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agentsWIJournaleofeMedicinaleChemistryUI2011UIbaUIebe[VfZ 8.3 103

190 oenzisothiazolonesIasImodulatorsIofImacrophageImigrationIinhibitoryIfactorWIBioorganiceande
MedicinaleChemistryeLettersUI2011UI[ZUIababVf 2.9 19

189 nrylIrxtensionsIofI–hienopyrimidinonesIasIsibroblastItrowthIsactorI“eceptorIZIxinaseIvnhibitorsWI
TetrahedroneLettersUI2011UIb[UI[[[eV[[]Z 2 10

188 rXαIrnergeticsIforIzolecularIzodelingIandIqesignWIJournaleofeChemicaleTheoryeandeComputationUI
2010UIcUI[dc[V[dcf 6.4 23

187 nIremoteIareneVbindingIsiteIonIprostateIspecificImembraneIantigenIrevealedIbyI
antibodyVrecruitingIsmallImoleculesWIJournaleofetheeAmericaneChemicaleSocietyUI2010UIZ][UIZ[dZZVc 16.4 112

186 rffectsIofIüaterIPlacementIonIPredictionsIofIoindingInffinitiesIforIp]e˛–IznPIxinaseIvnhibitorsWI
JournaleofeChemicaleTheoryeandeComputationUI2010UIcUI]ebYV]ebc 6.4 73

185 –horpeVvngoldIaccelerationIofIoxiraneIformationIisImostlyIaIsolventIeffectWIJournaleofetheeAmericane
ChemicaleSocietyUI2010UIZ][UIedccVd] 16.4 24

184 ”ynthesisIandIevaluationIofIselectedIkeyImethylIetherIderivativesIofIvancomycinIaglyconWIJournale
ofeMedicinaleChemistryUI2010UIb]UId[[fV]b 8.3 17

183 ndvancesIinIquantumIandImolecularImechanicalIQQzXzzRIsimulationsIforIorganicIandIenzymaticI
reactionsWIAccountseofeChemicaleResearchUI2010UIa]UIZa[VbZ 24.3 201

182 rxploringIsolventIeffectsIuponItheIzenshutkinIreactionIusingIaIpolarizableIforceIfieldWIJournaleofe
PhysicaleChemistryeBUI2010UIZZaUIea[bV]Y 3.4 48

181 QuantumImechanicalXmolecularImechanicalImodelingIfindsIqielsVnlderIreactionsIareIacceleratedI
lessIonItheIsurfaceIofIwaterIthanIinIwaterWIJournaleofetheeAmericaneChemicaleSocietyUI2010UIZ][UI]YfdVZYa16.4 50

180 qiscoveryIofInovelIfibroblastIgrowthIfactorIreceptorIZIkinaseIinhibitorsIbyIstructureVbasedIvirtualI
screeningWIJournaleofeMedicinaleChemistryUI2010UIb]UIZcc[Vd[ 8.3 50

179 rasternIextensionIofIazolesIasInonVnucleosideIinhibitorsIofIuvVVZIreverseItranscriptasehIcyanoI
groupIalternativesWIBioorganiceandeMedicinaleChemistryeLettersUI2010UI[YUI[aebVe 2.9 32

178 †ptimizationIofI…VbenzylVbenzoxazolV[VonesIasIreceptorIantagonistsIofImacrophageImigrationI
inhibitoryIfactorIQzvsRWIBioorganiceandeMedicinaleChemistryeLettersUI2010UI[YUIbeZZVa 2.9 56

177 “eceptorIagonistsIofImacrophageImigrationIinhibitoryIfactorWIBioorganiceandeMedicinaleChemistrye
LettersUI2010UI[YUIdY]]Vc 2.9 38

176 VancomycinIanalogsgI”eekingIimprovedIbindingIofIdVnlaVdVnlaIandIdVnlaVdVyacIpeptidesIbyI
sideVchainIandIbackboneImodificationsWIBioorganiceandeMedicinaleChemistryUI2009UIZdUIbedaVec 3.4 13

175 …ovelInonVactiveIsiteIinhibitorIofIpryptosporidiumIhominisI–”Vqus“IidentifiedIbyIaIvirtualIscreenWI
BioorganiceandeMedicinaleChemistryeLettersUI2009UIZfUIaZeV[] 2.9 17
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174 VancomycinIresistancegImodelingIbackboneIvariantsIwithIqVnlaVqVnlaIandIqVnlaVqVyacIpeptidesWI
BioorganiceandeMedicinaleChemistryeLettersUI2009UIZfUIZ[]cVf 2.9 13

173 †riginIofItheIactivityIdropIwithItheIrbYqIvariantIofIcatalyticIantibodyI]araIforIxempIeliminationWI
JournaleofePhysicaleChemistryeBUI2009UIZZ]UIafdVbYa 3.4 22

172 ”tericIandIsolvationIeffectsIinIionicI”Q…R[IreactionsWIJournaleofetheeAmericaneChemicaleSocietyUI2009UI
Z]ZUIZcZc[VdY 16.4 62

171
qiscoveryIofIwildVtypeIandIYZeZpImutantInonVnucleosideIuvVVZIreverseItranscriptaseIinhibitorsI
usingIvirtualIscreeningIwithImultipleIproteinIstructuresWIJournaleofeChemicaleInformationeande
ModelingUI2009UIafUIZ[d[Vf

6.1 37

170 rxploitingIstructuralIanalysisUIinIsilicoIscreeningUIandIserendipityItoIidentifyInovelIinhibitorsIofI
drugVresistantIfalciparumImalariaWIACSeChemicaleBiologyUI2009UIaUI[fVaY 4.9 48

169 rfficientIdrugIleadIdiscoveryIandIoptimizationWIAccountseofeChemicaleResearchUI2009UIa[UId[aV]] 24.3 487

168 qiscoveryIofIhumanImacrophageImigrationIinhibitoryIfactorIQzvsRVpqdaIantagonistsIviaIvirtualI
screeningWIJournaleofeMedicinaleChemistryUI2009UIb[UIaZcV[a 8.3 106

167 vnI”ilicoIvmprovementIofIbeta]VpeptideIinhibitorsIofIpb]IxIhqz[IandIpb]IxIhqz−WIJournaleofethee
AmericaneChemicaleSocietyUI2009UIZ]ZUIc]bcVd 16.4 62

166 rnergeticsIofIdisplacingIwaterImoleculesIfromIproteinIbindingIsitesgIconsequencesIforIligandI
optimizationWIJournaleofetheeAmericaneChemicaleSocietyUI2009UIZ]ZUIZbaY]VZZ 16.4 196

165 PredictionIofItheIwaterIcontentIinIproteinIbindingIsitesWIJournaleofePhysicaleChemistryeBUI2009UIZZ]UIZ]]]dVac3.4 153

164 †pticalIrotatoryIdispersionIofI[U]VhexadieneIandI[U]VpentadieneWIJournaleofePhysicaleChemistryeAUI
2008UIZZ[UI[aZbV[[ 2.8 40

163 patalyticImechanismIandIperformanceIofIcomputationallyIdesignedIenzymesIforIxempIeliminationWI
JournaleofetheeAmericaneChemicaleSocietyUI2008UIZ]YUIZbfYdVZb 16.4 80

162 †ptimizationIofIazolesIasIantiVhumanIimmunodeficiencyIvirusIagentsIguidedIbyIfreeVenergyI
calculationsWIJournaleofetheeAmericaneChemicaleSocietyUI2008UIZ]YUIfaf[Vf 16.4 84

161 PerspectiveIonIsreeVrnergyIPerturbationIpalculationsIforIphemicalIrquilibriaWIJournaleofeChemicale
TheoryeandeComputationUI2008UIaUIecfVedc 6.4 226

160
rnergeticIeffectsIforIobservedIandIunobservedIuvVVZIreverseItranscriptaseImutationsIofIresiduesI
yZYYUIVZYcUIandIYZeZIinItheIpresenceIofInevirapineIandIefavirenzWIBioorganiceandeMedicinale
ChemistryeLettersUI2008UIZeUIfcfVd[

2.9 6

159 PerformanceIofIo]yYPIqensityIsunctionalIzethodsIforIaIyargeI”etIofI†rganicIzoleculesWIJournaleofe
ChemicaleTheoryeandeComputationUI2008UIaUI[fdV]Yc 6.4 601

158 —nderstandingI“ateInccelerationsIforIqielsVnlderI“eactionsIinI”olutionI—singIrnhancedIQzXzzI
zethodologyWIJournaleofeChemicaleTheoryeandeComputationUI2007UI]UIZaZ[Vf 6.4 70

157 rlucidationIofI“ateIVariationsIforIaIqielsVnlderI“eactionIinIvonicIyiquidsIfromIQzXzzI”imulationsWI
JournaleofeChemicaleTheoryeandeComputationUI2007UI]UIZ][Ve 6.4 70

(2007-2009)
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156 pomputationIofInccurateInctivationIoarriersIforIzethylV–ransferI“eactionsIofI”ulfoniumIandI
nmmoniumI”altsIinInqueousI”olutionWIJournaleofeChemicaleTheoryeandeComputationUI2007UI]UIZY[eV]b 6.4 33

155 ühyIureaIeliminatesIammoniaIratherIthanIhydrolyzesIinIaqueousIsolutionWIJournaleofePhysicale
ChemistryeBUI2007UIZZZUId[YV]Y 3.4 75

154 ”earchIforInonVnucleosideIinhibitorsIofIuvVVZIreverseItranscriptaseIusingIchemicalIsimilarityUI
molecularIdockingUIandIzzVtoX”nIscoringWIJournaleofeChemicaleInformationeandeModelingUI2007UIadUI[aZcV[e6.1 61

153 rnergyIProfilesIforI†rganicI“eactionsIinI”olutionWIAdvanceseineChemicalePhysicsUI2007UIacfVaee 25

152 PolarizationIrffectsIforIuydrogenVoondedIpomplexesIofI”ubstitutedIPhenolsIwithIüaterIandI
phlorideIvonWIJournaleofeChemicaleTheoryeandeComputationUI2007UI]UIZfedVZff[ 6.4 63

151 sromIdockingIfalseVpositiveItoIactiveIantiVuvVIagentWIJournaleofeMedicinaleChemistryUI2007UIbYUIb][aVf 8.3 63

150 pomputerVaidedIdesignIofInonVnucleosideIinhibitorsIofIuvVVZIreverseItranscriptaseWIBioorganiceande
MedicinaleChemistryeLettersUI2006UIZcUIcc]Vd 2.9 107

149 phapterIZaI”olventIrffectsIonI†rganicI“eactionsIfromIQzXzzI”imulationsWIAnnualeReportseine
ComputationaleChemistryUI2006UI[c]V[de 1.8 10

148 nssaultIonIresistancegItheIuseIofIcomputationalIchemistryIinItheIdevelopmentIofIantiVuvVIdrugsWI
CurrentePharmaceuticaleDesignUI2006UIZ[UIZea]Vbc 3.3 7

147 …†Vz…q†gII“eintroductionIofItheI†verlapIzatrixIintoIz…q†WIJournaleofeChemicaleTheoryeande
ComputationUI2006UI[UIaZ]Vf 6.4 33

146 ualideUInmmoniumUIandInlkaliIzetalIvonIParametersIforIzodelingInqueousI”olutionsWIJournaleofe
ChemicaleTheoryeandeComputationUI2006UI[UIZaffVbYf 6.4 298

145 popeIeliminationgIelucidationIofIsolventIeffectsIfromIQzXzzIsimulationsWIJournaleofetheeAmericane
ChemicaleSocietyUI2006UIZ[eUIcZaZVc 16.4 69

144 srPVguidedIselectionIofIbicyclicIheterocyclesIinIleadIoptimizationIforInonVnucleosideIinhibitorsIofI
uvVVZIreverseItranscriptaseWIJournaleofetheeAmericaneChemicaleSocietyUI2006UIZ[eUIZb]d[V] 16.4 80

143 zediumIeffectsIonItheIdecarboxylationIofIaIbiotinImodelIinIpureIandImixedIsolventsIfromIQzXzzI
simulationsWIJournaleofeOrganiceChemistryUI2006UIdZUIaefcVfY[ 4.2 35

142 pomparisonIofI”ppVqs–oIandI…qq†VbasedIsemiempiricalImolecularIorbitalImethodsIforIorganicI
moleculesWIJournaleofePhysicaleChemistryeAUI2006UIZZYUIZ]bbZVf 2.8 127

141 rlucidationIofIhydrolysisImechanismsIforIfattyIacidIamideIhydrolaseIandIitsIyysZa[nlaIvariantIviaI
QzXzzIsimulationsWIJournaleofetheeAmericaneChemicaleSocietyUI2006UIZ[eUIZcfYaVZ] 16.4 79

140 ponformationIofIalkanesIinItheIgasIphaseIandIpureIliquidsWIJournaleofePhysicaleChemistryeBUI2006UI
ZZYUI[ZZfeV[Ya 3.4 75

139 †ptimizationIofIdiarylaminesIasInonVnucleosideIinhibitorsIofIuvVVZIreverseItranscriptaseWIBioorganice
andeMedicinaleChemistryeLettersUI2006UIZcUIcceVdZ 2.9 38
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138 †ptimizationIofIpyrimidinylVIandItriazinylVaminesIasInonVnucleosideIinhibitorsIofIuvVVZIreverseI
transcriptaseWIBioorganiceandeMedicinaleChemistryeLettersUI2006UIZcUIbccaVd 2.9 49

137 pontributionIofIconformerIfocusingItoItheIuncertaintyIinIpredictingIfreeIenergiesIforI
proteinVligandIbindingWIJournaleofeMedicinaleChemistryUI2006UIafUIbeeYVa 8.3 210

136 vnfluenceIofIinterVIandIintramolecularIhydrogenIbondingIonIkempIdecarboxylationsIfromIQzXzzI
simulationsWIJournaleofetheeAmericaneChemicaleSocietyUI2005UIZ[dUIee[fV]a 16.4 53

135 zacrophomateIsynthasegIQzXzzIsimulationsIaddressItheIqielsVnlderIversusIzichaelVnldolI
reactionImechanismWIJournaleofetheeAmericaneChemicaleSocietyUI2005UIZ[dUI]bddVee 16.4 104

134 rlucidationIofIfattyIacidIamideIhydrolaseIinhibitionIbyIpotentIalphaVketoheterocycleIderivativesI
fromIzonteIparloIsimulationsWIJournaleofetheeAmericaneChemicaleSocietyUI2005UIZ[dUIZd]ddVea 16.4 143

133 rffectsIofInrgfYI…eutralizationIonItheIrnzymeVpatalyzedI“earrangementIofIphorismateItoI
PrephenateWIJournaleofeChemicaleTheoryeandeComputationUI2005UIZUIcZdV[b 6.4 26

132 rxtensionIofItheIPqqtXPz]I”emiempiricalIzolecularI†rbitalIzethodItoI”ulfurUI”iliconUIandI
PhosphorusWIJournaleofeChemicaleTheoryeandeComputationUI2005UIZUIeZdV[] 6.4 64

131 PotentialIenergyIfunctionsIforIatomicVlevelIsimulationsIofIwaterIandIorganicIandIbiomolecularI
systemsWIProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaUI2005UIZY[UIcccbVdY11.5 770

130 zolecularImodelingIofIorganicIandIbiomolecularIsystemsIusingIo†””IandIzpP“†WIJournaleofe
ComputationaleChemistryUI2005UI[cUIZcefVdYY 3.5 324

129 –heImanyIrolesIofIcomputationIinIdrugIdiscoveryWIScienceUI2004UI]Y]UIZeZ]Ve 33.3 1088

128 rxtensionIofItheIPqqtXPz]IandIPqqtXz…q†IsemiempiricalImolecularIorbitalImethodsItoItheI
halogensWIJournaleofeComputationaleChemistryUI2004UI[bUIZ]eVbY 3.5 69

127 nccuracyIofIfreeIenergiesIofIhydrationIusingIpzZIandIpz]IatomicIchargesWIJournaleofe
ComputationaleChemistryUI2004UI[bUIZ][[V][ 3.5 120

126 ”tructuralIandIenergeticIanalysesIofItheIeffectsIofItheIxZY]…ImutationIofIuvVVZIreverseI
transcriptaseIonIefavirenzIanaloguesWIJournaleofeMedicinaleChemistryUI2004UIadUI[]efVf[ 8.3 36

125 zonteIparloIoackboneI”amplingIforI…ucleicIncidsI—singIponcertedI“otationsIvncludingIVariableI
oondInnglesWIJournaleofePhysicaleChemistryeBUI2004UIZYeUIZcee]VZcef[ 3.4 24

124 PolypeptideIfoldingIusingIzonteIparloIsamplingUIconcertedIrotationUIandIcontinuumIsolvationWI
JournaleofetheeAmericaneChemicaleSocietyUI2004UIZ[cUIZeafVbd 16.4 76

123 teneralImodelIforIestimationIofItheIinhibitionIofIproteinIkinasesIusingIzonteIparloIsimulationsWI
JournaleofeMedicinaleChemistryUI2004UIadUI[b]aVaf 8.3 47

122 ”tericIretardationIofI”…[IreactionsIinItheIgasIphaseIandIsolutionWIJournaleofetheeAmericaneChemicale
SocietyUI2004UIZ[cUIfYbaVe 16.4 157

121 ”olventIeffectsIandImechanismIforIaInucleophilicIaromaticIsubstitutionIfromIQzXzzIsimulationsWI
OrganiceLettersUI2004UIcUI[eeZVa 6.2 92

(2004-2006)
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120 sreeIrnergiesIofIuydrationIfromIaIteneralizedIoornIzodelIandIanInllVntomIsorceIsieldWIJournaleofe
PhysicaleChemistryeBUI2004UIZYeUIZc[caVZc[dY 3.4 164

119 nctivityIpredictionsIforIefavirenzIanaloguesIwithItheIxZY]…ImutantIofIuvVIreverseItranscriptaseWI
BioorganiceandeMedicinaleChemistryeLettersUI2003UIZ]UI]]]dVaY 2.9 29

118 ValidationIofIaImodelIforItheIcomplexIofIuvVVZIreverseItranscriptaseIwithInonnucleosideIinhibitorI
–zpZ[bWIJournaleofetheeAmericaneChemicaleSocietyUI2003UIZ[bUIcYZcVd 16.4 66

117 nnalysesIofIactivityIforIfactorI−aIinhibitorsIbasedIonIzonteIparloIsimulationsWIJournaleofeMedicinale
ChemistryUI2003UIacUIbcfZVf 8.3 23

116 pontributionsIofIconformationalIcompressionIandIpreferentialItransitionIstateIstabilizationItoItheI
rateIenhancementIbyIchorismateImutaseWIJournaleofetheeAmericaneChemicaleSocietyUI2003UIZ[bUIcef[Vf 16.4 69

115
vnvestigationIofIsolventIeffectsIforItheIplaisenIrearrangementIofIchorismateItoIprephenategI
mechanisticIinterpretationIviaInearIattackIconformationsWIJournaleofetheeAmericaneChemicaleSocietyUI
2003UIZ[bUIccc]Vd[

16.4 46

114 zonteIparloIbackboneIsamplingIforIpolypeptidesIwithIvariableIbondIanglesIandIdihedralIanglesI
usingIconcertedIrotationsIandIaItaussianIbiasWIJournaleofeChemicalePhysicsUI2003UIZZeUIa[cZVa[dZ 3.9 85

113 PredictionIofIdrugIsolubilityIfromIstructureWIAdvancedeDrugeDeliveryeReviewsUI2002UIbaUI]bbVcc 18.5 541

112 vmprovedIsemiempiricalIheatsIofIformationIthroughItheIuseIofIbondIandIgroupIequivalentsWIJournale
ofeComputationaleChemistryUI2002UI[]UIafeVbZY 3.5 22

111 PqqtXPz]IandIPqqtXz…q†gIimprovedIsemiempiricalImethodsWIJournaleofeComputationale
ChemistryUI2002UI[]UIZcYZV[[ 3.5 268

110 rstimationIofIbindingIaffinitiesIforIcelecoxibIanaloguesIwithIp†−V[IviaIzonteIparloVextendedI
linearIresponseWIBioorganiceandeMedicinaleChemistryeLettersUI2002UIZ[UI[cdVdY 2.9 36

109 QzXzzI”imulationsIforIqielsâ��nlderI“eactionsIinIüatergIIpontributionIofIrnhancedIuydrogenI
oondingIatItheI–ransitionI”tateItoItheI”olventIrffectâ� WIJournaleofePhysicaleChemistryeBUI2002UIZYcUIeYdeVeYeb3.4 154

108 PredictionIofIactivityIforInonnucleosideIinhibitorsIwithIuvVVZIreverseItranscriptaseIbasedIonIzonteI
parloIsimulationsWIJournaleofeMedicinaleChemistryUI2002UIabUI[fdYVed 8.3 82

107 “ationaleIforItheIobservedIp†−V[Xp†−VZIselectivityIofIcelecoxibIfromIzonteIparloIsimulationsWI
BioorganiceandeMedicinaleChemistryeLettersUI2001UIZZUIZbaZVa 2.9 23

106 nntiviralIdrugIdesigngIcomputationalIanalysesIofItheIeffectsIofItheIyZYYvImutationIforIuvVV“–IonI
theIbindingIofI……“–vsWIBioorganiceandeMedicinaleChemistryeLettersUI2001UIZZUI[dffVeY[ 2.9 45

105 tasVphaseIandIliquidVstateIpropertiesIofIestersUInitrilesUIandInitroIcompoundsIwithItheI†Py”VnnI
forceIfieldWIJournaleofeComputationaleChemistryUI2001UI[[UIZ]aYVZ]b[ 3.5 380

104 rfficientIexplorationIofIconformationalIspaceIusingItheIstochasticIsearchImethodgIapplicationItoI
˛†VpeptideIoligomersWIJournaleofeComputationaleChemistryUI2001UI[[UIZcacVZcba 3.5 29

103
vmprovedIconvergenceIofIbindingIaffinitiesIwithIfreeIenergyIperturbationgIapplicationItoI
nonpeptideIligandsIwithIppcYsrcI”u[IdomainWIJournaleofeComputersAidedeMoleculareDesignUI2001UI
ZbUIceZVfb

4.2 25
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102 QuantumUIintramolecularIflexibilityUIandIpolarizabilityIeffectsIonItheIreproductionIofItheIdensityI
anomalyIofIliquidIwaterIbyIsimpleIpotentialIfunctionsWIJournaleofeChemicalePhysicsUI2001UIZZbUIZYdbeVZYdce3.9 89

101 “apidIestimationIofIelectronicIdegreesIofIfreedomIinIzonteIparloIcalculationsIforIpolarizableI
modelsIofIliquidIwaterWIJournaleofeChemicalePhysicsUI2001UIZZaUIf]]dVf]af 3.9 16

100 PerfluoroalkanesgIIponformationalInnalysisIandIyiquidV”tateIPropertiesIfromIabIvnitioIandIzonteI
parloIpalculationsWIJournaleofePhysicaleChemistryeAUI2001UIZYbUIaZZeVaZ[b 2.8 340

99 qiffusionIconstantIofItheI–vPbPImodelIofIliquidIwaterWIJournaleofeChemicalePhysicsUI2001UIZZaUI]c] 3.9 286

98 rstimationIofIbindingIaffinitiesIforIurP–IandInevirapineIanaloguesIwithIuvVVZIreverseItranscriptaseI
viaIzonteIparloIsimulationsWIJournaleofeMedicinaleChemistryUI2001UIaaUIZabVba 8.3 94

97 rvaluationIandI“eparametrizationIofItheI†Py”VnnIsorceIsieldIforIProteinsIviaIpomparisonIwithI
nccurateIQuantumIphemicalIpalculationsIonIPeptidesâ� WIJournaleofePhysicaleChemistryeBUI2001UIZYbUIcadaVcaed3.4 2979

96 rstimationIofIbindingIaffinitiesIforIselectiveIthrombinIinhibitorsIviaIzonteIparloIsimulationsWI
JournaleofeMedicinaleChemistryUI2001UIaaUIZYa]VbY 8.3 42

95 …ewIyinearIvnteractionIzethodIforIoindingInffinityIpalculationsI—singIaIpontinuumI”olventIzodelWI
JournaleofePhysicaleChemistryeBUI2001UIZYbUIZY]eeVZY]fd 3.4 116

94 PredictionIofIdrugIsolubilityIfromIzonteIparloIsimulationsWIBioorganiceandeMedicinaleChemistrye
LettersUI2000UIZYUIZZbbVe 2.9 281

93 pomputationalIbindingIstudiesIofIhumanIppcYcVsrcI”u[IdomainIwithIaIseriesIofInonpeptideUI
phosphophenylVcontainingIligandsWIBioorganiceandeMedicinaleChemistryeLettersUI2000UIZYUI[YcdVdY 2.9 8

92 PerspectiveIonIâ��rquationIofIstateIcalculationsIbyIfastIcomputingImachinesâ��WITheoreticaleChemistrye
AccountsUI2000UIZY]UI[[bV[[d 1.9 9

91
zonteIparloIcalculationsIonIuvVVZIreverseItranscriptaseIcomplexedIwithItheInonVnucleosideI
inhibitorIeVplI–vo†gIcontributionIofItheIyZYYvIandIYZeZpIvariantsItoIproteinIstabilityIandIbiologicalI
activityWIProteineEngineeringreDesigneandeSelectionUI2000UIZ]UIaZ]V[Z

1.9 24

90 qevelopingIaIdynamicIpharmacophoreImodelIforIuvVVZIintegraseWIJournaleofeMedicinaleChemistryUI
2000UIa]UI[ZYYVZa 8.3 248

89
nnalysisIofIoindingInffinitiesIforIpelecoxibInnaloguesIwithIp†−VZIandIp†−V[IfromIpombinedI
qockingIandIzonteIparloI”imulationsIandIvnsightIintoItheIp†−V[Xp†−VZI”electivityWIJournaleofethee
AmericaneChemicaleSocietyUI2000UIZ[[UIfabbVfacc

16.4 123

88 ValidationIofIaIzodelIforItheIpomplexIofIuvVVZI“everseI–ranscriptaseIwithI”ustivaIthroughI
pomputationIofI“esistanceIProfilesWIJournaleofetheeAmericaneChemicaleSocietyUI2000UIZ[[UIZ[efeVZ[fYY 16.4 52

87 †riginIofItheIvnversionIofItheIncidityI†rderIforIualoaceticIncidsIonItoingIfromItheItasIPhaseItoI
”olutionWIJournaleofePhysicaleChemistryeAUI2000UIZYaUIdc[bVdc[e 2.8 26

86 nIfiveVsiteImodelIforIliquidIwaterIandItheIreproductionIofItheIdensityIanomalyIbyIrigidUI
nonpolarizableIpotentialIfunctionsWIJournaleofeChemicalePhysicsUI2000UIZZ[UIefZYVef[[ 3.9 1778

85 PredictionIofIPropertiesIfromI”imulationsgIIsreeIrnergiesIofI”olvationIinIuexadecaneUI†ctanolUIandI
üaterWIJournaleofetheeAmericaneChemicaleSocietyUI2000UIZ[[UI[edeV[eee 16.4 370

(2000-2001)
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84 rstimationIofItheIbindingIaffinitiesIofIsxoPZ[IinhibitorsIusingIaIlinearIresponseImethodWIBioorganice
andeMedicinaleChemistryUI1999UIdUIebZVcY 3.4 73

83 ”olventIasIpatalystgIpomputationalI”tudiesIofI†rganicI“eactionsIinI”olutionWIACSeSymposiumeSeriesUI
1999UIdaVeb 0.4 6

82
uostâ��guestIchemistryIofIrotaxanesIandIcatenanesgIapplicationIofIaIpolarizableIallVatomIforceIfieldI
toIcyclobisQparaquatVpVphenyleneRIcomplexesIwithIdisubstitutedIbenzenesIandIbiphenylsâ� WIJournale
ofetheeChemicaleSocietyePerkineTransactionseIIUI1999UI[]cbV[]db

66

81 †Py”InllVntomIzodelIforInminesgII“esolutionIofItheInmineIuydrationIProblemWIJournaleofethee
AmericaneChemicaleSocietyUI1999UIZ[ZUIae[dVae]c 16.4 528
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