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k Paper IF Citations

143
ènMSilicoMPredictionMofMPharmacokineticMProfileMforM–umanMOralMwrugMvandidatesMWhichMLackMvlinicalM
PharmacokineticMxxperimentMwataaaMEuropeanhJournalhofhDrughMetabolismhandhPharmacokineticsZM
2022ZMd

2.7 1

142
RNPSdMinhibitsMexcessiveMtumorMnecrosisMfactorbtumorMnecrosisMfactorMreceptorMsignalingMtoMsupportM
hematopoiesisMinMmiceaaMProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofh
AmericaZM2022ZMddlZMeeeccdekddl

11.5

141
Physiologically-uasedMPharmacokineticsMModelingMforM–ydroxychloroquineMasMaMTreatmentMforM
MalariaMandMOptimizedMwosingMRegimensMforMwifferentMPopulationsaMJournalhofhPersonalizedhMedicine
ZM2022ZMdeZMjli

3.6 0

140 RecentMprogressMinMgeneralMforceMfieldsMofMsmallMmoleculesaaMCurrenthOpinionhinhStructuralhBiologyZM
2021ZMjeZMdkj-dlf 8.1 0

139 MachineMlearningMonMligand-residueMinteractionMprofilesMtoMsignificantlyMimproveMbindingMaffinityM
predictionaMBriefingshinhBioinformaticsZM2021ZMeeZM 13.4 4

138
Vtw-MMbzuStmMtMVariableMttomicMwielectricMMMbzuStMModelMforMèmprovedMtccuracyMinM
Protein-LigandMuindingMyreeMxnergyMvalculationsaMJournalhofhChemicalhInformationhandhModelingZM
2021ZMidZMekgg-ekhi

6.1 2

137 ènMsilicoMbindingMprofileMcharacterizationMofMStRS-voV-eMspikeMproteinMandMitsMmutantsMboundMtoM
humanMtvxeMreceptoraMBriefingshinhBioinformaticsZM2021ZMeeZM 13.4 6

136 wrug-wrugMènteractionMuetweenMOxycodoneMandMwiazepamMbyMaMvombinedMPharmacokineticMandM
PharmacodynamicMModelingMtpproachaMACShChemicalhNeuroscienceZM2021ZMdeZMdjjj-djlc 5.7 2

135 MolecularMMechanismMofMUltrasound-ènducedMStructuralMwefectsMinMLiposomesmMtMNonequilibriumM
MolecularMwynamicsMSimulationMStudyaMLangmuirZM2021ZMfjZMjlgh-jlhg 4 1

134 StructureMandMdynamicsMofMmajorMhistocompatibilityMclassMèbMmoleculeM–e-MfMcomplexedMwithM
mitochondrial-derivedMpeptidesaMJournalhofhBiomolecularhStructurehandhDynamicsZM2021ZMd-df 3.6

133 SulfatidesMareMendogenousMligandsMforMtheMTLRg-Mw-eMcomplexaMProceedingshofhthehNationalh
AcademyhofhScienceshofhthehUnitedhStateshofhAmericaZM2021ZMddkZM 11.5 4

132 LandscapeMofMdrug-resistanceMmutationsMinMkinaseMregulatoryMhotspotsaMBriefingshinhBioinformaticsZM
2021ZMeeZM 13.4 7

131 weterminationMofMvanMderMWaalsMParametersMUsingMaMwoubleMxxponentialMPotentialMforMNonbondedM
wivalentMMetalMvationsMinMTèPfPMSolventaMJournalhofhChemicalhTheoryhandhComputationZM2021ZMdjZMdcki-dclj6.4 5

130 NonequilibriumMmolecularMdynamicsMsimulationsMofMinfraredMlaser-inducedMdissociationMofMaM
tetramericMt˛†geM˛†-barrelMinMaMneuronalMmembraneMmodelaMChemistryhandhPhysicshofhLipidsZM2021ZMefgZMdchcfc3.7 2

129 èncorporatingMstructuralMsimilarityMintoMaMscoringMfunctionMtoMenhanceMtheMpredictionMofMbindingM
affinitiesaMJournalhofhCheminformaticsZM2021ZMdfZMdd 8.6 0

128 ticardi-zoutiˆ¤resMsyndrome-associatedMmutationMatMtwtRdMgeneMlocusMactivatesMinnateMimmuneM
responseMinMmouseMbrainaMJournalhofhNeuroinflammationZM2021ZMdkZMdil 10.1 0

127 TMxMdectMisMaMcoenzymeMt-bindingMmembraneMproteinMwithMstructuralMsimilaritiesMtoMxLOVLMfattyM
acidMelongaseaMELifeZM2021ZMdcZM 8.9 6
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126 xffectsMofMtll-ttomMMolecularMMechanicsMyorceMyieldsMonMtmyloidMPeptideMtssemblymMTheMvaseMofM
P–yiMPeptideMofMTauMProteinaMJournalhofhChemicalhTheoryhandhComputationZM2021ZMdjZMighk-igjd 6.4 6

125
OrientationMandMdynamicsMofMvuMbasedMwNtMlabelsMfromMforceMfieldMparameterizedMMwMelucidatesM
theMrelationshipMbetweenMxPRMdistanceMconstraintsMandMwNtMbackboneMdistancesaMPhysicalhChemistryh
ChemicalhPhysicsZM2020ZMeeZMeijcj-eijdl

3.6 5

124 ènfraredMLaser-ènducedMtmyloidMyibrilMwissociationmMtMβointMxxperimentalbTheoreticalMStudyMonMtheM
zNNQQNYMPeptideaMJournalhofhPhysicalhChemistryhBZM2020ZMdegZMieii-iejj 3.4 10

123 wevelopmentMandMxvaluationMofMMMbzuStMuasedMonMaMVariableMwielectricMzuMModelMforMPredictingM
Protein-LigandMuindingMtffinitiesaMJournalhofhChemicalhInformationhandhModelingZM2020ZMicZMhfhf-hfih 6.1 13

122
MolecularMwynamicsMSimulationsMuasedMonMNewlyMwevelopedMyorceMyieldMParametersMforMvuMSpinM
LabelsMProvideMènsightsMintoMwouble-–istidine-uasedMwoubleMxlectron-xlectronMResonanceaMJournalh
ofhPhysicalhChemistryhBZM2020ZMdegZMejkk-ejlj

3.4 15

121
PredictionMofMtheMuindingMtffinitiesMandMSelectivityMforMvudMandMvueMLigandsMUsingM–omologyM
ModelingZMMolecularMwockingZMMolecularMwynamicsMSimulationsZMandMMM-PuStMuindingMyreeMxnergyM
valculationsaMACShChemicalhNeuroscienceZM2020ZMddZMddfl-ddhk

5.7 16

120 TauMRf-RgMwomainMwimerMofMtheMWildMTypeMandMPhosphorylatedMSerfhiMSequencesaMèaMènMSolutionMbyM
ttomisticMSimulationsaMJournalhofhPhysicalhChemistryhBZM2020ZMdegZMeljh-elkf 3.4 21

119
xfficacyMassessmentMofMticagrelorMversusMclopidogrelMinMvhineseMpatientsMwithMacuteMcoronaryM
syndromeMundergoingMpercutaneousMcoronaryMinterventionMbyMdataMminingMandMmachine-learningM
decisionMtreeMapproachesaMJournalhofhClinicalhPharmacyhandhTherapeuticsZM2020ZMghZMdcji-dcki

2.2 3

118 yastZMtccurateZMandMReliableMProtocolsMforMRoutineMvalculationsMofMProtein-LigandMuindingMtffinitiesM
inMwrugMwesignMProjectsMUsingMtMuxRMzPU-TèMwithMffdgSubztyyaMACShOmegaZM2020ZMhZMgidd-gidl 3.9 31

117 NovelMMscLMagonistsMthatMallowMmultipleMantibioticsMcytoplasmicMaccessMactivateMtheMchannelM
throughMaMcommonMbindingMsiteaMPLoShONEZM2020ZMdhZMeceekdhf 3.7 2

116 vryo-xMMStructureMofMtheM–umanMvannabinoidMReceptorMvue-zMSignalingMvomplexaMCellZM2020ZMdkcZMigh-ihgaedf56.2 81

115 yastMèdentificationMofMPossibleMwrugMTreatmentMofMvoronavirusMwisease-dlMUvOVèw-dlVMthroughM
vomputationalMwrugMRepurposingMStudyaMJournalhofhChemicalhInformationhandhModelingZM2020ZMicZMfejj-feki6.1 268

114 yastMèdentificationMofMPossibleMwrugMTreatmentMofMvoronavirusMwiseaseM-dlMUvOVèw-dlVMThroughM
vomputationalMwrugMRepurposingMStudyaMChemRxivZM2020ZM 4.4 9

113 tnalysisMofMsubstanceMuseMandMitsMoutcomesMbyMmachineMlearningMèaMvhildhoodMevaluationMofMliabilityM
toMsubstanceMuseMdisorderaMDrughandhAlcoholhDependenceZM2020ZMeciZMdcjich 4.9 14

112 NanoparticleMvonjugationMofMzinsenosideMRgfMènhibitsM–epatocellularMvarcinomaMwevelopmentMandM
MetastasisaMSmallZM2020ZMdiZMedlcheff 11 30

111 –owMWellMwoesMtheMxxtendedMLinearMènteractionMxnergyMMethodMPerformMinMtccurateMuindingMyreeM
xnergyMvalculationsraMJournalhofhChemicalhInformationhandhModelingZM2020ZMicZMiieg-iiff 6.1 4

110 TransmembraneMPolarMRelayMwrivesMtheMtllostericMRegulationMforMtuvzhbzkMSterolMTransporteraM
InternationalhJournalhofhMolecularhSciencesZM2020ZMedZM 6.3 5

109 MolecularMmechanismMofMultrasoundMinteractionMwithMaMbloodMbrainMbarrierMmodelaMJournalhofh
ChemicalhPhysicsZM2020ZMdhfZMcghdcg 3.9 5

(2020-2021)

3



108
wevelopmentMofMvu-uasedMwistanceMMethodsMandMyorceMyieldMParametersMforMtheMweterminationMofM
PNtMvonformationsMandMwynamicsMbyMxPRMandMMwMSimulationsaMJournalhofhPhysicalhChemistryhBZM
2020ZMdegZMjhgg-jhhi

3.4 6

107 xfficientMformulationMofMpolarizableMzaussianMmultipoleMelectrostaticsMforMbiomolecularMsimulationsaM
JournalhofhChemicalhPhysicsZM2020ZMdhfZMddgddi 3.9 9

106 tMfastMandMhigh-qualityMchargeMmodelMforMtheMnextMgenerationMgeneralMtMuxRMforceMfieldaMJournalhofh
ChemicalhPhysicsZM2020ZMdhfZMddghce 3.9 36

105 èntroducingMVirtualMOligomerizationMènhibitionMtoMèdentifyMPotentMènhibitorsMofMt˛†MOligomerizationaM
JournalhofhChemicalhTheoryhandhComputationZM2020ZMdiZMflec-flfh 6.4 4

104 PredictionMofMwrug-wrugMènteractionsMuetweenMOpioidsMandMOverdosedMuenzodiazepinesMUsingM
PhysiologicallyMuasedMPharmacokineticMUPuPKVMModelingMandMSimulationaMDrugshinhRhandhDZM2019ZMdlZMelj-fch3.4 10

103 xnd-PointMuindingMyreeMxnergyMvalculationMwithMMMbPuStMandMMMbzuStmMStrategiesMandM
tpplicationsMinMwrugMwesignaMChemicalhReviewsZM2019ZMddlZMlgjk-lhck 68.1 449

102 tnMagonistMofMtheMMscLMchannelMaffectsMmultipleMbacterialMspeciesMandMincreasesMmembraneM
permeabilityMandMpotencyMofMcommonMantibioticsaMMolecularhMicrobiologyZM2019ZMddeZMkli-lch 4.1 5

101 ènteractionMmechanismMbetweenMtheMfocusedMultrasoundMandMlipidMmembraneMatMtheMmolecularMlevelaM
JournalhofhChemicalhPhysicsZM2019ZMdhcZMedhdcd 3.9 7

100 StructuralMuasisMofMTLRebTLRdMtctivationMbyMtheMSyntheticMtgonistMwiprovocimaMJournalhofhMedicinalh
ChemistryZM2019ZMieZMelfk-elgl 8.3 27

99
SignificantlyMdifferentMeffectsMofMtetrahydroberberrubineMenantiomersMonMdopamineMwdbweM
receptorsMrevealedMbyMexperimentalMstudyMandMintegratedMinMsilicoMsimulationaMJournalhofh
ComputerwAidedhMolecularhDesignZM2019ZMffZMggj-ghl

4.2 3

98 StructuralMsnapshotMofMtheMcholesterol-transportMtTP-bindingMcassetteMproteinsaMBiochemistryhandh
CellhBiologyZM2019ZMljZMeeg-eff 3.6 10

97 yunctionalMdivergenceMcausedMbyMmutationsMinManMenergeticMhotspotMinMxRKeaMProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaZM2019ZMddiZMdhhdg-dhhef 11.5 11

96 NonequilibriumMatomisticMmolecularMdynamicsMsimulationMofMtubularMnanomotorMpropelledMbyM
bubbleMpropulsionaMJournalhofhChemicalhPhysicsZM2019ZMdhdZMcegdcf 3.9 2

95 MolecularMMechanismMandMKineticsMofMtmyloid-˛†MtggregateMyormationmMtMSimulationMStudyaMACSh
ChemicalhNeuroscienceZM2019ZMdcZMgigf-gihk 5.7 5

94 ènsightMofMvaptagonMtbuseMbyMvhemogenomicsMKnowledgebase-guidedMSystemsMPharmacologyM
TargetMMappingMtnalysesaMScientifichReportsZM2019ZMlZMeeik 4.9 7

93 NewMapplicationMofMinMsilicoMmethodsMinMidentifyingMmechanismsMofMactionMandMkeyMcomponentsMofM
anti-cancerMherbalMformulationMYèV-lciMUP–YlciVaMPhysicalhChemistryhChemicalhPhysicsZM2019ZMedZMefhcd-efhdf3.6 5

92
valculateMprotein-ligandMbindingMaffinitiesMwithMtheMextendedMlinearMinteractionMenergyMmethodmM
applicationMonMtheMvathepsinMSMsetMinMtheMwfRMzrandMvhallengeMfaMJournalhofhComputerwAidedh
MolecularhDesignZM2019ZMffZMdch-ddj

4.2 15

91 wevelopmentMandMTestingMofMwruglikeMScreeningMLibrariesaMJournalhofhChemicalhInformationhandh
ModelingZM2019ZMhlZMhf-ih 6.1 13

Junmei Wang

4



90 xffectsMofMtll-ttomMMolecularMMechanicsMyorceMyieldsMonMtmyloidMPeptideMtssemblymMTheMvaseMofM
t˛†MwimeraMJournalhofhChemicalhTheoryhandhComputationZM2019ZMdhZMdggc-dghe 6.4 55

89
wevelopmentMofMPolarizableMzaussianMModelMforMMolecularMMechanicalMvalculationsMèmMttomicM
PolarizabilityMParameterizationMToMReproduceMabMènitioMtnisotropyaMJournalhofhChemicalhTheoryhandh
ComputationZM2019ZMdhZMddgi-ddhk

6.4 15

88 NovelMcompoundsMthatMspecificallyMbindMandMmodulateMMscLmMinsightsMintoMchannelMgatingM
mechanismsaMFASEBhJournalZM2019ZMffZMfdkc-fdkl 0.9 7

87 MolecularMMechanismMofMtheMvellMMembraneMPoreMyormationMènducedMbyMuubbleMStableMvavitationaM
JournalhofhPhysicalhChemistryhBZM2019ZMdefZMjd-jk 3.4 17

86 tssessingMtheMperformanceMofMMMbPuStMandMMMbzuStMmethodsaMkaMPredictingMbindingMfreeM
energiesMandMposesMofMprotein-RNtMcomplexesaMRnaZM2018ZMegZMddkf-ddlg 5.8 51

85 MolecularMwynamicsMSimulationsMRevealedMtheMRegulationMofMLigandsMtoMtheMènteractionsMbetweenM
tndrogenMReceptorMandMètsMvoactivatoraMJournalhofhChemicalhInformationhandhModelingZM2018ZMhkZMdihe-diid6.1 25

84 tnMinsightMintoMparacetamolMandMitsMmetabolitesMusingMmolecularMdockingMandMmolecularMdynamicsM
simulationaMJournalhofhMolecularhModelingZM2018ZMegZMegf 2 11

83 ureakingMdownMcelluloseMfibrilsMwithMaMmid-infraredMlaseraMCelluloseZM2018ZMehZMhhhf-hhik 5.5 5

82 vrystalMStructuresMofM–umanMOrexinMeMReceptorMuoundMtoMtheMSubtype-SelectiveMtntagonistMxMPtaM
StructureZM2018ZMeiZMj-dlaeh 5.2 41

81 vrystalMstructureMofMtheMhumanMNKMtachykininMreceptoraMProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaZM2018ZMddhZMdfeig-dfeil 11.5 21

80 vheminformaticMènsightMintoMtheMwifferencesMbetweenMTerrestrialMandMMarineMOriginatedMNaturalM
ProductsaMJournalhofhChemicalhInformationhandhModelingZM2018ZMhkZMddke-ddlf 6.1 32

79 tMvontinuumMPoisson-uoltzmannMModelMforMMembraneMvhannelMProteinsaMJournalhofhChemicalh
TheoryhandhComputationZM2017ZMdfZMfflk-fgde 6.4 15

78 –igh-resolutionMcrystalMstructureMofMtheMhumanMvudMcannabinoidMreceptoraMNatureZM2016ZMhgcZMice-ici 50.4 250

77 ènMSilicoMvhemogenomicsMKnowledgebaseMandMvomputationalMSystemMNeuropharmacologyM
tpproachMforMvannabinoidMwrugMResearchM2016ZMdkf-dlh 2

76 wihydrostreptomycinMwirectlyMuindsMtoZMModulatesZMandMPassesMthroughMtheMMscLMvhannelMPoreaM
PLoShBiologyZM2016ZMdgZMedccegjf 9.7 21

75 vrystalMstructureMofMtheMhumanMsterolMtransporterMtuvzhbtuvzkaMNatureZM2016ZMhffZMhid-g 50.4 185

74 TheMapplicationMofMinMsilicoMdrug-likenessMpredictionsMinMpharmaceuticalMresearchaMAdvancedhDrugh
DeliveryhReviewsZM2015ZMkiZMe-dc 18.5 190

73 tdvancesMinMcomputationallyMmodelingMhumanMoralMbioavailabilityaMAdvancedhDrughDeliveryhReviewsZM
2015ZMkiZMdd-i 18.5 27

(2015-2019)
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72 MolecularMwynamicsMSimulationsMofMaMProteinMvrystalaMBioenergetics:hOpenhAccessZM2014ZMceZM 1

71 P-loopMconformationMgovernedMcrizotinibMresistanceMinMzecfeR-mutatedMROSdMtyrosineMkinasemMcluesM
fromMfreeMenergyMlandscapeaMPLoShComputationalhBiologyZM2014ZMdcZMedccfjel 5 77

70 MORTmMaMpowerfulMfoundationalMlibraryMforMcomputationalMbiologyMandMvtwwaMJournalhofh
CheminformaticsZM2014ZMiZM 8.6 78

69
wrug-likenessManalysisMofMtraditionalMvhineseMmedicinesmMeaMvharacterizationMofMscaffoldM
architecturesMforMdrug-likeMcompoundsZMnon-drug-likeMcompoundsZMandMnaturalMcompoundsMfromM
traditionalMvhineseMmedicinesaMJournalhofhCheminformaticsZM2013ZMhZMh

8.6 23

68 tssessingMtheMperformanceMofMMMbPuStMandMMMbzuStMmethodsaMfaMTheMimpactMofMforceMfieldsMandM
ligandMchargeMmodelsaMJournalhofhPhysicalhChemistryhBZM2013ZMddjZMkgck-ed 3.4 334

67 tcceleratedMconformationalMentropyMcalculationsMusingMgraphicMprocessingMunitsaMJournalhofh
ChemicalhInformationhandhModelingZM2013ZMhfZMechj-ig 6.1 5

66
ModelingMcompound-targetMinteractionMnetworkMofMtraditionalMvhineseMmedicinesMforMtypeMèèM
diabetesMmellitusmMinsightMforMpolypharmacologyMandMdrugMdesignaMJournalhofhChemicalhInformationh
andhModelingZM2013ZMhfZMdjkj-kcf

6.1 34

65 wevelopMandMtestMaMsolventMaccessibleMsurfaceMarea-basedMmodelMinMconformationalMentropyM
calculationsaMJournalhofhChemicalhInformationhandhModelingZM2012ZMheZMddll-ede 6.1 70

64
wevelopmentMofMpolarizableMmodelsMforMmolecularMmechanicalMcalculationsaMfaMPolarizableMwaterM
modelsMconformingMtoMTholeMpolarizationMscreeningMschemesaMJournalhofhPhysicalhChemistryhBZM2012ZM
ddiZMjlll-kcck

3.4 42

63 wevelopmentMofMpolarizableMmodelsMforMmolecularMmechanicalMcalculationsaMgaMvanMderMWaalsM
parametrizationaMJournalhofhPhysicalhChemistryhBZM2012ZMddiZMjckk-dcd 3.4 44

62 wrug-likenessManalysisMofMtraditionalMvhineseMmedicinesmMpredictionMofMdrug-likenessMusingMmachineM
learningMapproachesaMMolecularhPharmaceuticsZM2012ZMlZMekjh-ki 5.6 88

61 tMrule-basedMalgorithmMforMautomaticMbondMtypeMperceptionaMJournalhofhCheminformaticsZM2012ZMgZMei 8.6 11

60
wrug-likenessManalysisMofMtraditionalMvhineseMmedicinesmMdaMpropertyMdistributionsMofMdrug-likeM
compoundsZMnon-drug-likeMcompoundsMandMnaturalMcompoundsMfromMtraditionalMvhineseMmedicinesaM
JournalhofhCheminformaticsZM2012ZMgZMfd

8.6 49

59 vhallengesMinMuindingMyreeMxnergyMvalculationMusingMMM-PubzuStaMBioenergetics:hOpenhAccessZM2012
ZMcdZM 2

58
twMxTMevaluationMinMdrugMdiscoveryaMddaMPharmacoKineticsMKnowledgeMuaseMUPKKuVmMaM
comprehensiveMdatabaseMofMpharmacokineticMandMtoxicMpropertiesMforMdrugsaMJournalhofhChemicalh
InformationhandhModelingZM2012ZMheZMddfe-j

6.1 51

57 twMxTMevaluationMinMdrugMdiscoveryaMdeaMwevelopmentMofMbinaryMclassificationMmodelsMforMpredictionM
ofMhxRzMpotassiumMchannelMblockageaMMolecularhPharmaceuticsZM2012ZMlZMlli-dcdc 5.6 111

56
tssessingMtheMperformanceMofMtheMMMbPuStMandMMMbzuStMmethodsaMdaMTheMaccuracyMofMbindingM
freeMenergyMcalculationsMbasedMonMmolecularMdynamicsMsimulationsaMJournalhofhChemicalhInformationh
andhModelingZM2011ZMhdZMil-ke

6.1 1511

55 wevelopmentMofMpolarizableMmodelsMforMmolecularMmechanicalMcalculationsMèmMparameterizationMofM
atomicMpolarizabilityaMJournalhofhPhysicalhChemistryhBZM2011ZMddhZMfcld-l 3.4 114
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54 twMxMevaluationMinMdrugMdiscoveryaMlaMPredictionMofMoralMbioavailabilityMinMhumansMbasedMonM
molecularMpropertiesMandMstructuralMfingerprintsaMMolecularhPharmaceuticsZM2011ZMkZMkgd-hd 5.6 83

53 tpplicationMofMmolecularMdynamicsMsimulationsMinMmolecularMpropertyMpredictionMèèmMdiffusionM
coefficientaMJournalhofhComputationalhChemistryZM2011ZMfeZMfhch-dl 3.5 91

52 tpplicationMofMMolecularMwynamicsMSimulationsMinMMolecularMPropertyMPredictionMèmMwensityMandM–eatM
ofMVaporizationaMJournalhofhChemicalhTheoryhandhComputationZM2011ZMjZMedhd-edih 6.4 85

51 RecentMadvancesMonMaqueousMsolubilityMpredictionaMCombinatorialhChemistryhandhHighhThroughputh
ScreeningZM2011ZMdgZMfek-fk 1.3 83

50 RecentMdevelopmentsMofMinMsilicoMpredictionsMofMoralMbioavailabilityaMCombinatorialhChemistryhandh
HighhThroughputhScreeningZM2011ZMdgZMfie-jg 1.3 34

49
tssessingMtheMperformanceMofMtheMmolecularMmechanicsbPoissonMuoltzmannMsurfaceMareaMandM
molecularMmechanicsbgeneralizedMuornMsurfaceMareaMmethodsaMèèaMTheMaccuracyMofMrankingMposesM
generatedMfromMdockingaMJournalhofhComputationalhChemistryZM2011ZMfeZMkii-jj

3.5 484

48 vorrectionMtoMtpplicationMofMMolecularMwynamicsMSimulationsMinMMolecularMPropertyMPredictionaMdaM
wensityMandM–eatMofMVaporizationaMJournalhofhChemicalhTheoryhandhComputationZM2011ZMjZMefff 6.4

47
wevelopmentMofMpolarizableMmodelsMforMmolecularMmechanicalMcalculationsMèèmMinducedMdipoleMmodelsM
significantlyMimproveMaccuracyMofMintermolecularMinteractionMenergiesaMJournalhofhPhysicalhChemistryh
BZM2011ZMddhZMfdcc-dd

3.4 101

46 wrugMandMdrugMcandidateMbuildingMblockManalysisaMJournalhofhChemicalhInformationhandhModelingZM
2010ZMhcZMhh-ij 6.1 83

45 RecentMdevelopmentsMofMinMsilicoMpredictionsMofMintestinalMabsorptionMandMoralMbioavailabilityaM
CombinatorialhChemistryhandhHighhThroughputhScreeningZM2009ZMdeZMglj-hci 1.3 64

44 xxaminationMofMtheMeffectMofMtheMannealingMcationMonMhigherMorderMstructuresMcontainingMguanineMorM
isoguanineMrepeatsaMChemistryhwhAhEuropeanhJournalZM2009ZMdhZMddegg-hh 4.8 22

43 PredictingMdrugMresistanceMofMtheM–èV-dMproteaseMusingMmolecularMinteractionMenergyMcomponentsaM
Proteins:hStructurevhFunctionhandhBioinformaticsZM2009ZMjgZMkfj-gi 4.2 72

42 PolarizationMeffectsMinMmolecularMmechanicalMforceMfieldsaMJournalhofhPhysicshCondensedhMatterZM2009ZM
edZMfffdce 1.8 192

41 tqueousMsolubilityMpredictionMbasedMonMweightedMatomMtypeMcountsMandMsolventMaccessibleMsurfaceM
areasaMJournalhofhChemicalhInformationhandhModelingZM2009ZMglZMhjd-kd 6.1 48

40 vhapterMhMRecentMtdvancesMonMinMsilicoMtwMxMModelingaMAnnualhReportshinhComputationalhChemistryZM
2009ZMdcd-dej 1.8 18

39 Structure-twMxMrelationshipmMstillMaMlongMwayMtoMgoraMExperthOpinionhonhDrughMetabolismhandh
ToxicologyZM2008ZMgZMjhl-jc 5.5 92

38 vontinuumMpolarizableMforceMfieldMwithinMtheMPoisson-uoltzmannMframeworkaMJournalhofhPhysicalh
ChemistryhBZM2008ZMddeZMjijh-kk 3.4 20

37 yastMapproachesMforMmolecularMpolarizabilityMcalculationsaMJournalhofhPhysicalhChemistryhAZM2007ZMdddZMgggf-k2.8 56

(2007-2011)
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36 twMxMevaluationMinMdrugMdiscoveryaMjaMPredictionMofMoralMabsorptionMbyMcorrelationMandM
classificationaMJournalhofhChemicalhInformationhandhModelingZM2007ZMgjZMeck-dk 6.1 141

35 twMxMevaluationMinMdrugMdiscoveryaMkaMTheMpredictionMofMhumanMintestinalMabsorptionMbyMaMsupportM
vectorMmachineaMJournalhofhChemicalhInformationhandhModelingZM2007ZMgjZMegck-dh 6.1 93

34 zPvRMstructure-basedMvirtualMscreeningMapproachMforMvueMantagonistMsearchaMJournalhofhChemicalh
InformationhandhModelingZM2007ZMgjZMdiei-fj 6.1 94

33
zas-phaseMstabilityMofMz-quadruplexMwNtMdeterminedMbyMelectrosprayMionizationMtandemMmassM
spectrometryMandMmolecularMdynamicsMsimulationsaMJournalhofhthehAmericanhSocietyhforhMassh
SpectrometryZM2007ZMdkZMdjic-jf

3.5 30

32 twMxMevaluationMinMdrugMdiscoveryaMiaMvanMoralMbioavailabilityMinMhumansMbeMeffectivelyMpredictedMbyM
simpleMmolecularMproperty-basedMrulesraMJournalhofhChemicalhInformationhandhModelingZM2007ZMgjZMgic-f 6.1 138

31 wevelopmentMofMreliableMaqueousMsolubilityMmodelsMandMtheirMapplicationMinMdruglikeManalysisaM
JournalhofhChemicalhInformationhandhModelingZM2007ZMgjZMdflh-gcg 6.1 79

30 tutomaticMatomMtypeMandMbondMtypeMperceptionMinMmolecularMmechanicalMcalculationsaMJournalhofh
MolecularhGraphicshandhModellingZM2006ZMehZMegj-ic 2.8 3191

29 RecentMtdvancesMinMyreeMxnergyMvalculationsMwithMaMvombinationMofMMolecularMMechanicsMandM
vontinuumMModelsaMCurrenthComputerwAidedhDrughDesignZM2006ZMeZMekj-fci 1.4 230

28 RecentMadvancesMinMcomputationalMpredictionMofMdrugMabsorptionMandMpermeabilityMinMdrugM
discoveryaMCurrenthMedicinalhChemistryZM2006ZMdfZMeihf-ij 4.3 147

27 New-generationMamberMunited-atomMforceMfieldaMJournalhofhPhysicalhChemistryhBZM2006ZMddcZMdfdii-ji 3.4 157

26 zeneticMalgorithm-optimizedMQSPRMmodelsMforMbioavailabilityZMproteinMbindingZMandMurinaryM
excretionaMJournalhofhChemicalhInformationhandhModelingZM2006ZMgiZMeijg-kf 6.1 54

25 fw-QStRMstudiesMofMarylpyrazoleMantagonistsMofMcannabinoidMreceptorMsubtypesMvudMandMvueaMtM
combinedMNMRMandMvoMytMapproachaMJournalhofhMedicinalhChemistryZM2006ZMglZMieh-fi 8.3 55

24 –ierarchicalMdatabaseMscreeningsMforM–èV-dMreverseMtranscriptaseMusingMaMpharmacophoreMmodelZM
rigidMdockingZMsolvationMdockingZMandMMM-PubStaMJournalhofhMedicinalhChemistryZM2005ZMgkZMegfe-gg 8.3 64

23 ThresholdMdissociationMandMmolecularMmodelingMofMtransitionMmetalMcomplexesMofMflavonoidsaM
JournalhofhthehAmericanhSocietyhforhMasshSpectrometryZM2005ZMdiZMdfl-hd 3.5 45

22 vharacterizationMofMflavonoidsMbyMaluminumMcomplexationMandMcollisionallyMactivatedMdissociationaM
JournalhofhMasshSpectrometryZM2005ZMgcZMfhc-if 2.2 40

21 èdentificationMofMaMspecificMinhibitorMofMtheMdishevelledMPwZMdomainaMBiochemistryZM2005ZMggZMdhglh-hcf 3.2 172

20 wevelopmentMandMtestingMofMaMgeneralMamberMforceMfieldaMJournalhofhComputationalhChemistryZM2004ZM
ehZMddhj-jg 3.5 10682

19
wiscoveryZMmodelingZMandMhumanMpharmacokineticsMofM
N-Ue-acetyl-gZi-dimethylphenylV-f-UfZg-dimethylisoxazol-h-ylsulfamoylVthiophene-e-carboxamideM
UTuvfjddVZMaMsecondMgenerationZMxTtMselectiveZMandMorallyMbioavailableMendothelinMantagonistaM
JournalhofhMedicinalhChemistryZM2004ZMgjZMdlil-ki

8.3 90
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18 tMpoint-chargeMforceMfieldMforMmolecularMmechanicsMsimulationsMofMproteinsMbasedMonM
condensed-phaseMquantumMmechanicalMcalculationsaMJournalhofhComputationalhChemistryZM2003ZMegZMdlll-ecde3.5 3573

17 MolecularMdynamicsMandMfreeMenergyManalysesMofMcathepsinMw-inhibitorMinteractionsmMinsightMintoM
structure-basedMligandMdesignaMJournalhofhMedicinalhChemistryZM2002ZMghZMdgde-l 8.3 155

16 tutomaticMparameterizationMofMforceMfieldMbyMsystematicMsearchMandMgeneticMalgorithmsaMJournalhofh
ComputationalhChemistryZM2001ZMeeZMdedl-deek 3.5 112

15
UseMofMMM-PuStMinMreproducingMtheMbindingMfreeMenergiesMtoM–èV-dMRTMofMTèuOMderivativesMandM
predictingMtheMbindingMmodeMtoM–èV-dMRTMofMefavirenzMbyMdockingMandMMM-PuStaMJournalhofhtheh
AmericanhChemicalhSocietyZM2001ZMdefZMheed-fc

16.4 616

14 SolvationMModelMuasedMonMWeightedMSolventMtccessibleMSurfaceMtreaaMJournalhofhPhysicalhChemistryh
BZM2001ZMdchZMhchh-hcij 3.4 100

13
tnManalysisMofMtheMinteractionsMbetweenMtheMSem-hMS–fMdomainMandMitsMligandsMusingMmolecularM
dynamicsZMfreeMenergyMcalculationsZMandMsequenceManalysisaMJournalhofhthehAmericanhChemicalhSocietyZM
2001ZMdefZMflki-lg

16.4 121

12
–owMwellMdoesMaMrestrainedMelectrostaticMpotentialMURxSPVMmodelMperformMinMcalculatingM
conformationalMenergiesMofMorganicMandMbiologicalMmoleculesraMJournalhofhComputationalhChemistryZM
2000ZMedZMdcgl-dcjg

3.5 3321

11 –owMwellMdoesMaMrestrainedMelectrostaticMpotentialMURxSPVMmodelMperformMinMcalculatingM
conformationalMenergiesMofMorganicMandMbiologicalMmoleculesrM2000ZMedZMdcgl 2

10 –owMwellMdoesMaMrestrainedMelectrostaticMpotentialMURxSPVMmodelMperformMinMcalculatingM
conformationalMenergiesMofMorganicMandMbiologicalMmoleculesrM2000ZMedZMdcgl 30

9 tutomatedMdockingMofMpeptidesMandMproteinsMbyMusingMaMgeneticMalgorithmMcombinedMwithMaMtabuM
searchaMProteinhEngineeringvhDesignhandhSelectionZM1999ZMdeZMifl-gk 1.9 40

8 tutomatedMdockingMofMpeptidesMandMproteinsMbyMgeneticMalgorithmaMChemometricshandhIntelligenth
LaboratoryhSystemsZM1999ZMghZMekd-eki 3.8 6

7 tpplicationsMofMgeneticMalgorithmsMonMtheMstructureâ��activityMcorrelationMstudyMofMaMgroupMofM
non-nucleosideM–èV-dMinhibitorsaMChemometricshandhIntelligenthLaboratoryhSystemsZM1999ZMghZMfcf-fdc 3.8 17

6 vonformationalManalysisMofMpeptidesMusingMMonteMvarloMsimulationsMcombinedMwithMtheMgeneticM
algorithmaMChemometricshandhIntelligenthLaboratoryhSystemsZM1999ZMghZMfgj-fhd 3.8 13

5 tpplicationsMofMgeneticMalgorithmsMonMtheMstructure-activityMrelationshipManalysisMofMsomeM
cinnamamidesaMJournalhofhChemicalhInformationhandhComputerhSciencesZM1999ZMflZMjjh-kd 61

4 TheoreticalMstudiesMonMforceMtitrationMofMamino-group-terminatedMself-assembledMmonolayersaM
ComputationalhandhTheoreticalhChemistryZM1998ZMghdZMelh-fcf 7

3 TransmembraneMpolarMrelayMdrivesMtheMallostericMregulationMforMtuvzhbzkMsterolMtransporter 1

2 –owMwellMdoesMaMrestrainedMelectrostaticMpotentialMURxSPVMmodelMperformMinMcalculatingM
conformationalMenergiesMofMorganicMandMbiologicalMmoleculesr 1

1 –owMwellMdoesMaMrestrainedMelectrostaticMpotentialMURxSPVMmodelMperformMinMcalculatingM
conformationalMenergiesMofMorganicMandMbiologicalMmoleculesr 23

(-2003)
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