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l Paper IF Citations

154 –pvβy—TgHaHprogramHforHplottingHnonUcovalentHinteractionHregionsVHJournaliofiChemicaliTheoryiandi
ComputationTH2011THdTHc[bUc][ 6.4 2067

153 nreHoondHpriticalHβointsHReallyHpriticalHforHuydrogenHoondinglVHJournaliofiChemicaliTheoryiandi
ComputationTH2013THfTH][c]Uc 6.4 348

152
nnisotropicTHβolarizableHzolecularHzechanicsHStudiesHofHvnterUHandHvntramolecularHvnteractionsHandH
yigandUzacromoleculeHpomplexesVHnHoottomUUpHStrategyVHJournaliofiChemicaliTheoryiandi
ComputationTH2007TH]THZfcXUZfec

6.4 281

151 zolecularHqynamicsHSimulationsHofHvonicHyiquidsHandHrlectrolytesHUsingHβolarizableHsorceHsieldsVH
ChemicaliReviewsTH2019THZZfTHdfaXUdffb 68.1 206

150 TinkerHegHSoftwareHToolsHforHzolecularHqesignVHJournaliofiChemicaliTheoryiandiComputationTH2018TH
ZaTHb[d]Ub[ef 6.4 188

149 TowardsHaccurateHsolvationHdynamicsHofHdivalentHcationsHinHwaterHusingHtheHpolarizableHamoebaH
forceHfieldgHsromHenergeticsHtoHstructureVHJournaliofiChemicaliPhysicsTH2006THZ[bTHXbabZZ 3.9 163

148 TowardsHaHforceHfieldHbasedHonHdensityHfittingVHJournaliofiChemicaliPhysicsTH2006THZ[aTHZXaZXZ 3.9 162

147 βolarizableHsorceHsieldsHforHoiomolecularHSimulationsgHRecentHndvancesHandHnpplicationsVHAnnuali
ReviewiofiBiophysicsTH2019THaeTH]dZU]fa 21.1 152

146
vmprovedHsormulasHforHtheHpalculationHofHtheHrlectrostaticHpontributionHtoHtheHvntermolecularH
vnteractionHrnergyHfromHzultipolarHrxpansionHofHtheHrlectronicHqistributionVHJournaliofiPhysicali
ChemistryiATH2003THZXdTHZX]b]Uf

2.8 128

145 TheHvndependentHtradientHzodelgHnH–ewHnpproachHforHβrobingHStrongHandHWeakHvnteractionsHinH
zoleculesHfromHWaveHsunctionHpalculationsVHChemPhysChemTH2018THZfTHd[aUd]b 3.2 124

144 UnravelingHnonUcovalentHinteractionsHwithinHflexibleHbiomoleculesgHfromHelectronHdensityHtopologyH
toHgasHphaseHspectroscopyVHPhysicaliChemistryiChemicaliPhysicsTH2014THZcTHfedcUfZ 3.6 124

143 βolarizableHmolecularHdynamicsHsimulationHofHZnPvvQHinHwaterHusingHtheHnz—ronHforceHfieldVHJournali
ofiChemicaliTheoryiandiComputationTH2010THcTH[XbfU[XdX 6.4 124

142 nz—ronHβolarizableHntomicHzultipoleHsorceHsieldHforH–ucleicHncidsVHJournaliofiChemicaliTheoryiandi
ComputationTH2018THZaTH[XeaU[ZXe 6.4 122

141 TinkerUuβgHaHmassivelyHparallelHmolecularHdynamicsHpackageHforHmultiscaleHsimulationsHofHlargeH
complexHsystemsHwithHadvancedHpointHdipoleHpolarizableHforceHfieldsVHChemicaliScienceTH2018THfTHfbcUfd[9.4 122

140 nHσzWzzHnpproachHUsingHtheHnz—ronHβolarizableHrmbeddinggHsromHtroundHStateHrnergiesHtoH
rlectronicHrxcitationsVHJournaliofiChemicaliTheoryiandiComputationTH2016THZ[TH]cbaUcZ 6.4 100

139 nHpS—VHstudyHofHtheHdifferenceHbetweenHusHandHqsTHintermolecularHinteractionHenergyHvaluesgHtheH
importanceHofHtheHchargeHtransferHcontributionVHJournaliofiComputationaliChemistryTH2005TH[cTHZXb[Uc[ 3.5 95

138
TowardHaHSeparateHReproductionHofHtheHpontributionsHtoHtheHuartreeUsockHandHqsTHvntermolecularH
vnteractionHrnergiesHbyHβolarizableHzolecularHzechanicsHwithHtheHSvosnHβotentialVHJournaliofi
ChemicaliTheoryiandiComputationTH2007TH]THe[aU]d

6.4 93
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137
teneralizationHofHtheHtaussianHelectrostaticHmodelgHextensionHtoHarbitraryHangularHmomentumTH
distributedHmultipolesTHandHspeedupHwithHreciprocalHspaceHmethodsVHJournaliofiChemicaliPhysicsTH
2006THZ[bTHZeaZXZ

3.9 91

136 pouplingHquantumHinterpretativeHtechniquesgHanotherHlookHatHchemicalHmechanismsHinHorganicH
reactionsVHJournaliofiChemicaliTheoryiandiComputationTH2012THeTH]ff]U]ffd 6.4 90

135 zodelingHStructuralHpoordinationHandHyigandHoindingHinHZincHβroteinsHwithHaHβolarizableHβotentialVH
JournaliofiChemicaliTheoryiandiComputationTH2012THeTHZ]ZaUZ][a 6.4 88

134 tasUphaseHfoldingHofHaHtwoUresidueHmodelHpeptideHchaingHonHtheHimportanceHofHanHinterplayH
betweenHexperimentHandHtheoryVHJournaliofitheiAmericaniChemicaliSocietyTH2010THZ][THZZecXU] 16.4 80

133 teneralHzodelHforHTreatingHShortURangeHrlectrostaticHβenetrationHinHaHzolecularHzechanicsHsorceH
sieldVHJournaliofiChemicaliTheoryiandiComputationTH2015THZZTH[cXfU[cZe 6.4 79

132
RepresentationHofHZnPvvQHcomplexesHinHpolarizableHmolecularHmechanicsVHsurtherHrefinementsHofHtheH
electrostaticHandHshortUrangeHcontributionsVHpomparisonsHwithHparallelHabHinitioHcomputationsVH
JournaliofiComputationaliChemistryTH2005TH[cTHZZZ]U]X

3.5 73

131 TinkerU—penzzgHnbsoluteHandHrelativeHalchemicalHfreeHenergiesHusingHnz—ronHonHtβUsVHJournaliofi
ComputationaliChemistryTH2017TH]eTH[XadU[Xbb 3.5 70

130 xeyHroleHofHtheHpolarizationHanisotropyHofHwaterHinHmodelingHclassicalHpolarizableHforceHfieldsVH
JournaliofiPhysicaliChemistryiATH2007THZZZTHeZdXUc 2.8 70

129 taussianHzultipoleHzodelHPtzzQVHJournaliofiChemicaliTheoryiandiComputationTH2010THcTHZfXU[X[ 6.4 68

128 vnterpretationHofHtheHreducedHdensityHgradientVHMoleculariPhysicsTH2016THZZaTHZaXcUZaZa 1.7 66

127
ScalableHrvaluationHofHβolarizationHrnergyHandHnssociatedHsorcesHinHβolarizableHzolecularH
qynamicsgHvvVTowardsHzassivelyHβarallelHpomputationsHusingHSmoothHβarticleHzeshHrwaldVHJournali
ofiChemicaliTheoryiandiComputationTH2014THZXTHZc]eUZcbZ

6.4 66

126 zodelingHorganochlorineHcompoundsHandHtheHˇ�UholeHeffectHusingHaHpolarizableHmultipoleHforceH
fieldVHJournaliofiPhysicaliChemistryiBTH2014THZZeTHcabcUcb 3.4 65

125 vnclusionHofHtheHligandHfieldHcontributionHinHaHpolarizableHmolecularHmechanicsgHSvosnUysVHJournaliofi
ComputationaliChemistryTH2003TH[aTHZfc]UdX 3.5 64

124 uybridHσzWzzHzolecularHqynamicsHwithHnz—ronHβolarizableHrmbeddingVHJournaliofiChemicali
TheoryiandiComputationTH2017THZ]THaX[bUaX]] 6.4 61

123 –pvβy—TagHsastTHRobustTHandHσuantitativeHnnalysisHofH–oncovalentHvnteractionsVHJournaliofiChemicali
TheoryiandiComputationTH2020THZcTHaZbXUaZbe 6.4 57

122 trzRgHnHzolecularHrlectronicHqensityUoasedHsorceHsieldHforHzolecularHqynamicsHSimulationsVH
JournaliofiChemicaliTheoryiandiComputationTH2014THZXTHZ]cZUb 6.4 57

121 yvpurzgHnHσzWzzHprogramHforHsimulationsHwithHmultipolarHandHpolarizableHforceHfieldsVHJournaliofi
ComputationaliChemistryTH2016TH]dTHZXZfU[f 3.5 57

120 ndvancingHbeyondHchargeHanalysisHusingHtheHelectronicHlocalizationHfunctiongHphemicallyHintuitiveH
distributionHofHelectrostaticHmomentsVHJournaliofiComputationaliChemistryTH2008TH[fTHZaaXUf 3.5 56
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119 nz—ronSHplassicalHβotentialHforHzodelingHzolecularHvnteractionsVHJournaliofiChemicaliTheoryiandi
ComputationTH2019THZbTHaZ[[UaZ]f 6.4 53

118 vntermolecularHelectrostaticHenergiesHusingHdensityHfittingVHJournaliofiChemicaliPhysicsTH2005THZ[]THXaaZXf3.9 52

117
TowardHaccurateHsolvationHdynamicsHofHlanthanidesHandHactinidesHinHwaterHusingHpolarizableHforceH
fieldsgHfromHgasUphaseHenergeticsHtoHhydrationHfreeHenergiesVHTheoreticaliChemistryiAccountsTH2012TH
Z]ZTHZ

1.9 51

116
UnderstandingHselectivityHofHhardHandHsoftHmetalHcationsHwithinHbiologicalHsystemsHusingHtheH
subvalenceHconceptVHvVHnpplicationHtoHbloodHcoagulationgHdirectHcationUproteinHelectronicHeffectsHvsVH
indirectHinteractionsHthroughHwaterHnetworksVHJournaliofiChemicaliTheoryiandiComputationTH2010THcTHZXaeUZXc]

6.4 51

115
SimpleHsormulasHforHvmprovedHβointUphargeHrlectrostaticsHinHplassicalHsorceHsieldsHandHuybridH
σuantumHzechanicalWzolecularHzechanicalHrmbeddingVHInternationaliJournaliofiQuantumi
ChemistryTH2008THZXeTHZfXbUZfZ[

2.1 51

114 SpecificityHofHacylHtransferHfromH[UmercaptobenzamideHthioestersHtoHtheHuvVUZHnucleocapsidH
proteinVHJournaliofitheiAmericaniChemicaliSocietyTH2007THZ[fTHZZXcdUde 16.4 50

113
βolarizableHwaterHmoleculesHinHligandUmacromoleculeHrecognitionVHvmpactHonHtheHrelativeHaffinitiesH
ofHcompetingHpyrrolopyrimidineHinhibitorsHforHsnxHkinaseVHJournaliofitheiAmericaniChemicaliSocietyTH
2010THZ][TH]]Z[U[X

16.4 48

112 σuantumHmechanicsWmolecularHmechanicsHelectrostaticHembeddingHwithHcontinuousHandHdiscreteH
functionsVHJournaliofiPhysicaliChemistryiBTH2006THZZXTHZ]ce[Ua 3.4 48

111
sragmentUyocalizedHxohnUShamH—rbitalsHviaHaHSinglesHponfigurationUvnteractionHβrocedureHandH
npplicationHtoHyocalHβropertiesHandHvntermolecularHrnergyHqecompositionHnnalysisVHJournaliofi
ChemicaliTheoryiandiComputationTH2008THaTH[X[XUf

6.4 47

110
pomplexesHofHthiomandelateHandHcaptoprilHmercaptocarboxylateHinhibitorsHtoH
metalloUbetaUlactamaseHbyHpolarizableHmolecularHmechanicsVHValidationHonHmodelHbindingHsitesHbyH
quantumHchemistryVHJournaliofiComputationaliChemistryTH2005TH[cTHZZ]ZUad

3.5 47

109 RevealingHstrongHinteractionsHwithHtheHreducedHdensityHgradientgHaHbenchmarkHforHcovalentTHionicH
andHchargeUshiftHbondsVHTheoreticaliChemistryiAccountsTH2017THZ]cTHZ 1.9 45

108 –ewHWayHforHβrobingHoondHStrengthVHJournaliofiPhysicaliChemistryiATH2020THZ[aTHZebXUZecX 2.8 43

107 nnHoptimizedHchargeHpenetrationHmodelHforHuseHwithHtheHnz—ronHforceHfieldVHPhysicaliChemistryi
ChemicaliPhysicsTH2016THZfTH[dcU[fZ 3.6 43

106 TowardHaHqeeperHUnderstandingHofHrnzymeHReactionsHUsingHtheHpoupledHrysW–pvHnnalysisgH
npplicationHtoHq–nHRepairHrnzymesVHJournaliofiChemicaliTheoryiandiComputationTH2013THfTH[ZbcUcX 6.4 42

105 pharacterizingHzolecularHvnteractionsHinHphemicalHSystemsVHIEEEiTransactionsioniVisualizationiandi
ComputeriGraphicsTH2014TH[XTH[adcUeb 4 41

104
oindingHofHbUphosphoUqUarabinonohydroxamateHandHbUphosphoUqUarabinonateHinhibitorsHtoHzincH
phosphomannoseHisomeraseHfromHpandidaHalbicansHstudiedHbyHpolarizableHmolecularHmechanicsHandH
quantumHmechanicsVHJournaliofiComputationaliChemistryTH2007TH[eTHf]eUbd

3.5 40

103
ScalableHevaluationHofHpolarizationHenergyHandHassociatedHforcesHinHpolarizableHmolecularHdynamicsgH
vvVHTowardHmassivelyHparallelHcomputationsHusingHsmoothHparticleHmeshHrwaldVHJournaliofiChemicali
TheoryiandiComputationTH2015THZZTH[befUff

6.4 37

102 σuantumTHclassicalTHandHhybridHσzWzzHcalculationsHinHsolutiongHgeneralHimplementationHofHtheH
ddp—Sz—HlinearHscalingHstrategyVHJournaliofiChemicaliPhysicsTH2014THZaZTHZeaZXe 3.9 37
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101 βolarizableHmolecularHdynamicsHinHaHpolarizableHcontinuumHsolventVHJournaliofiChemicaliTheoryiandi
ComputationTH2015THZZTHc[]U]a 6.4 37

100
RevisitingHtheHgeometryHofHndZXHPnSZQsXH[zPu[—Q]pSHcomplexesHusingHfourUcomponentHrelativisticH
qsTHcalculationsHandHscalarHrelativisticHcorrelatedHpS—VHenergyHdecompositionsHPzPpSQHjHpuSTHZn[STH
ngSTHpd[STHnuSTHug[SQVHJournaliofiComputationaliChemistryTH2006TH[dTHZa[Ubc

3.5 37

99
UnderstandingHleadHchemistryHfromHtopologicalHinsightsgHtheHtransitionHbetweenHholoUHandH
hemidirectedHstructuresHwithinHtheH[βbPp—Qn][SHmodelHseriesVHChemistryiziAiEuropeaniJournalTH2008TH
ZaTH[d]XUa]

4.8 36

98 qsTUstericUbasedHenergyHdecompositionHanalysisHofHintermolecularHinteractionsVHTheoreticali
ChemistryiAccountsTH2014THZ]]THZ 1.9 33

97 vonicHinteractionsgHpomparativeHtopologicalHapproachVHComputationaliandiTheoreticaliChemistryTH
2012THffeTHZf]U[XZ 2 31

96 TowardsHlargeHscaleHhybridHσzWzzHdynamicsHofHcomplexHsystemsHwithHadvancedHpointHdipoleH
polarizableHembeddingsVHChemicaliScienceTH2019THZXTHd[XXUd[ZZ 9.4 30

95 zanyUbodyHexchangeUrepulsionHinHpolarizableHmolecularHmechanicsVHvVH—rbitalUbasedHapproximationsH
andHapplicationsHtoHhydratedHmetalHcationHcomplexesVHJournaliofiComputationaliChemistryTH2011TH][TH[fafUbd3.5 30

94
βolarizableHwaterHnetworksHinHligandUmetalloproteinHrecognitionVHvmpactHonHtheHrelativeH
complexationHenergiesHofHZnUdependentHphosphomannoseHisomeraseHwithHqUmannoseHcUphosphateH
surrogatesVHJournaliofiPhysicaliChemistryiBTH2011THZZbTHe]XaUZc

3.4 30

93 βolarizableHsorceHsieldsHforHoiomolecularHzodelingVHReviewsiiniComputationaliChemistryTH2015THbZUec 29

92
[βbPu[—Q][SHandH[βbP—uQ]SgHfourUcomponentHdensityHfunctionalHtheoryHcalculationsTHcorrelatedH
scalarHrelativisticHconstrainedUspaceHorbitalHvariationHenergyHdecompositionsTHandHtopologicalH
analysisVHJournaliofiChemicaliPhysicsTH2006THZ[aTHZda]ZZ

3.9 29

91 nccurateHoiomolecularHSimulationsHnccountHforHrlectronicHβolarizationVHFrontiersiiniMoleculari
BiosciencesTH2019THcTHZa] 5.6 29

90 σuantumHpalculationsHinHSolutionHforHyargeHtoHVeryHyargeHzoleculesgHnH–ewHyinearHScalingH
σzWpontinuumHnpproachVHJournaliofiPhysicaliChemistryiLettersTH2014THbTHfb]Ue 6.4 28

89
TruncatedHponjugateHtradientgHnnH—ptimalHStrategyHforHtheHnnalyticalHrvaluationHofHtheHzanyUoodyH
βolarizationHrnergyHandHsorcesHinHzolecularHSimulationsVHJournaliofiChemicaliTheoryiandi
ComputationTH2017THZ]THZeXUZfX

6.4 28

88 –umericalHfittingHofHmolecularHpropertiesHtoHuermiteHtaussiansVHJournaliofiPhysicaliChemistryiATH
2007THZZZTHZ[XafUbc 2.8 28

87 σzWzzHSimulationsHwithHtheHtaussianHrlectrostaticHzodelgHnHqensityUbasedHβolarizableHβotentialVH
JournaliofiPhysicaliChemistryiLettersTH2018THfTH]Xc[U]Xcd 6.4 28

86 uydrationHtibbsHfreeHenergiesHofHopenHandHclosedHshellHtrivalentHlanthanideHandHactinideHcationsH
fromHpolarizableHmolecularHdynamicsVHJournaliofiMoleculariModelingTH2014TH[XTH[adZ 2 27

85
ScalableHimprovementHofHSβzrHmultipolarHelectrostaticsHinHanisotropicHpolarizableHmolecularH
mechanicsHusingHaHgeneralHshortUrangeHpenetrationHcorrectionHupHtoHquadrupolesVHJournaliofi
ComputationaliChemistryTH2016TH]dTHafaUbXc

3.5 26

84 SynthesisHandHstructureUactivityHrelationshipHofHnonUpeptidicHantagonistsHofHneuropilinUZHreceptorVH
BioorganiciandiMedicinaliChemistryiLettersTH2014TH[aTHa[baUf 2.9 25
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83 –ewHintermolecularHbenchmarkHcalculationsHonHtheHwaterHdimergHSnβTHandHsupermolecularH
postUuartreeâ��sockHapproachesVHInternationaliJournaliofiQuantumiChemistryTH2009THZXfTH][bfU][cd 2.1 24

82 vmplementationHofHteometryUqependentHphargeHsluxHintoHtheHβolarizableHnz—ronSHβotentialVH
JournaliofiPhysicaliChemistryiLettersTH2020THZZTHaZfUa[c 6.4 23

81
SWtUZgHanHabHinitioHforceUfieldHblendingHfrozenHuermiteHtaussianHdensitiesHandHdistributedH
multipolesVHβroofHofHconceptHandHfirstHapplicationsHtoHmetalHcationsVHJournaliofiPhysicaliChemistryiATH
2014THZZeTHdbfeUcZ[

2.8 22

80 rntasisHthroughHhookUandUloopHfasteningHinHaHglycoligandHwithHcumulativeHweakHforcesHstabilizingH
puPvQVHJournaliofitheiAmericaniChemicaliSocietyTH2015THZ]dTHZZaZUc 16.4 21

79 nHsupervisedHfittingHapproachHtoHforceHfieldHparametrizationHwithHapplicationHtoHtheHSvosnH
polarizableHforceHfieldVHJournaliofiComputationaliChemistryTH2014TH]bTHZbddUfZ 3.5 21

78
TheHreactionHmechanismHofHtypeHvHphosphomannoseHisomerasesgHnewHinformationHfromHinhibitionH
andHpolarizableHmolecularHmechanicsHstudiesVHProteins:iStructureyiFunctioniandiBioinformaticsTH2011TH
dfTH[X]U[X

4.2 21

77
rnergyHnnalysisHofHZnHβolycoordinationHinHaHzetalloproteinHrnvironmentHandHofHtheHRoleHofHaH
–eighboringHnromaticHResidueVHWhatHvsHtheHvmpactHofHβolarizationlVHJournaliofiChemicaliTheoryiandi
ComputationTH2008THaTHZcbfUce

6.4 21

76 pouldHanHanisotropicHmolecularHmechanicsWdynamicsHpotentialHaccountHforHsigmaHholeHeffectsHinHtheH
complexesHofHhalogenatedHcompoundslVHJournaliofiComputationaliChemistryTH2013TH]aTHZZ[bU]b 3.5 20

75 papturingHzanyUoodyHvnteractionsHwithHplassicalHqipoleHvnductionHzodelsVHJournaliofiChemicali
TheoryiandiComputationTH2017THZ]TH[dbZU[dcZ 6.4 19

74
RoleHofHpationHβolarizationHinHholoUHandHhemiUqirectedH[βbPu[—Qn]P[SQHpomplexesHandH
qevelopmentHofHaHβbP[SQHβolarizableHsorceHsieldVHJournaliofiChemicaliTheoryiandiComputationTH2011
THdTHZ]eUad

6.4 19

73
SynthesisHandHevaluationHofHnonUhydrolyzableHqUmannoseHcUphosphateHsurrogatesHrevealH
cUdeoxyUcUdicarboxymethylUqUmannoseHasHaHnewHstrongHinhibitorHofHphosphomannoseHisomerasesVH
BioorganiciandiMedicinaliChemistryTH2009THZdTHdZXXUd

3.4 19

72
phannelingHthroughHTwoHStackedHtuanineHσuartetsHofH—neHandHTwoHnlkaliHpationsHinHtheHyiTH–aTHxTH
andHRbHSeriesVHnssessmentHofHtheHnccuracyHofHtheHSvosnHnnisotropicHβolarizableHzolecularH
zechanicsHβotentialVHJournaliofiPhysicaliChemistryiBTH2017THZ[ZTH]ffdUaXZa

3.4 18

71 porrelationHbetweenHelectronHlocalizationHandHmetalHionHmutagenicityHinHq–nHsynthesisHfromH
σzWzzHcalculationsVHPhysicaliChemistryiChemicaliPhysicsTH2011THZ]THZZ[]fUad 3.6 18

70
nnalysisHofHtheHinteractionsHtakingHplaceHinHtheHrecognitionHsiteHofHaHbimetallicHzgPvvQUZnPvvQHenzymeTH
isopentenylHdiphosphateHisomeraseVHaHparallelHquantumUchemicalHandHpolarizableHmolecularH
mechanicsHstudyVHJournaliofiPhysicaliChemistryiBTH2010THZZaTHaeeaUfb

3.4 18

69 pommentsHonHtheHnatureHofHtheHbondingHinHoxygenatedHdinuclearHcopperHenzymeHmodelsVH
ComputationaliandiTheoreticaliChemistryTH2006THdcaTHddUec 18

68 –pvβy—THandHtheHanalysisHofHnoncovalentHinteractionsHusingHtheHreducedHdensityHgradientVHWileyi
InterdisciplinaryiReviews:iComputationaliMoleculariScienceTH2021THZZTHeZafd 7.9 18

67
StackedHandHuUoondedHpytosineHqimersVHnnalysisHofHtheHvntermolecularHvnteractionHrnergiesHbyH
βarallelHσuantumHphemistryHandHβolarizableHzolecularHzechanicsVHJournaliofiPhysicaliChemistryiBTH
2015THZZfTHfaddUfb

3.4 17

66
rlectronHβairHyocalizationHsunctionHPrβysQHforHqensityHsunctionalHTheoryHandHabHvnitioHWaveH
sunctionUoasedHzethodsgHnH–ewHToolHforHphemicalHvnterpretationVHJournaliofiChemicaliTheoryiandi
ComputationTH2011THdTHcZeU[a

6.4 17
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65 uighUresolutionHminingHofHtheHSnRSUpoVU[HmainHproteaseHconformationalHspacegH
supercomputerUdrivenHunsupervisedHadaptiveHsamplingVHChemicaliScienceTH2021THZ[THaeefUafXd 9.4 17

64 qesignH—fH–extHtenerationHsorceHsieldsHsromHnoHvnitioHpomputationsgHoeyondHβointHphargesH
rlectrostaticsVHChallengesiandiAdvancesiiniComputationaliChemistryiandiPhysicsTH2009THZ]dUZd[ 0.7 17

63 βushingHtheHyimitsHofHzultipleUTimeUStepHStrategiesHforHβolarizableHβointHqipoleHzolecularH
qynamicsVHJournaliofiPhysicaliChemistryiLettersTH2019THZXTH[bf]U[bff 6.4 16

62 TowardsHenergyHdecompositionHanalysisHforHopenHandHclosedHshellHfUelementsHmonoHaquaH
complexesVHChemicaliPhysicsiLettersTH2013THbc]TH[bU[f 2.5 16

61
TheHtruncatedHconjugateHgradientHPTptQTHaHnonUiterativeWfixedUcostHstrategyHforHcomputingH
polarizationHinHmolecularHdynamicsgHsastHevaluationHofHanalyticalHforcesVHJournaliofiChemicaliPhysicsTH
2017THZadTHZcZd[a

3.9 15

60
SubstituentUmodulatedHaffinitiesHofHhalobenzeneHderivativesHtoHtheHuvVUZHintegraseHrecognitionH
siteVHnnalysesHofHtheHinteractionHenergiesHbyHparallelHquantumHchemicalHandHpolarizableHmolecularH
mechanicsVHJournaliofiPhysicaliChemistryiATH2014THZZeTHfdd[Ue[

2.8 14

59 rnforcingHhemidirectionalityHinHβbPvvQHcomplexesgHTheHimportanceHofHanionicHligandsVHChemicali
PhysicsiLettersTH2011THbZXTH[dU]X 2.5 14

58 oeyondHholoWhemidirectionalityHinHβbPvvQHcomplexesgHpanHtheHvalenceHloneHpairHbeHbisdirectedlVH
ChemicaliPhysicsiLettersTH2009THadeTHZdUZf 2.5 14

57 rlucidatingHtheHβhosphateHoindingHzodeHofHβhosphateUoindingHβroteingHTheHpriticalHrffectHofH
oufferHSolutionVHJournaliofiPhysicaliChemistryiBTH2018THZ[[THc]dZUc]dc 3.4 14

56
vnteractionsHwithinHtheHalcoholHdehydrogenaseHZnPvvQUmetalloenzymeHactiveHsitegHvnterplayHbetweenH
subvalenceTHelectronHcorrelationWdispersionTHandHchargeHtransferWinductionHeffectsVHInternationali
JournaliofiQuantumiChemistryTH2011THZZZTHZ[Z]UZ[[Z

2.1 13

55 SpinUdrivenHactivationHofHdioxygenHinHvariousHmetalloenzymesHandHtheirHinspiredHmodelsVHJournaliofi
ComputationaliChemistryTH2011TH][THZZdeUe[ 3.5 13

54
vmportanceHofHloneHpairHinteractionsWredistributionHinHhardHandHsoftHligandsHwithinHtheHactiveHsiteHofH
alcoholHdehydrogenaseHZnUmetalloenzymegHvnsightsHfromHelectronHlocalizationHfunctionVH
InterdisciplinaryiSciencesyiComputationaliLifeiSciencesTH2009THZTHbbUcX

3.5 13

53
zassivelyHβarallelHvmplementationHofHSteeredHzolecularHqynamicsHinHTinkerUuβgHpomparisonsHofH
βolarizableHandH–onUβolarizableHSimulationsHofHRealisticHSystemsVHJournaliofiChemicaliTheoryiandi
ComputationTH2019THZbTH]cfaU]dXf

6.4 12

52 pouldHtheHJwanusUlikeJHpropertiesHofHtheHhalobenzeneHpXHbondHPXjplTHorQHbeHleveragedHtoHenhanceH
molecularHrecognitionlVHJournaliofiComputationaliChemistryTH2015TH]cTH[ZXU[Z 3.5 12

51 TheoreticalHstudyHofHphenolHandH[UaminophenolHdockingHatHaHmodelHofHtheHtyrosinaseHactiveHsiteVH
NewiJournaliofiChemistryTH2003TH[dTHfXf 3.6 12

50
palibrationHofHZT[TaUTriazoleU]UThioneTHanH—riginalHZnUoindingHtroupHofHzetalloU˛†UyactamaseH
vnhibitorsVHValidationHofHaHβolarizableHzzWzqHβotentialHbyHσuantumHphemistryVHJournaliofiPhysicali
ChemistryiBTH2017THZ[ZTHc[fbUc]Z[

3.4 11

49
σuantumUchemistryHbasedHcalibrationHofHtheHalkaliHmetalHcationHseriesHPyiPSQUpsPSQQHforHlargeUscaleH
polarizableHmolecularHmechanicsWdynamicsHsimulationsVHJournaliofiComputationaliChemistryTH2015TH
]cTH[ebU]X[

3.5 11

48
pomplexesHofHaHZnUmetalloenzymeHbindingHsiteHwithHhydroxamateUcontainingHligandsVHnHcaseHforH
detailedHbenchmarkingsHofHpolarizableHmolecularHmechanicsWdynamicsHpotentialsHwhenHtheH
experimentalHbindingHstructureHisHunknownVHJournaliofiComputationaliChemistryTH2016TH]dTH[ddXU[de[

3.5 11
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47
vmportanceHofHexplicitHsmearedHloneUpairsHinHanisotropicHpolarizableHmolecularHmechanicsVHTortureH
trackHangularHtestsHforHexchangeUrepulsionHandHchargeHtransferHcontributionsVHJournaliofi
ComputationaliChemistryTH2017TH]eTHZefdUZf[X

3.5 11

46 βrefacegHSpecialHTopicgHsromHσuantumHzechanicsHtoHsorceHsieldsVHJournaliofiChemicaliPhysicsTH2017TH
ZadTHZcZaXZ 3.9 11

45 qioxygenHactivationHbyHmononuclearHcopperHenzymesgHinsightsHfromHaHtripodalHligandHmimickingH
theirHpuPzQHcoordinationHsphereVHInorganiciChemistryTH2009THaeTHdXX]Ub 5.1 11

44
TinkerUuβgHncceleratingHzolecularHqynamicsHSimulationsHofHyargeHpomplexHSystemsHwithHndvancedH
βointHqipoleHβolarizableHsorceHsieldsHUsingHtβUsHandHzultiUtβUHSystemsVHJournaliofiChemicali
TheoryiandiComputationTH2021THZdTH[X]aU[Xb]

6.4 11

43 nHpompleteH–pvHβerspectivegHsromH–ewHoondsHtoHReactivityVHChallengesiandiAdvancesiini
ComputationaliChemistryiandiPhysicsTH2016THafZUb[d 0.7 11

42 oridgingHorganometallicsHandHquantumHchemicalHtopologygHUnderstandingHelectronicHrelocalisationH
duringHpalladiumUcatalyzedHreductiveHeliminationVHJournaliofiComputationaliChemistryTH2015TH]cTHZZcdUdb3.5 10

41 surtherHrefinementsHofHnextUgenerationHforceHfieldsHâ��H–onempiricalHlocalizationHofHoffUcenteredH
pointsHinHmoleculesVHCanadianiJournaliofiChemistryTH2013THfZTHeXaUeZX 0.9 10

40 UnravelingHlowUbarrierHhydrogenHbondsHinHcomplexHsystemsHwithHaHsimpleHquantumHtopologicalH
criterionVHChemistryiziAiEuropeaniJournalTH2011THZdTH[e]]Ud 4.8 10

39
StudyHofHtheHdockingHofHcompetitiveHinhibitorsHatHaHmodelHofHtyrosinaseHactiveHsitegHinsightsHfromH
jointHbrokenUsymmetryWSpinUslipHqsTHcomputationsHandHrysHtopologicalHanalysisVHInterdisciplinaryi
SciencesyiComputationaliLifeiSciencesTH2010TH[TH]UZZ

3.5 10

38 βolarizableHmolecularHmechanicsHstudiesHofHpuPvQWZnPvvQHsuperoxideHdismutasegHbimetallicHbindingH
siteHandHstructuredHwatersVHJournaliofiComputationaliChemistryTH2014TH]bTH[XfcUZXc 3.5 9

37 nssessmentHofHSnβTHandHSupermolecularHrqnHnpproachesHforHtheHqevelopmentHofHSeparableHandH
βolarizableHsorceHsieldsVHJournaliofiChemicaliTheoryiandiComputationTH2021THZdTH[dbfU[dda 6.4 9

36 yeadHsubstitutionHinHsynaptotagmingHaHcaseHstudyVHJournaliofiPhysicaliChemistryiBTH2010THZZaTHaXXbUf 3.4 8

35
zolecularHqynamicsHUsingH–onvariationalHβolarizableHsorceHsieldsgHTheoryTHβeriodicHooundaryH
ponditionsHvmplementationTHandHnpplicationHtoHtheHoondHpapacityHzodelVHJournaliofiChemicali
TheoryiandiComputationTH2019THZbTHc[Z]Uc[[a

6.4 7

34
ponformationalHanalysisHofHaHpolyconjugatedHproteinUbindingHligandHbyHjointHquantumHchemistryHandH
polarizableHmolecularHmechanicsVHnddressingHtheHissuesHofHanisotropyTHconjugationTHpolarizationTH
andHmultipoleHtransferabilityVHJournaliofiMoleculariModelingTH2014TH[XTH[ad[

2 7

33 UnderstandingHtheHphemistryHofHyeadHatHaHzolecularHyevelgHTheHβbPvvQHcscpHyoneHβairHpanHoeH
oisdirectedHinHβroteinsVHJournaliofiChemicaliTheoryiandiComputationTH2013THfTH[aZcU[a 6.4 7

32 RaisingHtheHβerformanceHofHtheHTinkerUuβHzolecularHzodelingHβackageH[nrticleHvZVX]VHLivingiJournali
ofiComputationaliMoleculariScienceTH2019THZTH 10.1 7

31 –uclearHσuantumHrffectsHinHyiquidHWaterHatH–earHplassicalHpomputationalHpostHUsingHtheHndaptiveH
σuantumHThermalHoathVHJournaliofiPhysicaliChemistryiLettersTH2021THZ[THe[ebUe[fZ 6.4 7

30 RevisitingHu—H–ucleationHaroundHnuHandHuggHTheHβeculiarHJβseudoUSoftJHpharacterHofHtheHtoldH
pationVHJournaliofiChemicaliTheoryiandiComputationTH2014THZXTHZfXXUZfXf 6.4 6
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29
nHSimpleHvsomerizationHofHtheHβurineHScaffoldHofHaHxinaseHvnhibitorTHRoscovitineTHnffordsHaHsourUHtoH
SevenUsoldHrnhancementHofHvtsHnffinityHforHsourHpqxsVHpouldHThisHoeHTracedHoackHtoH
ponjugationUvnducedHStiffeningsWyooseningsHofHRotationalHoarrierslVHACSiOmegaTH2017TH[TH]acdU]ada

3.9 6

28 pompetitiveHligandWchelateHbindingHinH[puPTzβnQ]SHandH[puPtrenQ]SHbasedHcomplexesVHCatalysisi
TodayTH2011THZddTHdfUec 5.3 6

27 βrogressHTowardsHnccurateHzolecularHzodelingHofHzetalHpomplexesHUsingHβolarizableHsorceHsieldsH
2009TH 5

26 vmplicitHSolventsHforHtheHβolarizableHntomicHzultipoleHnz—ronHsorceHsieldVHJournaliofiChemicali
TheoryiandiComputationTH2021THZdTH[][]U[]aZ 6.4 5

25 nHcoherentHderivationHofHtheHrwaldHsummationHforHarbitraryHordersHofHmultipolesgHTheHselfUtermsVH
JournaliofiChemicaliPhysicsTH2018THZafTHZ[aZX] 3.9 5

24 outanethiolHadsorptionHandHdissociationHonHngHPZZZQgHnHperiodicHqsTHstudyVHSurfaceiScienceTH2016TH
cacTH[adU[b[ 1.8 4

23
TheHinhibitionHprocessHofHuvVUZHintegraseHbyHdiketoacidsHmoleculesgHUnderstandingHtheHfactorsH
governingHtheHbetterHefficiencyHofHdolutegravirVHBiochemicaliandiBiophysicaliResearchi
CommunicationsTH2017THaeeTHa]]Ua]e

3.4 4

22 nz—ronHβolarizableHsorceHsieldHβarametersHofHtheHuemeHpofactorHinHvtsHserrousHandHserricHsormsVH
JournaliofiChemicaliTheoryiandiComputationTH2018THZaTH[dXbU[d[X 6.4 4

21 UnderstandingHtheHstructureHandHelectronicHpropertiesHofHThaSUwaterHcomplexesVHCanadianiJournali
ofiChemistryTH2013THfZTHe[ZUe]Z 0.9 4

20 vmportanceHofHbackdonationHinH[zUPp—Q]pSHcomplexesHisoelectronicHtoH[nuUPp—Q]SVHJournaliofi
ChemicaliPhysicsTH2010THZ]]THZ[a]ZX 3.9 4

19 StochasticHrvaluationHofHzanyUoodyHvanHderHWaalsHrnergiesHinHyargeHpomplexHSystemsVVHJournaliofi
ChemicaliTheoryiandiComputationTH2022TH 6.4 4

18 VelocityHjumpHprocessesgHnnHalternativeHtoHmultiUtimestepHmethodsHforHfasterHandHaccurateH
molecularHdynamicsHsimulationsVHJournaliofiChemicaliPhysicsTH2020THZb]THX[aZXZ 3.9 4

17 ntomisticHβolarizableHrmbeddingsgHrnergyTHqynamicsTHSpectroscopyTHandHReactivityVHAccountsiofi
ChemicaliResearchTH2021THbaTH[eZ[U[e[[ 24.3 4

16
qevelopmentHofHtheHσuantumUvnspiredHSvosnHzanyUoodyHβolarizableHsorceHsieldgHrnablingH
pondensedUβhaseHzolecularHqynamicsHSimulationsVVHJournaliofiChemicaliTheoryiandiComputationTH
2022TH

6.4 4

15 ReconcilingH–zRHStructuresHofHtheHuvVUZH–ucleocapsidHβroteinH–ppdHUsingHrxtensiveHβolarizableH
sorceHsieldHsreeUrnergyHSimulationsVHJournaliofiChemicaliTheoryiandiComputationTH2020THZcTH[XZ]U[X[X 6.4 3

14 zultipolarHsorceHsieldsHforHntomisticHSimulationsH2016TH[bZU[ec 3

13 SolvationHeffectsHdriveHtheHselectivityHinHqielsUnlderHreactionHunderHhyperbaricHconditionsVHChemicali
CommunicationsTH2020THbcTHcc][Ucc]b 5.8 3

12 palibrationHofHtheHdianionicHphosphateHgroupgHValidationHonHtheHrecognitionHsiteHofHtheH
homodimericHenzymeHphosphoglucoseHisomeraseVHJournaliofiComputationaliChemistryTH2020THaZTHe]fUeba3.5 3

(2020-2017)
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11 npproachingHtheHdoubleUfacetedHnatureHofHtheHpXHbondHinHhalobenzenesHwithHaHbifunctionalHprobeVH
ChemicaliPhysicsiLettersTH2015THc]dTHbZUbd 2.5 2

10 TowardHaHligandHspecificHofHβb[SHwithHrespectHtoHtheHZn[SHandHpa[SHcationsgHnHtrackHfromHquantumH
chemistryVHChemicaliPhysicsiLettersTH2012THb][THfUZ[ 2.5 2

9 TowardsHscalableHandHaccurateHmolecularHdynamicsHusingHtheHSvosnHpolarizableHforceHfieldH2017TH 2

8 pomputationallyHdrivenHdiscoveryHofHSnRSUpoVU[HzHinhibitorsgHfromHdesignHtoHexperimentalH
validationVVHChemicaliScienceTH2022THZ]TH]cdaU]ced 9.4 2

7 vnterfacialHWaterHzanyUoodyHrffectsHqriveHStructuralHqynamicsHandHnllostericHvnteractionsHinH
SnRSUpoVU[HzainHβroteaseHqimerizationHvnterfaceVHJournaliofiPhysicaliChemistryiLettersTH2021THZ[THc[ZeUc[[c6.4 2

6 σuantumUphemistryHoasedHqesignHofHualobenzeneHqerivativesHWithHnugmentedHnffinitiesHforHtheH
uvVUZHViralHtWpHoaseUβairVHFrontiersiiniChemistryTH2020THeTHaaX 5 1

5 SpectrometricHandHcomputationalHstudiesHofHtheHbindingHofHuvVUZHintegraseHinhibitorsHtoHviralHq–nH
extremitiesZTHec 1

4
vmprovementHofHtheHtaussianHrlectrostaticHzodelHbyHseparateHfittingHofHpoulombHandH
exchangeUrepulsionHdensitiesHandHimplementationHofHaHnewHdispersionHtermVHJournaliofiChemicali
PhysicsTH2021THZbbTHZfaZX]

3.9 1

3
nddressingHtheHvssuesHofH–onUisotropyHandH–onUadditivityHinHtheHqevelopmentHofHσuantumH
phemistryUtroundedHβolarizableHzolecularHzechanicsVHChallengesiandiAdvancesiiniComputationali
ChemistryiandiPhysicsTH2015THZUaf

0.7 1

2 nccurateHqeepHyearningUnidedHqensityUsreeHStrategyHforHzanyUoodyHqispersionUporrectedHqensityH
sunctionalHTheoryVVHJournaliofiPhysicaliChemistryiLettersTH2022THZ]THa]eZUa]ee 6.4 1

1 vnclusionHofHtheHligandHfieldHcontributionHinHaHpolarizableHmolecularHmechanicsgHSvosnUysVHJournaliofi
ComputationaliChemistryTH2004TH[bTH]XeU]Xe 3.5

Jean-Philip Piquemal

10


