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152 vlideiKaKnewKapproachKforKrapidWKaccurateKdockingKandKscoringYK]YK–ethodKandKassessmentKofK
dockingKaccuracyYKJournalhofhMedicinalhChemistryWK2004WKcfWK]fbhXch 8.3 5601

151 txtraKprecisionKglideiKdockingKandKscoringKincorporatingKaKmodelKofKhydrophobicKenclosureKforK
proteinXligandKcomplexesYKJournalhofhMedicinalhChemistryWK2006WKchWKe]ffXhe 8.3 3757

150  ø’βbiKpKuorceKuieldKørovidingKqroadKroverageKofKsrugXlikeKβmallK–oleculesKandKøroteinsYKJournalh
ofhChemicalhTheoryhandhComputationWK2016WK]aWKag]Xhe 6.4 1555

149 pKhierarchicalKapproachKtoKallXatomKproteinKloopKpredictionYKProteins:hStructurevhFunctionhandh
BioinformaticsWK2004WKddWKbd]Xef 4.2 1329

148 —ovelKprocedureKforKmodelingKligandZreceptorKinducedKfitKeffectsYKJournalhofhMedicinalhChemistryWK
2006WKchWKdbcXdb 8.3 1320

147
pccurateKuirstKørinciplesKralculationKofK–olecularKrhargeKsistributionsKandKβolvationKtnergiesKfromK
pbKxnitioK−uantumK–echanicsKandKrontinuumKsielectricKTheoryYKJournalhofhthehAmericanhChemicalh
SocietyWK1994WK]]eWK]]gfdX]]gga

16.4 953

146
—ewK–odelKforKralculationKofKβolvationKureeKtnergiesiKKrorrectionKofKβelfXronsistentKαeactionKuieldK
rontinuumKsielectricKTheoryKforKβhortXαangeKwydrogenXqondingKtffectsYKThehJournalhofhPhysicalh
ChemistryWK1996WK][[WK]]ffdX]]fgg

852

145
øwpβtiKaKnewKengineKforKpharmacophoreKperceptionWKbsK−βpαKmodelKdevelopmentWKandKbsK
databaseKscreeningiK]YK–ethodologyKandKpreliminaryKresultsYKJournalhofhComputerwAidedhMolecularh
DesignWK2006WKa[WKecfXf]

4.2 764

144  nKtheKroleKofKtheKcrystalKenvironmentKinKdeterminingKproteinKsideXchainKconformationsYKJournalhofh
MolecularhBiologyWK2002WKba[WKdhfXe[g 6.5 691

143
pccurateKandKreliableKpredictionKofKrelativeKligandKbindingKpotencyKinKprospectiveKdrugKdiscoveryKbyK
wayKofKaKmodernKfreeXenergyKcalculationKprotocolKandKforceKfieldYKJournalhofhthehAmericanhChemicalh
SocietyWK2015WK]bfWKaehdXf[b

16.4 633

142 –otifsKforKmolecularKrecognitionKexploitingKhydrophobicKenclosureKinKproteinXligandKbindingYK
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaWK2007WK][cWKg[gX]b 11.5 536

141 αoleKofKtheKactiveXsiteKsolventKinKtheKthermodynamicsKofKfactorKXaKligandKbindingYKJournalhofhtheh
AmericanhChemicalhSocietyWK2008WK]b[WKag]fXb] 16.4 500

140 TheKVβvqKaY[KmodeliKaKnextKgenerationKenergyKmodelKforKhighKresolutionKproteinKstructureK
modelingYKProteins:hStructurevhFunctionhandhBioinformaticsWK2011WKfhWKafhcXg]a 4.2 483

139 pbKinitioKquantumKchemicalKandKmixedKquantumKmechanicsZmolecularKmechanicsKS−–Z––TK
methodsKforKstudyingKenzymaticKcatalysisYKAnnualhReviewhofhPhysicalhChemistryWK2005WKdeWKbghXcaf 15.7 447

138 –echanisticKstudiesKonKtheKhydroxylationKofKmethaneKbyKmethaneKmonooxygenaseYKChemicalh
ReviewsWK2003WK][bWKabgdXc]h 68.1 407

137 αeplicaKexchangeKwithKsoluteKscalingiKaKmoreKefficientKversionKofKreplicaKexchangeKwithKsoluteK
temperingKSαtβTaTYKJournalhofhPhysicalhChemistryhBWK2011WK]]dWKhcb]Xg 3.4 387

136  ø’βbeiKtxtendingKuorceKuieldKroverageKforKsrugX’ikeKβmallK–oleculesYKJournalhofhChemicalhTheoryh
andhComputationWK2019WK]dWK]gebX]gfc 6.4 337
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135
pccurateKabKxnitioK−uantumKrhemicalKseterminationKofKtheKαelativeKtnergeticsKofKøeptideK
ronformationsKandKpssessmentKofKtmpiricalKuorceKuieldsYKJournalhofhthehAmericanhChemicalhSocietyWK
1997WK]]hWKdh[gXdha[

16.4 323

134 romputingKαedoxKøotentialsKinKβolutioniKKsensityKuunctionalKTheoryKasKpKToolKforKαationalKsesignK
ofKαedoxKpgentsYKJournalhofhPhysicalhChemistryhAWK2002WK][eWKfc[fXfc]a 2.8 319

133 tlectronicKβtructureKandK’uminescenceKofK]Y]XKandK]YcXnmKβiliconK—anocrystalsiKK xideKβhellKversusK
wydrogenKøassivationYKNanohLettersWK2003WKbWK]ebX]ef 11.5 264

132 rorrelatedKabKxnitioKtlectronicKβtructureKralculationsKforK’argeK–oleculesYKJournalhofhPhysicalh
ChemistryhAWK1999WK][bWK]h]bX]hag 2.8 258

131 rombinedKfluctuatingKchargeKandKpolarizableKdipoleKmodelsiKppplicationKtoKaKfiveXsiteKwaterK
potentialKfunctionYKJournalhofhChemicalhPhysicsWK2001WK]]dWKaabfXaad] 3.9 256

130 –ixedKabKinitioK−–Z––KmodelingKusingKfrozenKorbitalsKandKtestsKwithKalanineKdipeptideKandK
tetrapeptideYKJournalhofhComputationalhChemistryWK1999WKa[WK]cegX]chc 3.5 232

129 øarametrizingKaKpolarizableKforceKfieldKfromKabKinitioKdataYKxYKTheKfluctuatingKpointKchargeKmodelYK
JournalhofhChemicalhPhysicsWK1999WK]][WKfc]Xfdc 3.9 225

128 βolutionKofKselfXconsistentKfieldKelectronicKstructureKequationsKbyKaKpseudospectralKmethodYK
ChemicalhPhysicshLettersWK1985WK]]eWKbhXcb 2.5 224

127 pbKinitioKquantumKchemistryiKmethodologyKandKapplicationsYKProceedingshofhthehNationalhAcademyh
ofhScienceshofhthehUnitedhStateshofhAmericaWK2005WK][aWKeecgXdb 11.5 217

126 sevelopmentKofKanKpccurateKandKαobustKøolarizableK–olecularK–echanicsKuorceKuieldKfromKabKxnitioK
−uantumKrhemistryYKJournalhofhPhysicalhChemistryhAWK2004WK][gWKea]Xeaf 2.8 209

125
pquaWKplcoholWKandKpcetonitrileKpdductsKofKTrisSperfluorophenylTboraneiKKtvaluationKofKqrˆ‚nstedK
pcidityKandK’igandK’abilityKwithKtxperimentalKandKromputationalK–ethodsYKJournalhofhthehAmericanh
ChemicalhSocietyWK2000WK]aaWK][dg]X][dh[

16.4 197

124
βolvationKureeKtnergiesKofKøeptidesiKKromparisonKofKppproximateKrontinuumKβolvationK–odelsK
withKpccurateKβolutionKofKtheKøoissonâ��qoltzmannKtquationYKJournalhofhPhysicalhChemistryhBWK1997WK
][]WK]]h[X]]hf

3.4 192

123 βolutionKofKtheKwartreeâ��uockKequationsKbyKaKpseudospectralKmethodiKppplicationKtoKdiatomicK
moleculesYKJournalhofhChemicalhPhysicsWK1986WKgdWK]ceaX]ceg 3.9 172

122 rryoXt–KβtructuresKofKβpαβXroVXaKβpikeKwithoutKandKwithKprtaKαevealKaKpwXsependentKβwitchKtoK
–ediateKtndosomalKøositioningKofKαeceptorXqindingKsomainsYKCellhHosthandhMicrobeWK2020WKagWKgefXgfhYed23.4 168

121 xmprovingKtheKøredictionKofKpbsoluteKβolvationKureeKtnergiesKUsingKtheK—extKvenerationK ø’βK
uorceKuieldYKJournalhofhChemicalhTheoryhandhComputationWK2012WKgWKaddbXg 6.4 159

120 øseudospectralKlocalizedK–oZllerâ��ølessetKmethodsiKTheoryKandKcalculationKofKconformationalK
energiesYKJournalhofhChemicalhPhysicsWK1995WK][bWK]cg]X]ch[ 3.9 159

119 ’argeKβcaleKabKxnitioK−uantumKrhemicalKralculationKofKtheKxntermediatesKinKtheKβolubleK–ethaneK
–onooxygenaseKratalyticKrycleYKJournalhofhthehAmericanhChemicalhSocietyWK2000WK]aaWKagagXagbh 16.4 157

118 uorceKuieldKValidationKUsingKøroteinKβideKrhainKøredictionYKJournalhofhPhysicalhChemistryhBWK2002WK
][eWK]]efbX]]eg[ 3.4 155

(2002-1997)
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117 —umericalKsolutionKofKtheKøoissonâ��qoltzmannKequationKusingKtetrahedralKfiniteXelementKmeshesYK
JournalhofhComputationalhChemistryWK1997WK]gWK]dh]X]e[g 3.5 154

116
 nKachievingKhighKaccuracyKandKreliabilityKinKtheKcalculationKofKrelativeKproteinXligandKbindingK
affinitiesYKProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaWK2012WK
][hWK]hbfXca

11.5 151

115 øeripheralKhemeKsubstituentsKcontrolKtheKhydrogenXatomKabstractionKchemistryKinKcytochromesK
øcd[YKProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaWK2003WK][[WKehhgXf[[a11.5 138

114 pdvancingKsrugKsiscoveryKthroughKtnhancedKureeKtnergyKralculationsYKAccountshofhChemicalh
ResearchWK2017WKd[WK]eadX]eba 24.3 126

113 rytochromeKøcd[rp–KenzymaticKcatalysisKcycleiKaKquantumKmechanicsZmolecularKmechanicsKstudyYK
JournalhofhthehAmericanhChemicalhSocietyWK2004WK]aeWKgd[]Xg 16.4 126

112 ronstructingKabKinitioKforceKfieldsKforKmolecularKdynamicsKsimulationsYKJournalhofhChemicalhPhysicsWK
1998WK][gWKcfbhXcfdd 3.9 126

111 TheKαedfieldKtquationKinKrondensedXøhaseK−uantumKsynamicsYKAdvanceshinhChemicalhPhysicsWK2007WKffX]bc 124

110 βolutionKofKtheKwartreeâ��uockKequationsKforKpolyatomicKmoleculesKbyKaKpseudospectralKmethodYK
JournalhofhChemicalhPhysicsWK1987WKgeWKbdaaXbdb] 3.9 123

109 øredictionKofKøroteinX’igandKqindingKøosesKviaKaKrombinationKofKxnducedKuitKsockingKandK
–etadynamicsKβimulationsYKJournalhofhChemicalhTheoryhandhComputationWK2016WK]aWKahh[Xg 6.4 120

108 sioxygenKactivationKinKmethaneKmonooxygenaseiKaKtheoreticalKstudyYKJournalhofhthehAmericanh
ChemicalhSocietyWK2004WK]aeWKahfgXh[ 16.4 114

107 pntibodyKstructureKdeterminationKusingKaKcombinationKofKhomologyKmodelingWKenergyXbasedK
refinementWKandKloopKpredictionYKProteins:hStructurevhFunctionhandhBioinformaticsWK2014WKgaWK]eceXdd 4.2 110

106
βolventKmodelsKforKproteinâ��ligandKbindingiKromparisonKofKimplicitKsolventKpoissonKandKsurfaceK
generalizedKbornKmodelsKwithKexplicitKsolventKsimulationsYKJournalhofhComputationalhChemistryWK
2001WKaaWKdh]Xe[f

3.5 108

105 TheKeffectKofKhemeKenvironmentKonKtheKhydrogenKabstractionKreactionKofKcamphorKinKøcd[camK
catalysisiKaK−–Z––KstudyYKJournalhofhthehAmericanhChemicalhSocietyWK2006WK]agWKbhacXd 16.4 98

104 pctivationKofKtheKrXwKbondKofKmethaneKbyKintermediateK−KofKmethaneKmonooxygenaseiKaK
theoreticalKstudyYKJournalhofhthehAmericanhChemicalhSocietyWK2001WK]abWKbgbeXf 16.4 96

103 ’argeXscaleKabKinitioKquantumKchemicalKcalculationsKonKbiologicalKsystemsYKAccountshofhChemicalh
ResearchWK2001WKbcWKbd]Xg 24.3 92

102  ø’βciKxmprovingKuorceKuieldKpccuracyKonKrhallengingKαegimesKofKrhemicalKβpaceYKJournalhofh
ChemicalhTheoryhandhComputationWK2021WK]fWKcah]Xcb[[ 6.4 92

101 pKmethodKforKexponentialKpropagationKofKlargeKsystemsKofKstiffKnonlinearKdifferentialKequationsYK
JournalhofhScientifichComputingWK1989WKcWKbafXbdc 2.3 91

100
xmprovedK–ethodsKforKβideKrhainKandK’oopKøredictionsKviaKtheKøroteinK’ocalK ptimizationK
ørogramiKKVariableKsielectricK–odelKforKxmplicitlyKxmprovingKtheKTreatmentKofKøolarizationKtffectsYK
JournalhofhChemicalhTheoryhandhComputationWK2007WKbWKa][gX]h

6.4 89
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99 putomatedKTransitionKβtateKβearchKandKxtsKppplicationKtoKsiverseKTypesKofK rganicKαeactionsYK
JournalhofhChemicalhTheoryhandhComputationWK2017WK]bWKdfg[Xdfhf 6.4 85

98 pccurateKuorceKuieldKsevelopmentKforK–odelingKronjugatedKøolymersYKJournalhofhChemicalhTheoryh
andhComputationWK2012WKgWKcddeXeh 6.4 85

97 pccurateKqindingKureeKtnergyKøredictionsKinKuragmentK ptimizationYKJournalhofhChemicalh
InformationhandhModelingWK2015WKddWKac]]Xa[ 6.1 83

96 øseudospectralKwartreeâ��uockKtheoryiKppplicationsKandKalgorithmicKimprovementsYKJournalhofh
ChemicalhPhysicsWK1990WKhbWKbbhfXbc[f 3.9 82

95 øredictionKofKloopKgeometriesKusingKaKgeneralizedKbornKmodelKofKsolvationKeffectsK1999WKbdWK]fbX]gb 81

94 pKthreeXdimensionalKreductionKofKtheK rnsteinâ��ZernickeKequationKforKmolecularKliquidsYKJournalhofh
ChemicalhPhysicsWK1997WK][fWKec[[Xec]c 3.9 75

93 pnKautomaticKthreeXdimensionalKfiniteKelementKmeshKgenerationKsystemKforKtheK
øoissonâ��qoltzmannKequationYKJournalhofhComputationalhChemistryWK1997WK]gWK]df[X]dh[ 3.5 75

92 rorrectingKβystematicKtrrorsKinKsuTKβpinXβplittingKtnergeticsKforKTransitionK–etalKromplexesYK
JournalhofhChemicalhTheoryhandhComputationWK2011WKfWK]hXba 6.4 73

91 pccurateK–odelingKofKβcaffoldKwoppingKTransformationsKinKsrugKsiscoveryYKJournalhofhChemicalh
TheoryhandhComputationWK2017WK]bWKcaXdc 6.4 68

90
øseudospectralKlocalizedKgeneralizedK–oZllerâ��ølessetKmethodsKwithKaKgeneralizedKvalenceKbondK
referenceKwaveKfunctioniKTheoryKandKcalculationKofKconformationalKenergiesYKJournalhofhChemicalh
PhysicsWK1997WK][eWKd[fbXd[gc

3.9 68

89 αeactionsKofKmethaneKmonooxygenaseKintermediateK−KwithKderivatizedKmethanesYKJournalhofhtheh
AmericanhChemicalhSocietyWK2002WK]acWKgff[X] 16.4 67

88 tfficientKβimulationK–ethodKforKøolarizableKøroteinKuorceKuieldsiKKppplicationKtoKtheKβimulationKofK
qøTxKinK’iquidKWaterYKJournalhofhChemicalhTheoryhandhComputationWK2005WK]WK]ehXg[ 6.4 65

87 pnKautomaticKgridKgenerationKschemeKforKpseudospectralKselfXconsistentKfieldKcalculationsKonK
polyatomicKmoleculesYKThehJournalhofhPhysicalhChemistryWK1988WKhaWKb[h]Xb[he 65

86
pKzincKthiolateKspeciesKwhichKmimicsKaspectsKofKtheKchemistryKofKtheKpdaKrepairKproteinKandKmatrixK
metalloproteinasesiKtheKsynthesisWKstructureKandKreactivityKofKtheK
trisSaXmercaptoX]XphenylimidazolylThydroboratoKcomplexK[Tmøh]ZnβøhYKDaltonhTransactionshRSCWK
2000WKcchcXcche

63

85 øseudospectralKgeneralizedKvalenceXbondKcalculationsiKppplicationKtoKmethyleneWKethyleneWKandK
silyleneYKJournalhofhChemicalhPhysicsWK1990WKhaWKfcggXfchf 3.9 63

84 wydrogenKqondingKbetweenKpminoKpcidKqackboneKandKβideKrhainKpnaloguesiKKpKwighX’evelKabK
xnitioKβtudyYKJournalhofhthehAmericanhChemicalhSocietyWK1997WK]]hWK]ahdaX]ahe] 16.4 61

83 wydroxylationKofKmethaneKbyKnonXhemeKdiironKenzymesiKmolecularKorbitalKanalysisKofKrXwKbondK
activationKbyKreactiveKintermediateK−YKJournalhofhthehAmericanhChemicalhSocietyWK2002WK]acWK]ce[gX]d 16.4 61

82 –odelingKøolarizationKinKøroteinsKandKøroteinXligandKromplexesiK–ethodsKandKøreliminaryKαesultsYK
AdvanceshinhProteinhChemistryWK2005WKfaWKfhX][c 60

(2005-2017)
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81 pKrriticalKαeviewKofKValidationWKqlindKTestingWKandKαealXKWorldKUseKofKplchemicalKøroteinX’igandK
qindingKureeKtnergyKralculationsYKCurrenthTopicshinhMedicinalhChemistryWK2017WK]fWKadffXadgd 3 60

80
sevelopmentKofKpccurateKsuTK–ethodsKforKromputingKαedoxKøotentialsKofKTransitionK–etalK
romplexesiKαesultsKforK–odelKromplexesKandKppplicationKtoKrytochromeKøcd[YKJournalhofhChemicalh
TheoryhandhComputationWK2012WKgWKccaXdh

6.4 58

79 βubstrateKhydroxylationKinKmethaneKmonooxygenaseiKquantitativeKmodelingKviaKmixedKquantumK
mechanicsZmolecularKmechanicsKtechniquesYKJournalhofhthehAmericanhChemicalhSocietyWK2005WK]afWK][adXbf16.4 56

78
–echanisticKandKTheoreticalKpnalysisKofKtheK xidativeKpdditionKofKwaKtoKβixXroordinateK
–olybdenumKandKTungstenKromplexesK–Sø–ebTcXaKS–KlK–oWKWjKXKlKuWKrlWKqrWKxTiKKpnKxnverseK
tquilibriumKxsotopeKtffectKandKanKUnprecedentedKwalideKsependenceYKJournalhofhthehAmericanh
ChemicalhSocietyWK1999WK]a]WK]]c[aX]]c]f

16.4 56

77 WβcoreiKpKulexibleKandKpccurateKTreatmentKofKtxplicitKWaterK–oleculesKinK’igandXαeceptorK
sockingYKJournalhofhMedicinalhChemistryWK2016WKdhWKcbecXgc 8.3 53

76
pKlocalizedKorbitalKanalysisKofKtheKthermochemicalKerrorsKinKhybridKdensityKfunctionalKtheoryiK
achievingKchemicalKaccuracyKviaKaKsimpleKempiricalKcorrectionKschemeYKJournalhofhChemicalhPhysicsWK
2006WK]adWK]ac][f

3.9 52

75 øhotodissociationKofKacetaldehydeiKTheKrwcVr KchannelYKJournalhofhChemicalhPhysicsWK2001WK]]cWKe]agXe]bb3.9 49

74
tvaluationKofKtheKøerformanceKofKtheKqb’YøWKøqt[WKandK–[eKsuTKuunctionalsWKandK
sq’ rXrorrectedKVersionsWKinKtheKralculationKofKαedoxKøotentialsKandKβpinKβplittingsKforKTransitionK
–etalKrontainingKβystemsYKJournalhofhChemicalhTheoryhandhComputationWK2016WK]aWK]]a]Xg

6.4 48

73 αealisticKclusterKmodelingKofKelectronKtransportKandKtrappingKinKsolvatedKTi aKnanoparticlesYK
JournalhofhthehAmericanhChemicalhSocietyWK2012WK]bcWK]a[agXca 16.4 48

72
ureeKtnergyKøerturbationKralculationKofKαelativeKqindingKureeKtnergyKbetweenKqroadlyK
—eutralizingKpntibodiesKandKtheKgp]a[KvlycoproteinKofKwxVX]YKJournalhofhMolecularhBiologyWK2017WK
cahWKhb[Xhcf

6.5 47

71 pcceleratingKdrugKdiscoveryKthroughKtightKintegrationKofKexpertKmolecularKdesignKandKpredictiveK
scoringYKCurrenthOpinionhinhStructuralhBiologyWK2017WKcbWKbgXcc 8.1 47

70 tfficientKmemoryKequationKalgorithmKforKreducedKdynamicsKinKspinXbosonKmodelsYKJournalhofh
ChemicalhPhysicsWK1999WK]][WK]bgX]ce 3.9 47

69 αoleKofKsesolvationKinKThermodynamicsKandKzineticsKofK’igandKqindingKtoKaKzinaseYKJournalhofh
ChemicalhTheoryhandhComputationWK2014WK][WKdeheXdf[d 6.4 44

68 øroteinKtertiaryKstructureKpredictionKusingKaKbranchKandKboundKalgorithmYKProteins:hStructurevh
FunctionhandhBioinformaticsWK1999WKbdWKc]Xdf 4.2 44

67
 nKpchievingKwighKpccuracyKinK−uantumKrhemicalKralculationsKofKbKdKTransitionK–etalXrontainingK
βystemsiKpKromparisonKofKpuxiliaryXuieldK−uantumK–onteKrarloKwithKroupledKrlusterWKsensityK
uunctionalKTheoryWKandKtxperimentKforKsiatomicK–oleculesYKJournalhofhChemicalhTheoryhandh
ComputationWK2019WK]dWKabceXabdg

6.4 42

66 −uantumKmechanicalKgeometryKoptimizationKinKsolutionKusingKaKfiniteKelementKcontinuumK
electrostaticsKmethodYKJournalhofhChemicalhPhysicsWK1996WK][dWKdcfaXdcgc 3.9 42

65 αeducedKdynamicsKinKspinXbosonKmodelsiKpKmethodKforKbothKslowKandKfastKbathYKJournalhofhChemicalh
PhysicsWK2000WK]]aWKa[hdXa][d 3.9 41

64 øseudospectralKwartreeâ��uockKcalculationsKonKglycineYKJournalhofhChemicalhPhysicsWK1990WKhaWK]]ebX]]fb 3.9 38
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63 t—tαvYKTαp—βutαKqtTWtt—KTwtKøαx–pαYKs — αKqprTtαx rw’ α øwY’’Kp—sK
rpα Tt— xsβKx—KαhodopseudomonasKsphaeroidesYKPhotochemistryhandhPhotobiologyWK1983WKbgWKcd]Xcdd3.6 38

62 sensityKfunctionalKlocalizedKorbitalKcorrectionsKforKtransitionKmetalsYKJournalhofhChemicalhPhysicsWK
2008WK]ahWK]ec][g 3.9 37

61
uactorsKxnfluencingKtheKThermodynamicsKofKZincKplkoxideKuormationKbyKplcoholysisKofKtheKTerminalK
wydroxideKromplexWK[TpqutW–e]Zn wiKKpnKtxperimentalKandKTheoreticalKβtudyKαelevantKtoKtheK
–echanismKofKpctionKofK’iverKplcoholKsehydrogenaseYKJournalhofhthehAmericanhChemicalhSocietyWK
2000WK]aaWK]aed]X]aedg

16.4 34

60
pKqb’YøXsq’ rKempiricalKcorrectionKschemeKforKligandKremovalKenthalpiesKofKtransitionKmetalK
complexesiKparameterizationKagainstKexperimentalKandKrrβsSTTXu]aKheatsKofKformationYKPhysicalh
ChemistryhChemicalhPhysicsWK2012WK]cWKffacXbg

3.6 30

59
−uantumKrhemicalKxnvestigationKofKrlusterK–odelsKforKTi aK—anoparticlesKwithKWaterXserivedK
’igandKøassivationiKβtudiesKofKtxcessKtlectronKβtatesKandKxmplicationsKforKrhargeKTransportKinKtheK
vratzelKrellYKJournalhofhPhysicalhChemistryhCWK2009WK]]bWK]hg[eX]hg]]

3.8 30

58 ronformationalKsynamicsKofKtheKøartiallyKsisorderedKYeastKTranscriptionKuactorKvr—cYKJournalhofh
ChemicalhTheoryhandhComputationWK2013WKhWK 6.4 29

57 ’ocalizedKorbitalKcorrectionsKforKtheKcalculationKofKionizationKpotentialsKandKelectronKaffinitiesKinK
densityKfunctionalKtheoryYKJournalhofhPhysicalhChemistryhBWK2006WK]][WK]gfgfXg[a 3.4 29

56 αelativeKqindingKpffinityKøredictionKofKrhargeXrhangingKβequenceK–utationsKwithKutøKinK
øroteinXøroteinKxnterfacesYKJournalhofhMolecularhBiologyWK2019WKcb]WK]cg]X]chb 6.5 29

55 −–Z––KβimulationKonKøcd[Kq–bKtnzymeKratalysisK–echanismYKJournalhofhChemicalhTheoryhandh
ComputationWK2009WKdWK]ca]X]cb] 6.4 28

54 —aturalKexpansionKofKvibrationalKwaveKfunctionsiKααv–KwithKresidueKalgebraYKJournalhofhChemicalh
PhysicsWK1986WKgdWKbb]Xbbe 3.9 28

53 –ultiscaleK ptimizationKofKaKTruncatedK—ewtonK–inimizationKplgorithmKandKppplicationKtoK
øroteinsKandKøroteinX’igandKromplexesYKJournalhofhChemicalhTheoryhandhComputationWK2007WKbWKec[Xg 6.4 27

52 øhaselessKpuxiliaryXuieldK−uantumK–onteKrarloKonKvraphicalKørocessingKUnitsYKJournalhofhChemicalh
TheoryhandhComputationWK2018WK]cWKc][hXc]a] 6.4 25

51 rovalentK XwKbondsKasKelectronKtrapsKinKprotonXrichKrutileKTi aKnanoparticlesYKNanohLettersWK2014WK
]cWK]fgdXh 11.5 25

50 ralculationKofKtemperatureXdependentKmultimodeKresonanceKαamanKlineKshapesKforKharmonicK
potentialKsurfacesaTYKJournalhofhChemicalhPhysicsWK1985WKgaWKah]gXahae 3.9 23

49 βingletXTripletKtnergyKvapsKofK rganicKqiradicalsKandKøolyacenesKwithKpuxiliaryXuieldK−uantumK
–onteKrarloYKJournalhofhChemicalhTheoryhandhComputationWK2019WK]dWKchacXchba 6.4 22

48 rhemicalKTransformationsKppproachingKrhemicalKpccuracyKviaKrorrelatedKβamplingKinK
puxiliaryXuieldK−uantumK–onteKrarloYKJournalhofhChemicalhTheoryhandhComputationWK2017WK]bWKaeefXaeg[6.4 21

47 øseudospectralKwartreeâ��uockKgradientKcalculationsYKJournalhofhChemicalhPhysicsWK1991WKhcWKg]daXg]df 3.9 21

46 ralculationKofKopticalKlineKshapesKforKgeneralizedKmultilevelKvibronicKsystemsYKJournalhofhChemicalh
PhysicsWK1984WKg]WKdghhXdh[d 3.9 21

(1984-1983)

7



45 ureeKtnergyKøerturbationKralculationsKofKtheKThermodynamicsKofKøroteinKβideXrhainK–utationsYK
JournalhofhMolecularhBiologyWK2017WKcahWKhabXhah 6.5 20

44 ]WbXsipolarKpdditionKofKøhenylazideKtoKtheKrarbonâ��rarbonKsoubleKqondi´ KpnKabKxnitioKβtudyYK
JournalhofhPhysicalhChemistryhAWK1999WK][bWK]afeX]aga 2.8 20

43 pccurateKpzaKpredictionKinKfirstXrowKhexaaquaKtransitionKmetalKcomplexesKusingKtheKqb’YøXsq’ rK
methodYKJournalhofhPhysicalhChemistryhBWK2014WK]]gWKg[[gX]e 3.4 19

42 ’ocalizedKorbitalKcorrectionsKforKtheKcalculationKofKbarrierKheightsKinKdensityKfunctionalKtheoryYK
JournalhofhChemicalhTheoryhandhComputationWK2009WKdWKahheXb[[h 6.4 19

41 ppplicationKandKdevelopmentKofKmulticonfigurationalKlocalizedKperturbationKtheoryYKJournalhofh
ChemicalhPhysicsWK2001WK]]dWK]][daX]][ef 3.9 19

40
pnKexperimentalKandKcomputationalKanalysisKofKtheKformationKofKtheKterminalKnitridoKcomplexK
SetabXrpUTa–oS—TS—bTKbyKeliminationKofK—aKfromKrpUa–oS—bTaiKtheKbarrierKtoKeliminationKisK
stronglyKinfluencedKbyKtheKexoKversusKendoKconfigurationKofKtheKazideKligandYKJournalhofhtheh
AmericanhChemicalhSocietyWK2001WK]abWK][]]]Xa

16.4 19

39 βpinâ��spinKmodelKforKtwoXlevelKsystemZbathKproblemsiKpKnumericalKstudyYKJournalhofhChemicalh
PhysicsWK1999WK]]]WKhh]gXhhab 3.9 19

38 ’ocalizedKorbitalKcorrectionsKappliedKtoKthermochemicalKerrorsKinKdensityKfunctionalKtheoryiKTheK
roleKofKbasisKsetKandKapplicationKtoKmolecularKreactionsYKJournalhofhChemicalhPhysicsWK2008WK]ahWKa]c][d 3.9 18

37
wighlyKefficientKimplementationKofKpseudospectralKtimeXdependentKdensityXfunctionalKtheoryKforK
theKcalculationKofKexcitationKenergiesKofKlargeKmoleculesYKJournalhofhComputationalhChemistryWK2016WK
bfWK]cadXc]

3.5 17

36 romputationalKmethodsKforKhighKresolutionKpredictionKandKrefinementKofKproteinKstructuresYK
CurrenthOpinionhinhStructuralhBiologyWK2013WKabWK]ffXgc 8.1 17

35 ’everagingKsataKuusionKβtrategiesKinK–ultireceptorK’eadK ptimizationK––ZvqβpKtndXøointK
–ethodsYKJournalhofhChemicalhTheoryhandhComputationWK2014WK][WKba[fXa[ 6.4 16

34 TertiaryKstructureKpredictionKofKmixedK˛–Z˛†KproteinsKviaKenergyKminimizationYKProteins:hStructurevh
FunctionhandhBioinformaticsWK1998WKbbWKac[Xada 4.2 16

33 rombinedKquantumKandKmolecularKmechanicsKS−–Z––TYKDrughDiscoveryhToday:hTechnologiesWK2004WK
]WKadbXe[ 7.1 16

32 rlassicalKandK−uantumK–odelsKofKpctivationlessKαeactionKsynamicsYKZeitschrifthFurhElektrotechnikh
UndhElektrochemieWK1991WKhdWKadbXadg 16

31 øarallelKpseudospectralKelectronicKstructureiKxYKwartreeâ��uockKcalculationsYKJournalhofhComputationalh
ChemistryWK1998WK]hWK][]fX][ah 3.5 15

30
øroteinKstructureKpredictionKusingKaKcombinationKofKsequenceXbasedKalignmentWKconstrainedKenergyK
minimizationWKandKstructuralKalignmentYKProteins:hStructurevhFunctionhandhBioinformaticsWK2001WKβupplK
dWK]bbXh

4.2 15

29 ralculationKofKatomizationKenergiesKbyKaKmulticonfigurationalKlocalizedKperturbationK
theoryâ��ppplicationKforKclosedKshellKcasesYKJournalhofhChemicalhPhysicsWK1999WK]][WK]ha]X]hb[ 3.9 14

28 øarallelKpseudospectralKelectronicKstructureiKxxYK’ocalizedK–ˆ‚llerâ��ølessetKcalculationsYKJournalhofh
ComputationalhChemistryWK1998WK]hWK][b[X][bg 3.5 13

Richard A Friesner
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27 αeliableKandKpccurateKβolutionKtoKtheKxnducedKuitKsockingKøroblemKforKøroteinX’igandKqindingYK
JournalhofhChemicalhTheoryhandhComputationWK2021WK]fWKaeb[Xaebh 6.4 13

26 romputationalK–odelingKofKtheKtlectronicKβtructureKofK ligothiophenesKwithKVariousKβideKrhainsYK
JournalhofhPhysicalhChemistryhCWK2009WK]]bWKaddbXade] 3.8 10

25 øredictingK’igandXsissociationKtnergiesKofKbdKroordinationKromplexesKwithKpuxiliaryXuieldK
−uantumK–onteKrarloYKJournalhofhChemicalhTheoryhandhComputationWK2020WK]eWKb[c]Xb[dc 6.4 10

24 romputationalK–odelingKforKβcanningKTunnelingK–icroscopyKofKøhysisorbedK–oleculesKviaKpbKxnitioK
−uantumKrhemistryYKJournalhofhPhysicalhChemistryhAWK2002WK][eWK]g[aX]g]c 2.8 9

23 –odelingKtheKvalueKofKpredictiveKaffinityKscoringKinKpreclinicalKdrugKdiscoveryYKCurrenthOpinionhinh
StructuralhBiologyWK2018WKdaWK][bX]][ 8.1 9

22 rontinuousK’ocalizedK rbitalKrorrectionsKtoKsensityKuunctionalKTheoryiKqb’YøXr’ rYKJournalhofh
ChemicalhTheoryhandhComputationWK2010WKeWKbecfXbeeb 6.4 8

21 TheoreticalKstudiesKofKdiironSxxTKcomplexesKthatKmodelKfeaturesKofKtheKdioxygenXactivatingKcentersK
inKnonXhemeKdiironKenzymesYKIsraelhJournalhofhChemistryWK2001WKc]WK]fbX]ge 3.4 8

20 pKhierarchicalKalgorithmKforKpolymerKsimulationsYKJournalhofhChemicalhPhysicsWK1992WKhfWKhbddXhbed 3.9 8

19 –ultipleKβtableKxsopreneX zoneKromplexesKαevealKromplexKtntranceKrhannelKsynamicsKinKtheK
xsopreneKVK zoneKαeactionYKJournalhofhthehAmericanhChemicalhSocietyWK2020WK]caWK][g[eX][g]b 16.4 7

18 øredictionKofK’ongK’oopsKwithKtmbeddedKβecondaryKβtructureKusingKtheKøroteinK’ocalK ptimizationK
ørogramYKJournalhofhChemicalhTheoryhandhComputationWK2013WKhWK]gceXcgec 6.4 7

17 pKThermalKtxpansionK–odelKforKtheKβpecialKøairKofKtheKqacterialKαeactionKrenterYKIsraelhJournalhofh
ChemistryWK1988WKagWKefXfa 3.4 7

16 βuccessfulKapplicationKofKtheKsq’ rKmethodKtoKtheKhydroxylationKofKcamphorKbyKcytochromeKpcd[YK
ProteinhScienceWK2016WKadWKaffXgd 6.3 7

15 txtensionKofKtheKøβXvVqKelectronicKstructureKcodeKtoKtransitionKmetalKcomplexesYKJournalhofh
ComputationalhChemistryWK1997WK]gWK]gebX]gfc 3.5 5

14 øarallelKimplementationKofKaKproteinKstructureKrefinementKalgorithmYKJournalhofhComputationalh
ChemistryWK1996WK]fWK]a]fX]aag 3.5 5

13 vreenâ��sKfunctionsKandKopticalKlineKshapesKofKaKgeneralKtwoXlevelKsystemKinKtheKstrongKelectronicK
couplingKlimitYKJournalhofhChemicalhPhysicsWK1982WKfeWKa]ahXa]bd 3.9 5

12 ’ocalizedKorbitalKcorrectionsKforKdensityKfunctionalKcalculationsKonKtransitionKmetalKcontainingK
systemsYKCoordinationhChemistryhReviewsWK2017WKbccWKa[dXa]b 23.2 3

11 ronformationalKpreferencesKunderlyingKreducedKactivityKofKaKthermophilicKribonucleaseKwYKJournalh
ofhMolecularhBiologyWK2015WKcafWKgdbXgee 6.5 3

10 pnKaccurateKandKefficientKdecouplingKapproximationKforKtemperatureXdependentKmultimodeK
resonanceKαamanKspectraYKJournalhofhChemicalhPhysicsWK1986WKgdWKabdbXabec 3.9 3

(1986-2021)
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9 øredictionKofKloopKgeometriesKusingKaKgeneralizedKbornKmodelKofKsolvationKeffectsK1999WKbdWK]fb 3

8
pccurateK−uantumKrhemicalKralculationKofKxonizationKøotentialsiKValidationKofKtheKsuTX’ rK
ppproachKviaKaK’argeKsataKβetK btainedKfromKtxperimentsKandKqenchmarkK−uantumKrhemicalK
ralculationsYKJournalhofhChemicalhTheoryhandhComputationWK2020WK]eWKa][hXa]ab

6.4 1

7 pKfirstXprinciplesKpolarizedKαamanKmethodKforKdeterminingKwhetherKaKuniformKregionKofKaKsampleKisK
crystallineKorKisotropicYKJournalhofhChemicalhPhysicsWK2014WK]c]WKaacf[a 3.9 1

6 pbKxnitioKøroteinKβtructureKøredictionKUsingKaKβizeXdependentKTertiaryKuoldingKøotentialYKAdvancesh
inhChemicalhPhysicsWK2002WKaabXaeb 1

5 predictionKofKannihilatorsKforKtripletXtripletKannihilationKupconversionKauxiliaryXfieldKquantumK
–onteKrarloYKChemicalhScienceWK2020WK]aWK][egX][fh 9.4 1

4 øseudospectralKimplementationsKofKlongXrangeKcorrectedKdensityKfunctionalKtheoryYKJournalhofh
ComputationalhChemistryWK2021WKcaWKa[ghXa][a 3.5 0

3 ]]thKvermanKronferenceKonKrhemoinformaticsKSvrrKa[]dTKiKuuldaWKvermanyYKgX][K—ovemberKa[]dYK
JournalhofhCheminformaticsWK2016WKgWK]g 8.6

2 βtructuralKandKmechanisticKstudiesKofKplkqYKFASEBhJournalWK2008WKaaWKdaeYb 0.9

1 wighlyKefficientKimplementationKofKtheKanalyticalKgradientsKofKpseudospectralKtimeXdependentK
densityKfunctionalKtheoryYKJournalhofhChemicalhPhysicsWK2021WK]ddWK[ac]]d 3.9
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