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k Paper IF Citations

162 tyrR““dgmkKanKimprovedKforceKfieldKforKfoldedKandKintrinsicallyKdisorderedKproteinsYKNatureg
MethodsWK2017WKbeWKhbXhd 21.6 1819

161 “olecularKanatomyKofKaKtraffickingKorganelleYKCellWK2006WKbchWKidbXeg 56.2 1670

160 RecognitionKdynamicsKupKtoKmicrosecondsKrevealedKfromKanKRutXderivedKubiquitinKensembleKinK
solutionYKScienceWK2008WKdcaWKbehbXf 33.3 872

159 —redictingKslowKstructuralKtransitionsKinKmacromolecularKsystemskKtonformationalKfloodingYKPhysicalg
ReviewgEWK1995WKfcWKcijdXcjag 2.4 502

158 ·tructuralKvnsemblesKofKzntrinsicallyKuisorderedK—roteinsKuependK·tronglyKonKworceKwieldkKrK
tomparisonKtoKvxperimentYKJournalgofgChemicalgTheorygandgComputationWK2015WKbbWKffbdXce 6.4 281

157 xeneralizedKcorrelationKforKbiomolecularKdynamicsYKProteins:gStructureugFunctiongandgBioinformaticsWK
2006WKgcWKbafdXgb 4.2 278

156 öheKdynamicsKandKenergeticsKofKwaterKpermeationKandKprotonKexclusionKinKaquaporinsYKCurrentg
OpiniongingStructuralgBiologyWK2005WKbfWKbhgXid 8.1 242

155 öheKmechanismKofKprotonKexclusionKinKtheKaquaporinXbKwaterKchannelYKJournalgofgMoleculargBiologyWK
2003WKdddWKchjXjd 6.5 233

154 KineticsWKstatisticsWKandKenergeticsKofKlipidKmembraneKelectroporationKstudiedKbyKmolecularK
dynamicsKsimulationsYKBiophysicalgJournalWK2008WKjfWKbidhXfa 2.9 230

153 ·tructureKandKfunctionKofKwaterKchannelsYKCurrentgOpiniongingStructuralgBiologyWK2002WKbcWKfajXbf 8.1 227

152 ·tructureKandKmechanismKofKtheKreversibleKphotoswitchKofKaKfluorescentKproteinYKProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2005WKbacWKbdahaXe 11.5 222

151 “echanicallyKinducedKtitinKkinaseKactivationKstudiedKbyKforceXprobeKmolecularKdynamicsK
simulationsYKBiophysicalgJournalWK2005WKiiWKhjaXiae 2.9 181

150 “embraneKfusionYKCurrentgOpiniongingCellgBiologyWK2002WKbeWKeiiXjf 9 167

149 “ultistepKbindingKofKdivalentKcationsKtoKphospholipidKbilayerskKaKmolecularKdynamicsKstudyYK
AngewandtegChemiegvgInternationalgEditionWK2004WKedWKbacbXe 16.4 164

148 uynamicKforceKspectroscopyKofKmolecularKadhesionKbondsYKPhysicalgReviewgLettersWK2000WKieWKgbcgXj 7.4 145

147 öheKcabiKbiomembraneKcurvatureKandKremodelingKroadmapYKJournalgPhysicsgD:gAppliedgPhysicsWK
2018WKfbWK 3 133

146 sestKbangKforKyourKbuckkKx—üKnodesKforKxR–“rt·KbiomolecularKsimulationsYKJournalgofg
ComputationalgChemistryWK2015WKdgWKbjjaXcaai 3.5 130
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145 tonstantKpyK“olecularKuynamicsKinKvxplicitK·olventKwithK˛»XuynamicsYKJournalgofgChemicalgTheoryg
andgComputationWK2011WKhWKbjgcXbjhi 6.4 130

144 “oreKbangKforKyourKbuckkKzmprovedKuseKofKx—üKnodesKforKxR–“rt·KcabiYKJournalgofg
ComputationalgChemistryWK2019WKeaWKcebiXcedb 3.5 122

143 vssentialKdynamicsKofKreversibleKpeptideKfoldingkKmemoryXfreeKconformationalKdynamicsKgovernedK
byKinternalKhydrogenKbondsYKJournalgofgMoleculargBiologyWK2001WKdajWKcjjXdbd 6.5 119

142 vnergyKbarriersKandKdrivingKforcesKinKtR”rKtranslocationKthroughKtheKribosomeYKNaturegStructuralg
andgMoleculargBiologyWK2013WKcaWKbdjaXg 17.6 117

141 rKrefinedKstructureKofKhumanKaquaporinXbYKFEBSgLettersWK2001WKfaeWKcagXbb 3.8 110

140 yowK·”rRvKmoleculesKmediateKmembraneKfusionkKrecentKinsightsKfromKmolecularKsimulationsYK
CurrentgOpiniongingStructuralgBiologyWK2012WKccWKbihXjg 8.1 109

139 taughtKinKtheKactkKvisualizationKofK·”rRvXmediatedKfusionKeventsKinKmolecularKdetailYKChemBioChem
WK2011WKbcWKbaejXff 3.8 109

138 wullKcorrelationKanalysisKofKconformationalKproteinKdynamicsYKProteins:gStructureugFunctiongandg
BioinformaticsWK2008WKhaWKbcjeXdbc 4.2 108

137 “echanicalKpropertiesKofKtheKicosahedralKshellKofKsouthernKbeanKmosaicKviruskKaKmolecularKdynamicsK
studyYKBiophysicalgJournalWK2009WKjgWKbdfaXgd 2.9 102

136 ·peedingKupKparallelKxR–“rt·KonKhighXlatencyKnetworksYKJournalgofgComputationalgChemistryWK
2007WKciWKcahfXie 3.5 98

135 ·tructuralKheterogeneityKandKquantitativeKwRvöKefficiencyKdistributionsKofKpolyprolinesKthroughKaK
hybridKatomisticKsimulationKandK“onteKtarloKapproachYKPLoSgONEWK2011WKgWKebjhjb 3.7 95

134 yydrophobicKmismatchKsortsK·”rRvKproteinsKintoKdistinctKmembraneKdomainsYKNatureg
CommunicationsWK2015WKgWKfjie 17.4 89

133 thromophoreKprotonationKstateKcontrolsKphotoswitchingKofKtheKfluoroproteinKasw—fjfYKPLoSg
ComputationalgBiologyWK2008WKeWKebaaaade 5 89

132 —hotoswitchingKofKtheKfluorescentKproteinKasw—fjfkKmechanismWKprotonKpathwaysWKandKabsorptionK
spectraYKAngewandtegChemiegvgInternationalgEditionWK2007WKegWKfdaXg 16.4 89

131 tollectiveKLangevinKdynamicsKofKconformationalKmotionsKinKproteinsYKJournalgofgChemicalgPhysicsWK
2006WKbceWKcbejad 3.9 89

130 βaterKpermeationKthroughKgramicidinKrkKdesformylationKandKtheKdoubleKhelixkKaKmolecularK
dynamicsKstudyYKBiophysicalgJournalWK2002WKicWKcjdeXec 2.9 80

129 uynamicsKandKenergeticsKofKpermeationKthroughKaquaporinsYKβhatKdoKweKlearnKfromKmolecularK
dynamicsKsimulationspYKHandbookgofgExperimentalgPharmacologyWK2009WKfhXhg 3.2 76

128 ·tructuralKsasisKforK—olyprolineX“ediatedKRibosomeK·tallingKandKRescueKbyKtheKöranslationK
vlongationKwactorKvwX—YKMoleculargCellWK2017WKgiWKfbfXfchYeg 17.6 73

(2017-2011)
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127 vxpansionKofKtheKfusionKstalkKandKitsKimplicationKforKbiologicalKmembraneKfusionYKProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2014WKbbbWKbbaedXi 11.5 72

126  uantitativeKstructuralKanalysisKofKimportinX˛†KflexibilitykKparadigmKforKsolenoidKproteinKstructuresYK
StructureWK2010WKbiWKbbhbXid 5.2 72

125 üreaKimpedesKtheKhydrophobicKcollapseKofKpartiallyKunfoldedKproteinsYKBiophysicalgJournalWK2009WKjgWKdheeXfc2.9 68

124 rccuracyKandKconvergenceKofKfreeKenergyKdifferencesKcalculatedKfromKnonequilibriumKswitchingK
processesYKJournalgofgComputationalgChemistryWK2009WKdaWKeehXfg 3.5 66

123 rKcombinedKcryoXv“KandKmolecularKdynamicsKapproachKrevealsKtheKmechanismKofKvrmsLXmediatedK
translationKarrestYKNaturegCommunicationsWK2016WKhWKbcacg 17.4 66

122 vxploringKproteinKdynamicsKspacekKtheKdynasomeKasKtheKmissingKlinkKbetweenKproteinKstructureKandK
functionYKPLoSgONEWK2012WKhWKeddjdb 3.7 65

121 öheKpathwayKtoKxö—aseKactivationKofKelongationKfactorK·elsKonKtheKribosomeYKNatureWK2016WKfeaWKiaXif 50.4 63

120 —olarKorKapolarXXtheKroleKofKpolarityKforKureaXinducedKproteinKdenaturationYKPLoSgComputationalg
BiologyWK2008WKeWKebaaaccb 5 61

119 “echanicalKcouplingKviaKtheKmembraneKfusionK·”rRvKproteinKsyntaxinKbrkKaKmolecularKdynamicsK
studyYKBiophysicalgJournalWK2003WKieWKbfchXeh 2.9 60

118 “olecularKbasisKofKtheKlightXdrivenKswitchingKofKtheKphotochromicKfluorescentKproteinK—adronYK
JournalgofgBiologicalgChemistryWK2010WKcifWKbegadXj 5.4 58

117 KinaseXactivityXindependentKfunctionsKofKatypicalKproteinKkinaseKtKinKurosophilaYKJournalgofgCellg
ScienceWK2009WKbccWKdhfjXhb 5.3 58

116 “aximumKlikelihoodKtrajectoriesKfromKsingleKmoleculeKfluorescenceKresonanceKenergyKtransferK
experimentsYKJournalgofgChemicalgPhysicsWK2003WKbbjWKjjcaXjjce 3.9 57

115 —redictingKunimolecularKchemicalKreactionskKthemicalKfloodingYKJournalgofgChemicalgPhysicsWK2002WK
bbgWKijhXjaf 3.9 56

114
yeterogeneousKandKrateXdependentKstreptavidinXbiotinKunbindingKrevealedKbyKhighXspeedKforceK
spectroscopyKandKatomisticKsimulationsYKProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaWK2019WKbbgWKgfjeXggab

11.5 55

113 vstimatingKabsoluteKconfigurationalKentropiesKofKmacromoleculeskKtheKminimallyKcoupledKsubspaceK
approachYKPLoSgONEWK2010WKfWKejbhj 3.7 53

112 rnKunusualKhydrophobicKcoreKconfersKextremeKflexibilityKtoKyvröKrepeatKproteinsYKBiophysicalg
JournalWK2010WKjjWKbfjgXgad 2.9 53

111 wloodingKinKxR–“rt·kKacceleratedKbarrierKcrossingsKinKmolecularKdynamicsYKJournalgofg
ComputationalgChemistryWK2006WKchWKbgjdXhac 3.5 53

110 LineXtensionKcontrolledKmechanismKforKinfluenzaKfusionYKPLoSgONEWK2012WKhWKedidac 3.7 51
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109 vngineeringKfattyKacidKsynthasesKforKdirectedKpolyketideKproductionYKNaturegChemicalgBiologyWK2017WK
bdWKdgdXdgf 11.7 50

108 ·tructuralKbasisKforKcooperativityKofKtR“bKexportKcomplexKformationYKProceedingsgofgthegNationalg
AcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2013WKbbaWKjgaXf 11.5 50

107 do_xddnakKaKtoolKtoKanalyzeKstructuralKfluctuationsKofKdsu”rKorKdsR”rKfromKmolecularKdynamicsK
simulationsYKBioinformaticsWK2015WKdbWKcfidXf 7.2 49

106 rnomalousKsurfaceKdiffusionKofKprotonsKonKlipidKmembranesYKBiophysicalgJournalWK2014WKbahWKhgXih 2.9 46

105 vlasticKpropertiesKofKphotoswitchableKazobenzeneKpolymersKfromKmolecularKdynamicsKsimulationsYK
AngewandtegChemiegvgInternationalgEditionWK2007WKegWKccdcXh 16.4 46

104 ueterminingKequilibriumKconstantsKforKdimerizationKreactionsKfromKmolecularKdynamicsK
simulationsYKJournalgofgComputationalgChemistryWK2011WKdcWKbjbjXci 3.5 45

103 öheKstructureKofKtheKaquaporinXbKwaterKchannelkKaKcomparisonKbetweenKcryoXelectronKmicroscopyK
andKλXrayKcrystallographyYKJournalgofgMoleculargBiologyWK2003WKdcfWKeifXjd 6.5 45

102 zmportinXbetakKstructuralKandKdynamicKdeterminantsKofKaKmolecularKspringYKStructureWK2008WKbgWKjagXbf 5.2 44

101 öorsionalKelasticityKandKenergeticsKofKwbXrö—aseYKProceedingsgofgthegNationalgAcademygofgSciencesgofg
thegUnitedgStatesgofgAmericaWK2011WKbaiWKheaiXbd 11.5 41

100 —roteinsKinKtheKgasKphaseYKWileygInterdisciplinarygReviews:gComputationalgMoleculargScienceWK2013WKdWKeaiXecf7.9 40

99  uantitativeKassessmentKofKproteinKinteractionKwithKmethylXlysineKanaloguesKbyKhybridK
computationalKandKexperimentalKapproachesYKACSgChemicalgBiologyWK2012WKhWKbfaXe 4.9 38

98 tonformationalKdynamicsKofKtheKwbXrö—aseKbetaXsubunitkKaKmolecularKdynamicsKstudyYKBiophysicalg
JournalWK2003WKifWKbeicXjb 2.9 38

97 rutomatedKcryoXv“KstructureKrefinementKusingKcorrelationXdrivenKmolecularKdynamicsYKELifeWK2019WK
iWK 8.9 38

96 vstimationKofKabsoluteKsolventKandKsolvationKshellKentropiesKviaKpermutationKreductionYKJournalgofg
ChemicalgPhysicsWK2007WKbcgWKabebac 3.9 37

95 KeepKztKwlexiblekKurivingK“acromolecularKRotaryK“otionsKinKrtomisticK·imulationsKwithKxR–“rt·YK
JournalgofgChemicalgTheorygandgComputationWK2011WKhWKbdibXbdjd 6.4 33

94 LinearXscalingKsoftXcoreKschemeKforKalchemicalKfreeKenergyKcalculationsYKJournalgofgComputationalg
ChemistryWK2012WKddWKcfXdd 3.5 32

93 —rimaryKstepsKofKpyXdependentKinsulinKaggregationKkineticsKareKgovernedKbyKconformationalK
flexibilityYKChemBioChemWK2009WKbaWKbibgXcc 3.8 31

92 “ultipleKtimeKstepKalgorithmsKforKmolecularKdynamicsKsimulationsKofKproteinskKyowKgoodKareKtheypYK
JournalgofgComputationalgChemistryWK1998WKbjWKbfdeXbffc 3.5 31

(1998-2017)
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91 —spwXbindingKdomainK—sprbXbeeKandKtheK—spr´•wKcomplexkK”ewKinsightsKintoKtheK
coiledXcoilXdependentKregulationKofKrrrVKproteinsYKMoleculargMicrobiologyWK2015WKjiWKhedXfj 4.1 30

90 öheKfoldKofKhumanKaquaporinKbYKJournalgofgMoleculargBiologyWK2000WKdaaWKjihXje 6.5 30

89
r“svRXuYv·kKtharacterizationKofKthargeKwluctuationsKandKworceKwieldK—arameterizationKofK
wluorescentKuyesKforK“olecularKuynamicsK·imulationsYKJournalgofgChemicalgTheorygandgComputationWK
2014WKbaWKffafXbc

6.4 29

88 wluctuationsKofKprimaryKubiquitinKfoldingKintermediatesKinKaKforceKclampYKJournalgofgStructuralg
BiologyWK2007WKbfhWKffhXgj 3.4 27

87 LipidKbindingKdefectsKandKperturbedKsynaptogenicKactivityKofKaKtollybistinKRcjayKmutantKthatK
causesKepilepsyKandKintellectualKdisabilityYKJournalgofgBiologicalgChemistryWK2015WKcjaWKicfgXha 5.4 26

86 g_contactskKwastKcontactKsearchKinKbioXmolecularKensembleKdataYKComputergPhysicsgCommunicationsWK
2013WKbieWKcifgXcifj 4.2 26

85 rKhighlyKstrainedKnuclearKconformationKofKtheKexportinKtsebpKrevealedKbyKmolecularKdynamicsK
simulationsYKStructureWK2006WKbeWKbegjXhi 5.2 26

84 “icrotubuleKassemblyKgovernedKbyKtubulinKallostericKgainKinKflexibilityKandKlatticeKinducedKfitYKELifeWK
2018WKhWK 8.9 26

83 —hotoswitchingKofKtheKwluorescentK—roteinKasw—fjfkK“echanismWK—rotonK—athwaysWKandKrbsorptionK
·pectraYKAngewandtegChemieWK2007WKbbjWKfdgXfec 3.6 25

82 ·tructureKdeterminationKfromKsingleKmoleculeKλXrayKscatteringKwithKthreeKphotonsKperKimageYK
NaturegCommunicationsWK2018WKjWKcdhf 17.4 25

81 “olecularKdynamicsKsimulationsKofKproteinKxKchallengeK”“RXderivedKcorrelatedKbackboneKmotionsYK
AngewandtegChemiegvgInternationalgEditionWK2005WKeeWKddjeXj 16.4 24

80 uynamicKcontactKnetworkKbetweenKribosomalKsubunitsKenablesKrapidKlargeXscaleKrotationKduringK
spontaneousKtranslocationYKNucleicgAcidsgResearchWK2015WKedWKghehXga 20.1 23

79 —rimaryKchangesKofKtheKmechanicalKpropertiesKofK·outhernKseanK“osaicKαirusKuponKcalciumK
removalYKBiophysicalgJournalWK2010WKjiWKgihXjf 2.9 23

78 thargeX”eutralKtonstantKpyK“olecularKuynamicsK·imulationsKüsingKaK—arsimoniousK—rotonKsufferYK
JournalgofgChemicalgTheorygandgComputationWK2016WKbcWKbaeaXfb 6.4 22

77 ·v·trkK—redictingKtircularKuichroismK·pectraKfromK—roteinK“olecularK·tructuresYKJournalgofg
ChemicalgTheorygandgComputationWK2019WKbfWKfaihXfbac 6.4 22

76 rKMforceKbufferMKprotectingKimmunoglobulinKtitinYKAngewandtegChemiegvgInternationalgEditionWK2010WK
ejWKdfciXdb 16.4 22

75 tationicKandKrnionicKzmpactKonKtheKvlectronicK·tructureKofKLiquidKβaterYKJournalgofgPhysicalg
ChemistrygLettersWK2017WKiWKdhfjXdhge 6.4 21

74 rKx—üXrcceleratedKwastK“ultipoleK“ethodKforKxR–“rt·kK—erformanceKandKrccuracyYKJournalgofg
ChemicalgTheorygandgComputationWK2020WKbgWKgjdiXgjej 6.4 21
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73 ”u·olKâ��K”umericalKsolverKforKtheKduKstationaryKnuclearK·chrˆ¶dingerKequationYKComputergPhysicsg
CommunicationsWK2016WKbjiWKbgjXbhi 4.2 20

72 wreeKenergyKlandscapeKofKrimXporeKexpansionKinKmembraneKfusionYKBiophysicalgJournalWK2014WKbahWKccihXjf2.9 20

71 vlasticKpropertiesKandKheterogeneousKstiffnessKofKtheKphicjKmotorKconnectorKchannelYKBiophysicalg
JournalWK2014WKbagWKbddiXei 2.9 19

70 rdaptiveKanisotropicKkernelsKforKnonparametricKestimationKofKabsoluteKconfigurationalKentropiesKinK
highXdimensionalKconfigurationKspacesYKPhysicalgReviewgEWK2009WKiaWKabbjbd 2.4 19

69 “olecularKsimulationsKofKtheKribosomeKandKassociatedKtranslationKfactorsYKCurrentgOpinionging
StructuralgBiologyWK2018WKejWKchXdf 8.1 19

68 rctiveKroleKofKelongationKfactorKxKinKmaintainingKtheKmR”rKreadingKframeKduringKtranslationYK
SciencegAdvancesWK2019WKfWKeaaxiada 14.3 18

67 αelocityXdependentKmechanicalKunfoldingKofKbacteriorhodopsinKisKgovernedKbyKaKdynamicK
interactionKnetworkYKBiophysicalgJournalWK2011WKbaaWKbbajXbj 2.9 17

66 öowardsKcomputationalKspecificityKscreeningKofKu”rXbindingKproteinsYKNucleicgAcidsgResearchWK2011WK
djWKicibXja 20.1 17

65 öhermodynamicKcontrolKofKXbKprogrammedKribosomalKframeshiftingYKNaturegCommunicationsWK2019WK
baWKefji 17.4 16

64 ·tructuralKdeterminantsKandKmechanismKofKmammalianKtR“bKallosteryYKStructureWK2013WKcbWKbdfaXga 5.2 16

63 “uKsimulationsKandKwRvöKrevealKanKenvironmentXsensitiveKconformationalKplasticityKofKimportinX˛†YK
BiophysicalgJournalWK2015WKbajWKchhXig 2.9 15

62 öatstXindependentKöatr_öatKsubstrateKinteractionsKcontributeKtoKtransportKefficiencyYKPLoSgONEWK
2015WKbaWKeabbjhgb 3.7 15

61 öheKLowKsarrierKyydrogenKsondKinKtheK—hotoactiveKYellowK—roteinkKrKαacuumKrrtifactKrbsentKinKtheK
trystalKandK·olutionYKJournalgofgthegAmericangChemicalgSocietyWK2016WKbdiWKbggcaXbggdb 16.4 15

60 worceKdistributionKanalysisKofKmechanochemicallyKreactiveKdimethylcyclobuteneYKChemPhysChemWK
2013WKbeWKcgihXjh 3.2 14

59 vlasticK—ropertiesKofK—hotoswitchableKrzobenzeneK—olymersKfromK“olecularKuynamicsK·imulationsYK
AngewandtegChemieWK2007WKbbjWKccicXccih 3.6 14

58 “echanochemicalKvnergyKöransductionKduringKtheK“ainKRotaryK·tepKinKtheK·ynthesisKtycleKofK
wXrö—aseYKJournalgofgthegAmericangChemicalgSocietyWK2017WKbdjWKeacfXeade 16.4 13

57 vxploitingKLipidK—ermutationK·ymmetryKtoKtomputeK“embraneKRemodelingKwreeKvnergiesYKPhysicalg
ReviewgLettersWK2016WKbbhWKbiibac 7.4 13

56
rccurateKöhreeK·tatesK“odelKforKrminoKrcidsKwithKöwoKthemicallyKtoupledKöitratingK·itesKinK
vxplicitK·olventKrtomisticKtonstantKpyK·imulationsKandKpKSaTKtalculationsYKJournalgofgChemicalg
TheorygandgComputationWK2017WKbdWKbehXbga

6.4 12
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55 sayesianKorientationKestimateKandKstructureKinformationKfromKsparseKsingleXmoleculeKxXrayK
diffractionKimagesYKPhysicalgReviewgEWK2014WKjaWKacchbe 2.4 12

54
·patiotemporalKResolutionKofKtonformationalKthangesKinKsiomoleculesKbyKtombiningK—ulsedK
vlectronXvlectronKuoubleKResonanceK·pectroscopyKwithK“icrosecondKwreezeXyyperquenchingYK
JournalgofgthegAmericangChemicalgSocietyWK2021WKbedWKgjibXgjij

16.4 12

53 ·haringKuataKfromK“olecularK·imulationsYKJournalgofgChemicalgInformationgandgModelingWK2019WKfjWKeajdXeajj6.1 11

52 öransientK·econdaryKandKöertiaryK·tructureKwormationKKineticsKinKtheKzntrinsicallyKuisorderedK·tateK
ofK˛–X·ynucleinKfromKrtomisticK·imulationsYKChemPhysChemWK2018WKbjWKcfahXcfbb 3.2 11

51 üniversalKrelaxationKgovernsKtheKnonequilibriumKelasticityKofKbiomoleculesYKPhysicalgReviewgLettersWK
2012WKbajWKbbidae 7.4 11

50 ueterminingKwreeXvnergyKuifferencesKöhroughKαariationallyKuerivedKzntermediatesYKJournalgofg
ChemicalgTheorygandgComputationWK2020WKbgWKdfaeXdfbc 6.4 10

49 βhatKhappensKifKtheKroomKatKtheKbottomKrunsKoutpKrKcloseKlookKatKsmallKwaterKporesYKProceedingsgofg
thegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2003WKbaaWKhecbXc 11.5 10

48 sindingKaffinitiesKcontrolledKbyKshiftingKconformationalKequilibriakKopportunitiesKandKlimitationsYK
BiophysicalgJournalWK2015WKbaiWKcfifXcfja 2.9 9

47 tomputingK·patiallyKResolvedKRotationalKyydrationKvntropiesKfromKrtomisticK·imulationsYKJournalg
ofgChemicalgTheorygandgComputationWK2020WKbgWKbaiXbbi 6.4 8

46 —hicjKtonnectorXu”rKznteractionsKxovernKu”rKtrunchingKandKRotationWK·upportingKtheK
theckXαalveK“odelYKBiophysicalgJournalWK2016WKbbaWKeffXegj 2.9 8

45 “olecularKdeterminantsKofKsnurportinKbKligandKaffinityKandKstructuralKresponseKuponKbindingYK
BiophysicalgJournalWK2009WKjhWKfibXj 2.9 6

44 “icrotubuleKinstabilityKdrivenKbyKlongitudinalKandKlateralKstrainKpropagationYKPLoSgComputationalg
BiologyWK2020WKbgWKebaaibdc 5 6

43 ·tructuralKandKmechanisticKbasisKforKtranslationKinhibitionKbyKmacrolideKandKketolideKantibioticsYK
NaturegCommunicationsWK2021WKbcWKeegg 17.4 6

42 tR”rKuissociationKfromKvwXöuKafterKxö—KyydrolysiskK—rimaryK·tepsKandKrntibioticKznhibitionYK
BiophysicalgJournalWK2020WKbbiWKbfbXbgb 2.9 5

41 —er|“utkK·patiallyKResolvedKyydrationKvntropiesKfromKrtomisticK·imulationsYKJournalgofgChemicalg
TheorygandgComputationWK2021WKbhWKcajaXcaji 6.4 5

40 rK uantitativeK“odelKforKcr“—KsindingKtoKtheKsindingKuomainKofK“loKbYKBiophysicalgJournalWK2016WK
bbbWKbggiXbghi 2.9 4

39 yowKproteinsKopenKfusionKporeskKinsightsKfromKmolecularKsimulationsYKEuropeangBiophysicsgJournalWK
2021WKfaWKchjXcjd 1.9 4

38 ·equentialKβaterKandKyeadgroupK“ergerkK“embraneK—orationK—athsKandKvnergeticsKfromK“uK
·imulationsYKBiophysicalgJournalWK2020WKbbjWKcebiXceda 2.9 4
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37 yowKaccurateKisKcircularKdichroismXbasedKmodelKvalidationpYKEuropeangBiophysicsgJournalWK2020WKejWKejhXfba1.9 4

36 thoiceKofKfluorophoreKaffectsKdynamicKu”rKnanostructuresYKNucleicgAcidsgResearchWK2021WKejWKebigXebjf20.1 4

35 αariationallyKderivedKintermediatesKforKcorrelatedKfreeXenergyKestimatesKbetweenKintermediateK
statesYKPhysicalgReviewgEWK2020WKbacWKaeddbc 2.4 3

34 —robingKtheKrccuracyKofKvxplicitK·olventKtonstantKpyK“olecularKuynamicsK·imulationsKforK—eptidesYK
JournalgofgChemicalgTheorygandgComputationWK2020WKbgWKcfgbXcfgj 6.4 3

33 vstimatingKtheK–rientationalKvntropyKofKβaterKatK—roteinKznterfacesYKBiophysicalgJournalWK2011WKbaaWKgbda2.9 3

32 “olekulareK”anomaschinenKunterKderKLupekK—roteindynamikX·imulationenYKPhysikgingUnserergZeitWK
2006WKdhWKhdXhj 0.1 3
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