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k Paper IF Citations

166 uholesterolX–ediatedKulusteringKofKtheKzIVKxusionKøroteinKgpebKinK”ipidKtilayersYKJournalgofg
MoleculargBiologyWK2021WKedeWKbghdef 6.5 1

165 uomputationalKζtudiesKofKwnzymeK–otionsK2021WKbXk

164 TheKcoiledXcoilKdomainKofKwYKcoliKxts”tKisKaKstructurallyKdetunedKelementKcriticalKforKmodulatingKitsK
activationKinKbacterialKcellKdivisionYKJournalgofgBiologicalgChemistryWK2021WKbabega 5.4 0

163 InterfacialKøolarizationKandKIonicKζtructureKatKtheKIonicK”iquidX–etalKInterfaceKζtudiedKbyKVibrationalK
ζpectroscopyKandK–olecularKvynamicsKζimulationsYKJournalgofgPhysicalgChemistrygBWK2021WKbcfWKchebXchfd3.4 5

162
–appingKtemperatureXdependentKconformationalKchangeKinKtheKvoltageXsensingKdomainKofKanK
engineeredKheatXactivatedK“KchannelYKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedg
StatesgofgAmericaWK2021WKbbiWK

11.5 3

161 ImplicationsKforKanKimidazolXcXylKcarbeneKintermediateKinKtheKrhodanaseXcatalyzedKuXζKbondK
formationKreactionKofKanaerobicKergothioneineKbiosynthesisYKACSgCatalysisWK2021WKbbWKddbkXddde 13.1 2

160 –odulationKofKNanoparticleKviffusionKbyKζurfaceK”igandK”engthKandKuhargelKsnalysisKwithK
–olecularKvynamicsKζimulationsYKJournalgofgPhysicalgChemistrygBWK2021WKbcfWKefffXefgf 3.4 1

159 vN–TbKreadsKheterochromaticKze“camedKtoKreinforceK”INwXbKvNsKmethylationYKNatureg
CommunicationsWK2021WKbcWKceka 17.4 13

158 βeverseKørotonationKofKturiedKIonXøairsKinKζtaphylococcalKNucleaseK–utantsYKJournalgofgChemicalg
TheorygandgComputationWK2021WKbhWKeffaXefgd 6.4 1

157 InfluenceKofKζurfaceK”igandK–olecularKζtructureKonKøhospholipidK–embraneKvisruptionKbyKuationicK
NanoparticlesYKLangmuirWK2021WKdhWKhgaaXhgba 4 2

156 –ultipleKdeprotonationKpathsKofKtheKnucleophileKdRXézKinKtheKvNsKsynthesisKreactionYKProceedingsg
ofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2021WKbbiWK 11.5 2

155 ζubstrateKdeformationKregulatesKvβ–cXmediatedKvNsKmethylationKinKplantsYKSciencegAdvancesWK
2021WKhWK 14.3 2

154 uonformationalKxeaturesKofKβaslK“eyKzydrogenXtondingKInteractionsKofKylngbKinKtheKIntermediateK
ζtateKduringKyTøKzydrolysisYKJournalgofgPhysicalgChemistrygBWK2021WKbcfWKiiafXiibd 3.4 6

153 tiomolecularKα–Z––KζimulationslKWhatKsreKζomeKofKtheKMturningKIssuesMqYKJournalgofgPhysicalg
ChemistrygBWK2021WKbcfWKgikXhac 3.4 22

152 ViewpointKonKsuζKøzYζKvivisionKζponsoredKVirtualKζeminarsYKJournalgofgPhysicalgChemistrygCWK2021WK
bcfWKedecXedec 3.8

151 øroteinXinducedKmembraneKcurvatureKinKcoarseXgrainedKsimulationsYKBiophysicalgJournalWK2021WKbcaWKdcbbXdccb2.9 1

150 vifferencesKinKtheKNatureKofKtheKøhosphorylKTransferKTransitionKζtateKinKøroteinKøhosphataseKbKandK
slkalineKøhosphataselKInsightsKfromKα–KulusterK–odelsYKJournalgofgPhysicalgChemistrygBWK2020WKbceWKkdhbXkdie3.4 3
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149
uholesterolKInteractionKwithKtheKTrimericKzIVKxusionKøroteinKgpebKinK”ipidKtilayersKInvestigatedKbyK
ζolidXζtateKN–βKζpectroscopyKandK–olecularKvynamicsKζimulationsYKJournalgofgMoleculargBiologyWK
2020WKedcWKehafXehcb

6.5 12

148 sntibioticKβesistancelKøhotoXvisassemblyKofK–embraneK–icrodomainsKβevivesKuonventionalK
sntibioticsKagainstK–βζsKSsdvYKζciYKgZcacaTYKAdvancedgScienceWK2020WKhWKcahaadf 13.6 78

147 IdentifyingKtheKprotonKloadingKsiteKclusterKinKtheKbaKcytochromeKcKoxidaseKthatKloadsKandKtrapsK
protonsYKBiochimicagEtgBiophysicagActagwgBioenergeticsWK2020WKbigbWKbeicdk 4.6 6

146 srtificialKIntracellularKxilamentsYKCellgReportsgPhysicalgScienceWK2020WKbWK 6.1 37

145 ørotonationXvrivenKsqueousK”yotropicKζelfXsssemblyKofKζyntheticKζixXTailK”ipidoidsYKLangmuirWK2020
WKdgWKiceaXicfc 4 1

144 –olecularKζimulationKofK–echanicalKøropertiesKandK–embraneKsctivitiesKofKtheKwζuβTXIIIK
uomplexesYKBiophysicalgJournalWK2020WKbbiWKbdddXbded 2.9 5

143
ImprovementKofKdXdKinteractionsKinKdensityKfunctionalKtightKbindingKforKtransitionKmetalKionsKwithKaK
ligandKfieldKmodellKassessmentKofKaKvxTtdVKmodelKonKnickelKcoordinationKcompoundsYKPhysicalg
ChemistrygChemicalgPhysicsWK2020WKccWKchaieXchakf

3.6 2

142 xunctionalKplasticityKandKevolutionaryKadaptationKofKallostericKregulationYKProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2020WKbbhWKcfeefXcfefe 11.5 30

141 wlectrostaticsWKzydrogenKtondingWKandK–olecularKζtructureKatKøolycationKandKøeptidel”ipidK
–embraneKInterfacesYKACSgAppliedgMaterialsgoamp;gInterfacesWK2020WKbcWKcbbekXcbbfi 9.5 8

140 ζingleXstepKβeplacementKofKanKUnreactiveKuXzKtondKbyKaKuXζKtondKUsingKøolysulfideKasKtheKvirectK
ζulfurKζourceKinKsnaerobicKwrgothioneineKtiosynthesisYKACSgCatalysisWK2020WKbaWKikibXikke 13.1 6

139
virectKreadoutKofKheterochromaticKzd“kmedKregulatesKvN–TbXmediatedKmaintenanceKvNsK
methylationYKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2020WK
bbhWKbiedkXbieeh

11.5 26

138 WhatKvoesKtheKtrˆ‚nstedKζlopeK–easureKinKtheKøhosphorylKTransferKTransitionKζtateqYKACSgCatalysisWK
2020WKbaWKbdkdcXbdkef 13.1 2

137 snionicKnanoparticleXinducedKperturbationKtoKphospholipidKmembranesKaffectsKionKchannelK
functionYKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2020WKbbhWKchifeXchigb11.5 8

136 ”igandK”engthKandKζurfaceKuurvatureK–odulateKNanoparticleKζurfaceKzeterogeneityKandK
wlectrostaticsYKJournalgofgPhysicalgChemistrygCWK2020WKbceWKcefbdXcefcf 3.8 1

135 InterfacialKwaterKandKionKdistributionKdetermineK˛¶KpotentialKandKbindingKaffinityKofKnanoparticlesKtoK
biomoleculesYKNanoscaleWK2020WKbcWKbibagXbibcd 7.7 6

134 –ultiXlevelKfreeKenergyKsimulationKwithKaKstagedKtransformationKapproachYKJournalgofgChemicalg
PhysicsWK2020WKbfdWKaeebbf 3.9 6

133 αuantitativeKsnalysisKofKα–Z––KtoundaryKsrtifactsKandKuorrectionKinKsdaptiveKα–Z––K
ζimulationsYKJournalgofgChemicalgTheorygandgComputationWK2019WKbfWKdkbhXdkci 6.4 21

132 snalysisKofKvensityKxunctionalKTightKtindingKwithKNaturalKtondingKérbitalsYKJournalgofgPhysicalg
ChemistrygAWK2019WKbcdWKhedkXhefd 2.8 4

(2019-2020)
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131 sKsystematicKdeterminationKofKhubbardKUKusingKtheKytβVKultrasoftKpseudopotentialKsetYK
ComputationalgMaterialsgScienceWK2019WKbhaWKbakbdh 3.2 11

130 N–βKζtructuralKsnalysisKofKIsolatedKζhakerKVoltageXζensingKvomainKinK”øøyK–icellesYKBiophysicalg
JournalWK2019WKbbhWKdiiXdki 2.9 3

129 –olecularKvynamicsKζimulationKofKInteractionKbetweenKxunctionalizedKNanoparticlesKwithK”ipidK
–embraneslKsnalysisKofKuoarseXyrainedK–odelsYKJournalgofgPhysicalgChemistrygBWK2019WKbcdWKbafehXbafgb3.4 15

128 øroperKThermalKwquilibrationKofKζimulationsKwithKvrudeKøolarizableK–odelslKTemperatureXyroupedK
vualXNosˆ'XzooverKThermostatYKJournalgofgPhysicalgChemistrygLettersWK2019WKbaWKhfcdXhfda 6.4 12

127
wxtensiveKfreeXenergyKsimulationsKidentifyKwaterKasKtheKbaseKinKnucleotideKadditionKbyKvNsK
polymeraseYKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2019WK
bbgWKcfaeiXcfafg

11.5 9

126 yatingKandKinactivationKofKmechanosensitiveKchannelsKofKsmallKconductancelKsKcontinuumK
mechanicsKstudyYKJournalgofgthegMechanicalgBehaviorgofgBiomedicalgMaterialsWK2019WKkaWKfacXfbe 4.1 2

125
wxploringKtheKapplicabilityKofKdensityKfunctionalKtightKbindingKtoKtransitionKmetalKionsYK
øarameterizationKforKnickelKwithKtheKspinXpolarizedKvxTtdKmodelYKJournalgofgComputationalg
ChemistryWK2019WKeaWKeaaXebd

3.5 11

124 ζpecificKζubstatesKofKβasKToKInteractKwithKysøsKandKwffectorslKβevealedKbyKTheoreticalKζimulationsK
andKxTIβKwxperimentsYKJournalgofgPhysicalgChemistrygLettersWK2018WKkWKbdbcXbdbh 6.4 14

123 zydrogenXtondKNetworksKnearKζupportedK”ipidKtilayersKfromKVibrationalKζumKxrequencyK
yenerationKwxperimentsKandKstomisticKζimulationsYKJournalgofgPhysicalgChemistrygBWK2018WKbccWKeihaXeihk3.4 40

122 uountingKchargesKonKmembraneXboundKpeptidesYKChemicalgScienceWK2018WKkWKecifXecki 9.4 21

121 –ultipleKøathwaysKandKTimeKζcalesKforKuonformationalKTransitionsKinKapoXsdenylateK“inaseYKJournalg
ofgChemicalgTheorygandgComputationWK2018WKbeWKbhbgXbhcg 6.4 13

120 vynamicsKandKnumberKofKtransXζNsβwKcomplexesKdetermineKnascentKfusionKporeKpropertiesYKNature
WK2018WKffeWKcgaXcgd 50.4 56

119 wssenceKofKζmallK–oleculeX–ediatedKuontrolKofKzydroxyapatiteKyrowthlKxreeKwnergyKualculationsK
ofKsminoKscidKζideKuhainKsnaloguesYKJournalgofgPhysicalgChemistrygCWK2018WKbccWKedhcXedia 3.8 14

118 TheKxts”tKsubcomplexKofKtheKbacterialKdivisomeKisKaKtetramerKwithKanKuninterruptedKxts”KhelixK
linkingKtheKtransmembraneKandKperiplasmicKregionsYKJournalgofgBiologicalgChemistryWK2018WKckdWKbgcdXbgeb5.4 11

117 uonformationalKandKvynamicKøropertiesKofKøolySethyleneKoxideTKinKt–I–Vtxeâ��lKsK–icrosecondK
uomputerKζimulationKζtudyKUsingKabKInitioKxorceKxieldsYKMacromoleculesWK2018WKfbWKfddgXfdef 5.5 12

116 snalysisKofKøhosphorylXTransferKwnzymesKwithKα–Z––KxreeKwnergyKζimulationsYKMethodsging
EnzymologyWK2018WKgahWKfdXka 1.7 8

115 ζmallK–oleculeKuhelatorsKβevealKThatKIronKζtarvationKInhibitsK”ateKζtagesKofKtacterialKuytokinesisYK
ACSgChemicalgBiologyWK2018WKbdWKcdfXceg 4.9 8

114 snalysisKofKtheKconformationalKpropertiesKofKamineKligandsKatKtheKgoldZwaterKinterfaceKwithKα–WK
––KandKα–Z––KsimulationsYKPhysicalgChemistrygChemicalgPhysicsWK2018WKcaWKddekXddgc 3.6 12
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113 –embraneXmediatedKinteractionKdrivesKmitochondrialKsTøaseKassemblyKandKcristaeKformationYK
JournalgofgGeneralgPhysiologyWK2018WKbfaWKhhhXhia 3.4 3

112 NXmethyldeoxyadenosineKdirectsKnucleosomeKpositioningKinKTetrahymenaKvNsYKGenomegBiologyWK
2018WKbkWKcaa 18.3 26

111 ζpecificityKlandscapesKunmaskKsubmaximalKbindingKsiteKpreferencesKofKtranscriptionKfactorsYK
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2018WKbbfWKwbafigXwbafkf11.5 7

110 ”ipidKuoronaKxormationKfromKNanoparticleKInteractionsKwithKtilayersYKCheMWK2018WKeWKchakXchcd 16.2 28

109 ζtructuralKandKmechanisticKbasisKforKpreferentialKdeadenylationKofKUgKsnβNsKbyKUsbbYKNucleicgAcidsg
ResearchWK2018WKegWKbbeiiXbbfab 20.1 9

108 NetworkKanalysisKofKaKproposedKexitKpathwayKforKprotonsKtoKtheKøXsideKofKcytochromeKcKoxidaseYK
BiochimicagEtgBiophysicagActagwgBioenergeticsWK2018WKbifkWKkkhXbaaf 4.6 16

107 –icroscopicKmechanismsKthatKgovernKtheKtitrationKresponseKandKp“KvaluesKofKburiedKresiduesKinK
staphylococcalKnucleaseKmutantsYKProteins:gStructurevgFunctiongandgBioinformaticsWK2017WKifWKcgiXcib 4.2 22

106 βegulationKandKølasticityKofKuatalysisKinKwnzymeslKInsightsKfromKsnalysisKofK–echanochemicalK
uouplingKinK–yosinYKBiochemistryWK2017WKfgWKbeicXbekh 3.2 27

105 sKzybridK–olecularKvynamicsZ–ulticonformerKuontinuumKwlectrostaticsKS–vZ–uuwTKspproachKforK
theKveterminationKofKζurfaceKuhargeKofKNanomaterialsYKJournalgofgPhysicalgChemistrygCWK2017WKbcbWKdfieXdfkg3.8 12

104 IntermolecularKinteractionsKinKtheKcondensedKphaselKwvaluationKofKsemiXempiricalKquantumK
mechanicalKmethodsYKJournalgofgChemicalgPhysicsWK2017WKbehWKbgbhae 3.9 7

103 αuantifyingKtheKwlectrostaticsKofKøolycationX”ipidKtilayerKInteractionsYKJournalgofgthegAmericang
ChemicalgSocietyWK2017WKbdkWKfiaiXfibg 16.4 29

102 uavityKhydrationKdynamicsKinKcytochromeKoxidaseKandKfunctionalKimplicationsYKProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2017WKbbeWKwiidaXwiidg 11.5 19

101 tenchmarkingKdensityKfunctionalKtightKbindingKmodelsKforKbarrierKheightsKandKreactionKenergeticsK
ofKorganicKmoleculesYKJournalgofgComputationalgChemistryWK2017WKdiWKcbhbXcbif 3.5 25

100 uoverKImageWKVolumeKifWKIssueKcYKProteins:gStructurevgFunctiongandgBioinformaticsWK2017WKifWKueXue 4.2

99 ζubstrateKandKTransitionKζtateKtindingKinKslkalineKøhosphataseKsnalyzedKbyKuomputationKofK
éxygenKIsotopeKwffectsYKJournalgofgthegAmericangChemicalgSocietyWK2016WKbdiWKbbkegXfh 16.4 24

98 ζustainableKNanotechnologylKépportunitiesKandKuhallengesKforKTheoreticalZuomputationalKζtudiesYK
JournalgofgPhysicalgChemistrygBWK2016WKbcaWKhckhXdag 3.4 42

97 vifferentKstatesKofKsynaptotagminKregulateKevokedKversusKspontaneousKreleaseYKNatureg
CommunicationsWK2016WKhWKbakhb 17.4 32

96 yatingKmechanismKofKmechanosensitiveKchannelKofKlargeKconductancelKaKcoupledKcontinuumK
mechanicalXcontinuumKsolvationKapproachYKBiomechanicsgandgModelinggingMechanobiologyWK2016WKbfWKbffhXbfhg3.8 10
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95 IonicKzydrogenKtondsKandK”ipidKøackingKvefectsKvetermineKtheKtindingKérientationKandKInsertionK
vepthKofKβecsKonK–ulticomponentK”ipidKtilayersYKJournalgofgPhysicalgChemistrygBWK2016WKbcaWKieceXdh 3.4 17

94 sKcomputationalKinvestigationKonKtheKsubstrateKpreferenceKofKtenXelevenXtranslocationKcKSTwTcTYK
PhysicalgChemistrygChemicalgPhysicsWK2016WKbiWKehciXdi 3.6 16

93 uopperKéxidationZβeductionKinKWaterKandKøroteinlKζtudiesKwithKvxTtdZ––KandKVs”téNvK
–olecularKvynamicsKζimulationsYKJournalgofgPhysicalgChemistrygBWK2016WKbcaWKbikeXkba 3.4 19

92 xirstXørinciplesKUnitedKstomKxorceKxieldKforKtheKIonicK”iquidKt–I–SVTtxeSXTlKsnKslternativeKtoK
uhargeKζcalingYKJournalgofgPhysicalgChemistrygBWK2016WKbcaWKdfgaXi 3.4 52

91 ζtructureKandKdynamicsKunderlyingKelementaryKligandKbindingKeventsKinKhumanKpacemakingK
channelsYKELifeWK2016WKfWK 8.9 30

90 TowardsKaKbarrierKheightKbenchmarkKsetKforKbiologicallyKrelevantKsystemsYKPeerJWK2016WKeWKebkke 3.1 15

89 uomparisonKofKnativeKandKnonXnativeKubiquitinKoligomersKrevealsKanalogousKstructuresKandK
reactivitiesYKProteingScienceWK2016WKcfWKefgXhb 6.3 12

88 øredictingKtheKζtructureXsctivityKβelationshipKofKzydroxyapatiteXtindingKøeptidesKbyK
wnhancedXζamplingK–olecularKζimulationYKLangmuirWK2016WKdcWKhaakXcc 4 35

87 α–Z––KfreeKenergyKsimulationslKrecentKprogressKandKchallengesYKMoleculargSimulationWK2016WKecWKbafgXbahi2 63

86 øerspectivelKαuantumKmechanicalKmethodsKinKbiochemistryKandKbiophysicsYKJournalgofgChemicalg
PhysicsWK2016WKbefWKbeakab 3.9 54

85 sKcompositeKapproachKtowardsKaKcompleteKmodelKofKtheKmyosinKrodYKProteins:gStructurevgFunctiong
andgBioinformaticsWK2016WKieWKbhcXbik 4.2 8

84 ”eavingKyroupKsbilityKébservablyKsffectsKTransitionKζtateKζtructureKinKaKζingleKwnzymeKsctiveKζiteYK
JournalgofgthegAmericangChemicalgSocietyWK2016WKbdiWKhdigXke 16.4 32

83 ζemiempiricalKαuantumK–echanicalK–ethodsKforKNoncovalentKInteractionsKforKuhemicalKandK
tiochemicalKspplicationsYKChemicalgReviewsWK2016WKbbgWKfdabXdh 68.1 210

82 –ultipleKgasXphaseKconformationsKofKprolineXcontainingKpeptideslKisKitKalwaysKcisZtransK
isomerizationqYKAnalystvgTheWK2016WKbebWKeigdXk 5 5

81 InterplayKofKwlectrostaticsKandKzydrophobicKwffectsKinKtheK–etamorphicKøroteinKzumanK
”ymphotactinYKJournalgofgPhysicalgChemistrygBWK2015WKbbkWKkfehXfi 3.4 1

80
ζkipKresiduesKmodulateKtheKstructuralKpropertiesKofKtheKmyosinKrodKandKguideKthickKfilamentK
assemblyYKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2015WK
bbcWKwdiagXbf

11.5 34

79 TheKhistoneKzdKNXterminalKtaillKaKcomputationalKanalysisKofKtheKfreeKenergyKlandscapeKandKkineticsYK
PhysicalgChemistrygChemicalgPhysicsWK2015WKbhWKbdgikXki 3.6 8

78 αuantumKeffectsKinKcationKinteractionsKwithKfirstKandKsecondKcoordinationKshellKligandsKinK
metalloproteinsYKJournalgofgChemicalgTheorygandgComputationWK2015WKbbWKekkcXfaab 6.4 36
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77 ζtructuralKinsightKintoKsubstrateKpreferenceKforKTwTXmediatedKoxidationYKNatureWK2015WKfchWKbbiXcc 50.4 159

76 snionicKøhospholipidsKζtabilizeKβecsKxilamentKtundlesKinKwscherichiaKcoliYKMoleculargCellWK2015WKgaWKdheXie17.6 36

75 vxTtdKøarametrizationKforKuopperlKTheKImportanceKofKérbitalKsngularK–omentumKvependenceKofK
zubbardKøarametersYKJournalgofgChemicalgTheorygandgComputationWK2015WKbbWKecafXbk 6.4 27

74 –olecularKmechanismsKforKintrafibrillarKcollagenKmineralizationKinKskeletalKtissuesYKBiomaterialsWK
2015WKdkWKfkXgg 15.6 72

73 –icroscopicKbasisKforKkineticKgatingKinKuytochromeKcKoxidaselKinsightsKfromKα–Z––KanalysisYK
ChemicalgScienceWK2015WKgWKicgXieb 9.4 30

72 øarametrizationKofKvxTtdZdétKforKmagnesiumKandKzincKforKchemicalKandKbiologicalKapplicationsYK
JournalgofgPhysicalgChemistrygBWK2015WKbbkWKbagcXic 3.4 90

71 ImprovingKintermolecularKinteractionsKinKvxTtdKusingKextendedKpolarizationKfromK
chemicalXpotentialKequalizationYKJournalgofgChemicalgPhysicsWK2015WKbedWKaiebcd 3.9 38

70 tiologicalKβesponsesKtoKwngineeredKNanomaterialslKNeedsKforKtheKNextKvecadeYKACSgCentralg
ScienceWK2015WKbWKbbhXcd 16.8 93

69 øarameterizationKofKvxTtdZdétKforKζulfurKandKøhosphorusKforKuhemicalKandKtiologicalK
spplicationsYKJournalgofgChemicalgTheorygandgComputationWK2014WKbaWKbfbiXbfdh 6.4 195

68 αuantumKmechanicalZmolecularKmechanicalKstudiesKofKzincKhydrolasesYKInternationalgReviewsging
PhysicalgChemistryWK2014WKddWKbXeb 7 19

67 –olecularKsimulationKofKwaterKandKhydrationKeffectsKinKdifferentKenvironmentslKchallengesKandK
developmentsKforKvxTtKbasedKmodelsYKJournalgofgPhysicalgChemistrygBWK2014WKbbiWKbbaahXch 3.4 74

66 ζmallKmoleculeXmediatedKcontrolKofKhydroxyapatiteKgrowthlKfreeKenergyKcalculationsKbenchmarkedK
toKdensityKfunctionalKtheoryYKJournalgofgComputationalgChemistryWK2014WKdfWKhaXib 3.5 39

65 xreeKwnergyKualculationsKforKtheKøeripheralKtindingKofKøroteinsZøeptidesKtoKanKsnionicK–embraneYK
bYKImplicitK–embraneK–odelsYKJournalgofgChemicalgTheorygandgComputationWK2014WKbaWKciefXfk 6.4 19

64 vensityKfunctionalKtightKbindinglKvaluesKofKsemiXempiricalKmethodsKinKanKabKinitioKeraYKPhysicalg
ChemistrygChemicalgPhysicsWK2014WKbgWKbedgiXhh 3.6 98

63 ζtructuralKanalysisKandKmodelingKrevealsKnewKmechanismsKgoverningKwζuβTXIIIKspiralKfilamentK
assemblyYKJournalgofgCellgBiologyWK2014WKcagWKhgdXhh 7.3 92

62 vensityKfunctionalKtightKbindinglKapplicationKtoKorganicKandKbiologicalKmoleculesYKWileyg
InterdisciplinarygReviews:gComputationalgMoleculargScienceWK2014WKeWKekXgb 7.9 127

61 InfraredKspectralKmarkerKbandsKcharacterizingKaKtransientKwaterKwireKinsideKaKhydrophobicK
membraneKproteinYKJournalgofgChemicalgPhysicsWK2014WKbebWKccvfce 3.9 34

60 TetheredKspectroscopicKprobesKestimateKdynamicKdistancesKwithKsubnanometerKresolutionKinK
voltageXdependentKpotassiumKchannelsYKBiophysicalgJournalWK2013WKbafWKchceXdc 2.9 9

(2013-2015)
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59 sKcomparisonKofKcoarseXgrainedKandKcontinuumKmodelsKforKmembraneKbendingKinKlipidKbilayerK
fusionKporesYKBiophysicalgJournalWK2013WKbaeWKiebXfc 2.9 23

58 snKwxplicitKuonsiderationKofKvesolvationKisKuriticalKtoKtindingKxreeKwnergyKualculationsKofKuhargedK
–oleculesKatKIonicKζurfacesYKJournalgofgChemicalgTheorygandgComputationWK2013WKkWKfafkXgk 6.4 28

57
uhangingKhydrationKlevelKinKanKinternalKcavityKmodulatesKtheKprotonKaffinityKofKaKkeyKglutamateKinK
cytochromeKcKoxidaseYKProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaWK2013WKbbaWKbiiigXkb

11.5 45

56
uhargingKfreeKenergyKcalculationsKusingKtheKyeneralizedKζolventKtoundaryKøotentialKSyζtøTKandK
periodicKboundaryKconditionlKaKcomparativeKanalysisKusingKionKsolvationKandKoxidationKfreeKenergyK
inKproteinsYKJournalgofgPhysicalgChemistrygBWK2013WKbbhWKcaafXbi

3.4 26

55 WhyKdoKarginineKandKlysineKorganizeKlipidsKdifferentlyqKInsightsKfromKcoarseXgrainedKandKatomisticK
simulationsYKJournalgofgPhysicalgChemistrygBWK2013WKbbhWKbcbefXfg 3.4 52

54
ζtabilizationKofKdifferentKtypesKofKtransitionKstatesKinKaKsingleKenzymeKactiveKsitelKα–Z––KanalysisK
ofKenzymesKinKtheKalkalineKphosphataseKsuperfamilyYKJournalgofgthegAmericangChemicalgSocietyWK2013
WKbdfWKbaefhXgk

16.4 77

53 yenerationKandKsensingKofKmembraneKcurvaturelKWhereKmaterialsKscienceKandKbiophysicsKmeetYK
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