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204
x−vRMMb UαNαnputN eneratorNforNNvMyaN ROMvxSaNvMwzRaNOpenMMaNandNx−vRMMdOpenMMN
SimulationsNUsingNtheNx−vRMMhkNvdditiveN–orceN–ieldcNJournalhofhChemicalhTheoryhandh
ComputationaN2016aNfgaNiejbfh

6.4 1303

203 x−vRMMb UαNMembraneNwuilderNtowardNrealisticNbiologicalNmembraneNsimulationscNJournalhofh
ComputationalhChemistryaN2014aNhjaNfnnlbgeei 3.5 1004

202 x−vRMMb UαNMembraneNwuilderNforNmixedNbilayersNandNitsNapplicationNtoNyeastNmembranescN
BiophysicalhJournalaN2009aNnlaNjebm 2.9 891

201 vutomatedNbuilderNandNdatabaseNofNproteindmembraneNcomplexesNforNmolecularNdynamicsN
simulationscNPLoShONEaN2007aNgaNemme 3.7 616

200  eneralizedNbornNmodelNwithNaNsimpleNsmoothingNfunctioncNJournalhofhComputationalhChemistryaN
2003aNgiaNfknfbleg 3.5 578

199
PerformanceNcomparisonNofNgeneralizedNbornNandNPoissonNmethodsNinNtheNcalculationNofN
electrostaticNsolvationNenergiesNforNproteinNstructurescNJournalhofhComputationalhChemistryaN2004aN
gjaNgkjbmi

3.5 465

198 xontinuumNsolvationNmodeloNxomputationNofNelectrostaticNforcesNfromNnumericalNsolutionsNtoNtheN
PoissonbwoltzmannNequationcNComputerhPhysicshCommunicationsaN1998aNfffaNjnblj 4.2 459

197 vnNimplicitNmembraneNgeneralizedNbornNtheoryNforNtheNstudyNofNstructureaNstabilityaNandNinteractionsN
ofNmembraneNproteinscNBiophysicalhJournalaN2003aNmjaNgneebfm 2.9 346

196 TheoreticalNandNcomputationalNmodelsNofNbiologicalNionNchannelscNQuarterlyhReviewshofhBiophysicsaN
2004aNhlaNfjbfeh 7 321

195
αonNpermeationNandNselectivityNofNOmp–NporinoNaNtheoreticalNstudyNbasedNonNmolecularNdynamicsaN
wrownianNdynamicsaNandNcontinuumNelectrodiffusionNtheorycNJournalhofhMolecularhBiologyaN2002aN
hggaNmjfbkn

6.5 312

194 walancingNsolvationNandNintramolecularNinteractionsoNtowardNaNconsistentNgeneralizedNwornNforceN
fieldcNJournalhofhthehAmericanhChemicalhSocietyaN2006aNfgmaNhlgmbhk 16.4 290

193
αonsNandNcounterionsNinNaNbiologicalNchanneloNaNmolecularNdynamicsNsimulationNofNOmp–NporinNfromN
zscherichiaNcoliNinNanNexplicitNmembraneNwithNfNMNKxlNaqueousNsaltNsolutioncNJournalhofhMolecularh
BiologyaN2002aNhfnaNffllbnl

6.5 230

192  eneralizedNsolventNboundaryNpotentialNforNcomputerNsimulationscNJournalhofhChemicalhPhysicsaN2001
aNffiaNgngibgnhl 3.9 206

191 vN randNxanonicalNMonteNxarlobwrownianNdynamicsNalgorithmNforNsimulatingNionNchannelscN
BiophysicalhJournalaN2000aNlnaNlmmbmef 2.9 192

190 x−vRMMb UαNMartiniNMakerNforNxoarseb rainedNSimulationsNwithNtheNMartiniN–orceN–ieldcNJournalhofh
ChemicalhTheoryhandhComputationaN2015aNffaNiimkbni 6.4 181

189 PwzQbSolverNforNonlineNvisualizationNofNelectrostaticNpotentialNofNbiomoleculescNNucleichAcidsh
ResearchaN2008aNhkaNWglebj 20.1 163

188 αonNpermeationNthroughNtheNalphabhemolysinNchanneloNtheoreticalNstudiesNbasedNonNwrownianN
dynamicsNandNPoissonbNernstbPlankNelectrodiffusionNtheorycNBiophysicalhJournalaN2004aNmlaNggnnbhen 2.9 163

Wonpil Im

2



187 αonNchannelsaNpermeationaNandNelectrostaticsoNinsightNintoNtheNfunctionNofNKcsvcNBiochemistryaN2000aN
hnaNfhgnjbhek 3.2 158

186
αnterfacialNfoldingNandNmembraneNinsertionNofNdesignedNpeptidesNstudiedNbyNmolecularNdynamicsN
simulationscNProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN2005aN
fegaNkllfbk

11.5 157

185 x−vRMMb UαNMembraneNwuilderNforNxomplexNwiologicalNMembraneNSimulationsNwithN lycolipidsN
andNLipoglycanscNJournalhofhChemicalhTheoryhandhComputationaN2019aNfjaNlljblmk 6.4 152

184 yevelopingNaN–ullyN lycosylatedN–ullbLengthNSvRSbxoVbgNSpikeNProteinNModelNinNaNViralNMembranecN
JournalhofhPhysicalhChemistryhBaN2020aNfgiaNlfgmblfhl 3.4 131

183 MolecularNdynamicsNandNNMRNspectroscopyNstudiesNofNzcNcoliNlipopolysaccharideNstructureNandN
dynamicscNBiophysicalhJournalaN2013aNfejaNfiiibjj 2.9 125

182 αmplicitNsolvationNbasedNonNgeneralizedNwornNtheoryNinNdifferentNdielectricNenvironmentscNJournalhofh
ChemicalhPhysicsaN2004aNfgeaNnehbff 3.9 124

181 zffectsNofNNbglycosylationNonNproteinNconformationNandNdynamicsoNProteinNyataNwankNanalysisNandN
molecularNdynamicsNsimulationNstudycNScientifichReportsaN2015aNjaNmngk 4.9 122

180 x−vRMMb UαNfeNyearsNforNbiomolecularNmodelingNandNsimulationcNJournalhofhComputationalh
ChemistryaN2017aNhmaNfffibffgi 3.5 119

179  lycanNReaderoNautomatedNsugarNidentificationNandNsimulationNpreparationNforNcarbohydratesNandN
glycoproteinscNJournalhofhComputationalhChemistryaN2011aNhgaNhfhjbif 3.5 118

178 NovelNpyrrolopyrimidinebbasedN˛–bhelixNmimeticsoNcellbpermeableNinhibitorsNofNproteinâ��proteinN
interactionscNJournalhofhthehAmericanhChemicalhSocietyaN2011aNfhhaNklkbn 16.4 110

177 αmprovingNtheNx−vRMMNforceNfieldNforNpolyunsaturatedNfattyNacidNchainscNJournalhofhPhysicalh
ChemistryhBaN2012aNffkaNnigibhf 3.4 102

176 x−vRMMb UαN lycanNModelerNforNmodelingNandNsimulationNofNcarbohydratesNandNglycoconjugatescN
GlycobiologyaN2019aNgnaNhgebhhf 5.8 101

175 zcNcoliNouterNmembraneNandNinteractionsNwithNOmpLvcNBiophysicalhJournalaN2014aNfekaNginhbjeg 2.9 97

174 xholesterolNflipbflopoNinsightsNfromNfreeNenergyNsimulationNstudiescNJournalhofhPhysicalhChemistryhBaN
2010aNffiaNfhhigbm 3.4 97

173 x−vRMMb UαNPywNmanipulatorNforNadvancedNmodelingNandNsimulationsNofNproteinsNcontainingN
nonstandardNresiduescNAdvanceshinhProteinhChemistryhandhStructuralhBiologyaN2014aNnkaNghjbkj 5.3 96

172 OptimizedNatomicNradiiNforNproteinNcontinuumNelectrostaticsNsolvationNforcescNBiophysicalhChemistryaN
1999aNlmaNmnbnk 3.5 94

171 RevisitingNhydrophobicNmismatchNwithNfreeNenergyNsimulationNstudiesNofNtransmembraneNhelixNtiltN
andNrotationcNBiophysicalhJournalaN2010aNnnaNfljbmh 2.9 91

170 MolecularNdynamicsNsimulationsNofNbiologicalNmembranesNandNmembraneNproteinsNusingNenhancedN
conformationalNsamplingNalgorithmscNBiochimicahEthBiophysicahActahwhBiomembranesaN2016aNfmjmaNfkhjbjf3.8 88

(2016-2000)
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169 αmagingNtheNelectrostaticNpotentialNofNtransmembraneNchannelsoNatomicNprobeNmicroscopyNofNOmp–N
porincNBiophysicalhJournalaN2002aNmgaNfkklblk 2.9 79

168 αnfluenceNofNhydrophobicNmismatchNonNstructuresNandNdynamicsNofNgramicidinNaNandNlipidNbilayerscN
BiophysicalhJournalaN2012aNfegaNfjjfbke 2.9 78

167 MembraneNassemblyNofNsimpleNhelixNhomoboligomersNstudiedNviaNmolecularNdynamicsNsimulationscN
BiophysicalhJournalaN2007aNngaNmjibkh 2.9 74

166 αmprovingNProteinbLigandNyockingNResultsNwithN−ighbThroughputNMolecularNyynamicsNSimulationscN
JournalhofhChemicalhInformationhandhModelingaN2020aNkeaNgfmnbgfnm 6.1 69

165 MolecularNdynamicsNstudiesNofNionNpermeationNinNVyvxcNBiophysicalhJournalaN2011aNfeeaNkegbkfe 2.9 68

164 vNsystematicNmolecularNdynamicsNsimulationNstudyNofNtemperatureNdependentNbilayerNstructuralN
propertiescNBiochimicahEthBiophysicahActahwhBiomembranesaN2014aNfmhmaNgjgebn 3.8 63

163 vpplicationNofNtorsionNangleNmolecularNdynamicsNforNefficientNsamplingNofNproteinNconformationscN
JournalhofhComputationalhChemistryaN2005aNgkaNfjkjblm 3.5 63

162 x−vRMMb UαNmicelleNbuilderNforNpuredmixedNmicelleNandNproteindmicelleNcomplexNsystemscNJournalh
ofhChemicalhInformationhandhModelingaN2013aNjhaNgflfbme 6.1 61

161 x−vRMMb UαN−MMMNwuilderNforNMembraneNSimulationsNwithNtheN−ighlyNMobileN
MembranebMimeticNModelcNBiophysicalhJournalaN2015aNfenaNgefgbgg 2.9 60

160 wilayerNPropertiesNofNLipidNvNfromNVariousN rambNegativeNwacteriacNBiophysicalhJournalaN2016aNfffaNfljebflke2.9 60

159  lycanNReaderNisNimprovedNtoNrecognizeNmostNsugarNtypesNandNchemicalNmodificationsNinNtheNProteinN
yataNwankcNBioinformaticsaN2017aNhhaNhejfbhejl 7.2 59

158
StructuralaNNMRNspectroscopicaNandNcomputationalNinvestigationNofNheminNloadingNinNtheN
hemophoreN−asvpNfromNPseudomonasNaeruginosacNJournalhofhthehAmericanhChemicalhSocietyaN2010aN
fhgaNnmjlblg

16.4 58

157 yeNnovoNfoldingNofNmembraneNproteinsoNanNexplorationNofNtheNstructureNandNNMRNpropertiesNofNtheN
fdNcoatNproteincNJournalhofhMolecularhBiologyaN2004aNhhlaNjfhbn 6.5 58

156 PeptideNandNproteinNfoldingNandNconformationalNequilibriaoNtheoreticalNtreatmentNofNelectrostaticsN
andNhydrogenNbondingNwithNimplicitNsolventNmodelscNAdvanceshinhProteinhChemistryaN2005aNlgaNflhbnm 58

155 wrownianNdynamicsNsimulationsNofNionsNchannelsoNvNgeneralNtreatmentNofNelectrostaticNreactionN
fieldsNforNmolecularNporesNofNarbitraryNgeometrycNJournalhofhChemicalhPhysicsaN2001aNffjaNimjebimkf 3.9 58

154 TransmembraneNhelixNtiltingoNinsightsNfromNcalculatingNtheNpotentialNofNmeanNforcecNPhysicalhReviewh
LettersaN2008aNfeeaNefmfeh 7.4 56

153 yifferencesNinNtheNelectrostaticNsurfacesNofNtheNtypeNαααNsecretionNneedleNproteinsNPrgαaNwsaLaNandN
Mxi−cNJournalhofhMolecularhBiologyaN2007aNhlfaNfheibfi 6.5 55

152 yynamicsNandNαnteractionsNofNOmp–NandNLPSoNαnfluenceNonNPoreNvccessibilityNandNαonNPermeabilitycN
BiophysicalhJournalaN2016aNffeaNnhebm 2.9 54
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151 RefinementNofNNMRNstructuresNusingNimplicitNsolventNandNadvancedNsamplingNtechniquescNJournalhofh
thehAmericanhChemicalhSocietyaN2004aNfgkaNfkehmbil 16.4 53

150 wamvNPOTRvNyomainNαnteractsNwithNaNNativeNLipidNMembraneNSurfacecNBiophysicalhJournalaN2016aN
ffeaNgknmbglen 2.9 52

149
PotentialNpharmacologicalNchaperonesNtargetingNcancerbassociatedNMxLbfNandNParkinsonN
diseasebassociatedN˛–bsynucleincNProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStatesh
ofhAmericaaN2014aNfffaNffeelbfg

11.5 51

148 x−vRMMb UαNLigandNwinderNforNabsoluteNbindingNfreeNenergyNcalculationsNandNitsNapplicationcN
JournalhofhChemicalhInformationhandhModelingaN2013aNjhaNgklbll 6.1 51

147 TransmembraneNhelixNassemblyNbyNwindowNexchangeNumbrellaNsamplingcNPhysicalhReviewhLettersaN
2012aNfemaNfemfeg 7.4 51

146 wrownianNdynamicsNsimulationsNofNionNtransportNthroughNtheNVyvxcNBiophysicalhJournalaN2011aNfeeaNkffbkfn2.9 49

145  enerationNandNapplicationNofNnewNratNmonoclonalNantibodiesNagainstNsyntheticN–Lv NandNOLLvSN
tagsNforNimprovedNimmunodetectioncNJournalhofhImmunologicalhMethodsaN2008aNhhfaNglbhm 2.5 48

144 LbMetNvctivatesNvrabidopsisN LRNxaNxhannelsNUpstreamNofNROSNProductionNandNRegulatesNStomatalN
MovementcNCellhReportsaN2016aNflaNgjjhbgjkf 10.6 45

143 −owNTolerantNareNMembraneNSimulationsNwithNMismatchNinNvreaNperNLipidNbetweenNLeafletstcN
JournalhofhChemicalhTheoryhandhComputationaN2015aNffaNhikkbll 6.4 44

142  lycanNfragmentNdatabaseoNaNdatabaseNofNPywbbasedNglycanNhyNstructurescNNucleichAcidshResearchaN
2013aNifaNyilebi 20.1 41

141 WebNinterfaceNforNwrownianNdynamicsNsimulationNofNionNtransportNandNitsNapplicationsNtoNbetabbarrelN
porescNJournalhofhComputationalhChemistryaN2012aNhhaNhhfbn 3.5 38

140 RoleNofNhydrogenNbondingNandNhelixblipidNinteractionsNinNtransmembraneNhelixNassociationcNJournalh
ofhthehAmericanhChemicalhSocietyaN2008aNfheaNkijkbkg 16.4 37

139 αnfluenceNofNxholesterolNonNPhospholipidNwilayerNStructureNandNyynamicscNJournalhofhPhysicalh
ChemistryhBaN2016aNfgeaNfflkfbffllg 3.4 36

138 xhallengesNinNstructuralNapproachesNtoNcellNmodelingcNJournalhofhMolecularhBiologyaN2016aNigmaNgnihbki 6.5 36

137 x−vRMMb UαNsupportsNtheNvmberNforceNfieldscNJournalhofhChemicalhPhysicsaN2020aNfjhaNehjfeh 3.9 36

136  enerationNofNnativeblikeNproteinNstructuresNfromNlimitedNNMRNdataaNmodernNforceNfieldsNandN
advancedNconformationalNsamplingcNJournalhofhBiomolecularhNMRaN2005aNhfaNjnbki 3 35

135 αmplementationNandNapplicationNofNhelixbhelixNdistanceNandNcrossingNangleNrestraintNpotentialscN
JournalhofhComputationalhChemistryaN2007aNgmaNkknbme 3.5 34

134 zlectrostaticNfreeNenergyNcalculationsNusingNtheNgeneralizedNsolventNboundaryNpotentialNmethodcN
JournalhofhChemicalhPhysicsaN2002aNfflaNlhmfblhmm 3.9 34

(2002-2004)
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133 x−vRMMb UαNPvxzNx NwuilderNforNsolutionaNmicelleaNandNbilayerNcoarsebgrainedNsimulationscNJournalh
ofhChemicalhInformationhandhModelingaN2014aNjiaNfeehbn 6.1 33

132 TwoNyimensionalNWindowNzxchangeNUmbrellaNSamplingNforNTransmembraneN−elixNvssemblycN
JournalhofhChemicalhTheoryhandhComputationaN2013aNnaNfhbfl 6.4 33

131 RefinementNofNOpr−bLPSNαnteractionsNbyNMolecularNSimulationscNBiophysicalhJournalaN2017aNffgaNhikbhjj 2.9 32

130 vnNextensiveNsimulationNstudyNofNlipidNbilayerNpropertiesNwithNdifferentNheadNgroupsaNacylNchainN
lengthsaNandNchainNsaturationscNBiochimicahEthBiophysicahActahwhBiomembranesaN2016aNfmjmaNhenhbhfei 3.8 32

129 TransmembraneNsignalingNofNchemotaxisNreceptorNtaroNinsightsNfromNmolecularNdynamicsNsimulationN
studiescNBiophysicalhJournalaN2011aNfeeaNgnjjbkh 2.9 32

128  ramicidinNvNxhannelN–ormationNαnducesNLocalNLipidNRedistributionNαoNzxperimentNandNSimulationcN
BiophysicalhJournalaN2017aNffgaNffmjbffnl 2.9 31

127 RestraintNpotentialNandNfreeNenergyNdecompositionNformalismNforNhelicalNtiltingcNChemicalhPhysicsh
LettersaN2007aNiifaNfhgbfhj 2.5 31

126 LipopolysaccharideNmembraneNbuildingNandNsimulationcNMethodshinhMolecularhBiologyaN2015aNfglhaNhnfbiek1.4 31

125 TheNStructureNofNaNSugarNTransporterNofNtheN lucoseNzααxNSuperfamilyNProvidesNαnsightNintoNtheN
zlevatorNMechanismNofNMembraneNTransportcNStructureaN2016aNgiaNnjkbki 5.2 31

124 ModelingNandNsimulationNofNbacterialNouterNmembranesNandNinteractionsNwithNmembraneNproteinscN
CurrenthOpinionhinhStructuralhBiologyaN2017aNihaNfhfbfie 8.1 30

123
vNconservedN˛–˛†NtransmembraneNinterfaceNformsNtheNcoreNofNaNcompactNTbcellNreceptorbxyhN
structureNwithinNtheNmembranecNProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedh
StateshofhAmericaaN2016aNffhaNzkkinbzkkjm

11.5 30

122 αnfluenceNofN angliosideN MfNxoncentrationNonNLipidNxlusteringNandNMembraneNPropertiesNandN
xurvaturecNBiophysicalhJournalaN2016aNfffaNfnmlbfnnn 2.9 29

121 ProbingNtheNUbshapedNconformationNofNcaveolinbfNinNaNbilayercNBiophysicalhJournalaN2014aNfekaNfhlfbme 2.9 28

120 TransmembraneNhelixNorientationNandNdynamicsoNinsightsNfromNensembleNdynamicsNwithNsolidbstateN
NMRNobservablescNBiophysicalhJournalaN2011aNfeeaNgnfhbgf 2.9 28

119 vpplicationNofNsolidbstateNNMRNrestraintNpotentialsNinNmembraneNproteinNmodelingcNJournalhofh
MagnetichResonanceaN2008aNfnhaNkmblk 3 28

118 x−vRMMb UαN–reeNznergyNxalculatorNforNvbsoluteNandNRelativeNLigandNSolvationNandNwindingN–reeN
znergyNSimulationscNJournalhofhChemicalhTheoryhandhComputationaN2020aNfkaNlgelblgfm 6.4 28

117 x−vRMMb UαNNanodiscNwuilderNforNmodelingNandNsimulationNofNvariousNnanodiscNsystemscNJournalhofh
ComputationalhChemistryaN2019aNieaNmnhbmnn 3.5 27

116 vpplicationNofNbindingNfreeNenergyNcalculationsNtoNpredictionNofNbindingNmodesNandNaffinitiesNofN
MyMgNandNMyMXNinhibitorscNJournalhofhChemicalhInformationhandhModelingaN2012aNjgaNfmgfbhg 6.1 27
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115 PreferredNconformationsNofNNbglycanNcoreNpentasaccharideNinNsolutionNandNinNglycoproteinscN
GlycobiologyaN2016aNgkaNfnbgn 5.8 26

114 MultidimensionalNumbrellaNsamplingNandNreplicabexchangeNmolecularNdynamicsNsimulationsNforN
structureNpredictionNofNtransmembraneNhelixNdimerscNJournalhofhComputationalhChemistryaN2014aNhjaNheebm3.5 26

113 ProteinbproteinNinteractionsNinNactinbmyosinNbindingNandNstructuralNeffectsNofNRiejQNmutationoNaN
molecularNdynamicsNstudycNProteins:hStructurevhFunctionhandhBioinformaticsaN2006aNkiaNfjkbkk 4.2 26

112 wiomechanicalNcharacterizationNofNSvRSbxoVbgNspikeNRwyNandNhumanNvxzgNproteinbproteinN
interactioncNBiophysicalhJournalaN2021aNfgeaNfeffbfefn 2.9 26

111
StructureaNyynamicsaNReceptorNwindingaNandNvntibodyNwindingNofNtheN–ullyN lycosylatedN–ullbLengthN
SvRSbxoVbgNSpikeNProteinNinNaNViralNMembranecNJournalhofhChemicalhTheoryhandhComputationaN2021aN
flaNgilnbgiml

6.4 26

110 OrientationNofNfluorescentNlipidNanalogueNwOyαPYbPxNtoNprobeNlipidNmembraneNpropertiesoNinsightsN
fromNmolecularNdynamicsNsimulationscNJournalhofhPhysicalhChemistryhBaN2011aNffjaNkfjlbkj 3.4 24

109 αdentificationNofNligandNtemplatesNusingNlocalNstructureNalignmentNforNstructurebbasedNdrugNdesigncN
JournalhofhChemicalhInformationhandhModelingaN2012aNjgaNglmibnj 6.1 23

108 NMRNobservablebbasedNstructureNrefinementNofNyvPfgbNK gxNactivatingNimmunoreceptorNcomplexN
inNexplicitNmembranescNBiophysicalhJournalaN2012aNfegaNLglbn 2.9 23

107 MolecularNSimulationsNofN rambNegativeNwacterialNMembranesNxomeNofNvgecNAnnualhReviewhofh
PhysicalhChemistryaN2020aNlfaNflfbfmm 15.7 22

106 UnfoldingNofNaNxlxNchlorideNtransporterNretainsNmemoryNofNitsNevolutionaryNhistorycNNaturehChemicalh
BiologyaN2018aNfiaNimnbink 11.7 22

105 RestrictedNNbglycanNconformationalNspaceNinNtheNPywNandNitsNimplicationNinNglycanNstructureN
modelingcNPLoShComputationalhBiologyaN2013aNnaNefeegnik 5 22

104 PreferredNorientationsNofNphosphoinositidesNinNbilayersNandNtheirNimplicationsNinNproteinNrecognitionN
mechanismscNJournalhofhPhysicalhChemistryhBaN2014aNffmaNihfjbgj 3.4 21

103 x−vRMMb UαNαnputN eneratorNforNNvMyaN romacsaNvmberaNOpenmmaNandNx−vRMMdOpenMMN
SimulationsNusingNtheNx−vRMMhkNvdditiveN–orceN–ieldcNBiophysicalhJournalaN2016aNffeaNkifa 2.9 21

102 xlusteringNandNdynamicsNofNcrowdedNproteinsNnearNmembranesNandNtheirNinfluenceNonNmembraneN
bendingcNProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN2019aNffkaNgijkgbgijkl11.5 21

101 wiophysicalNandNfunctionalNcharacterizationNofNNorrinNsignalingNthroughN–rizzledicNProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN2018aNffjaNmlmlbmlng 11.5 20

100
TransmembraneNfeaturesNgoverningN–cNreceptorNxyfkvNassemblyNwithNxyfkvNsignalingNadaptorN
moleculescNProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN2017aN
ffiaNzjkijbzjkji

11.5 20

99 yifferentialNαnteractionsNbetweenN−umanNvxzgNandNSpikeNRwyNofNSvRSbxoVbgNVariantsNofNxoncerncN
JournalhofhChemicalhTheoryhandhComputationaN2021aN 6.4 20

98 zffectsNofNNb lycanNxompositionNonNStructureNandNyynamicsNofNαg fN–cNandNTheirNαmplicationsNforN
vntibodyNzngineeringcNScientifichReportsaN2017aNlaNfgkjn 4.9 19

(2017-2016)

7



97  bLoSvoNvnNefficientNcomputationalNtoolNforNlocalNstructurebcentricNbiologicalNstudiesNandNdrugN
designcNProteinhScienceaN2016aNgjaNmkjblk 6.3 19

96 NovelNfreeNenergyNcalculationsNtoNexploreNmechanismsNandNenergeticsNofNmembraneNproteinN
structureNandNfunctioncNJournalhofhComputationalhChemistryaN2009aNheaNfkggbhh 3.5 19

95 MolecularNdynamicsNstudiesNonNstructureNandNdynamicsNofNphospholambanNmonomerNandNpentamerN
inNmembranescNProteins:hStructurevhFunctionhandhBioinformaticsaN2009aNlkaNmkbnm 4.2 19

94 ProtegrinbfNorientationNandNphysicochemicalNpropertiesNinNmembraneNbilayersNstudiedNbyNpotentialN
ofNmeanNforceNcalculationscNJournalhofhComputationalhChemistryaN2010aNhfaNgmjnbkl 3.5 19

93 TransmembraneNxomplexesNofNyvPfgNxrystallizedNinNLipidNMembranesNProvideNαnsightsNintoN
xontrolNofNOligomerizationNinNαmmunoreceptorNvssemblycNCellhReportsaN2015aNffaNffmibng 10.6 18

92 NMRbbasedNsimulationNstudiesNofNPffNcoatNproteinNinNexplicitNmembranescNBiophysicalhJournalaN2013aN
fejaNknfbm 2.9 18

91 xomparativeNmolecularNdynamicsNsimulationNstudiesNofNprotegrinbfNmonomerNandNdimerNinNtwoN
differentNlipidNbilayerscNBiophysicalhJournalaN2009aNnlaNlmlbnj 2.9 18

90 LipidblinkedNoligosaccharidesNinNmembranesNsampleNconformationsNthatNfacilitateNbindingNtoN
oligosaccharyltransferasecNBiophysicalhJournalaN2014aNfelaNfmmjbfmnj 2.9 17

89 LigandNbindingNsiteNdetectionNbyNlocalNstructureNalignmentNandNitsNperformanceNcomplementaritycN
JournalhofhChemicalhInformationhandhModelingaN2013aNjhaNgikgble 6.1 17

88 SolidbstateNNMRNensembleNdynamicsNasNaNmediatorNbetweenNexperimentNandNsimulationcNBiophysicalh
JournalaN2011aNfeeaNgnggbm 2.9 17

87 xonformationalNyynamicsNofNtheNLipopolysaccharideNfromNzscherichiaNcoliNOnfNRevealedNbyNNuclearN
MagneticNResonanceNSpectroscopyNandNMolecularNSimulationscNBiochemistryaN2017aNjkaNhmgkbhmhn 3.2 16

86 PhysicalNPropertiesNofNwacterialNOuterNMembraneNModelsoNNeutronNReflectometryNTNMolecularN
SimulationcNBiophysicalhJournalaN2019aNffkaNfenjbffei 2.9 16

85 TheoryNofNvdaptiveNOptimizationNforNUmbrellaNSamplingcNJournalhofhChemicalhTheoryhandh
ComputationaN2014aNfeaNglfnbglgm 6.4 16

84 vssessingNsmecticNliquidbcrystalNcontinuumNmodelsNforNelasticNbilayerNdeformationscNChemistryhandh
PhysicshofhLipidsaN2013aNfknaNfnbgk 3.7 16

83 vNrepulsiveNelectrostaticNmechanismNforNproteinNexportNthroughNtheNtypeNαααNsecretionNapparatuscN
BiophysicalhJournalaN2010aNnmaNijgbkf 2.9 16

82 yifferentialNαnteractionsNwetweenN−umanNvxzgNandNSpikeNRwyNofNSvRSbxoVbgNVariantsNofNxoncernN
2021aN 16

81  ramicidinNvNxhannelN–ormationNαnducesNLocal´ LipidNRedistributionNααoNvNhyNxontinuumNzlasticN
ModelcNBiophysicalhJournalaN2017aNffgaNffnmbfgfh 2.9 15

80 αnsightNintoNzarlybStageNUnfoldingNofN PαbvnchoredN−umanNPrionNProteincNBiophysicalhJournalaN2015aN
fenaNgenebfee 2.9 14

Wonpil Im

8



79 MolecularNdynamicsNsimulationNstrategiesNforNproteinbmicelleNcomplexescNBiochimicahEthBiophysicah
ActahwhBiomembranesaN2016aNfmjmaNfjkkblg 3.8 14

78 MembraneNtensionaNlipidNadaptationaNconformationalNchangesaNandNenergeticsNinNMscLNgatingcN
BiophysicalhJournalaN2011aNfefaNklfbn 2.9 14

77 SyntheticNαmmunotherapeuticsNagainstN rambnegativeNPathogenscNCellhChemicalhBiologyaN2018aNgjaNffmjbffnicej8.2 14

76 x−vRMMb UαNMy––dxMy––NUtilizerNforNMolecularNyynamicsN–lexibleN–ittingNSimulationsNinNVariousN
znvironmentscNJournalhofhPhysicalhChemistryhBaN2017aNfgfaNhlfmbhlgh 3.4 13

75 RolesNofNglycansNinNinteractionsNbetweenNgpfgeNandN−αVNbroadlyNneutralizingNantibodiescN
GlycobiologyaN2016aNgkaNgjfbke 5.8 13

74 StructureNofNanNzααxNsugarNtransporterNtrappedNinNanNinwardbfacingNconformationcNProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN2018aNffjaNjnkgbjnkl 11.5 13

73 x−vRMMb UαNPolymerNwuilderNforNModelingNandNSimulationNofNSyntheticNPolymerscNJournalhofh
ChemicalhTheoryhandhComputationaN2021aNflaNgihfbgiih 6.4 12

72 vugmentingNtheNantinociceptiveNeffectsNofNnicotinicNacetylcholineNreceptorNactivityNthroughNlynxfN
modulationcNPLoShONEaN2018aNfhaNeefnnkih 3.7 12

71 STbanalyzeroNaNwebbbasedNuserNinterfaceNforNsimulationNtrajectoryNanalysiscNJournalhofhComputationalh
ChemistryaN2014aNhjaNnjlbkh 3.5 11

70 xharacterizingNResiduebwilayerNαnteractionsNUsingN ramicidinNvNasNaNScaffoldNandNTryptophanN
SubstitutionsNasNProbescNJournalhofhChemicalhTheoryhandhComputationaN2017aNfhaNjejibjeki 6.4 11

69  bLoSvNforNPredictionNofNProteinbLigandNwindingNSitesNandNStructurescNMethodshinhMolecularhBiologyaN
2017aNfkffaNnlbfem 1.4 10

68 LigandbwindingbSiteNStructureNRefinementNUsingNMolecularNyynamicsNwithNRestraintsNyerivedNfromN
PredictedNwindingNSiteNTemplatescNJournalhofhChemicalhTheoryhandhComputationaN2019aNfjaNkjgibkjhj 6.4 10

67 xonvertingNOneb–aceN˛–b−elixNMimeticsNintoNvmphiphilicN˛–b−elixNMimeticsNasNPotentNαnhibitorsNofN
ProteinbProteinNαnteractionscNACShCombinatorialhScienceaN2016aNfmaNhkbig 3.9 10

66
−eterogeneityNinNnonbepitopeNloopNsequenceNandNouterNmembraneNproteinNcomplexesNaltersN
antibodyNbindingNtoNtheNmajorNporinNproteinNPorwNinNserogroupNwNNeisseriaNmeningitidiscNMolecularh
MicrobiologyaN2017aNfejaNnhibnjh

4.1 10

65 x−vRMMb UαNSupportsN−ydrogenNMassNRepartitioningNandNyifferentNProtonationNStatesNofN
PhosphatesNinNLipopolysaccharidescNJournalhofhChemicalhInformationhandhModelingaN2021aNkfaNmhfbmhn 6.1 10

64 SolidbStateNNMRbRestrainedNznsembleNyynamicsNofNaNMembraneNProteinNinNzxplicitNMembranescN
BiophysicalhJournalaN2015aNfemaNfnjibkg 2.9 9

63  SbalignNforNglycanNstructureNalignmentNandNsimilarityNmeasurementcNBioinformaticsaN2015aNhfaNgkjhbn 7.2 9

62 ModelingNandNSimulationNofNwacterialNOuterNMembranesNwithNLipopolysaccharidesNandN
znterobacterialNxommonNvntigencNJournalhofhPhysicalhChemistryhBaN2020aNfgiaNjnimbjnjk 3.4 9
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60 SimulationNStudyNofNOcckjN–unctionalNPropertiesNinNPseudomonasNaeruginosaNOuterNMembranescN
JournalhofhPhysicalhChemistryhBaN2018aNfggaNmfmjbmfng 3.4 9

59 vsymmetricNxryobzMNStructureNofNvnthraxNToxinNProtectiveNvntigenNPoreNwithNLethalN–actorN
NbTerminalNyomaincNToxinsaN2017aNnaN 4.9 9

58 MultipleNxonformationalNStatesNxontributeNtoNtheNhyNStructureNofNaN lucanNyecasaccharideoNvN
xombinedNSvXSNandNMyNSimulationNStudycNJournalhofhPhysicalhChemistryhBaN2018aNfggaNffknbfflj 3.4 8

57 PotentialNvpplicationNofNvlchemicalN–reeNznergyNSimulationsNtoNyiscriminateN PxRNLigandNzfficacycN
JournalhofhChemicalhTheoryhandhComputationaN2015aNffaNfgjjbkk 6.4 8

56 wetabhairpinNrestraintNpotentialsNforNcalculationsNofNpotentialsNofNmeanNforceNasNaNfunctionNofN
betabhairpinNtiltaNrotationaNandNdistancecNJournalhofhComputationalhChemistryaN2009aNheaNfhhibih 3.5 8

55 vnalysisNofNLipidNOrderNStatesNandNyomainsNinNLipidNwilayerNSimulationscNJournalhofhChemicalhTheoryh
andhComputationaN2019aNfjaNkmmbknl 6.4 8

54 vNmechanobreactiveNcoarsebgrainedNmodelNofNtheNbloodbclottingNagentNvonNWillebrandNfactorcN
JournalhofhChemicalhPhysicsaN2019aNfjfaNfginej 3.9 7

53 SitebSpecificNLipidationNznhancesNα–αTMhNMembraneNαnteractionsNandNvntiviralNvctivitycNACSh
ChemicalhBiologyaN2021aNfkaNmiibmjk 4.9 7

52 LigandbwindingbSiteNRefinementNtoN enerateNReliableN−oloNProteinNStructureNxonformationsNfromN
vpoNStructurescNJournalhofhChemicalhInformationhandhModelingaN2021aNkfaNjhjbjik 6.1 7

51 LongbrangedNProteinbglycanNαnteractionsNStabilizeNvonNWillebrandN–actorNvgNyomainNfromN
MechanicalNUnfoldingcNScientifichReportsaN2018aNmaNfkefl 4.9 7

50 StructuralNxonservationNandNzffectsNofNvlterationsNinNTNxellNReceptorNTransmembraneNαnterfacescN
BiophysicalhJournalaN2018aNffiaNfehebfehj 2.9 6

49
zxplicitNtreatmentNofNforceNcontributionNfromNalignmentNtensorNusingNoverdeterminedNlinearN
equationsNandNitsNapplicationNinNNMRNstructureNdeterminationcNJournalhofhComputationalhChemistryaN
2007aNgmaNfmjmbki

3.5 6

48 vNnovelNstrategyNtoNdetermineNproteinNstructuresNusingNexclusivelyNresidualNdipolarNcouplingcN
JournalhofhComputationalhChemistryaN2008aNgnaNfkiebn 3.5 6

47 wiomechanicalNxharacterizationNofNSvRSbxoVbgNSpikeNRwyNandN−umanNvxzgNProteinbProteinN
αnteractionN2020aN 6

46  lyMywoN lycanNMicroarrayNyatabaseNandNanalysisNtoolsetcNBioinformaticsaN2020aNhkaNgihmbgiig 7.2 6

45 StructuralNbasisNforNtheNassociationNofNPLzK−vlNwithNmembranebembeddedNphosphatidylinositolN
lipidscNStructureaN2021aNgnaNfegnbfehnceh 5.2 6

44 ModelingNofNSpecificNLipopolysaccharideNwindingNSitesNonNaN rambNegativeNPorincNJournalhofhPhysicalh
ChemistryhBaN2019aNfghaNjleebjlem 3.4 5
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43 OflkNLPSNstructureNandNdynamicsoNvNNMRNspectroscopyNandNMyNsimulationNstudycNCurrenthResearchh
inhStructuralhBiologyaN2020aNgaNlnbmm 2.8 5

42 QuantitativeNxharacterizationNofNxholesterolNPartitioningNbetweenNwinaryNwilayerscNJournalhofh
ChemicalhTheoryhandhComputationaN2018aNfiaNgmgnbgmhh 6.4 5

41 TransmembraneNmotionsNofNPglwNinducedNbyNLLONareNcoupledNwithNzLjNloopNconformationalN
changesNnecessaryNforNOSTNactivitycNGlycobiologyaN2017aNglaNlhiblig 5.8 5

40 vdditiveNx−vRMMhkN–orceN–ieldNforNNonstandardNvminoNvcidscNJournalhofhChemicalhTheoryhandh
ComputationaN2021aNflaNhjjibhjle 6.4 5

39 StructuralNαnsightNintoNPhospholipidNTransportNbyNtheNMla–zwyNxomplexNfromNPcNaeruginosacNJournalh
ofhMolecularhBiologyaN2021aNihhaNfkknmk 6.5 5

38 x−vRMMb UαNyzzRNfacilitatorNforNspinbpairNdistanceNdistributionNcalculationsNandNpreparationNofN
restrainedbensembleNmolecularNdynamicsNsimulationscNJournalhofhComputationalhChemistryaN2020aNifaNifjbige3.5 5

37 vNsystematicNanalysisNofNproteinbcarbohydrateNinteractionsNinNtheNProteinNyataNwankcNGlycobiologyaN
2021aNhfaNfgkbfhk 5.8 5

36 MolecularNSimulationNandNwiochemicalNStudiesNSupportNanNzlevatorbtypeNTransportNMechanismN
in´ zααxcNBiophysicalhJournalaN2017aNffgaNgginbggjg 2.9 4

35 yynamicsNandNαnteractionsNofN PαbLinkedNlynxfNProteinNwithdwithoutNNicotinicNvcetylcholineN
ReceptorNinNMembraneNwilayerscNJournalhofhPhysicalhChemistryhBaN2020aNfgiaNieflbiegj 3.4 4

34 wroadeningNvctivityNofNPolymyxinNbyNQuaternaryNvmmoniumN raftingcNACShInfectioushDiseasesaN2020
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33 yevelopingNaN–ullybglycosylatedN–ullblengthNSvRSbxoVbgNSpikeNProteinNModelNinNaNViralNMembraneN
2020aN 4
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GlycobiologyaN2020aNheaNmkbni 5.8 4

31
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zffectNofNpendantNpolarityNonNdetergentNconformationNandNmembraneNproteinNstabilitycNActah
BiomaterialiaaN2021aNfgmaNhnhbiel

10.8 4

30 αnsightNintoNzlongationNStagesNofNPeptidoglycanNProcessingNinNwacterialNxytoplasmicNMembranescN
ScientifichReportsaN2018aNmaNfllei 4.9 4

29 x−vRMMb UαN–reeNznergyNxalculatorNforNPracticalNLigandNwindingN–reeNznergyNSimulationsNwithN
vMwzRcNJournalhofhChemicalhInformationhandhModelingaN2021aNkfaNifijbifjf 6.1 4

28 vccurateNsimulationNofNsurfacesNandNinterfacesNofNtenN–xxNmetalsNandNsteelNusingNLennardâ��βonesN
potentialscNNpjhComputationalhMaterialsaN2021aNlaN 10.9 4

27 x−vRMMb UαNyrudeNprepperNforNmolecularNdynamicsNsimulationNusingNtheNclassicalNyrudeN
polarizableNforceNfieldcNJournalhofhComputationalhChemistryaN2021aN 3.5 4

26 StalisoNvNxomputationalNMethodNforNTemplatebwasedNvbNαnitioNLigandNyesigncNJournalhofh
ComputationalhChemistryaN2019aNieaNfkggbfkhg 3.5 3
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25 UbshapedNcaveolinbfNconformationsNareNtightlyNregulatedNbyNhydrogenNbondsNwithNlipidscNJournalhofh
ComputationalhChemistryaN2019aNieaNfjlebfjll 3.5 3

24
xalciumNandNhydroxyapatiteNbindingNsiteNofNhumanNvitronectinNprovidesNinsightsNtoNabnormalN
depositNformationcNProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaaN
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11.5 3
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ModulationsNinNvrchaealNMembranescNJournalhofhPhysicalhChemistryhBaN2021aNfgjaNilfibilgj 3.4 3

22 MolecularNwasisNofNvqueousblikeNvctivityNofNLipaseNTreatedNwithN lucoseb−eadedNSurfactantNinN
OrganicNSolventcNJournalhofhPhysicalhChemistryhBaN2018aNfggaNfekjnbfekkm 3.4 3

21 QuantitativeNxharacterizationNofNProteinbLipidNαnteractionsNbyN–reeNznergyNSimulationNbetweenN
winaryNwilayerscNJournalhofhChemicalhTheoryhandhComputationaN2019aNfjaNkinfbkjeh 6.4 2

20 xonformationalNStatesNofNtheNxytoprotectiveNProteinNwclbxLcNBiophysicalhJournalaN2020aNffnaNfhgibfhhi 2.9 2

19 windingNofN−umanNvxzgNandNRwyNofNOmicronNznhancedNbyNUniqueNαnteractionNPatternsNvmongN
SvRSbxoVbgNVariantsNofNxoncerncN2022aN 2

18 yevelopingNinitialNconditionsNforNsimulationsNofNasymmetricNmembranesoNaNpracticalN
recommendationcNBiophysicalhJournalaN2021aNfgeaNjeifbjejn 2.9 2

17 αnfluencesNofNLipidNvNTypesNonNLPSNwilayerNPropertiescNJournalhofhPhysicalhChemistryhBaN2021aNfgjaNgfejbgffg3.4 2

16 x−vRMMb UαNforNLigandNwindingNSiteNPredictionNandNRefinementcNJournalhofhChemicalhInformationh
andhModelingaN2021aNkfaNhliibhljf 6.1 2

15 x−vRMMb UαNMembraneNwuilderNforNLipidNNanoparticlesNwithNαonizableNxationicNLipidsNandN
Pz ylatedNLipidscNJournalhofhChemicalhInformationhandhModelingaN2021aNkfaNjfngbjgeg 6.1 2

14 yynamicNαnteractionsNofN–ullyN lycosylatedNSvRSbxoVbgNSpikeNProteinNwithNVariousNvntibodiescN
JournalhofhChemicalhTheoryhandhComputationaN2021aNflaNkjjnbkjkn 6.4 2

13
NMRNcharacterizationNofNhydrophobicNcollapsesNinNamyloidogenicNunfoldedNstatesNandNtheirN
implicationsNforNamyloidNformationcNBiochemicalhandhBiophysicalhResearchhCommunicationsaN2010aN
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3.4 1
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aNMembranecNGlycobiologyaN2021aNhfaNjnhbkeg 5.8 1
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fhaNmjh 17.4 1
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