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140 sontrolJofJionJselectivityJinJpotassiumJchannelsJbyJelectrostaticJandJdynamicJpropertiesJofJcarbonylJ
ligandsXJNatureVJ2004VJdcaVJhcZWd 50.4 453

139 áolecularJdynamicsJstudyJofJhydrationJinJethanolWwaterJmixturesJusingJaJpolarizableJforceJfieldXJ
JournaleofePhysicaleChemistryeBVJ2005VJaZiVJfgZeWac 3.4 246

138 yonJpermeationJthroughJtheJalphaWhemolysinJchanneljJtheoreticalJstudiesJbasedJonJrrownianJ
dynamicsJandJPoissonWβernstWPlankJelectrodiffusionJtheoryXJBiophysicaleJournalVJ2004VJhgVJbbiiWcZi 2.9 163

137 umergingJtiversityJinJLipidWProteinJynteractionsXJChemicaleReviewsVJ2019VJaaiVJeggeWehdh 68.1 163

136 sontrolJofJionJselectivityJinJLeuTjJtwoJβaUJbindingJsitesJwithJtwoJdifferentJmechanismsXJJournaleofe
MoleculareBiologyVJ2008VJcggVJhZdWah 6.5 160

135 ymportanceJofJhydrationJandJdynamicsJonJtheJselectivityJofJtheJ–csqJandJβa–JchannelsXJJournaleofe
GeneralePhysiologyVJ2007VJabiVJaceWdc 3.4 159

134 yonJselectivityJinJpotassiumJchannelsXJBiophysicaleChemistryVJ2006VJabdVJbgiWia 3.5 144

133 yonJselectivityJinJchannelsJandJtransportersXJJournaleofeGeneralePhysiologyVJ2011VJacgVJdaeWbf 3.4 127

132 qtomicJLevelJqnisotropyJinJtheJulectrostaticJáodelingJofJLoneJPairsJforJaJPolarizableJvorceJvieldJ
rasedJonJtheJslassicalJtrudeJδscillatorXJJournaleofeChemicaleTheoryeandeComputationVJ2006VJbVJaehgWig 6.4 123

131 vreeJenergyJdecompositionJofJproteinWproteinJinteractionsXJBiophysicaleJournalVJ2001VJhaVJgcgWeZ 2.9 97

130 RepresentationJofJyonWProteinJynteractionsJUsingJtheJtrudeJPolarizableJvorceWvieldXJJournaleofe
PhysicaleChemistryeBVJ2015VJaaiVJidZaWaf 3.4 80

129 yonWcontrolledJconformationalJdynamicsJinJtheJoutwardWopenJtransitionJfromJanJoccludedJstateJofJ
LeuTXJBiophysicaleJournalVJ2012VJaZcVJhghWhh 2.9 77

128 ydentificationJofJnovelJcholesterolWbindingJregionsJinJ–irbJchannelsXJJournaleofeBiologicaleChemistryVJ
2013VJbhhVJcaaedWfd 5.4 77

127
sombinedJreceptorJandJligandWbasedJapproachJtoJtheJuniversalJpharmacophoreJmodelJ
developmentJforJstudiesJofJdrugJblockadeJtoJtheJhuRwaJporeJdomainXJJournaleofeChemicale
InformationeandeModelingVJ2011VJeaVJdfcWgd

6.1 77

126
uvidenceJforJaJthirdJsodiumWbindingJsiteJinJglutamateJtransportersJsuggestsJanJionYsubstrateJ
couplingJmodelXJProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVJ
2010VJaZgVJaciabWg

11.5 69

125 TwoJmechanismsJofJionJselectivityJinJproteinJbindingJsitesXJProceedingseofetheeNationaleAcademyeofe
ScienceseofetheeUnitedeStateseofeAmericaVJ2010VJaZgVJbZcbiWcd 11.5 69

124
áodelingJofJopenVJclosedVJandJopenWinactivatedJstatesJofJtheJhuRwaJchanneljJstructuralJ
mechanismsJofJtheJstateWdependentJdrugJbindingXJJournaleofeChemicaleInformationeandeModelingVJ
2012VJebVJbgfZWgd
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123 qJthreeWdimensionalJmodelJofJaJgroupJyyJintronJRβqJandJitsJinteractionJwithJtheJintronWencodedJ
reverseJtranscriptaseXJMoleculareCellVJ2008VJcZVJdgbWhe 17.6 60

122 xydrophobicJplugJfunctionsJasJaJgateJinJvoltageWgatedJprotonJchannelsXJProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaVJ2014VJaaaVJubgcWhb 11.5 59

121 áolecularJmechanismJofJionWionJandJionWsubstrateJcouplingJinJtheJβaUWdependentJleucineJ
transporterJLeuTXJBiophysicaleJournalVJ2008VJieVJdfacWba 2.9 52

120 PotassiumJchannelsJinJtheJheartjJstructureVJfunctionJandJregulationXJJournaleofePhysiologyVJ2017VJ
eieVJbbZiWbbbh 3.9 49

119 surrentJstateJofJtheoreticalJandJexperimentalJstudiesJofJtheJvoltageWdependentJanionJchannelJ
RVtqsSXJBiochimicaeEteBiophysicaeActaeteBiomembranesVJ2016VJahehVJagghWiZ 3.8 49

118 TheJroleJofJlocalJhydrationJandJhydrogenWbondingJdynamicsJinJionJandJsoluteJreleaseJfromJ
ionWcoupledJsecondaryJtransportersXJBiochemistryVJ2011VJeZVJahdhWef 3.2 47

117 SodiumJchannelJselectivityJandJconductionjJprokaryotesJhaveJdevisedJtheirJownJmolecularJstrategyXJ
JournaleofeGeneralePhysiologyVJ2014VJadcVJaegWga 3.4 46

116
yvabradineJprolongsJphaseJcJofJcardiacJrepolarizationJandJblocksJtheJhuRwaJR–sβxbSJcurrentJoverJaJ
concentrationWrangeJoverlappingJwithJthatJrequiredJtoJblockJxsβdXJJournaleofeMoleculareande
CellulareCardiologyVJ2015VJheVJgaWh

5.8 46

115 qTPJtransportJthroughJVtqsJandJtheJVtqsWtubulinJcomplexJprobedJbyJequilibriumJandJ
nonequilibriumJátJsimulationsXJBiochemistryVJ2013VJebVJibdfWef 3.2 45

114 RelativeJvreeJunergiesJforJxydrationJofJáonovalentJyonsJfromJQáJandJQáYááJSimulationsXJ
JournaleofeChemicaleTheoryeandeComputationVJ2013VJiVJdafeWge 6.4 45

113 ynsightsJintoJtheJmolecularJmechanismJofJhuRwaJchannelJactivationJandJblockadeJbyJdrugsXJCurrente
MedicinaleChemistryVJ2010VJagVJceadWcb 4.3 45

112 TheJmolecularJmechanismJofJionWdependentJgatingJinJsecondaryJtransportersXJPLoSeComputationale
BiologyVJ2013VJiVJeaZZcbif 5 44

111 StructuralJrefinementJofJtheJhuRwaJporeJandJvoltageWsensingJdomainsJwithJRδSuTTqWmembraneJ
andJmolecularJdynamicsJsimulationsXJProteins:eStructureseFunctioneandeBioinformaticsVJ2010VJghVJbibbWcd 4.2 44

110 TheJRoleJofJqtomicJPolarizationJinJtheJThermodynamicsJofJshloroformJPartitioningJtoJLipidJ
rilayersXJJournaleofeChemicaleTheoryeandeComputationVJ2012VJhVJfahWbh 6.4 42

109 TheJRs–bJdomainJusesJaJcoordinationJsiteJpresentJinJ–irJchannelsJtoJconferJsodiumJsensitivityJtoJ
SlobXbJchannelsXJJournaleofeNeuroscienceVJ2010VJcZVJgeedWfb 6.6 42

108 áechanismJofJtheJqssociationJbetweenJβaUJrindingJandJsonformationsJatJtheJyntracellularJwateJinJ
βeurotransmitterjSodiumJSymportersXJJournaleofeBiologicaleChemistryVJ2015VJbiZVJaciibWdZZc 5.4 41

107 dWRdWRdimethylaminoSphenylSWaWmethylpyridiniumJRqPPUSJisJaJfluorescentJsubstrateJforJtheJhumanJ
serotoninJtransporterXJJournaleofeBiologicaleChemistryVJ2012VJbhgVJhhebWfc 5.4 38

106
qJhumanJetherWˆ¡WgoWgoWrelatedJRhuRwSJionJchannelJatomisticJmodelJgeneratedJbyJlongJ
supercomputerJmolecularJdynamicsJsimulationsJandJitsJuseJinJpredictingJdrugJcardiotoxicityXJ
ToxicologyeLettersVJ2014VJbcZVJchbWib

4.4 37
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105 QuantumJeffectsJinJcationJinteractionsJwithJfirstJandJsecondJcoordinationJshellJligandsJinJ
metalloproteinsXJJournaleofeChemicaleTheoryeandeComputationVJ2015VJaaVJdiibWeZZa 6.4 36

104 qcidificationJasymmetricallyJaffectsJvoltageWdependentJanionJchannelJimplicatingJtheJinvolvementJ
ofJsaltJbridgesXJJournaleofeBiologicaleChemistryVJ2014VJbhiVJbcfgZWhb 5.4 36

103 TheJstructuralJpathwayJforJwaterJpermeationJthroughJsodiumWglucoseJcotransportersXJBiophysicale
JournalVJ2011VJaZaVJahhgWie 2.9 35

102 ynteractionsJofJxefbJinJtheJSeJhelixJwithJTfahJandJSfbaJinJtheJporeJhelixJareJimportantJ
determinantsJofJhuRwaJpotassiumJchannelJstructureJandJfunctionXJBiophysicaleJournalVJ2009VJifVJcfZZWaZ2.9 35

101
PendularJproteinsJinJgasesJandJnewJavenuesJforJcharacterizationJofJmacromoleculesJbyJionJmobilityJ
spectrometryXJProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVJ2009
VJaZfVJfdieWeZZ

11.5 34

100 xydrationJnumberVJtopologicalJcontrolVJandJionJselectivityXJJournaleofePhysicaleChemistryeBVJ2009VJ
aacVJhgbeWcZ 3.4 34

99 áolecularJmechanismJofJsubstrateJspecificityJinJtheJbacterialJneutralJaminoJacidJtransporterJLeuTXJ
Proteins:eStructureseFunctioneandeBioinformaticsVJ2008VJgcVJheaWfc 4.2 32

98 sholesterolJupWregulatesJneuronalJwJproteinWgatedJinwardlyJrectifyingJpotassiumJRwyR–SJchannelJ
activityJinJtheJhippocampusXJJournaleofeBiologicaleChemistryVJ2017VJbibVJfaceWfadg 5.4 31

97 áagicJangleJspinningJnuclearJmagneticJresonanceJcharacterizationJofJvoltageWdependentJanionJ
channelJgatingJinJtwoWdimensionalJlipidJcrystallineJbilayersXJBiochemistryVJ2015VJedVJiidWaZZe 3.2 31

96 qJconservedJasparagineJresidueJinJtransmembraneJsegmentJaJRTáaSJofJserotoninJtransporterJ
dictatesJchlorideWcoupledJneurotransmitterJtransportXJJournaleofeBiologicaleChemistryVJ2011VJbhfVJcZhbcWcZhcf5.4 31

95 StructuralJfeaturesJandJlipidJbindingJdomainJofJtubulinJonJbiomimeticJmitochondrialJmembranesXJ
ProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVJ2017VJaadVJucfbbWucfca11.5 30

94 ynJsilicoJpredictionJofJdrugJtherapyJinJcatecholaminergicJpolymorphicJventricularJtachycardiaXJ
JournaleofePhysiologyVJ2016VJeidVJefgWic 3.9 28

93 SelectiveJionJbindingJandJtransportJbyJmembraneJproteinsJâ��JqJcomputationalJperspectiveXJ
CoordinationeChemistryeReviewsVJ2017VJcdeVJaZhWacf 23.2 27

92 ulucidatingJfactorsJimportantJforJmonovalentJcationJselectivityJinJenzymesjJuXJcoliJ˛†WgalactosidaseJ
asJaJmodelXJPhysicaleChemistryeChemicalePhysicsVJ2015VJagVJaZhiiWiZi 3.6 27

91 qJsomputationalJPipelineJtoJPredictJsardiotoxicityjJvromJtheJqtomJtoJtheJRhythmXJCirculatione
ResearchVJ2020VJabfVJidgWifd 15.7 27

90 áolecularJmechanismJofJZnbUJinhibitionJofJaJvoltageWgatedJprotonJchannelXJProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVJ2016VJaacVJueifbWueiga 11.5 26

89 áodelJofJionicJcurrentsJthroughJmicrotubuleJnanoporesJandJtheJlumenXJPhysicaleRevieweEVJ2010VJhaVJZeaiab2.4 26

88 StructureJofJmethanolWmethanolJassociatesJinJdiluteJmethanolWwaterJmixturesJfromJmolecularJ
dynamicsJsimulationXJJournaleofeMoleculareLiquidsVJ2001VJiaVJaegWafe 6 26
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87
StructureWguidedJtopographicJmappingJandJmutagenesisJtoJelucidateJbindingJsitesJforJtheJhumanJ
etherWaWgoWgoWrelatedJgeneJaJpotassiumJchannelJR–sβxbSJactivatorJβSafdcXJJournaleofe
PharmacologyeandeExperimentaleTherapeuticsVJ2012VJcdbVJddaWeb

4.7 25

86 qJmultiscaleJcomputationalJmodellingJapproachJpredictsJmechanismsJofJfemaleJsexJriskJinJtheJ
settingJofJarousalWinducedJarrhythmiasXJJournaleofePhysiologyVJ2017VJeieVJdfieWdgbc 3.9 24

85 rRδáδsWtjJrrownianJtynamicsYáonteWsarloJProgramJSuiteJtoJStudyJyonJandJtβqJPermeationJinJ
βanoporesXJJournaleofeChemicaleTheoryeandeComputationVJ2012VJhVJbedZWbeea 6.4 24

84 qJwuideJtoJQáYááJáethodologyJandJqpplicationsXJAdvanceseineQuantumeChemistryVJ2010VJeiVJcecWdZZ 1.4 24

83
tistantJcytosolicJresiduesJmediateJaJtwoWwayJmolecularJswitchJthatJcontrolsJtheJmodulationJofJ
inwardlyJrectifyingJpotassiumJR–irSJchannelsJbyJcholesterolJandJphosphatidylinositolJ
dVeWbisphosphateJRPyRdVeSPRbSSXJJournaleofeBiologicaleChemistryVJ2012VJbhgVJdZbffWgh

5.4 24

82 ymprovingJtheJLyuJáethodJforJrindingJvreeJunergyJsalculationsJofJProteinWLigandJsomplexesXJ
JournaleofeChemicaleInformationeandeModelingVJ2015VJeeVJahfgWgg 6.1 23

81 βSafdcJinteractsJaroundJLebiJofJhuRwJtoJalterJvoltageJsensorJmovementJonJtheJpathJtoJactivationXJ
BiophysicaleJournalVJ2015VJaZhVJadZZWadac 2.9 23

80
uvaluationsJofJtheJqbsoluteJandJRelativeJvreeJunergiesJforJqntidepressantJrindingJtoJtheJqminoJ
qcidJáembraneJTransporterJLeuTJwithJvreeJunergyJSimulationsXJJournaleofeChemicaleTheoryeande
ComputationVJ2010VJfVJaiZZWad

6.4 23

79 áappingJtheJgatingJandJpermeationJpathwaysJinJtheJvoltageWgatedJprotonJchannelJxvaXJJournaleofe
MoleculareBiologyVJ2015VJdbgVJacaWde 6.5 22

78 PerformanceJofJáachineJLearningJqlgorithmsJforJQualitativeJandJQuantitativeJPredictionJtrugJ
rlockadeJofJhuRwaJchannelXJComputationaleToxicologyVJ2018VJfVJeeWfc 3.1 22

77 sharacterizationJofJtheJsationJrindingJSitesJinJtheJβs–XbJβaYsaW–JuxchangerXJBiochemistryVJ2016VJ
eeVJfddeWfdee 3.2 20

76 RoleJofJtheJpxJinJstateWdependentJblockadeJofJhuRwJcurrentsXJScientificeReportsVJ2016VJfVJcbecf 4.9 20

75 qtomisticJmodelsJofJionJandJsoluteJtransportJbyJtheJsodiumWdependentJsecondaryJactiveJ
transportersXJBiochimicaeEteBiophysicaeActaeteBiomembranesVJ2012VJahahVJccgWdg 3.8 20

74
ustimationJofJPotentialsJofJáeanJvorceJfromJβonequilibriumJPullingJSimulationsJUsingJrothJ
áinhWqdibJustimatorJandJWeightedJxistogramJqnalysisJáethodXJJournaleofeChemicaleTheoryeande
ComputationVJ2016VJabVJaZZZWaZ

6.4 19

73 PolarizableJmodelJofJchloroformJbasedJonJclassicalJtrudeJoscillatorsXJChemicalePhysicseLettersVJ2009
VJdfhVJbgZWbgd 2.5 19

72 TheJQáWááJinterfaceJforJsxqRááWdeáonXJJournaleofeComputationaleChemistryVJ2010VJcaVJaZaeWbc 3.5 19

71 –ineticJmodelJforJβSafdcJdrugJactivationJofJWTJandJLebiyJvariantsJofJ–vaaXaJRhuRwaSJpotassiumJ
channelXJBiophysicaleJournalVJ2015VJaZhVJadadWadbd 2.9 18

70 sholesterolJsensitivityJofJ–yRbXaJdependsJonJfunctionalJinterWlinksJbetweenJtheJβJandJsJterminiXJ
ChannelsVJ2013VJgVJcZcWab 3 18
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69 SelectivityJfilterJmodalitiesJandJrapidJinactivationJofJtheJhuRwaJchannelXJProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaVJ2020VJaagVJbgieWbhZd 11.5 17

68 teterminantsJofJysoformWSpecificJwatingJ–ineticsJofJhuRwaJshanneljJsombinedJuxperimentalJandJ
SimulationJStudyXJFrontierseinePhysiologyVJ2018VJiVJbZg 4.6 17

67 uffectJofJconfinementJonJtβqVJsolventJandJcounterionJdynamicsJinJaJmodelJbiologicalJnanoporeXJ
NanoscaleVJ2014VJfVJiZZfWaf 7.7 17

66 TheJstudyJofJhydrophobicJhydrationJinJsupercriticalJwaterWmethanolJmixturesXJJournaleofeMoleculare
GraphicseandeModellingVJ2001VJaiVJdabWf 2.8 17

65 LislJsolvationJinJβWmethylWacetamideJRβáqSJasJaJmodelJforJunderstandingJLiRUSJbindingJtoJanJamideJ
planeXJPhysicaleChemistryeChemicalePhysicsVJ2016VJahVJdaiaWbZZ 3.6 16

64 qtomisticJmodelsJforJfreeJenergyJevaluationJofJdrugJbindingJtoJmembraneJproteinsXJCurrente
MedicinaleChemistryVJ2011VJahVJbfZaWaa 4.3 16

63 somparativeJqnalysisJofJProteinJxydrationJfromJátJsimulationsJwithJqdditiveJandJPolarizableJ
vorceJvieldsXJAdvancedeTheoryeandeSimulationsVJ2019VJbVJahZZaZf 3.5 16

62 ynJsilicoJinvestigationJofJPqRPWaJcatalyticJdomainsJinJholoJandJapoJstatesJforJtheJdesignJofJ
highWaffinityJPqRPWaJinhibitorsXJJournaleofeEnzymeeInhibitioneandeMedicinaleChemistryVJ2016VJcaVJaabWbZ 5.6 15

61 TheJPoreWLipidJynterfacejJRoleJofJqminoWqcidJteterminantsJofJLipophilicJqccessJbyJyvabradineJtoJtheJ
huRwaJPoreJtomainXJMolecularePharmacologyVJ2019VJifVJbeiWbga 4.3 15

60 áicrosecondJsimulationsJofJtβqJandJionJtransportJinJnanoporesJwithJnovelJionWionJandJ
ionWnucleotidesJeffectiveJpotentialsXJJournaleofeComputationaleChemistryVJ2014VJceVJgaaWba 3.5 15

59 RehabilitatingJdrugWinducedJlongWQTJpromotersjJinWsilicoJdesignJofJhuRwWneutralJcisaprideJ
analoguesJwithJretainedJpharmacologicalJactivityXJBMCePharmacologyemamp;eToxicologyVJ2014VJaeVJad 2.6 14

58 QáYááJcalculationsJwithJdeáonbkXJMoleculesVJ2015VJbZVJdghZWhab 4.8 14

57 StructureJdrivenJdesignJofJnovelJhumanJetherWaWgoWgoWrelatedWgeneJchannelJRhuRwaSJactivatorsXJ
PLoSeONEVJ2014VJiVJeaZeeec 3.7 14

56 áolecularJSimulationsJofJSolvedJsoWcrystallizedJXWRayJStructuresJydentifyJqctionJáechanismsJofJ
Ptu˛·JynhibitorsXJBiophysicaleJournalVJ2015VJaZiVJaafcWh 2.9 13

55 tiggingJintoJLipidJáembraneJPermeationJforJsardiacJyonJshannelJrlockerJdWSotalolJwithJqllWqtomJ
SimulationsXJFrontierseinePharmacologyVJ2018VJiVJbf 5.6 12

54
ulectronJtiffractionJandJQuantumJshemicalJStudyJofJtheJáolecularJStructureJofJ
paraWáethylbenzenesulfonylJvluorideJandJparaWáethylbenzenesulfonylJrromideXJJournaleofe
StructuraleChemistryVJ2000VJdaVJiciWidg

0.9 12

53 áolecularJáechanismJofJsonductanceJunhancementJinJβarrowJsationWSelectiveJáembraneJ
shannelsXJJournaleofePhysicaleChemistryeLettersVJ2018VJiVJcdigWceZb 6.4 11

52 tefectiveJcellJadhesionJfunctionJofJsoluteJtransporterVJSLsdqaaVJinJendothelialJcornealJdystrophiesXJ
HumaneMoleculareGeneticsVJ2020VJbiVJigWaaf 5.6 10

SergeivYvNoskov

6



51 somputationalJmembraneJbiophysicsjJvromJionJchannelJinteractionsJwithJdrugsJtoJcellularJfunctionXJ
BiochimicaeEteBiophysicaeActaeteProteinseandeProteomicsVJ2017VJahfeVJafdcWafec 4 10

50 rRδáδsuqJsodejJqnJymprovedJwrandJsanonicalJáonteJsarloYrrownianJtynamicsJqlgorithmJ
yncludingJuxplicitJqtomsXJJournaleofeChemicaleTheoryeandeComputationVJ2016VJabVJbdZaWag 6.4 10

49
TwoWtimensionalJPotentialsJofJáeanJvorceJofJβileJRedJinJyntactJandJtamagedJáodelJrilayersXJ
qpplicationJtoJsalculationsJofJvluorescenceJSpectraXJJournaleofeChemicaleTheoryeandeComputationVJ
2016VJabVJcfdWga

6.4 9

48 áolecularJstrategiesJtoJachieveJselectiveJconductanceJinJβa–JchannelJvariantsXJJournaleofePhysicale
ChemistryeBVJ2014VJaahVJbZdaWi 3.4 9

47 somputationalJáodelsJforJUnderstandingJofJStructureVJvunctionJandJPharmacologyJofJtheJsardiacJ
PotassiumJshannelJ–vaaXaJRhuRwSXJCurrenteTopicseineMedicinaleChemistryVJ2017VJagVJbfhaWbgZb 3 9

46 –UJrlockJysJtheJáechanismJofJvunctionalJqsymmetryJinJracterialJβaRvSJshannelsXJPLoSe
ComputationaleBiologyVJ2016VJabVJeaZZddhb 5 9

45 WhatJcontrolsJopenWporeJandJresidualJcurrentsJinJtheJfirstJsensingJzoneJofJalphaWhemolysinJ
nanoporeoJsombinedJexperimentalJandJtheoreticalJstudyXJNanoscaleVJ2016VJhVJaaegaWi 7.7 9

44
rRδáδsJsuitejJáonteJsarloYrrownianJdynamicsJsuiteJforJstudiesJofJionJpermeationJandJtβqJ
transportJinJbiologicalJandJartificialJporesJwithJeffectiveJpotentialsXJJournaleofeComputationale
ChemistryVJ2015VJcfVJbfdWga

3.5 8

43
RoleJofJproteinJmatrixJrigidityJandJlocalJpolarizationJeffectsJinJtheJmonovalentJcationJselectivityJofJ
crystallographicJsitesJinJtheJβaWcoupledJaspartateJtransporterJwltRPhSXJPhysicaleChemistryeChemicale
PhysicsVJ2013VJaeVJbcigWdZd

3.6 8

42 SLsdqaaJfunctionjJevidenceJforJxRδxSJandJβxWxJtransportXJAmericaneJournaleofePhysiologyeteCelle
PhysiologyVJ2020VJcahVJscibWsdZe 5.4 8

41 áappingJRyanodineJrindingJSitesJinJtheJPoreJsavityJofJRyanodineJReceptorsXJBiophysicaleJournalVJ
2017VJaabVJafdeWafec 2.9 7

40 ynterWspeciesJvariationJinJmonovalentJanionJsubstrateJselectivityJandJinhibitorJsensitivityJinJtheJ
sodiumJiodideJsymporterJRβySSXJPLoSeONEVJ2020VJaeVJeZbbiZhe 3.7 7

39 LipidJrolesJinJhuRwJfunctionJandJinteractionsJwithJdrugsXJNeuroscienceeLettersVJ2019VJgZZVJgZWgg 3.3 7

38 LongWRangeJuffectsJofJáutatingJRbdhJtoJQYWJinJtheJpecJsoreJtomainXJJournaleofePhysicaleChemistrye
BVJ2002VJaZfVJacZdgWacZeg 3.4 7

37 PolarizationJuffectsJinJWaterWáediatedJSelectiveJsationJTransportJacrossJaJβarrowJTransmembraneJ
shannelXJJournaleofeChemicaleTheoryeandeComputationVJ2021VJagVJagbfWagda 6.4 7

36 renchmarkingJpolarizableJandJnonWpolarizableJforceJfieldsJforJsaWpeptidesJagainstJaJ
comprehensiveJQáJdatasetXJJournaleofeChemicalePhysicsVJ2020VJaecVJaddaZb 3.9 5

35 áappingJofJyonJandJSubstrateJrindingJSitesJinJxumanJSodiumJyodideJSymporterJRhβySSXJJournaleofe
ChemicaleInformationeandeModelingVJ2020VJfZVJafebWaffe 6.1 5

34 áechanismJofJ–UYβaUJselectivityJinJpotassiumJchannelsJfromJtheJperspectiveJofJtheJnonWselectiveJ
bacterialJchannelJβa–XJChannelsVJ2011VJeVJaihWbZZ 3 5
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33 StructureJofJvoltageWdependentJanionJchannelWtetheredJbilayerJlipidJmembranesJdeterminedJusingJ
neutronJreflectivityXJActaeCrystallographicaeSectioneD:eStructuraleBiologyVJ2018VJgdVJabaiWabcb 5.5 5

32 virstJuniversalJpharmacophoreJmodelJforJhuRwaJ–JchannelJactivatorsjJacthuRXJJournaleofeMoleculare
GraphicseandeModellingVJ2017VJgdVJaecWagZ 2.8 4

31 xalothaneJsolvationJinJwaterJandJorganicJsolventsJfromJmolecularJsimulationsJwithJnewJpolarizableJ
potentialJfunctionXJJournaleofePhysicaleChemistryeBVJ2010VJaadVJfdZaWh 3.4 4

30 βaRUSVJ–JRUSJandJTlRUSJhydrationJfromJQáYááJcomputationsJandJátJsimulationsJwithJaJpolarizableJ
forceJfieldXJInterdisciplinaryeSciencesseComputationaleLifeeSciencesVJ2010VJbVJabWbZ 3.5 4

29 qssessingJhuRwaJrlockadeJfromJrayesianJáachineWLearningWδptimizedJSiteJydentificationJbyJLigandJ
sompetitiveJSaturationJSimulationsXJJournaleofeChemicaleInformationeandeModelingVJ2020VJfZVJfdhiWfeZa 6.1 4

28 qllostericJsouplingJretweenJtrugJrindingJandJtheJqromaticJsassetteJinJtheJPoreJtomainJofJtheJ
huRwaJshanneljJymplicationsJforJaJStateWtependentJrlockadeXJFrontierseinePharmacologyVJ2020VJaaVJiad 5.6 4

27 ydentificationJofJPUvqJinteractionJsitesJonJtheJcardiacJpotassiumJchannelJ–sβQaXJJournaleofe
GeneralePhysiologyVJ2021VJaecVJ 3.4 4

26 TowardJReducingJhuRwJqffinitiesJforJtqTJynhibitorsJwithJaJsombinedJáachineJLearningJandJ
áolecularJáodelingJqpproachXJJournaleofeChemicaleInformationeandeModelingVJ2021VJfaVJdbffWdbgi 6.1 4

25 sryoWuáJstructureJofJtheJsodiumWdrivenJchlorideYbicarbonateJexchangerJβtsruXJNaturee
CommunicationsVJ2021VJabVJefiZ 17.4 4

24 rasesJofJracterialJSodiumJshannelJSelectivityJqmongJδrganicJsationsXJScientificeReportsVJ2019VJiVJaebfZ 4.9 3

23 tesigningJofJmultiWtargetedJmoleculesJusingJcombinationJofJmolecularJscreeningJandJinJsilicoJdrugJ
cardiotoxicityJpredictionJapproachesXJJournaleofeMoleculareGraphicseandeModellingVJ2014VJeZVJafWcd 2.8 3

22 VtqsJwatingJThermodynamicsVJbutJβotJwatingJ–ineticsVJqreJVirtuallyJTemperatureJyndependentXJ
BiophysicaleJournalVJ2020VJaaiVJbehdWbeib 2.9 3

21 qJmolecularJswitchJcontrolsJtheJimpactJofJcholesterolJonJaJ–irJchannelXXJProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaVJ2022VJaaiVJebaZidcaaai 11.5 3

20 ymportanceJofJhydrationJandJdynamicsJonJtheJselectivityJofJtheJ–csqJandJβa–JchannelsXJJournaleofe
GeneralePhysiologyVJ2011VJachVJfeaWfea 3.4 2

19
sharacterizingJtheJWaterJWireJinJtheJwramicidinJshannelJvoundJbyJáonteJsarloJSamplingJUsingJ
sontinuumJulectrostaticsJandJinJáolecularJtynamicsJTrajectoriesJwithJsonventionalJorJPolarizableJ
vorceJvieldsXJJournaleofeComputationaleBiophysicseandeChemistryVJ2021VJbZVJaaaWacZ

2

18 qtomisticJmodelingJtowardsJpredictiveJcardiotoxicity 2

17 LipidJregulationJofJhuRwaJchannelJfunctionXJNatureeCommunicationsVJ2021VJabVJadZi 17.4 2

16 RefinementJofJaJcryoWuáJstructureJofJhuRwjJrridgingJstructureJandJfunctionXJBiophysicaleJournalVJ
2021VJabZVJgchWgdh 2.9 2
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15 qJsecondJSdJmovementJopensJhyperpolarizationWactivatedJxsβJchannelsXJProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVJ2021VJaahVJ 11.5 2

14 ydentificationJofJmultipleJsubstrateJbindingJsitesJinJSLsdJtransportersJinJtheJoutwardWfacingJ
conformationjJynsightsJintoJtheJtransportJmechanismXJJournaleofeBiologicaleChemistryVJ2021VJbifVJaZZgbd5.4 2

13 ymprovedJQáYááJLinearWynteractionJunergyJáodelJforJSubstrateJRecognitionJinJZincWsontainingJ
áetalloenzymesXJJournaleofePhysicaleChemistryeBVJ2016VJabZVJghbdWce 3.4 1

12 ReplyJfromJPeiWshiJYangVJzonathanJtXJáorenoVJáaoWTsuenJzengVJXanderJxXJTXJWehrensVJSergeiJ
βoskovJandJsolleenJuXJslancyXJJournaleofePhysiologyVJ2016VJeidVJfdccWfdce 3.9 1

11
sharacterizingJtheJwaterJwireJinJtheJwramicidinJchannelJfoundJbyJáonteJsarloJsamplingJusingJ
continuumJelectrostaticsJandJinJmolecularJdynamicsJtrajectoriesJwithJconventionalJorJpolarizableJ
forceJfieldsXJJournaleofeTheoreticaleandeComputationaleChemistryVbZdbZZa

1.8 1

10 sJsubunitJofJtheJqTPJsynthaseJisJanJamyloidogenicJchannelWformingJpeptidejJpossibleJimplicationsJ
inJmitochondrialJpathogenesis 1

9 δriginJofJtheJPhosphoproteinJPhosphataseJRPPPSJsequenceJfamilyJinJracteriajJsriticalJancestralJ
sequenceJchangesVJradiationJpatternsJandJsubstrateJbindingJfeaturesXJBBAeAdvancesVJ2021VJaVJaZZZZe 1

8 qJgeneralJmechanismJofJ–sβuaJmodulationJofJ–sβQaJchannelsJinvolvingJnonWcanonicalJVStWPtJ
couplingXJCommunicationseBiologyVJ2021VJdVJhhg 6.7 0

7 áolecularJdeterminantsJofJproWarrhythmiaJproclivityJofJdWJandJlWsotalolJviaJaJmultiWscaleJmodelingJ
pipelineXJJournaleofeMoleculareandeCellulareCardiologyVJ2021VJaehVJafcWagg 5.8 0

6 ynJresponseJtoJáelgariJetJalXJLhuRwJpotassiumJchannelJinhibitionJbyJivabradineJrequiresJchannelJ
gatingLXJJournaleofeMoleculareandeCellulareCardiologyVJ2015VJhgVJaibWc 5.8

5 βonequilibriumJpathWensembleJaveragesJforJsymmetricJprotocolsXJJournaleofeChemicalePhysicsVJ2019
VJaeaVJaidaZc 3.9

4 ynterWspeciesJvariationJinJmonovalentJanionJsubstrateJselectivityJandJinhibitorJsensitivityJinJtheJ
sodiumJiodideJsymporterJRβySSJ2020VJaeVJeZbbiZhe

3 ynterWspeciesJvariationJinJmonovalentJanionJsubstrateJselectivityJandJinhibitorJsensitivityJinJtheJ
sodiumJiodideJsymporterJRβySSJ2020VJaeVJeZbbiZhe

2 ynterWspeciesJvariationJinJmonovalentJanionJsubstrateJselectivityJandJinhibitorJsensitivityJinJtheJ
sodiumJiodideJsymporterJRβySSJ2020VJaeVJeZbbiZhe

1 ynterWspeciesJvariationJinJmonovalentJanionJsubstrateJselectivityJandJinhibitorJsensitivityJinJtheJ
sodiumJiodideJsymporterJRβySSJ2020VJaeVJeZbbiZhe
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