Molecular mec hanics

studies of acyl halides: I. Molecular structures and conforma-

tional analysis. Journal of Computational Chemistry, 19(12):

1370–1386, Septem b er 1998. CODEN JCCHDD. ISSN 0192-

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

Shim:1998:MMSb

[SB98c] Jo ong-Y oun Shim and J. Phillip Bo w en. Molecular mec han-

ics studies of acyl halides: I I. Vibrational sp ectra. Journal of

Computational Chemistry, 19(12):1387–1401, Septem b er 1998.

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

tronic).

Smondyrev:1999:UAF

[SB99a] Alexander M. Smondyrev and Max L. Berk o witz. United

atom force field for phospholipid mem branes: Constan t pres-

sure molecular dynamics sim ulation of dipalmito ylphosphatidi-

c holine/w ater system. Journal of Computational Chemistry, 20

(5):531–545, April 15, 1999. CODEN JCCHDD. ISSN 0192-

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

Spasso v:1999:MSL

[SB99b] V elin Z. Spasso v and Donald Bashford. Multiple-site ligand

binding to flexible macromolecules: Separation of global and

lo cal conformational c hange and an iterativ e mobile cluster-

ing approac h. Journal of Computational Chemistry, 20(11):

1091–1111, August 1999. CODEN JCCHDD. ISSN 0192-8651

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

Sc heiner:1997:MEP

[SBA97] Andrew C. Sc heiner, Jon Bak er, and Jan W. Andzelm. Molec-

ular energies and prop erties from densit y functional theory:

Exploring basis set dep endence of Kohn–Sham equation using

sev eral densit y functionals. Journal of Computational Chem-

istry, 18(6):775–795, April 30, 1997. CODEN JCCHDD. ISSN

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

Sc hmidt:1993:GAM

[SBB

+

93] Mic hael W. Sc hmidt, Kim K. Baldridge, Jerry A. Boatz,

Stev en T. Elb ert, Mark S. Gordon, Jan H. Jensen, Shiro

Koseki, Nikita Matsunaga, Kiet A. Nguy en, Sh ujun Su,

Theresa L. Windus, Mic hel Dupuis, and John A. Mon tgomery

Jr. General atomic and molecular electronic structure sys-

tem. Journal of Computational Chemistry, 14(11):1347–1363,

No v em b er 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Szom bathely:1992:SAI

[SBJ92] M. V. Szom bathely , P . Br¨ auer, and M. Jaroniec. The solution

of adsorption in tegral equations b y means of the regularization

metho d. Journal of Computational Chemistry, 13(1):17–32,

Jan uary 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Stan ton:1997:NA G

[SBK97] Aaron F. Stan ton, Ric hard E. Bleil, and Sabre Kais. A new

approac h to global minimization. Journal of Computational

Chemistry, 18(4):594–599, Marc h 1997. CODEN JCCHDD.

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

Salzner:1997:I ID

[SBM97] Ulrik e Salzner, Stev en M. Bac hrac h, and Debbie C. Mulhearn.

Ab initio in v estigation of the Diels–Alder reaction b et w een 2

H-phosphole and phosphaethene: a mo del for phosphole dimer-

ization. Journal of Computational Chemistry, 18(2):198–210,

Jan uary 30, 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Stahl:1999:MP A

[SBS99] Martin Stahl, Daniel Bur, and Gisb ert Sc hneider. Mapping

of proteinase activ e sites b y pro jection of surface-deriv ed cor-

relation v ectors. Journal of Computational Chemistry, 20(3):

336–347, F ebruary 1999. CODEN JCCHDD. ISSN 0192-8651

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

Stew art:1991:SVE

[SC91] James J. P

. Stew art and Mic hael B. Co olidge. Semiempirical

vibrational and electronic structures of C

60 and C

70

. Jour-

nal of Computational Chemistry, 12(9):1157–1162, No v em b er

1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Sc hmitz:1994:HF O

[SC94] La wrence R. Sc hmitz and Yi Ren Chen. Heats of formation of

organic molecules calculated from ab initio theory and a group

equiv alen t sc heme: Alk enes. Journal of Computational Chem-

istry, 15(12):1437–1445, Decem b er 1994. CODEN JCCHDD.

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

Stefano v:1995:EA C

[SC95] Boris B. Stefano v and Jerzy Cioslo wski. An efficien t approac h

to calculation of zero-flux atomic surfaces and generation of

atomic in tegration data. Journal of Computational Chemistry,

16(11):1394–1404, No v em b er 1995. CODEN JCCHDD. ISSN

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

Scarsi:1999:CV C

[SC99] Marco Scarsi and Amedeo Caflisc h. Commen t on the v alidation

of con tin uum electrostatics mo dels. Journal of Computational

Chemistry, 20(14):1533–1536, No v em b er 15, 1999. CODEN

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

Stradella:1993:TCS

[SCC93] Omar G. Stradella, Giorgina Corongiu, and Enrico Clemen ti.

T ec hniques for the compression of sequences of in teger n um b ers

and real n um b ers with fixed absolute precision. Journal of

Computational Chemistry, 14(6):673–679, June 1993. CODEN

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

So o:1993:DCP

[SHCY93] V on-W un So o, Jan-F u Hw ang, T ung-Bo Chen, and Chin Y u.

Divide-and-conquer, pattern matc hing, and relaxation meth-

o ds in in terpretation of 2-D NMR sp ectra of p olyp eptides.

Journal of Computational Chemistry, 14(10):1164–1171, Oc-

tob er 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Shepard:1990:DCM

[She90] Ron Shepard. A data compression metho d applicable to first-

order con v ergen t iterativ e pro cedures. Journal of Computa-

tional Chemistry, 11(1):45–57, Jan uary 1990. CODEN JC-

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

Stib or:1990:MSH

[SHH

ˇ

C90] Iv an Stib or, P etr Hol ´ y, P a v el Hobza, and P etr

ˇ

C´ arsky .

MM2 study of 20-h ydro xy-4,7,13,16-tetrao xa-1,10-diazabicyclo

[8,8,3] heneicosane and its formation con trolled b y h ydrogen

b onding. Journal of Computational Chemistry, 11(7):837–847,

August 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Stan ton:1995:EDF

[SHM95] Rob ert V. Stan ton, Da vid S. Hartsough, and Kenneth M. Merz

Jr. An examination of a densit y functional/molecular mec han-

ical coupled p oten tial. Journal of Computational Chemistry,

16(1):113–128, Jan uary 1995. CODEN JCCHDD. ISSN 0192-

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

Sc hrec k en bac h:1999:DF C

[SHM99] Georg Sc hrec k en bac h, P

. Jeffrey Ha y , and Ric hard L. Martin.

Densit y functional calculations on actinide comp ounds: Surv ey

of recen t progress and application to [UO

2

X

4

]

2−

(X = F, Cl,

OH) and AnF

6

(An = U, Np, Pu). Journal of Computational

Chemistry, 20(1):70–90, Jan uary 15, 1999. CODEN JCCHDD.

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

Sc h w erdtfeger:1993:TIT

[SI93] P eter Sc h w erdtfeger and Josef Isc h t w an. Theoretical in v estiga-

tions on thallium halides: Relativistic and electron correlation

effects in T1 X and T1 X

3 comp ounds (X F, C1, Br, and I).

Journal of Computational Chemistry, 14(8):913–921, August

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Siegbahn:1996:MDH

[Sie96] P er E. M. Siegbahn. Mo dels for the description of the H

3

O

+

and OH

−

ions in w ater. Journal of Computational Chemistry,

17(9):1099–1107, July 15, 1996. CODEN JCCHDD. ISSN

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

Sv ensson:1995:EST

[SJ95] Bo Sv ensson and Bo J¨ onsson. An efficien t sim ulation tec hnique

for electrostatic free energies with applications to azurin. Jour-

nal of Computational Chemistry, 16(3):370–377, Marc h 1995.

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

tronic).

Sapse:1990:SEL

[SJD

W90] Anne-Marie Sapse, Duli C. Jain, Den yse De Gale, and T. C.

W u. Solv en t effect and librational en trop y calculations on N -

acet ylalan ylglycine amide. Journal of Computational Chem-

istry, 11(5):573–575, June 1990. CODEN JCCHDD. ISSN

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

Saunders:1993:SSL

[SJV93] Martin Saunders and Hugo Alejandro Jim ´ enez-V´ azquez.

Sto c hastic searc hes for lactone and cycloalk ene conformers.

Journal of Computational Chemistry, 14(3):330–348, Marc h

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Szafran:1991:PSP

[SK91] Mirosla w Szafran and Jacek Koput. PM3 study of the proton

affinities of 2-, 3-, and 4-monosubstituted p yridines in the gas

phase. Journal of Computational Chemistry, 12(6):675–680,

July 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sc haum b erger:1992:CDP

[SK92a] M. Sc haum b erger and J. K¨ ohler. Charge distributions of phos-

phorylc holine and its deriv ativ es. Journal of Computational

Chemistry, 13(3):318–328, April 1992. CODEN JCCHDD.

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

Sun:1992:CSE

[SK92b] Y axiong Sun and P eter A. Kollman. Conformational sampling

and ensem ble generation b y molecular dynamics sim ulations:

18-Cro wn-6 as a test case. Journal of Computational Chem-

istry, 13(1):33–40, Jan uary 1992. CODEN JCCHDD. ISSN

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

Sun:1995:HSM

[SK95] Y axiong Sun and P eter A. Kollman. Hydrophobic solv ation

of methane and non b ond parameters of the TIP3P w ater

mo del. Journal of Computational Chemistry, 16(9):1164–1169,

Septem b er 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sc h w egler:1993:AEC

[SKA93] Eric Sc h w egler, P a w el M. Kozlo wski, and Ludwik Adamo wicz.

Application of explicitly correlated Gaussian functions for cal-

culations of the ground state of the b eryllium atom. Journal of

Computational Chemistry, 14(5):566–570, Ma y 1993. CODEN

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

Shoic het:1992:MDU

[SKB92] Brian K. Shoic het, Irwin D. Kun tz, and Dale L. Bo dian. Molec-

ular do c king using shap e descriptors. Journal of Computa-

tional Chemistry, 13(3):380–397, April 1992. CODEN JC-

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

Sk eel:1991:MDS

[Sk e91] Rob ert D. Sk eel. Macromolecular dynamics on a shared-

memory m ultipro cessor. Journal of Computational Chemistry,

12(2):175–179, Marc h 1991. CODEN JCCHDD. ISSN 0192-

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

Szafran:1993:RSE

[SKK

+

93] Mirosla w Szafran, Mati M. Karelson, Alan R. Katritzky

, Jacek

Koput, and Mic hael C. Zerner. Reconsideration of solv en t ef-

fects calculated b y semiempirical quan tum c hemical metho ds.

Journal of Computational Chemistry, 14(3):371–377, Marc h

1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Stern b erg:1994:NAS

[SKM94] Ulric h Stern b erg, F rank-Thomas Ko c h, and Margit M¨ ollhoff.

New approac h to the semiempirical calculation of atomic

c harges for p olyp eptides and large molecular systems. Jour-

nal of Computational Chemistry, 15(5):524–531, Ma y 1994.

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

tronic).

Sok alski:1993:MCA

[SK OR93] W. A. Sok alski, D. A. Keller, R. L. Ornstein, and R. Rein.

Multip ole correction of atomic monop ole mo dels of molecu-

lar c harge distribution. I. P eptides. Journal of Computational

Chemistry, 14(8):970–976, August 1993. CODEN JCCHDD.

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

Shimada:1993:ECC

[SKT93] Jiro Shimada, Hiroki Kanek o, and T oshik azu T ak ada. Efficien t

calculations of Coulom bic in teractions in biomolecular sim u-

lations with p erio dic b oundary conditions. Journal of Com-

putational Chemistry, 14(7):867–878, July 1993. CODEN JC-

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

Shimada:1994:PFM

[SKT94] Jiro Shimada, Hiroki Kanek o, and T oshik azu T ak ada. P er-

formance of fast m ultip ole metho ds for calculating electro-

static in teractions in biomacromolecular sim ulations. Jour-

nal of Computational Chemistry, 15(1):28–43, Jan uary 1994.

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

tronic).

Sw anson:1995:P AP

[SL95] Eric Sw anson and T erry P

. Lybrand. PVM-AMBER: a parallel

implemen tation of the AMBER molecular mec hanics pac k age

for w orkstation clusters. Journal of Computational Chemistry,

16(9):1131–1140, Septem b er 1995. CODEN JCCHDD. ISSN

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

Sola:1990:ISS

[SLD

+

90] Miquel Sol` a, Agust ´ ı Lled´ os, Miquel Duran, Juan Bertr´ an, and

Oscar N. V en tura. Ab initio study of substituen t effect on

the addition of h ydrogen fluoride to fluoro eth ylenes. Jour-

nal of Computational Chemistry, 11(2):170–180, Marc h 1990.

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

tronic).

Shirsat:1993:DRH

[SLG93] Ra jendra N. Shirsat, Aja y C. Lima y e, and Shridhar R. Gadre.

Dev elopmen t of a restricted Hartree–F o c k program INDMOL

on P

ARAM: a highly parallel computer. Journal of Compu-

tational Chemistry, 14(4):445–451, April 1993. CODEN JC-

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

Sep oner:1996:BSC

[SLH96] Jire ´ ı Sep oner, Jerzy Leszczynski, and P a v el Hobza. Base stac k-

ing in cytosine dimer. A comparison of correlated ab initio

calculations with three empirical p oten tial mo dels and den-

sit y functional theory calculations. Journal of Computational

Chemistry, 17(7):841–850, Ma y 1996. CODEN JCCHDD.

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

Salzner:1997:DLB

[SLPP97] U. Salzner, J. B. Lago wski, P

. G. Pic kup, and R. A. P oirier.

Design of lo w band gap p olymers emplo ying densit y func-

tional theory — h ybrid functionals ameliorate band gap prob-

lem. Journal of Computational Chemistry, 18(15):1943–1953,

No v em b er 30, 1997. CODEN JCCHDD. ISSN 0192-8651

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

Straatsma:1990:A V G

[SM90] T. P

. Straatsma and J. A. McCammon. AR

GOS, a v ector-

ized general molecular dynamics program. Journal of Compu-

tational Chemistry, 11(8):943–951, Septem b er 1990. CODEN

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

Smith:1991:CPX

[SM91] Brian J. Smith and Colin J. Marsden. Conformational prefer-

ences of X ONO

2 systems (X = H, F, Cl, CH

3

) from ab initio

tec hniques. Journal of Computational Chemistry, 12(5):565–

574, June 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Shenkin:1994:CAM

[SM94] P eter S. Shenkin and D. Quen tin McDonald. Cluster analysis

of molecular conformations. Journal of Computational Chem-

istry, 15(8):899–916, August 1994. CODEN JCCHDD. ISSN

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

Sines:1992:KEM

[SMA92] Jacqueline J. Sines, J. Andrew McCammon, and Stuart A. Alli-

son. Kinetic effects of m ultiple c harge mo difications in enzyme-

substrate reactions: Bro wnian dynamics sim ulations of Cu, Zn

sup ero xide dism utase. Journal of Computational Chemistry, 13

(1):66–69, Jan uary 1992. CODEN JCCHDD. ISSN 0192-8651

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

Sotomatsu:1991:TCS

[SMF91] T omok o Sotomatsu, Y oshiyuki Murata, and T oshio F ujita.

Theoretical calculation of the steric effects of ortho sub-

stituen ts b y the AM1 metho d. Journal of Computational

Chemistry, 12(1):135–138, Jan uary 1991. CODEN JCCHDD.

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

Smith:1999:SP A

[Smi99] Brian J. Smith. Solv ation parameters for amino acids. Jour-

nal of Computational Chemistry, 20(4):428–442, Marc h 1999.

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

tronic).

Smart:1997:CSP

[SMM97] Jason L. Smart, T ami J. Marrone, and J. Andrew McCammon.

Conformational sampling with P oisson–Boltzmann forces and

a sto c hastic dynamics/Mon te Carlo metho d: Application to

alanine dip eptide. Journal of Computational Chemistry, 18

(14):1750–1759, No v em b er 15, 1997. CODEN JCCHDD. ISSN

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

Smey ers:1998:EPE

[SMS98] N. J. Smey ers, F. J. Melendez, and Y. G. Smey ers. Explor-

ing p oten tial energy h yp ersurfaces for triple symmetric in v er-

sion in 3-azabicyclo[3.3.1]nonan-9-one and its N -meth yl deriv a-

tiv e. Journal of Computational Chemistry, 19(14):1567–1574,

No v em b er 15, 1998. CODEN JCCHDD. ISSN 0192-8651

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

Saito:1990:HFE

[SN90] Minoru Saito and Haruki Nak am ura. Hydration free energy

calculations b y the acceptance ratio metho d. Journal of Com-

putational Chemistry, 11(1):76–81, Jan uary 1990. CODEN JC-

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

Shiratori:1991:PCB

[SN91] Y asuhik o Shiratori and Setsuk o Nak aga w a. P arametrization of

calcium binding site in proteins and molecular dynamics sim u-

lation on phospholipase A

2

. Journal of Computational Chem-

istry, 12(6):717–730, July 1991. CODEN JCCHDD. ISSN

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

Sen:1999:SP A

[SN99] Srik an ta Sen and Lennart Nilsson. Some practical asp ects

of free energy calculations from molecular dynamics sim ula-

tion. Journal of Computational Chemistry, 20(8):877–885,

June 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sno w:1992:PSA

[Sno92] Mark E. Sno w. P o w erful sim ulated-annealing algorithm lo-

cates global minim um of protein-folding p oten tials from m ul-

tiple starting conformations. Journal of Computational Chem-

istry, 13(5):579–584, June 1992. CODEN JCCHDD. ISSN

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

Sridharan:1995:RMC

[SNS95] S. Sridharan, An thon y Nic holls, and Kim A. Sharp. A rapid

metho d for calculating deriv ativ es of solv en t accessible surface

areas of molecules. Journal of Computational Chemistry, 16

(8):1038–1044, August 1995. CODEN JCCHDD. ISSN 0192-

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

Sosa:1998:IQC

[SOCF98] C. P

. Sosa, J. Oc h terski, J. Carp en ter, and M. J. F risc h. Ab

initio quan tum c hemistry on the Cra y T3E massiv ely parallel

sup ercomputer: I I. Journal of Computational Chemistry, 19

(9):1053–1063, July 15, 1998. CODEN JCCHDD. ISSN 0192-

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

Salzner:1990:NSP

[SOL90] U. Salzner, P

. Otto, and J. Ladik. Numerical solution of a par-

tial differen tial equation system describing c hemical kinetics

and diffusion in a cell with the aid of compartmen talization.

pharmacophores. I. A rationale for mo de of action. Journal

of Computational Chemistry, 17(2):204–225, Jan uary 30, 1996.

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

tronic).

Susno w:1994:CSA

[SSO94] Rob erta Susno w, Nancie Senk o, and Timoth y Ocain. Confor-

mational sensitivit y analysis of FKBP-FK506/rapam ycin com-

plexes. Journal of Computational Chemistry, 15(10):1074–

1090, Octob er 1994. CODEN JCCHDD. ISSN 0192-8651

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

Sustmann:1992:AID

[SSQ92] Reiner Sustmann, Willi Sic king, and Helm ut Quast. Analysis

of an in termediate in a 1,3-dip olar cycloaddition of meth ylsul-

fon yl azide. Journal of Computational Chemistry, 13(3):314–

317, April 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Susno w:1994:PCA

[SSR94] Rob erta Susno w, Clarence Sc h utt, and Hersc hel Rabitz. Prin-

cipal comp onen t analysis of dip eptides. Journal of Compu-

tational Chemistry, 15(9):963–980, Septem b er 1994. CODEN

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

errata [SSR95 ].

Susno w:1995:EPC

[SSR95] Rob erta Susno w, Clarence Sc h utt, and Hersc hel Rabitz. Er-

rata: Principal comp onen t analysis of dip eptides. Journal of

Computational Chemistry, 16(1):130, Jan uary 1995. CODEN

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

[SSR94].

Sok alski:1992:CAM

[SSR

O92] W. A. Sok alski, M. Shibata, R. Rein, and R. L. Ornstein. Cu-

m ulativ e atomic m ultip ole momen ts complemen t an y atomic

c harge mo del to obtain more accurate electrostatic prop erties.

Journal of Computational Chemistry, 13(7):883–887, Septem-

b er 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Susno w:1994:CSD

[SSRS94] Rob erta Susno w, Clarence Sc h utt, Hersc hel Rabitz, and

Shank ar Subramaniam. Conformational study of dip eptides: a

sensitivit y analysis approac h. Journal of Computational Chem-

istry, 15(9):947–962, Septem b er 1994. CODEN JCCHDD.

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

Smith:1993:CRP

[SSV93] Douglas A. Smith, Douglas A. Smith, and S. Vija y akumar.

Critical reev aluation of pro ximit y effects in the barton o xida-

tion and related in tramolecular reactions. Journal of Computa-

tional Chemistry, 14(11):1313–1319, No v em b er 1993. CODEN

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

Scano:1991:CSM

[ST91] P

. Scano and C. Thomson. Comparison of semiempirical MO

metho ds applied to large molecules. Journal of Computational

Chemistry, 12(2):172–174, Marc h 1991. CODEN JCCHDD.

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

Sabio:1992:CAA

[ST92] Mic hael Sabio and Sid T opiol. A conformational analysis of

3’-azido-3’-deo xyth ymidine. Journal of Computational Chem-

istry, 13(4):478–491, Ma y 1992. CODEN JCCHDD. ISSN

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

Stone:1994:AAA

[ST94] A. J. Stone and C.-S. T ong. Anisotrop y of atom–atom repul-

sions. Journal of Computational Chemistry, 15(12):1377–1392,

Decem b er 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sc hmiedek amp:1994:TP A

[STB

+

94] Ann M. Sc hmiedek amp, Igor A. T op ol, Stanley K. Burt, Holy

Razafinjanahary

, Henry Chermette, Timoth y Pfaltzgraff, and

Christopher J. Mic hejda. T riazene proton affinities: a com-

parison b et w een densit y functional, Hartree–F o c k, and p ost-

Hartree–F o c k metho ds. Journal of Computational Chemistry,

15(8):875–892, August 1994. CODEN JCCHDD. ISSN 0192-

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

Stew art:1990:R CC

[Ste90] James J. P

. Stew art. Reply to “Commen ts on a comparison of

AM1 with the recen tly dev elop ed PM3 metho d”. Journal of

Computational Chemistry, 11(4):543–544, Ma y 1990. CODEN

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

[DHHY90 ].

Stew art:1991:OPS

[Ste91] James J. P

. Stew art. Optimization of parameters for semiem-

pirical metho ds. I I I Extension of PM3 to Be, Mg, Zn, Ga,

Ge, As, Se, Cd, In, Sn, Sb, T e, Hg, Tl, Pb, and Bi. Journal of

Computational Chemistry, 12(3):320–341, April 1991. CODEN

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

Stew art:1998:SGU

[Ste98] James J. P

. Stew art. Symmetry groups for unit cells in solids.

Journal of Computational Chemistry, 19(2):168–180, Jan uary

30, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Silla:1991:GID

[STP

A91] Estanislao Silla, I ~ naki T u ~ n´ on, and Juan Luis P ascual-Ah uir.

GEPOL: an impro v ed description of molecular surfaces I I.

Computing the molecular area and v olume. Journal of Compu-

tational Chemistry, 12(9):1077–1088, No v em b er 1991. CODEN

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

Smellie:1995:PPC

[STT95] Andrew Smellie, Stev en L. T eig, and P eter T o wbin. P oling:

Promoting conformational v ariation. Journal of Computational

Chemistry, 16(2):171–187, F ebruary 1995. CODEN JCCHDD.

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

Su:1993:NMD

[Su93] Zhengw ei Su. New metho d for the deriv ation of net atomic

c harges from the electrostatic p oten tial. Journal of Computa-

tional Chemistry, 14(9):1036–1041, Septem b er 1993. CODEN

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

Smith:1992:SSA

[SUG92] Douglas A. Smith, Charles W. Ulmer I I, and Matthew J.

Gilb ert. Structural studies of aromatic amines and the DNA

in tercalating comp ounds m-AMSA and o-AMSA: Comparison

of MNDO, AM1, and PM3 to exp erimen tal and ab initio re-

sults. Journal of Computational Chemistry, 13(5):640–650,

June 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sulk es:1995:CAJ

[Sul95] Mark Sulk es. Conformational analysis of jet-co oled tryptophan

analogs and Histamine using the MM3(94) force field: Compar-

ison with exp erimen t. Journal of Computational Chemistry, 16

(8):973–983, August 1995. CODEN JCCHDD. ISSN 0192-8651

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

Sun:1994:FF C

[Sun94] H. Sun. F orce field for computation of conformational en-

ergies, structures, and vibrational frequencies of aromatic

p oly esters. Journal of Computational Chemistry, 15(7):752–

768, July 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

San tamaria:1994:SEP

[SV94] R. San tamaria and A. V´ azquez. Structural and electronic prop-

ert y c hanges of the n ucleic acid bases up on base pair formation.

Journal of Computational Chemistry, 15(9):981–996, Septem-

b er 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sc hafer:1999:ERF

[SVM99] Heik o Sc h¨ afer, Wilfred F. V an Gunsteren, and Alan E. Mark.

Estimating relativ e free energies from a single ensem ble: Hy-

dration free energies. Journal of Computational Chemistry, 20

(15):1604–1617, No v em b er 30, 1999. CODEN JCCHDD. ISSN

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

Sulzbac h:1997:NCS

[SVS

+

97] Horst M. Sulzbac h, George V acek, P eter R. Sc hreiner,

John Morrison Galbraith, P aul v on R. Sc hley er, and Henry F.

Sc haefer I I I. NMR c hemical shielding surface of N -acet yl-N’-

meth ylalaninamide: a densit y functional study

. Journal of

Computational Chemistry, 18(1):126–138, Jan uary 15, 1997.

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

tronic).

Stouc h:1992:CDE

[SW92] T. R. Stouc h and Donald E. Williams. Conformational de-

p endence of electrostatic p oten tial deriv ed c harges of a lipid

headgroup: Glycerylphosphorylc holine. Journal of Compu-

tational Chemistry, 13(5):622–632, June 1992. CODEN JC-

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

Shaffer:1993:CCM

[SW93a] Alan A. Shaffer and Scott G. Wiersc hk e. Comparison of com-

putational metho ds applied to o xazole, thiazole, and other het-

ero cyclic comp ounds. Journal of Computational Chemistry, 14

(1):75–88, Jan uary 1993. CODEN JCCHDD. ISSN 0192-8651

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

Stouc h:1993:CDE

[SW93b] T erry R. Stouc h and Donald E. Williams. Conformational de-

p endence of electrostatic p oten tial-deriv ed c harges: Studies of

the fitting pro cedure. Journal of Computational Chemistry, 14

(7):858–866, July 1993. CODEN JCCHDD. ISSN 0192-8651

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

Shen:1996:EBE

[SW96a] Jian Shen and John W endoloski. Electrostatic binding en-

ergy calculation using the finite difference solution to the lin-

earized P oisson–Boltzmann equation: Assessmen t of its ac-

curacy

. Journal of Computational Chemistry, 17(3):350–357,

F ebruary 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Sv ensson:1996:CNS

[SW96b] Bo R. Sv ensson and Clifford E. W o o dw ard. Constan t-NTμ

sim ulations: F ree energy difference metho d for excess adsorp-

tion. Journal of Computational Chemistry, 17(9):1156–1162,

July 15, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Stouc h:1991:SLC

[SW AH91] T erry R. Stouc h, Keith B. W ard, Amanda Altieri, and

Arnold T. Hagler. Sim ulations of lipid crystals: Characteriza-

tion of p oten tial energy functions and parameters for lecithin

molecules. Journal of Computational Chemistry, 12(8):1033–

1046, Octob er 1991. CODEN JCCHDD. ISSN 0192-8651

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

Stampfuss:1999:PIC

[SWK99] P

. Stampfuss, W. W enzel, and H. Keiter. The parallel imple-

men tation of configuration-selecting m ultireference configura-

tion in teraction metho d. Journal of Computational Chemistry,

20(14):1559–1570, No v em b er 15, 1999. CODEN JCCHDD.

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

Shen:1990:HSS

[SWM90] Jian Shen, Ch ung F. W ong, and J. Andrew McCammon. Hy-

dration of sup ero xide studied b y molecular dynamics sim ula-

tion. Journal of Computational Chemistry, 11(8):1003–1008,

Septem b er 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Soirat:1997:BDS

[SW O W97] Arnaud J. A. Soirat, Ch ung F. W ong, Roman Osman, and

Harel W einstein. Bro wnian dynamics sim ulations of the reac-

tions of h ydrated electrons with comp onen ts of DNAs and a

DNA double-helix. Journal of Computational Chemistry, 18

(7):888–901, Ma y 1997. CODEN JCCHDD. ISSN 0192-8651

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

Shen:1990:PEC

[SWS

+

90] Jian Shen, Ch ung F. W ong, Shank ar Subramaniam, Thomas A.

Albrigh t, and J. Andrew McCammon. P artial electrostatic

c harges for the activ e cen ter of Cu, Zn sup ero xide dism u-

tase. Journal of Computational Chemistry, 11(3):346–350,

April 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Sun:1999:PMD

[SYHW99] Ying-Chieh Sun, Sh u-F en Y ang, I-Lung Hw ang, and Tzu-Hsien

W u. A 500-ps molecular dynamics sim ulation tra jectory of car-

dioto xin I I from T aiw an cobra v enom in solution: Correlation

with NMR and X-ra y crystallograph y data. Journal of Com-

putational Chemistry, 20(5):546–562, April 15, 1999. CODEN

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

T otro v:1994:EPE

[T A94] Maxim T otro v and Rub en Abagy an. Efficien t parallelization

of the energy

, surface, and deriv ativ e calculations for in ternal

co ordinate mec hanics. Journal of Computational Chemistry,

15(10):1105–1112, Octob er 1994. CODEN JCCHDD. ISSN

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

T ai:1998:EIE

[T A98] Julia C. T ai and Norman L. Allinger. Effect of inclusion of

electron correlation in MM3 studies of cyclic conjugated com-

p ounds. Journal of Computational Chemistry, 19(5):475–487,

April 15, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T azartes:1998:ASO

[T A C98] Claudine C. T azartes, Christopher R. Anderson, and Emily A.

Carter. Automated selection of optimal Gaussian fits to arbi-

trary functions in electronic structure theory

. Journal of Com-

putational Chemistry, 19(11):1300–1314, August 1998. CO-

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

tronic).

T a v erner:1996:IAA

[T a v96] B. Craig T a v erner. Impro v ed algorithm for accurate compu-

tation of molecular solid angles. Journal of Computational

Chemistry, 17(14):1612–1623, No v em b er 15, 1996. CODEN

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

T a ylor:1999:BRB

[T a y99] Ethan Will T a ylor. Bo ok review: R ational Mole cular Design

in Drug R ese ar ch, Alfred Benzon Symp osium No. 42. Edited

b y T. Liljefors, F. S. Jørgensen, and P

. Krogsgaard-Larsen,

Munksgaard, Cop enhagen, 1998, 399 pp. ISBN 87-16-12049-3.

Journal of Computational Chemistry, 20(2):284–286, Jan uary

30, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

T ong:1995:R CI

[TD95] W eida T ong and V alerian T. D’Souza. The role of the car-

b o xylate ion in mo dels of acyl-c h ymotrypsin. Journal of Com-

putational Chemistry, 16(6):705–714, June 1995. CODEN JC-

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

Kusumi, and Nobuaki Miy ak a w a. Dev elopmen t of MD En-

gine: High-sp eed accelerator with parallel pro cessor design for

molecular dynamics sim ulations. Journal of Computational

Chemistry, 20(2):185–199, Jan uary 30, 1999. CODEN JC-

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

T rina jstic:1991:CCG

[TNKM91] Nenad T rina jsti ´ c, S. Nik olic, J. V. Knop, and W. R. Muller,

editors. Computational Chemic al Gr aph The ory: Char acteriza-

tion, Enumer ation, and Gener ation of Chemic al Structur es by

Computer Metho ds. Ellis Horw o o d series in c hemical compu-

tation, statistics, and information. Ellis Horw o o d, New Y ork,

NY, USA, 1991. ISBN 0-13-151739-2. 278 pp. LCCN QD461

.C6314 1991. T ranslation editor John M. Mellor.

T uzun:1997:ETP

[TNS97a] Rob ert E. T uzun, Donald W. Noid, and Bobb y G. Sumpter. Ef-

ficien t treatmen t of out-of-plane b end and improp er torsion in-

teractions in MM2, MM3, and MM4 molecular mec hanics cal-

culations. Journal of Computational Chemistry, 18(14):1804–

1811, No v em b er 15, 1997. CODEN JCCHDD. ISSN 0192-8651

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

T uzun:1997:TMI

[TNS97b] Rob ert E. T uzun, Donald W. Noid, and Bobb y G. Sumpter.

T reatmen t of m ultib o dy in teractions in molecular sim ulations

of systems with general b ond net w orks. Journal of Computa-

tional Chemistry, 18(12):1513–1522, Septem b er 1997. CODEN

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

T oth:1993:MCS

[TP93] Katalin T´ oth and T apani A. P akk anen. Mo del calculations

for small closed-ring CdS clusters and c hemisorption pro cesses

b y a quan tum c hemical cluster approac h. Journal of Compu-

tational Chemistry, 14(6):667–672, June 1993. CODEN JC-

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

Tirab osc hi:1999:JQC

[TR G99] Gilles Tirab osc hi, Bernard-Pierre Ro ques, and Nohad Gresh.

Join t quan tum c hemical and p olarizable molecular mec hanics

in v estigation of formate complexes with p en ta- and hexah y-

drated Zn

2+

: Comparison b et w een energetics of mo del biden-

tate, mono den tate, and through-w ater Zn

2+

binding mo des

and ev aluation of nonadditivit y effects. Journal of Computa-

tional Chemistry, 20(13):1379–1390, Octob er 1999. CODEN

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

Tirado-Riv es:1996:VMM

[TRJ96] Julian Tirado-Riv es and William L. Jorgensen. Viabilit y of

molecular mo deling with P en tium-based PCs. Journal of Com-

putational Chemistry, 17(11):1385–1386, August 1996. CO-

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

tronic).

T unon:1996:CHF

[TRLRB96] I ~ naki T u ~ n´ on, Man uel F. Ruiz-L´ op ez, Daniel Rinaldi, and Juan

Bertr´ an. Computation of h ydration free energies using a pa-

rameterized con tin uum mo del: Study of equilibrium geome-

tries and reactiv e pro cesses in w ater solution. Journal of

Computational Chemistry, 17(2):148–155, Jan uary 30, 1996.

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

tronic).

Thery:1994:QMC

[TRR

+

94] Vincen t Th ´ ery , Daniel Rinaldi, Jean-Louis Riv ail, Bernard

Maigret, and Gy¨ orgy G. F erenczy

. Quan tum mec hanical com-

putations on v ery large molecular systems: the lo cal self-

consisten t field metho d. Journal of Computational Chemistry,

15(3):269–282, Marc h 1994. CODEN JCCHDD. ISSN 0192-

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

T ruhlar:1991:SA V

[T ru91] Donald G. T ruhlar. A simple appro ximation for the vibra-

tional partition function of a hindered in ternal rotation. Jour-

nal of Computational Chemistry, 12(2):266–270, Marc h 1991.

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

tronic).

T rosset:1999:FDS

[TS99a] Jean-Yv es T rosset and Harold A. Sc heraga. Flexible do c king

sim ulations: Scaled collectiv e v ariable Mon te Carlo minimiza-

tion approac h using Bezier splines, and comparison with a stan-

dard Mon te Carlo algorithm. Journal of Computational Chem-

istry, 20(2):244–252, Jan uary 30, 1999. CODEN JCCHDD.

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

T rosset:1999:PSP

[TS99b] Jean-Yv es T rosset and Harold A. Sc heraga. Pr odock: Soft-

w are pac k age for protein mo deling and do c king. Journal of

Computational Chemistry, 20(4):412–427, Marc h 1999. CO-

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

tronic).

T ratc h:1990:CMA

[TSZ90] S. S. T ratc h, M. I. Stank evitc h, and N. S. Zefiro v. Com binato-

rial mo dels and algorithms in c hemistry

. The expanded Wiener

n um b er — a no v el top ological index. Journal of Computa-

tional Chemistry, 11(8):899–908, Septem b er 1990. CODEN

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

T orda:1994:A CM

[TvG94] Andrew E. T orda and Wilfred F. v an Gunsteren. Algorithms

for clustering molecular dynamics configurations. Journal of

Computational Chemistry, 15(12):1331–1340, Decem b er 1994.

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

tronic).

T urner:1995:R VM

[TWR

+

95] James T urner, P aul W einer, Barry Robson, Ra vi V en ugopal,

Harry Sc h ub ele I I I, and Ramen Singh. Reduced v ariable molec-

ular dynamics. Journal of Computational Chemistry, 16(10):

1271–1290, Octob er 1995. CODEN JCCHDD. ISSN 0192-8651

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

T epp en:1998:MDS

[TYMS98] Brian J. T epp en, Ching-Hsing Y u, Da vid M. Miller, and Lothar

Sc h¨ afer. Molecular dynamics sim ulations of sorption of or-

ganic comp ounds at the cla y mineral/aqueous solution in ter-

face. Journal of Computational Chemistry, 19(2):144–153, Jan-

uary 30, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

T ong:1992:ARE

[TYRD92] W eida T ong, Hongping Y e, Ding Rong, and V alerian T.

D’Souza. Artificial redo x enzymes. I I. A computational c hem-

istry study

. Journal of Computational Chemistry, 13(5):614–

621, June 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Urban:1993:CDE

[UF93] Joseph J. Urban and George R. F amini. Conformational

dep endence of the electrostatic p oten tial-deriv ed c harges of

dopamine: Ramifications in molecular mec hanics force field

calculations in the gas phase and in aqueous solution. Jour-

nal of Computational Chemistry, 14(3):353–362, Marc h 1993.

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

tronic).

Urbina-Villalba:1992:SSE

[UVR

CR92] German Urbina-Villalba, Leonardo J. Ro driguez, German R.

Castro, and F ernando Ruette. Semiempirical study of elec-

tronic and b onding prop erties of cobalt silicide clusters. Jour-

nal of Computational Chemistry, 13(7):867–873, Septem b er

1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V onArnim:1998:PPT

[V A98] Malte V on Arnim and Reinhart Ahlric hs. P erformance of paral-

lel TURBOMOLE for densit y functional calculations. Journal

of Computational Chemistry, 19(15):1746–1757, No v em b er 30,

1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V ah tras:1994:DOI

[V

˚

AJ94] Ola v V ah tras, Hans

˚

Argren, and Hans Jørgen Aa. Jensen. Di-

rect one-index transformations in m ulticonfiguration resp onse

calculations. Journal of Computational Chemistry, 15(6):573–

579, June 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V anW ullen:1997:MSB

[V an97] Christoph V an W ¨ ullen. Molecular structure and binding en-

ergies of monosubstituted hexacarb on yls of c hromium, molyb-

den um, and tungsten: Relativistic densit y functional study .

Journal of Computational Chemistry, 18(16):1985–1992, De-

cem b er 1997. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V anW ullen:1999:RAE

[V an99] Christoph V an W ¨ ullen. Relativistic all-electron densit y func-

tional calculations. Journal of Computational Chemistry, 20

(1):51–62, Jan uary 15, 1999. CODEN JCCHDD. ISSN 0192-

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

V arnali:1992:BRB

[V ar92] T ereza V arnali. Bo ok review: Computational chemistry using

the P.C., b y Donald W. Rogers, V

CH Publishers, Inc., New

Y ork, 1990. pp. 224. Price: $55.00. Journal of Computational

Chemistry, 13(2):254–255, Marc h 1992. CODEN JCCHDD.

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

V asquez:1992:LIS

[V as92] Desiderio A. V asquez. Lo cally implicit solution of a reaction-

diffusion system with stiff kinetics. Journal of Computational

Chemistry, 13(5):570–578, June 1992. CODEN JCCHDD.

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

V onF reyb erg:1993:MEE

[VB93] Berthold V on F reyb erg and W erner Braun. Minimization of

empirical energy functions in proteins including h ydrophobic

surface area effects. Journal of Computational Chemistry, 14

(5):510–521, Ma y 1993. CODEN JCCHDD. ISSN 0192-8651

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

V en tura:1992:A GP

[V CLB92] Oscar N. V en tura, Elena L. Coiti ~ nO, Agust ´ ı Lled´ os, and

Juan Bertran. Analysis of the gas-phase addition of w ater to

formaldeh yde: a semiempirical and ab initio study of bifunc-

tional catalysis b y H

2

O. Journal of Computational Chemistry,

13(9):1037–1046, No v em b er 1992. CODEN JCCHDD. ISSN

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

V anAalten:1997:CTC

[VDF

+

97] D. M. F. V an Aalten, B. L. De Gro ot, J. B. C. Findla y , H. J. C.

Berendsen, and A. Amadei. A comparison of tec hniques for

calculating protein essen tial dynamics. Journal of Computa-

tional Chemistry, 18(2):169–181, Jan uary 30, 1997. CODEN

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

deRijdt:1992:MCV

[vDvdRvD92] Jeanne G. C. M. v an Duijnev eldt-v an de Rijdt and F rans B.

v an Duijnev eldt. Metho ds for the calculation of V

oh in OH

O h ydrogen b onds. Journal of Computational Chemistry, 13

(4):399–407, Ma y 1992. CODEN JCCHDD. ISSN 0192-8651

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

v anEijc k:1999:UPP

[vEK99] Bouk e P . v an Eijc k and Jan Kro on. U pac k program pac k age

for crystal structure prediction: F orce fields and crystal struc-

ture generation for small carb oh ydrate molecules. Journal of

Computational Chemistry, 20(8):799–812, June 1999. CODEN

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

Vissc her:1999:FF C

[VES

+

99] Lucas Vissc her, Thomas Enev oldsen, T rond Saue, Hans

Jørgen Aagard Jensen, and Jens Oddershede. F ull four-

comp onen t relativistic calculations of NMR shielding and indi-

rect spin–spin coupling tensors in h ydrogen halides. Journal of

Computational Chemistry, 20(12):1262–1273, Septem b er 1999.

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

tronic).

V eldk amp:1992:TSO

[VF92] Ac him V eldk amp and Gernot F renking. Theoretical studies of

organometallic comp ounds. I I I. Structures and b ond energies

of F eCH

n and F eCH (n = 1, 2, 3). Journal of Computational

Chemistry, 13(10):1184–1198, Decem b er 1992. CODEN JC-

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

v onF reyb erg:1991:ESA

[vFB91] Berthold v on F reyb erg and W erner Braun. Efficien t searc h for

all lo w energy conformations of p olyp eptides b y Mon te Carlo

metho ds. Journal of Computational Chemistry, 12(9):1065–

1076, No v em b er 1991. CODEN JCCHDD. ISSN 0192-8651

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

V eenstra:1992:HTH

[VFK92] Da vid L. V eenstra, Da vid M. F erguson, and P eter A. Kollman.

Ho w transferable are h ydrogen parameters in molecular me-

c hanics calculations? Journal of Computational Chemistry, 13

(8):971–978, Octob er 1992. CODEN JCCHDD. ISSN 0192-

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

V o ets:1990:TSP

[VFM

+

90] R. V o ets, J.-P . F ran¸ cois, J. M. L. Martin, J. Mullens, J. Yp er-

man, and L. C. V an P ouc k e. Theoretical study of the proton

affinities of 2-, 3-, and 4-monosubstituted phenolate ions in the

gas phase b y means of MINDO/3, MNDO, and AM1. Jour-

nal of Computational Chemistry, 11(3):269–290, April 1990.

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

tronic).

V elikson:1992:CDH

[V GN

+

92] B. V elikson, T. Garel, J.-C. Niel, H. Orland, and J. C. Smith.

Conformational distribution of heptaalanine: Analysis using a

new Mon te Carlo c hain gro wth metho d. Journal of Computa-

tional Chemistry, 13(10):1216–1233, Decem b er 1992. CODEN

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

Vieth:1998:ASS

[VHD

+

98] Mic hal Vieth, Jonathan D. Hirst, Brian N. Domin y , Heidi

Daigler, and Charles L. Bro oks I I I. Assessing searc h strategies

for flexible do c king. Journal of Computational Chemistry, 19

(14):1623–1631, No v em b er 15, 1998. CODEN JCCHDD. ISSN

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

Vieth:1998:AEF

[VHKB98] Mic hal Vieth, Jonathan D. Hirst, Andrzej Kolinski, and

Charles L. Bro oks I I I. Assessing energy functions for flexible

do c king. Journal of Computational Chemistry, 19(14):1612–

1622, No v em b er 15, 1998. CODEN JCCHDD. ISSN 0192-8651

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

V os:1990:SMC

[VHV90] R. J. V os, R. Hendriks, and F. B. V an Duijnev eldt. SCF, MP2,

and CEP

A-1 calculations on the OH· · ·O h ydrogen b onded

complexes (H

2

O)

2 and (H

2

O-H

2

CO). Journal of Computa-

tional Chemistry, 11(1):1–18, Jan uary 1990. CODEN JC-

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

V alle:1999:MA C

[VHV99] R. G. Della V alle, L. Halonen, and E. V en uti. Molecular anhar-

monicit y: a computer-aided treatmen t. Journal of Computa-

tional Chemistry, 20(16):1716–1730, Decem b er 1999. CODEN

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

V arnek:1998:VWH

[VHW

C98] Alexandre V arnek, Sev erine Helissen, Georges Wipff, and

Andr ´ e Collet. v an der W aals host–guest complexes: Can one

Vyb oishc hik o v:1997:T AE

[VSF97] Sergei F. Vyb oishc hik o v, Anibal Sierraalta, and Gernot F renk-

ing. T op ological analysis of electron densit y distribution tak en

from a pseudop oten tial calculation. Journal of Computational

Chemistry, 18(3):416–429, F ebruary 1997. CODEN JCCHDD.

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

V en uv analingam:1991:P A C

[VT91] P . V en uv analingam and P

. Thanga v el. P arallel algorithm

for the computation of c haracteristic p olynomials of c hemical

graphs. Journal of Computational Chemistry, 12(7):779–783,

Septem b er 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V erdonk:1994:TME

[VTR

+

94] M. L. V erdonk, R. W. Tjerkstra, I. S. Ridder, J. A. Kan ters,

J. Kro on, and W. J. M. v an der Kemp. T oBaD: a metho d for

the estimation of torsion barriers from crystal structure data;

conformational analysis of N, N -dimeth ylaniline and deriv a-

tiv es. Journal of Computational Chemistry, 15(12):1429–1436,

Decem b er 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V aliron:1993:CPP

[VVM93] Pierre V aliron,

´

Agnes Vib´ ok, and Istv´ an Ma y er. Comparison

of a p osteriori and a priori BSSE correction sc hemes for SCF

in termolecular energies. Journal of Computational Chemistry,

14(4):401–409, April 1993. CODEN JCCHDD. ISSN 0192-

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

V anDam:1996:IDI

[VVSV96] H. J. J. V an Dam, J. H. V an Len the, G. L. G. Sleijp en, and

H. A. V an Der V orst. An impro v emen t of Da vidson’s iteration

metho d: Applications to MR

CI and MR CEP A calculations.

Journal of Computational Chemistry, 17(3):267–272, F ebruary

1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

V erw o erd:1991:CSC

[VW91] W. S. V erw o erd and K. W eimer. Comparison of semiempir-

ical calculations for silicon comp ounds. Journal of Compu-

tational Chemistry, 12(4):417–420, Ma y 1991. CODEN JC-

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

V arnek:1996:TCE

[VW96] A. V arnek and G. Wipff. Theoretical calculations of extrac-

tion selectivit y: Alk ali cation complexes of calix[4]-bis-cro wn6

in pure w ater, c hloroform, and at a w ater/c hloroform in ter-

face. Journal of Computational Chemistry, 17(13):1520–1531,

Octob er 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

V arnek:1995:AMS

[VW GF95] A. A. V arnek, G. Wipff, A. S. Gleb o v, and D. F eil. An ap-

plication of the Miertus–Scro cco–T omasi solv ation mo del in

molecular mec hanics and dynamics sim ulations. Journal of

Computational Chemistry, 16(1):1–19, Jan uary 1995. CODEN

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

Vy azo vkin:1997:EAE

[Vy a97] Sergey Vy azo vkin. Ev aluation of activ ation energy of ther-

mally stim ulated solid-state reactions under arbitrary v ariation

of temp erature. Journal of Computational Chemistry, 18(3):

393–402, F ebruary 1997. CODEN JCCHDD. ISSN 0192-8651

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

Williams:1999:SCM

[W A99] Donald E. Williams and Aron Abraha. Site c harge mo dels for

molecular electrostatic p oten tials of cycloalk anes and tetrahe-

drane. Journal of Computational Chemistry, 20(6):579–585,

April 30, 1999. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

W alk er:1991:CSC

[W AM91] P

. Duane W alk er, Gusta v o A. Arteca, and P aul G. Mezey . A

complete shap e c haracterization for molecular c harge densities

represen ted b y Gaussian-t yp e functions. Journal of Compu-

tational Chemistry, 12(2):220–230, Marc h 1991. CODEN JC-

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

W alk er:1993:SGE

[W AM93] P

. Duane W alk er, Gusta v o A. Arteca, and P aul G. Mezey .

Shap e groups of the electronic iso densit y surfaces for small

molecules: Shap es of 10-electron h ydrides. Journal of Compu-

tational Chemistry, 14(10):1172–1183, Octob er 1993. CODEN

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

W ang:1991:GSM

[W an91] Hua jun W ang. Grid-searc h molecular accessible surface al-

gorithm for solving the protein do c king problem. Journal of

Computational Chemistry, 12(6):746–750, July 1991. CODEN

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

W ang:1997:EA C

[W an97] Cheuk-San W ang. Efficien t algorithm for conformational

searc h of macro cyclic molecules. Journal of Computational

Chemistry, 18(2):277–289, Jan uary 30, 1997. CODEN JC-

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

Wilson:1997:RDD

[W A W

+

97] Mark R. Wilson, Mic hael P

. Allen, Mark A. W arren, Alain

Sauron, and William Smith. Replicated data and domain de-

comp osition molecular dynamics tec hniques for sim ulation of

anisotropic p oten tials. Journal of Computational Chemistry,

18(4):478–488, Marc h 1997. CODEN JCCHDD. ISSN 0192-

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

W righ t:1991:BF C

[WB91] James S. W righ t and V. J. Barcla y . Bond functions, co v alen t

p oten tial curv es, and the basis set sup erp osition error. Jour-

nal of Computational Chemistry, 12(6):697–704, July 1991.

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

tronic).

W elsh:1990:MMS

[W C90] William J. W elsh and Vivian Co dy

. Molecular mo deling stud-

ies of no v el heteroarotinoids. Journal of Computational Chem-

istry, 11(4):531–540, Ma y 1990. CODEN JCCHDD. ISSN

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

W ong:1991:TEI

[W CC91] M. W. W ong, G. Corongiu, and E. Clemen ti. Tw o-electron

in tegral ev aluation for uncon tracted geometrical-t yp e Gaussian

functions. Journal of Computational Chemistry, 12(2):215–

219, Marc h 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Wib erg:1996:SEC

[W CK96] Kenneth B. Wib erg, Henry Castejon, and T o dd A. Keith. Sol-

v en t effects: 6. A comparison b et w een gas phase and solution

acidities. Journal of Computational Chemistry, 17(2):185–190,

Jan uary 30, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Wilson:1991:ASA

[W CMS91] Stephen R. Wilson, W eili Cui, Jules W. Mosk o witz, and

Kevin E. Sc hmidt. Applications of sim ulated annealing to the

conformational analysis of flexible molecules. Journal of Com-

putational Chemistry, 12(3):342–349, April 1991. CODEN JC-

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

W elsh:1990:AMO

[W el90] William J. W elsh. AM1 molecular orbital studies of the

structures, conformations, protonation energies, and electronic

prop erties of triazine dih ydrofolate reductase inhibitors. Jour-

nal of Computational Chemistry, 11(5):644–653, June 1990.

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

tronic).

W ang:1994:A CD

[WF94] Bingze W ang and George P . F ord. A tomic c harges deriv ed

from a fast and accurate metho d for electrostatic p oten tials

based on mo dified AM1 calculations. Journal of Computational

Chemistry, 15(2):200–207, F ebruary 1994. CODEN JCCHDD.

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

Winn:1999:TIF

[WFR99] P eter J. Winn, Gy¨ orgy G. F erenczy

, and Christopher A.

Reynolds. T o w ards impro v ed force fields: I I I. P olarization

through mo dified atomic c harges. Journal of Computational

Chemistry, 20(7):704–712, Ma y 1999. CODEN JCCHDD.

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

W aldman:1993:NCR

[WH93] Marvin W aldman and A. T. Hagler. New com bining rules for

rare gas v an der W aals parameters. Journal of Computational

Chemistry, 14(9):1077–1084, Septem b er 1993. CODEN JC-

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

W ong:1995:ALS

[WH95] Adrian T. W ong and Rob ert J. Harrison. Approac hes to large-

scale parallel self-consisten t field calculations. Journal of Com-

putational Chemistry, 16(10):1291–1300, Octob er 1995. CO-

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

tronic).

W eiser:1997:HCS

[WHF97] J¨ org W eiser, Max C. Holthausen, and Lutz Fitjer. HUNTER:

a conformational searc h program for acyclic to p olycyclic

molecules with sp ecial emphasis on stereo c hemistry

. Journal

of Computational Chemistry, 18(10):1264–1281, July 30, 1997.

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

tronic).

W olinski:1997:MPC

[WHHP97] Krzysztof W olinski, Rob ert Haac k e, James F. Hin ton, and P e-

ter Pula y . Metho ds for parallel computation of SCF NMR

c hemical shifts b y GIA

O metho d: Efficien t in tegral calculation,

m ulti-F o c k algorithm, and pseudo diagonalization. Journal of

Computational Chemistry, 18(6):816–825, April 30, 1997. CO-

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

tronic).

Williams:1996:IMS

[WHM

+

96] Stephen D. Williams, W arren Harp er, Gleb Maman to v,

Louis J. T ortorelli, and George Shankle. Ab initio MO study of

selected alumin um and b oron c hlorides and fluorides: Compar-

ison with

11

B NMR sp ectra of a tetrac hlorob orate melt. Jour-

nal of Computational Chemistry, 17(15):1696–1711, No v em b er

30, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Wib erg:1999:CDF

[Wib99] Kenneth B. Wib erg. Comparison of densit y functional theory

mo dels’ abilit y to repro duce exp erimen tal

13

C-NMR shield-

ing v alues. Journal of Computational Chemistry, 20(12):1299–

1303, Septem b er 1999. CODEN JCCHDD. ISSN 0192-8651

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

Williams:1994:FNA

[Wil94] Donald E. Williams. F ailure of net atomic c harge mo dels to

represen t the v an der W aals en v elop e electric p oten tial of n-

alk anes. Journal of Computational Chemistry, 15(7):719–732,

July 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W u:1996:DBD

[WJL

+

96] G. W u, S. Jacobs, A. T. H. Lenstra, C. v an Alseno y , and

H. J. Geise. 2,5-dimetho xy-1,4-bis[2-(2,4-dimetho xyphen yl)

ethen yl]b enzene studied b y quan tum c hemical calculations and

single crystal X-ra y diffraction. Journal of Computational

Chemistry, 17(16):1820–1835, Decem b er 1996. CODEN JC-

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

W u:1996:PV O

[WJV

+

96] Guang W u, S. Jacobs, M. G. V erbruggen, A. T. H. Lenstra,

C. v an Alseno y , H. J. Geise, and L. v an Meerv elt. Phen ylene

vin ylene oligomers studied b y theoretical metho ds: Join t anal-

ysis of computational and X-ra y results of the configurational

isomers of 1,4-bis[2-(3,4,5-trimetho xyphen yl)ethen yl]b enzene.

Journal of Computational Chemistry, 17(10):1245–1257, July

30, 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

W o o ds:1990:DNA

[WKP

+

90] Rob ert J. W o o ds, Maged Khalil, W endy P ell, Stev en H. Mof-

fat, and V edene H. Smith Jr. Deriv ation of net atomic c harges

from molecular electrostatic p oten tials. Journal of Compu-

tational Chemistry, 11(3):297–310, April 1990. CODEN JC-

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

W ang:1991:V A C

[WL91a] Hua jun W ang and Cyrus Levin thal. A v ectorized algorithm

for calculating the accessible surface area of macromolecules.

Journal of Computational Chemistry, 12(7):868–871, Septem-

b er 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Williams:1991:EHS

[WL91b] Rob ert W. Williams and Alfred H. Lo wrey

. Effects of h ydra-

tion on scale factors for ab initio force constan ts. Journal of

Computational Chemistry, 12(6):761–777, July 1991. CODEN

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

W estbro ok:1992:MEP

[WLKJ92] John D. W estbro ok, Ronald M. Levy

, and Karsten Krogh-

Jesp ersen. Molecular electrostatic p oten tials and partial

atomic c harges from correlated w a v e functions: Applications

to the electronic ground and excited states of 3-meth ylindole.

Journal of Computational Chemistry, 13(8):979–989, Octob er

1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

W aller:1993:TIP

[WM93] Chris L. W aller and James D. McKinney

. Theoretical in v esti-

gation in to the p oten tial of halogenated methanes to undergo

reductiv e metab olism. Journal of Computational Chemistry,

14(12):1575–1579, Decem b er 1993. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Wheatley:1994:GMP

[WM94] Ric hard J. Wheatley and John B. O. Mitc hell. Gaussian m ul-

tip oles in practice: Electrostatic energies for in termolecular

p oten tials. Journal of Computational Chemistry, 15(11):1187–

1198, No v em b er 1994. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W alk er:1995:TSM

[WM95] P

. Duane W alk er and P aul G. Mezey . T o w ard similarit y mea-

sures for macromolecular b o dies: Medla test calculations for

substituted b enzene systems. Journal of Computational Chem-

istry, 16(10):1238–1249, Octob er 1995. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

W alk er:1995:ASG

[WMM

+

95] P

. Duane W alk er, P aul G. Mezey

, Gerald M. Maggiora,

Mark A. Johnson, and James D. P etk e. Application of the

shap e group metho d to conformational pro cesses: Shap e and

conjugation c hanges in the conformers of 2-phen yl p yrimidine.

Journal of Computational Chemistry, 16(12):1474–1482, De-

cem b er 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

July 15, 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic). See [WWSS98b ].

W eiser:1998:NLR

[WWSS98b] J¨ org W eiser, Armin A. W eiser, P eter S. Shenkin, and W. Clark

Still. Neigh b or-list reduction: Optimization for computation

of molecular v an der W aals and solv en t-accessible surface ar-

eas. Journal of Computational Chemistry, 19(7):797–808, Ma y

1998. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic). See erratum [WWSS98a ].

W an:1997:SDS

[WWXS97] Sh un Zhou W an, Cun Xin W ang, Zhe Xin Xiang, and Y un Y u

Shi. Sto c hastic dynamics sim ulation of alanine dip eptide: In-

cluding solv ation in teraction determined b y b oundary elemen t

metho d. Journal of Computational Chemistry, 18(12):1440–

1449, Septem b er 1997. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

W ang:1992:NRL

[WWZD92] Y ubin W ang, Zhen yi W en, Zhiy ong Zhang, and Quishi Du.

New realization of lo op driv en direct CI. Journal of Com-

putational Chemistry, 13(2):187–198, Marc h 1992. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

W ang:1993:ICP

[WZG

+

93] P eng W ang, Y ala Zhang, Rainer Glaser, Andrew Streit wieser,

and P aul v on R. Sc hley er. Ab initio calculations on phosphorus

comp ounds. I I. Effects of disubstitution on ligand apicophilic-

it y in phosphoranes. Journal of Computational Chemistry, 14

(5):522–529, Ma y 1993. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Xu:1992:IPD

[XWS92] Y. W. Xu, C. X. W ang, and Y. Y. Shi. Impro v emen ts on the

protein–dip ole Langevin–dip ole mo del. Journal of Computa-

tional Chemistry, 13(9):1109–1113, No v em b er 1992. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y ark on y:1995:MES

[Y ar95] Da vid Y ark on y , editor. Mo dern ele ctr onic structur e the ory,

v olume 2 of A dvanc e d series in physic al chemistry. W orld

Scien tific Publishing Co., Singap ore; Philadelphia, P

A, USA;

Riv er Edge, NJ, USA, 1995. ISBN 981-02-1318-2 (hardco v er:

set), 981-02-2108-8 (pap erbac k: set), 981-02-1959-8 (hard-

co v er: part 1), 981-02-2987-9 (pap erbac k: part 1), 981-02-

1960-1 (hardco v er: part 2), 981-02-2988-7 (pap erbac k: part

2). xiii + 1462 + i + 30 (t w o v olumes) pp. LCCN QD461

.M5967 1995.

Y oung:1994:IDP

[YB94] William S. Y oung and Charles L. Bro oks I I I. Implemen tation

of a data parallel, logical domain decomp osition metho d for

in terparticle in teractions in molecular dynamics of structured

molecular fluids. Journal of Computational Chemistry, 15(1):

44–53, Jan uary 1994. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Y ou:1995:AAR

[YB95a] T on y Y ou and Donald Bashford. An analytical algorithm for

the rapid determination of the solv en t accessibilit y of p oin ts

in a three-dimensional lattice around a solute molecule. Jour-

nal of Computational Chemistry, 16(6):743–757, June 1995.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Y oung:1995:DLB

[YB95b] William S. Y oung and Charles L. Bro oks I I I. Dynamic load

balancing algorithms for replicated data molecular dynam-

ics. Journal of Computational Chemistry, 16(6):715–722, June

1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Y ork:1994:SSS

[YBD

+

94] D. M. Y ork, L. J. Bartolotti, T. A. Darden, L. G. P edersen, and

M. W. Anderson. Sim ulations of the solution structure of HIV-

1 protease in the presence and absence of b ound zinc. Jour-

nal of Computational Chemistry, 15(1):61–71, Jan uary 1994.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Y o o:1995:PLE

[YC95] Sung-Eun Y o o and Ok Ja Cha. Prediction of LUMO en-

ergy and rate constan t b y comparativ e molecular field analysis

(CoMF

A). Journal of Computational Chemistry, 16(4):449–

453, April 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Y ahiro:1992:VP Ab

[YG92a] Sh uic hi Y ahiro and Y asuhik o Gondo. V ector pro cessing algo-

rithm for electron repulsion in tegrals in Ab Initio HF calcu-

lation based up on the PK sup ermatrix. Journal of Computa-

tional Chemistry, 13(10):1246–1254, Decem b er 1992. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y ahiro:1992:VP Aa

[YG92b] Sh uic hi Y ahiro and Y asuhik o Gondo. A v ector pro cessing algo-

rithm of auxiliary in tegral ev aluation for t w o-electron Gaussian

in tegrals. Journal of Computational Chemistry, 13(1):12–16,

Jan uary 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Y ou:1993:FEA

[YH93] T on y J. Y ou and Stephen C. Harv ey . Finite elemen t approac h

to the electrostatics of macromolecules with arbitrary geome-

tries. Journal of Computational Chemistry, 14(4):484–501,

April 1993. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Y oneda:1996:MDS

[YKU96] Shigetak a Y oneda, Masak o Kitaza w a, and Hideaki Umey ama.

Molecular dynamics sim ulation of a rhino virus capsid under

rotational symmetry b oundary conditions. Journal of Compu-

tational Chemistry, 17(2):191–203, Jan uary 30, 1996. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Y o on:1990:BEM

[YL90] Byung Jun Y o on and A. M. Lenhoff. A b oundary elemen t

metho d for molecular electrostatics with electrolyte effects.

Journal of Computational Chemistry, 11(9):1080–1086, Octo-

b er 1990. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Yin:1998:CIS

[YM98] Daxu Yin and Alexander D. MacKerell Jr. Com bined ab ini-

tio /empirical approac h for optimization of Lennard-Jones pa-

rameters. Journal of Computational Chemistry, 19(3):334–348,

F ebruary 1998. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Y oshik a w a:1990:MMC

[Y os90] Y uzo Y oshik a w a. Molecular mec hanics criterion for metal com-

plex formation. Journal of Computational Chemistry, 11(3):

326–335, April 1990. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Y oshioki:1994:IDG

[Y os94] Sh uzo Y oshioki. In ternal dynamics of a globular protein under

external force field. Journal of Computational Chemistry, 15

(7):684–703, July 1994. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Y oshioki:1996:IDG

[Y os96] Sh uzo Y oshioki. In ternal dynamics of a globular protein in

w ater. Journal of Computational Chemistry, 17(7):878–887,

Ma y 1996. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Y o on:1995:DCT

[YSJ95] Jeong Hy eok Y o on, Jae Kw ang Shin, and Mu Shik Jhon. Deter-

mination of C-terminal structure of h uman C Ha ras oncogenic

protein. Journal of Computational Chemistry, 16(4):478–485,

April 1995. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Y oung:1997:BMC

[YTRB97] L. Y oung, I. A. T op ol, A. A. Rashin, and S. K. Burt. Building

molecular c harge distributions from fragmen ts: Application to

HIV-1 protease inhibitors. Journal of Computational Chem-

istry, 18(4):522–532, Marc h 1997. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Yiu:1997:CIM

[YTT97] K. F. C. Yiu, K. Y. T am, and S. C. Tsang. Crystal indexing

metho d using a sim ulated annealing algorithm with particu-

lar applications in nano crystal researc h. Journal of Computa-

tional Chemistry, 18(2):290–299, Jan uary 30, 1997. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhang:1994:ECG

[ZA94] Zhenghong Zhang and Ludwik Adamo wicz. Explicitly corre-

lated Gaussian functions with r factors for calculations of the

ground state of the helium atom. Journal of Computational

Chemistry, 15(8):893–898, August 1994. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zauhar:1991:IHF

[Zau91] R. J. Zauhar. The incorp oration of h ydration forces deter-

mined b y con tin uum electrostatics in to molecular mec hanics

sim ulations. Journal of Computational Chemistry, 12(5):575–

583, June 1991. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zahradnik:1991:SSV

[ZBM91] Rudolf Zahradn ´ ık, V. Bala ji, and Josef Mic hl. An SCF study

of 10-v ertex and 12-v ertex b oranes and heterob oranes. Jour-

nal of Computational Chemistry, 12(9):1147–1156, No v em b er

1991. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X

(electronic).

Zhang:1998:CGP

[ZCP98] Kui Zhang and Alice Ch ung-Phillips. Conformers of gaseous

protonated glycine. Journal of Computational Chemistry, 19

(16):1862–1876, Decem b er 1998. CODEN JCCHDD. ISSN

0192-8651 (prin t), 1096-987X (electronic).

Zhexin:1995:IPD

[ZFYY95] Xiang Zhexin, Huang F uh ua, Shi Y un yu, and Xu Yin wu. In-

corp orating the protein–dip ole Langevin–dip ole mo del in to

T anford–Kirkw o o d theory

. Journal of Computational Chem-

istry, 16(12):1468–1473, Decem b er 1995. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Ziegler:1992:EME

[ZG92] T. Ziegler and G. L. Gutsev. On the ev aluation of molecu-

lar electron affinities b y appro ximate densit y functional the-

ory . Journal of Computational Chemistry, 13(1):70–75, Jan-

uary 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-

987X (electronic).

Zhou:1993:SLM

[Zho93] T aijin Zhou. Study of lo calized molecular orbitals using group

theory metho ds and its approac h to the man y-electron corre-

lation problem. I I I. Orthogonal b onded functions. Journal of

Computational Chemistry, 14(5):549–555, Ma y 1993. CODEN

JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zhou:1997:BRB

[Zho97] Xuefeng Zhou. Bo ok review: R eviews in Computational Chem-

istry, V olume 7. Journal of Computational Chemistry, 18(10):

1327, July 30, 1997. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zac hmann:1992:T A C

[ZHSB92] Carl-Dieter Zac hmann, W olfgang Heiden, Mic heal Sc hlenkric h,

and J ¨ urgen Bric kmann. T op ological analysis of complex molec-

ular surfaces. Journal of Computational Chemistry, 13(1):76–

84, Jan uary 1992. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zimmermann:1991:O AP

[Zim91] Karel Zimmermann. ORAL: All purp ose molecular mec hanics

sim ulator and energy minimizer. Journal of Computational

Chemistry, 12(3):310–319, April 1991. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zivk o vic:1990:ECP

[

ˇ

Ziv90] T omisla v P .

ˇ

Zivk o vi ´ c. On the ev aluation of the c haracteristic

p olynomial of a c hemical graph. Journal of Computational

Chemistry, 11(2):217–222, Marc h 1990. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic). See commen t

[Bal91a ].

Zhang:1994:NR O

[ZKA94] Zhenghong Zhang, P a w el M. Kozlo wski, and Ludwik Adamo w-

icz. Newton–Raphson optimization of the explicitly correlated

Gaussian functions for calculations of the ground state of the

helium atom. Journal of Computational Chemistry, 15(1):54–

60, Jan uary 1994. CODEN JCCHDD. ISSN 0192-8651 (prin t),

1096-987X (electronic).

Zac hmann:1993:SSS

[ZKSB93] Carl-Dieter Zac hmann, Stefan Mic hael Kast, Alla Sariban, and

J ¨ urgen Bric kmann. Self-similarit y of solv en t-accessible sur-

faces of biological and syn thetical macromolecules. Journal of

Computational Chemistry, 14(11):1290–1300, No v em b er 1993.

CODEN JCCHDD. ISSN 0192-8651 (prin t), 1096-987X (elec-

tronic).

Zhou:1994:SLM

[ZL94] T aijin Zhou and Aimin Liu. Study of lo calized molecular

orbitals using group theory metho ds and its approac h to

the man y-electron correlation problem. IV. The symmetry-

adaptation of man y-cen ter in tegrals and Hamiltonian matrix

elemen ts in MCSCF calculations. Journal of Computational

Chemistry, 15(8):858–865, August 1994. CODEN JCCHDD.

ISSN 0192-8651 (prin t), 1096-987X (electronic).

Zheng:1992:CPH

[ZLM92] Y a-Jun Zheng, Scott M. Le Grand, and Kenneth M. Merz Jr.

Conformational preferences for h ydro xyl groups in substituted

tetrah ydrop yrans. Journal of Computational Chemistry, 13

(6):772–791, July 1992. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zauhar:1990:CEP

[ZM90] R. J. Zauhar and R. S. Morgan. Computing the electric p oten-

tial of biomolecules: Application of a new metho d of molecular

surface triangulation. Journal of Computational Chemistry, 11

(5):603–622, June 1990. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zheng:1992:SHB

[ZM92] Y a-Jun Zheng and Kenneth M. Merz Jr. Study of h ydrogen

b onding in teractions relev an t to biomolecular structure and

function. Journal of Computational Chemistry, 13(9):1151–

1169, No v em b er 1992. CODEN JCCHDD. ISSN 0192-8651

(prin t), 1096-987X (electronic).

Zhou:1999:GMS

[ZM99] T aijin Zhou and Yirong Mo. General metho d for symmetry or-

bitals and tensors in electronic structure calculations. Journal

of Computational Chemistry, 20(3):305–321, F ebruary 1999.