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i Paper IF Citations

133 sctiveJβearningJforJvrugJvesignlJsJuaseJStudyJonJtheJPlasmaJwxposureJofJOrallyJsdministeredJ
vrugsXJJournalfoffMedicinalfChemistryVJ2021VJhfVJchjejWchjge 8.3 2

132
zepatoprotectiveJwffectJandJPotentialJπechanismJofJsqueousJwxtractJfromJonJ
uarbonWTetrachlorideWønducedJβiverJxibrosisJinJRatsXJEvidenceubasedfComplementaryfandfAlternativef
MedicineVJ2021VJdbdcVJgefgjdc

2.3 3

131
SynthesisVJcharacterizationVJinJvitroJantioxidantJandJhypoglycemicJactivitiesJofJseleniumJ
nanoparticlesJdecoratedJwithJpolysaccharidesJofJyracilariaJlemaneiformisXJInternationalfJournalfoff
BiologicalfMacromoleculesVJ2021VJckeVJkdeWked

7.9 8

130 vrugJrepurposingJagainstJbreastJcancerJbyJintegratingJdrugWexposureJexpressionJprofilesJandJ
drugWdrugJlinksJbasedJonJgraphJneuralJnetworkXJBioinformaticsVJ2021VJ 7.2 8

129 ødentificationJofJnovelJantiWinflammatoryJNuriiJmodulatorsJbyJvirtualJscreeningXJBioorganicf
ChemistryVJ2021VJccdVJcbfkcd 5.1 0

128 viscoveryJofJuyclicJPeptidomimeticJβigandsJTargetingJtheJwxtracellularJvomainJofJwyxRXJJournalfoff
MedicinalfChemistryVJ2021VJhfVJccdckWccddj 8.3 0

127 sJhybridJframeworkJforJimprovingJuncertaintyJquantificationJinJdeepJlearningWbasedJQSsRJ
regressionJmodelingXJJournalfoffCheminformaticsVJ2021VJceVJhk 8.6 0

126 RevisitingJsldehydeJOxidaseJπediatedJπetabolismJinJvrugWlikeJπoleculeslJsnJømprovedJ
uomputationalJπodelXJJournalfoffMedicinalfChemistryVJ2020VJheVJhgdeWhgei 8.3 3

125 viterpenoidsJfromJtheJRootJtarkJofJandJwvaluationJofJTheirJPhosphodiesteraseJTypeJfvJønhibitoryJ
sctivityXJJournalfoffNaturalfProductsVJ2020VJjeVJcddkWcdei 4.9 2

124
snalysisJofJxourJTypesJofJβeukemiaJUsingJyeneJOntologyJTermJandJαyotoJwncyclopediaJofJyenesJ
andJyenomesJPathwayJwnrichmentJScoresXJCombinatorialfChemistryfandfHighfThroughputfScreeningVJ
2020VJdeVJdkgWebe

1.3 1

123 tioactivityJPredictionJtasedJonJπatchedJπolecularJPairJandJπatchedJπolecularJSeriesJπethodsXJ
CurrentfPharmaceuticalfDesignVJ2020VJdhVJfckgWfdbg 3.3 0

122 TransformeruPølJimprovingJcompoundWproteinJinteractionJpredictionJbyJsequenceWbasedJdeepJ
learningJwithJselfWattentionJmechanismJandJlabelJreversalJexperimentsXJBioinformaticsVJ2020VJehVJffbhWffcf7.2 41

121 RegioselectiveJsynthesisJofJsubstitutedJthiazolesJviaJcascadeJreactionsJfromJeWchlorochromonesJ
andJthioamidesXJOrganicfandfBiomolecularfChemistryVJ2020VJcjVJhchdWhcib 3.9 2

120 πachineWβearningWyuidedJuocrystalJPredictionJtasedJonJβargeJvataJtaseXJCrystalfGrowthfandf
DesignVJ2020VJdbVJhhcbWhhdc 3.5 11

119 PushingJtheJtoundariesJofJπolecularJRepresentationJforJvrugJviscoveryJwithJtheJyraphJsttentionJ
πechanismXJJournalfoffMedicinalfChemistryVJ2020VJheVJjifkWjihb 8.3 93

118 veepJNeuralJNetworkJulassifierJforJVirtualJScreeningJønhibitorsJofJRSSWsdenosylWβWπethionineJ
RSsπSWvependentJπethyltransferaseJxamilyXJFrontiersfinfChemistryVJ2019VJiVJedf 5 5

117 uomputationalJchemicalJbiologyJandJdrugJdesignlJxacilitatingJproteinJstructureVJfunctionVJandJ
modulationJstudiesXJMedicinalfResearchfReviewsVJ2018VJejVJkcfWkgb 14.4 23
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116 πachineJβearningWtasedJπodelingJofJvrugJToxicityXJMethodsfinfMolecularfBiologyVJ2018VJcigfVJdfiWdhf 1.4 10

115 sldehydeJOxidaseJπediatedJπetabolismJinJvrugWlikeJπoleculeslJsJuombinedJuomputationalJandJ
wxperimentalJStudyXJJournalfoffMedicinalfChemistryVJ2017VJhbVJdkieWdkjd 8.3 29

114
ødentificationJandJbiochemicalJcharacterizationJofJvubibkbJasJaJnovelJpotentJsmallJmoleculeJ
inhibitorJagainstJhumanJenterovirusJicJeuJproteaseJbyJstructureWbasedJvirtualJscreeningXJEuropeanf
JournalfoffMedicinalfChemistryVJ2016VJcdfVJkjcWkkc

6.8 19

113 wstimationJofJeliminationJhalfWlivesJofJorganicJchemicalsJinJhumansJusingJgradientJboostingJ
machineXJBiochimicafEtfBiophysicafActafufGeneralfSubjectsVJ2016VJcjhbVJdhhfWic 4 19

112
viscoveryJofJNovelJønhibitorsJTargetingJtheJπeninWπixedJβineageJβeukemiaJønterfaceJUsingJ
PharmacophoreWJandJvockingWtasedJVirtualJScreeningXJJournalfoffChemicalfInformationfandf
ModelingVJ2016VJghVJcjfiWgg

6.1 19

111 TarPredlJaJwebJapplicationJforJpredictingJtherapeuticJandJsideJeffectJtargetsJofJchemicalJ
compoundsXJBioinformaticsVJ2015VJecVJdbfkWgc 7.2 29

110 PolicresulenVJaJnovelJNSdtaNSeJproteaseJinhibitorVJeffectivelyJinhibitsJtheJreplicationJofJvwNVdJ
virusJinJtzαWdcJcellsXJActafPharmacologicafSinicaVJ2015VJehVJccdhWeh 8 21

109
uombinatorialJPharmacophoreJπodelingJofJπultidrugJandJToxinJwxtrusionJTransporterJcJønhibitorslJ
aJTheoreticalJPerspectiveJforJUnderstandingJπultipleJønhibitoryJπechanismsXJScientificfReportsVJ
2015VJgVJcehjf

4.9 11

108 ønJsilicoJsvπwaTJmodellingJforJrationalJdrugJdesignXJQuarterlyfReviewsfoffBiophysicsVJ2015VJfjVJfjjWgcg 7 137

107 ødentificationJofJnovelJthiadiazoloacrylamideJanaloguesJasJinhibitorsJofJdengueWdJvirusJNSdtaNSeJ
proteaseXJBioorganicfandfMedicinalfChemistryVJ2014VJddVJheffWgd 3.4 28

106 ønJsilicoJsiteJofJmetabolismJpredictionJforJhumanJUyTWcatalyzedJreactionsXJBioinformaticsVJ2014VJebVJekjWfbg7.2 23

105 wstimationJofJacuteJoralJtoxicityJinJratJusingJlocalJlazyJlearningXJJournalfoffCheminformaticsVJ2014VJhVJdh 8.6 25

104 πechanismJofJtheJsllW˛–JtoJsllW˛†JuonformationalJTransitionJofJRfazWuTvlJπolecularJvynamicsJ
SimulationJandJπarkovJStateJπodelXJJournalfoffChemicalfTheoryfandfComputationVJ2014VJcbVJddggWhf 6.4 24

103 ThermodynamicJandJstructuralJcharacterizationJofJhalogenJbondingJinJproteinWligandJinteractionslJaJ
caseJstudyJofJPvwgJandJitsJinhibitorsXJJournalfoffMedicinalfChemistryVJ2014VJgiVJegjjWke 8.3 28

102 NovelJtayesianJclassificationJmodelsJforJpredictingJcompoundsJblockingJhwRyJpotassiumJchannelsXJ
ActafPharmacologicafSinicaVJ2014VJegVJcbkeWcbd 8 39

101 ønJSilicoJtargetJfishinglJaddressingJaJLtigJvataLJproblemJbyJligandWbasedJsimilarityJrankingsJwithJ
dataJfusionXJJournalfoffCheminformaticsVJ2014VJhVJee 8.6 35

100 SynthesisJofJpolysubstitutedJ˛†WaminoJcyclohexaneJcarboxylicJacidsJviaJvielsWslderJreactionJusingJ
NiRøøSWcomplexJstabilizedJ˛†WalanineJderivedJdienesXJAminofAcidsVJ2013VJffVJikcWh 3.5 7

99 ødentificationJofJnovelJsmallJmoleculesJasJinhibitorsJofJhepatitisJuJvirusJbyJstructureWbasedJvirtualJ
screeningXJInternationalfJournalfoffMolecularfSciencesVJ2013VJcfVJddjfgWgh 6.3 10

(2013-2018)
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98 tindingJsensitivityJofJadefovirJtoJtheJpolymeraseJfromJdifferentJgenotypesJofJztVlJmolecularJ
modelingVJdockingJandJdynamicsJsimulationJstudiesXJActafPharmacologicafSinicaVJ2013VJefVJeckWdj 8 9

97 ødentificationJofJcgdWPyJdJasJanJantagonistJofJfarnesoidJXJreceptorlJmolecularJmodelingJwithJ
biologicalJevaluationXJSteroidsVJ2013VJijVJjceWdd 2.8 16

96 uombinatorialJpharmacophoreJmodelingJofJorganicJcationJtransporterJdJROuTdSJinhibitorslJinsightsJ
intoJmultipleJinhibitoryJmechanismsXJMolecularfPharmaceuticsVJ2013VJcbVJfhccWk 5.6 17

95 ønJSilicoJPredictionJofJuytochromeJPfgbWπediatedJSiteJofJπetabolismJRSOπSXJProteinfandfPeptidef
LettersVJ2013VJdbVJdikWdjk 1.9

94 uomputationalJmodelsJforJpredictingJinteractionsJwithJmembraneJtransportersXJCurrentfMedicinalf
ChemistryVJ2013VJdbVJdccjWeh 4.3 8

93 NonWcovalentJinteractionsJwithJaromaticJringslJcurrentJunderstandingJandJimplicationsJforJrationalJ
drugJdesignXJCurrentfPharmaceuticalfDesignVJ2013VJckVJhgddWee 3.3 24

92 sJnovelJsulfonamideJagentVJπPSPWbbcVJexhibitsJpotentJactivityJagainstJhumanJcancerJcellsJinJvitroJ
throughJdisruptionJofJmicrotubuleXJActafPharmacologicafSinicaVJ2012VJeeVJdhcWib 8 25

91 wstimationJofJcarcinogenicityJusingJmolecularJfragmentsJtreeXJJournalfoffChemicalfInformationfandf
ModelingVJ2012VJgdVJckkfWdbbe 6.1 14

90 uonformationalJtransitionJandJenergyJlandscapeJofJwrbtfJactivatedJbyJneuregulinc˛†lJoneJ
microsecondJmolecularJdynamicsJsimulationsXJJournalfoffthefAmericanfChemicalfSocietyVJ2012VJcefVJhidbWec16.4 19

89 viscoveryJofJnovelJdualWactionJantidiabeticJagentsJthatJinhibitJglycogenJphosphorylaseJandJactivateJ
glucokinaseXJEuropeanfJournalfoffMedicinalfChemistryVJ2012VJgjVJhdfWek 6.8 16

88 SOπwVizlJaJwebJserviceJforJsiteJofJmetabolismJestimatingJandJvisualizingXJProteinfandfPeptidef
LettersVJ2012VJckVJkbgWk 1.9 1

87 uomputationalJspproachesJtoJvrugJviscoveryJandJvevelopmentJ2012VJdeWfb 1

86
αnowledgeWbasedJscoringJfunctionsJinJdrugJdesignlJeXJsJtwoWdimensionalJknowledgeWbasedJ
hydrogenWbondingJpotentialJforJtheJpredictionJofJproteinWligandJinteractionsXJJournalfoffChemicalf
InformationfandfModelingVJ2011VJgcVJdkkfWebbf

6.1 14

85 uomputationalJscreeningJforJactiveJcompoundsJtargetingJproteinJsequenceslJmethodologyJandJ
experimentalJvalidationXJJournalfoffChemicalfInformationfandfModelingVJ2011VJgcVJdjdcWj 6.1 48

84 xragmentWbasedJpredictionJofJskinJsensitizationJusingJrecursiveJpartitioningXJJournalfoff
ComputeruAidedfMolecularfDesignVJ2011VJdgVJjjgWke 4.2 9

83 αnowledgeWbasedJscoringJfunctionsJinJdrugJdesignlJdXJuanJtheJknowledgeJbaseJbeJenrichedqXJ
JournalfoffChemicalfInformationfandfModelingVJ2011VJgcVJejhWki 6.1 25

82 vesignVJsynthesisVJandJinteractionJstudyJofJquinazolineWdRczSWthioneJderivativesJasJnovelJpotentialJ
tclWxβJinhibitorsXJJournalfoffMedicinalfChemistryVJ2010VJgeVJefhgWik 8.3 39

81 UsingJsupportJvectorJregressionJcoupledJwithJtheJgeneticJalgorithmJforJpredictingJacuteJtoxicityJtoJ
theJfatheadJminnowXJSARfandfQSARfinfEnvironmentalfResearchVJ2010VJdcVJggkWib 3.5 32
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80 πolecularJdynamicsJsimulationsJonJtheJmechanismJofJtransportingJmethylamineJandJammoniaJbyJ
ammoniumJtransporterJsmttXJJournalfoffPhysicalfChemistryfBVJ2010VJccfVJcgcidWk 3.4 19

79 NovelJthiopheneJderivativesJasJPTPctJinhibitorsJwithJselectivityJandJcellularJactivityXJBioorganicfandf
MedicinalfChemistryVJ2010VJcjVJciieWjd 3.4 54

78 SiteJofJmetabolismJpredictionJforJsixJbiotransformationsJmediatedJbyJcytochromesJPfgbXJ
BioinformaticsVJ2009VJdgVJcdgcWj 7.2 61

77
ønteractionJmodelsJofJaJseriesJofJoxadiazoleWsubstitutedJalphaWisopropoxyJphenylpropanoicJacidsJ
againstJPPsRalphaJandJPPsRgammalJmolecularJmodelingJandJcomparativeJmolecularJsimilarityJ
indicesJanalysisJstudiesXJProteinfandfPeptidefLettersVJ2009VJchVJcgbWhd

1.9 11

76 PharmacophoreWbasedJvirtualJscreeningJversusJdockingWbasedJvirtualJscreeninglJaJbenchmarkJ
comparisonJagainstJeightJtargetsXJActafPharmacologicafSinicaVJ2009VJebVJchkfWibj 8 68

75 zalogenJbondingWWaJnovelJinteractionJforJrationalJdrugJdesignqXJJournalfoffMedicinalfChemistryVJ2009
VJgdVJdjgfWhd 8.3 485

74 wfficientJsynthesisJofJalphaWarylWaheteroarylWsubstitutedJbetaWaminoJacidsJviaJNiRøøSJcomplexJthroughJ
theJSuzukiJcouplingJreactionXJJournalfoffOrganicfChemistryVJ2009VJifVJghghWk 4.2 12

73 uWXXXXzJcontactsJinJbiomolecularJsystemslJhowJtheyJcontributeJtoJproteinWligandJbindingJaffinityXJ
JournalfoffPhysicalfChemistryfBVJ2009VJcceVJcdhcgWdc 3.4 80

72 PvTvlJaJwebWaccessibleJproteinJdatabaseJforJdrugJtargetJidentificationXJBMCfBioinformaticsVJ2008VJ
kVJcbf 3.6 205

71 snJimprovedJPπxJscoringJfunctionJforJuniversallyJpredictingJtheJinteractionsJofJaJligandJwithJ
proteinVJvNsVJandJRNsXJJournalfoffChemicalfInformationfandfModelingVJ2008VJfjVJcfejWfi 6.1 37

70 vynamicJmechanismJofJfattyJacidJtransportJacrossJcellularJmembranesJthroughJxadβlJmolecularJ
dynamicsJsimulationsXJJournalfoffPhysicalfChemistryfBVJ2008VJccdVJcebibWj 3.4 10

69 SynthesisJandJbiologicalJevaluationJofJnovelJisopropanolamineJderivativesJasJnonWpeptideJhumanJ
immunodeficiencyJvirusJproteaseJinhibitorsXJChemicalfandfPharmaceuticalfBulletinVJ2008VJghVJccfiWgd 1.9 3

68 vrugJviscoveryJandJvevelopmentlJuomputationalJspproachesJ2008VJc 2

67 ResearchJprogressJinJcationWˇ�JinteractionsXJSciencefinfChinafSeriesfB:fChemistryVJ2008VJgcVJibkWici 23

66 TryptophanWcontainingJdipeptideJderivativesJasJpotentJPPsRgammaJantagonistslJdesignVJsynthesisVJ
biologicalJevaluationVJandJmolecularJmodelingXJEuropeanfJournalfoffMedicinalfChemistryVJ2008VJfeVJdhkkWich6.8 12

65 viscoveringJnovelJeWnitroquinolinesJasJaJnewJclassJofJanticancerJagentsXJActafPharmacologicafSinicaVJ
2008VJdkVJcgdkWej 8 21

64 πolecularJinsightJintoJtheJinteractionJbetweenJøxstPJandJPsJbyJusingJππWPtSsJandJalanineJ
scanningJmethodsXJJournalfoffPhysicalfChemistryfBVJ2007VJcccVJkcbfWce 3.4 15

63 vopamineJvcJreceptorJagonistJandJvdJreceptorJantagonistJeffectsJofJtheJnaturalJproductJ
RWSWstepholidinelJmolecularJmodelingJandJdynamicsJsimulationsXJBiophysicalfJournalVJ2007VJkeVJcfecWfc 2.9 33
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62 øndoleJderivativesJasJpotentJinhibitorsJofJgWlipoxygenaselJdesignVJsynthesisVJbiologicalJevaluationVJ
andJmolecularJmodelingXJBioorganicfandfMedicinalfChemistryfLettersVJ2007VJciVJdfcfWdb 2.9 27

61
UnderstandingJtheJregulationJmechanismsJofJPsxJreceptorJbyJagonistsJandJantagonistslJmolecularJ
modelingJandJmolecularJdynamicsJsimulationJstudiesXJProteins:fStructuretfFunctionfandf
BioinformaticsVJ2007VJhiVJfcWgd

4.2 17

60 evWQSsRJstudyJofJdbJRSSWcamptothecinJanalogsXJActafPharmacologicafSinicaVJ2007VJdjVJebiWcf 8 13

59
PharmacophoreWdirectedJhomologyJmodelingJandJmolecularJdynamicsJsimulationJofJyJ
proteinWcoupledJreceptorlJstudyJofJpossibleJbindingJmodesJofJgWzTduJreceptorJagonistsXJActaf
BiochimicafEtfBiophysicafSinicaVJ2007VJekVJfceWdd

2.8 10

58 PredictingJproteinWproteinJinteractionsJbasedJonlyJonJsequencesJinformationXJProceedingsfoffthef
NationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVJ2007VJcbfVJfeeiWfc 11.5 593

57 PossibleJpathwayRsSJofJmetyraponeJegressJfromJtheJactiveJsiteJofJcytochromeJPfgbJesflJaJ
molecularJdynamicsJsimulationXJDrugfMetabolismfandfDispositionVJ2007VJegVJhjkWkh 4 49

56
viscoveringJpotassiumJchannelJblockersJfromJsyntheticJcompoundJdatabaseJbyJusingJ
structureWbasedJvirtualJscreeningJinJconjunctionJwithJelectrophysiologicalJassayXJJournalfoff
MedicinalfChemistryVJ2007VJgbVJjeWke

8.3 26

55 πolecularJdynamicsJofJnicotinicJacetylcholineJreceptorJcorrelatingJbiologicalJfunctionsXJCurrentf
ProteinfandfPeptidefScienceVJ2006VJiVJckgWdbb 2.8 10

54 πutagenicJprobabilityJestimationJofJchemicalJcompoundsJbyJaJnovelJmolecularJelectrophilicityJ
vectorJandJsupportJvectorJmachineXJBioinformaticsVJ2006VJddVJdbkkWcbh 7.2 25

53 TarxisvocklJaJwebJserverJforJidentifyingJdrugJtargetsJwithJdockingJapproachXJNucleicfAcidsfResearchVJ
2006VJefVJWdckWdf 20.1 313

52 tindingJinvestigationJofJhumanJgWlipoxygenaseJwithJitsJinhibitorsJbyJSPRJtechnologyJcorrelatingJ
withJmolecularJdockingJsimulationXJJournalfoffBiochemistryVJ2006VJcekVJicgWde 3.1 29

51 vesignVJsynthesisJandJantitumorJevaluationJofJaJnewJseriesJofJNWsubstitutedWthioureaJderivativesXJ
ActafPharmacologicafSinicaVJ2006VJdiVJcdgkWic 8 19

50
UtilizationJofJeQWcarboxyWcontainingJtyrosineJderivativesJasJaJnewJclassJofJphosphotyrosylJmimeticsJ
inJtheJpreparationJofJnovelJnonWphosphorylatedJcyclicJpeptideJinhibitorsJofJtheJyrbdWSzdJdomainXJ
OrganicfandfBiomolecularfChemistryVJ2006VJfVJhgkWhh

3.9 5

49 StrategyJforJdiscoveringJchemicalJinhibitorsJofJhumanJcyclophilinJalJfocusedJlibraryJdesignVJvirtualJ
screeningVJchemicalJsynthesisJandJbioassayXJACSfCombinatorialfScienceVJ2006VJjVJedhWei 36

48 tlockingJofJtheJnicotinicJacetylcholineJreceptorJionJchannelJbyJchlorpromazineVJaJnoncompetitiveJ
inhibitorlJsJmolecularJdynamicsJsimulationJstudyXJJournalfoffPhysicalfChemistryfBVJ2006VJccbVJdbhfbWj 3.4 16

47 πolecularJdynamicsJsimulationsJofJinteractionJbetweenJproteinWtyrosineJphosphataseJctJandJaJ
bidentateJinhibitorXJActafPharmacologicafSinicaVJ2006VJdiVJcbbWcb 8 20

46
PaeoniflorinJattenuatesJneuroinflammationJandJdopaminergicJneurodegenerationJinJtheJπPTPJ
modelJofJParkinsonQsJdiseaseJbyJactivationJofJadenosineJscJreceptorXJBritishfJournalfoff
PharmacologyVJ2006VJcfjVJecfWdg

8.6 97

45
wssentialJstructuralJprofileJofJaJdualJfunctionalJinhibitorJagainstJcyclooxygenaseWdJRuOXWdSJandJ
gWlipoxygenaseJRgWβOXSlJmolecularJdockingJandJevWQSsRJanalysesJonJvzvπtxJanaloguesXJ
BioorganicfandfMedicinalfChemistryVJ2006VJcfVJefdjWei

3.4 19
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44
TowardsJdiscoveringJdualJfunctionalJinhibitorsJagainstJbothJwildJtypeJandJαcbeNJmutantJzøVWcJ
reverseJtranscriptaseslJmolecularJdockingJandJQSsRJstudiesJonJfVcWbenzoxazepinoneJanaloguesXJ
JournalfoffComputeruAidedfMolecularfDesignVJ2006VJdbVJdjcWke

4.2 13

43 QSsRJanalysesJonJavianJinfluenzaJvirusJneuraminidaseJinhibitorsJusingJuoπxsVJuoπSøsVJandJ
zQSsRXJJournalfoffComputeruAidedfMolecularfDesignVJ2006VJdbVJgfkWhh 4.2 16

42 ødentificationJandJevaluationJofJcoronavirusJreplicaseJinhibitorsJusingJaJrepliconJcellJlineXJAdvancesf
infExperimentalfMedicinefandfBiologyVJ2006VJgjcVJhbkWce 3.6 3

41 xocusedJcombinatorialJlibraryJdesignJbasedJonJstructuralJdiversityVJdruglikenessJandJbindingJ
affinityJscoreXJACSfCombinatorialfScienceVJ2005VJiVJekjWfbh 61

40 sJnewJrapidJandJeffectiveJchemistryJspaceJfilterJinJrecognizingJaJdruglikeJdatabaseXJJournalfoff
ChemicalfInformationfandfModelingVJ2005VJfgVJjghWhd 6.1 60

39 vynamicJmechanismJforJtheJautophosphorylationJofJuhesJhistidineJkinaselJmolecularJdynamicsJ
simulationsXJJournalfoffthefAmericanfChemicalfSocietyVJ2005VJcdiVJccibkWck 16.4 28

38 wxpressionJandJpurificationJofJtheJcatalyticJdomainJofJhumanJvascularJendothelialJgrowthJfactorJ
receptorJdJforJinhibitorJscreeningXJBiochimicafEtfBiophysicafActafufGeneralfSubjectsVJ2005VJciddVJdgfWhc 4 11

37 vynamicJmechanismJofJwdbdbJbindingJtoJacetylcholinesteraselJaJsteeredJmolecularJdynamicsJ
simulationXJJournalfoffPhysicalfChemistryfBVJ2005VJcbkVJdeiebWj 3.4 47

36 ønfluenceJofJtheJwaterJmoleculeJonJcationWpiJinteractionlJabJinitioJsecondJorderJπˆ‚llerWPlessetJ
perturbationJtheoryJRπPdSJcalculationsXJJournalfoffPhysicalfChemistryfBVJ2005VJcbkVJgkfgWk 3.4 43

35 uonformationalJdynamicsJofJtheJnicotinicJacetylcholineJreceptorJchannellJaJegWnsJmolecularJ
dynamicsJsimulationJstudyXJJournalfoffthefAmericanfChemicalfSocietyVJ2005VJcdiVJcdkcWk 16.4 61

34 QSsRJanalysesJonJginkgolidesJandJtheirJanaloguesJusingJuoπxsVJuoπSøsVJandJzQSsRXJBioorganicf
andfMedicinalfChemistryVJ2005VJceVJeceWdd 3.4 28

33 πolecularJdockingJandJevWQSsRJstudiesJonJtheJbindingJmechanismJofJstatineWbasedJ
peptidomimeticsJwithJbetaWsecretaseXJBioorganicfandfMedicinalfChemistryVJ2005VJceVJdcdcWec 3.4 28

32 SynthesisJandJantitumorJevaluationJofJnovelJgWsubstitutedWfWhydroxyWjWnitroquinazolinesJasJwyxRJ
signalingWtargetedJinhibitorsXJBioorganicfandfMedicinalfChemistryVJ2005VJceVJghceWdd 3.4 35

31 uomputationalJanalysisJofJmolecularJbasisJofJclcJinteractionsJofJNRyWcbetaJwildWtypeJandJvariantsJ
withJwrbteJandJwrbtfXJProteins:fStructuretfFunctionfandfBioinformaticsVJ2005VJgkVJifdWgh 4.2 21

30 uonformationalJtransitionJofJamyloidJbetaWpeptideXJProceedingsfoffthefNationalfAcademyfoffSciencesf
offthefUnitedfStatesfoffAmericaVJ2005VJcbdVJgfbeWi 11.5 222

29 uinanserinJisJanJinhibitorJofJtheJeuWlikeJproteinaseJofJsevereJacuteJrespiratoryJsyndromeJ
coronavirusJandJstronglyJreducesJvirusJreplicationJinJvitroXJJournalfoffVirologyVJ2005VJikVJibkgWcbe 6.6 156

28 PossibleJpathwayRsSJofJtestosteroneJegressJfromJtheJactiveJsiteJofJcytochromeJPfgbJdtclJaJsteeredJ
molecularJdynamicsJsimulationXJDrugfMetabolismfandfDispositionVJ2005VJeeVJkcbWk 4 45

27 SteeredJmolecularJdynamicsJsimulationsJofJproteinWligandJinteractionsXJSciencefinfChinafSeriesfB:f
ChemistryVJ2004VJfiVJeggWehh 4

(2004-2006)
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26 yssvocklJaJnewJapproachJforJrapidJflexibleJdockingJbasedJonJanJimprovedJmultiWpopulationJgeneticJ
algorithmXJBioorganicfandfMedicinalfChemistryfLettersVJ2004VJcfVJfhicWh 2.9 51

25 wlucidatingJinhibitoryJmodelsJofJtheJinhibitorsJofJepidermalJgrowthJfactorJreceptorJbyJdockingJandJ
evWQSsRXJBioorganicfandfMedicinalfChemistryVJ2004VJcdVJdfbkWci 3.4 16

24 ønhibitoryJmodeJofJindoleWdWcarboxamideJderivativesJagainstJzβyPalJmolecularJdockingJandJ
evWQSsRJanalysesXJBioorganicfandfMedicinalfChemistryVJ2004VJcdVJfcfiWgi 3.4 21

23 πolecularJdockingJandJevJQSsRJstudiesJonJcWaminoWdWphenylWfWRpiperidinWcWylSWbutanesJbasedJonJ
theJstructuralJmodelingJofJhumanJuuRgJreceptorXJBioorganicfandfMedicinalfChemistryVJ2004VJcdVJhckeWdbj3.4 47

22 uomputationalJsimulationsJofJinteractionsJofJscorpionJtoxinsJwithJtheJvoltageWgatedJpotassiumJionJ
channelXJBiophysicalfJournalVJ2004VJjhVJegfdWgg 2.9 54

21 NucleocapsidJproteinJofJSsRSJcoronavirusJtightlyJbindsJtoJhumanJcyclophilinJsXJBiochemicalfandf
BiophysicalfResearchfCommunicationsVJ2004VJedcVJggiWhg 3.4 92

20 SimulatingJtheJinteractionsJofJtoxinsJwithJαUJchannelsXJCurrentfPharmaceuticalfDesignVJ2004VJcbVJcbgiWhi3.3 13

19 VirtualJscreeningJonJnaturalJproductsJforJdiscoveringJactiveJcompoundsJandJtargetJinformationXJ
CurrentfMedicinalfChemistryVJ2003VJcbVJdediWfd 4.3 102

18
ProgressJinJclinicalVJpharmacologicalVJchemicalJandJstructuralJbiologicalJstudiesJofJhuperzineJslJaJ
drugJofJtraditionalJchineseJmedicineJoriginJforJtheJtreatmentJofJslzheimerQsJdiseaseXJCurrentf
MedicinalfChemistryVJ2003VJcbVJddecWgd

4.3 95

17 StructureWbasedJdiscoveryJofJpotassiumJchannelJblockersJfromJnaturalJproductslJvirtualJscreeningJ
andJelectrophysiologicalJassayJtestingXJChemistryfandfBiologyVJ2003VJcbVJccbeWce 44

16 NWmethylformamideWbenzeneJcomplexJasJaJprototypicalJpeptideJNWzXXXpiJhydrogenWbondedJsystemlJ
densityJfunctionalJtheoryJandJπPdJstudiesXJJournalfoffOrganicfChemistryVJ2003VJhjVJifkbWg 4.2 25

15 zowJdoesJhuperzineJsJenterJandJleaveJtheJbindingJgorgeJofJacetylcholinesteraseqJSteeredJ
molecularJdynamicsJsimulationsXJJournalfoffthefAmericanfChemicalfSocietyVJ2003VJcdgVJccefbWk 16.4 87

14 πolecularJdynamicsJsimulationsJonJSvxWcalphalJbindingJwithJuXuRfJreceptorXJBiophysicalfJournalVJ
2003VJjfVJcicWjf 2.9 61

13 SteeredJmolecularJdynamicsJsimulationJonJtheJbindingJofJNNRTøJtoJzøVWcJRTXJBiophysicalfJournalVJ
2003VJjfVJegfiWhe 2.9 72

12 πolecularJdockingJandJeWvWQSsRJstudiesJonJtheJpossibleJantimalarialJmechanismJofJartemisininJ
analoguesXJBioorganicfandfMedicinalfChemistryVJ2002VJcbVJdjjeWkc 3.4 53

11 πolecularJdockingJandJevWQSsRJstudiesJonJgagJpeptideJanalogueJinhibitorsJinteractingJwithJhumanJ
cyclophilinJsXJJournalfoffMedicinalfChemistryVJ2002VJfgVJgdfkWgk 8.3 20

10 wlucidatingJtheJinhibitingJmodeJofJszPtsJderivativesJagainstJzøVWcJproteaseJandJbuildingJ
predictiveJevWQSsRJmodelsXJJournalfoffMedicinalfChemistryVJ2002VJfgVJeeeWfe 8.3 38

9 sJdensityWfunctionalJstudyJofJtheJmechanismJforJtheJdiastereoselectiveJepoxidationJofJchiralJallylicJ
alcoholsJbyJtheJtitaniumJperoxyJcomplexesXJJournalfoffOrganicfChemistryVJ2002VJhiVJcfdiWeg 4.2 23

Xiaomin Luo

8



8 ønhibitoryJmodeJofJcVgWdiarylpyrazoleJderivativesJagainstJcyclooxygenaseWdJandJcyclooxygenaseWclJ
molecularJdockingJandJevJQSsRJanalysesXJJournalfoffMedicinalfChemistryVJ2002VJfgVJfjchWdi 8.3 58

7 NewJpWmethylsulfonamidoJphenylethylamineJanaloguesJasJclassJøøøJantiarrhythmicJagentslJdesignVJ
synthesisVJbiologicalJassayVJandJevWQSsRJanalysisXJJournalfoffMedicinalfChemistryVJ2002VJfgVJdkgeWhk 8.3 18

6 trownianJdynamicsJsimulationsJofJtheJrecognitionJofJtheJscorpionJtoxinJPbgJwithJtheJ
smallWconductanceJcalciumWactivatedJpotassiumJchannelsXJJournalfoffMolecularfBiologyVJ2002VJecjVJfciWdj6.5 43

5 SteeredJmolecularJdynamicsJsimulationsJonJtheJLtailJhelixJlatchLJhypothesisJinJtheJgelsolinJ
activationJprocessXJBiophysicalfJournalVJ2002VJjeVJigeWhd 2.9 12

4 trownianJdynamicsJsimulationsJofJtheJrecognitionJofJtheJscorpionJtoxinJmaurotoxinJwithJtheJ
voltageWgatedJpotassiumJionJchannelsXJBiophysicalfJournalVJ2002VJjeVJdeibWjg 2.9 46

3 evWQSsRJmodelJofJflavonoidsJbindingJatJbenzodiazepineJsiteJinJystssJreceptorsXJJournalfoff
MedicinalfChemistryVJ2001VJffVJcjjeWkc 8.3 66

2 trownianJdynamicsJsimulationsJofJinteractionJbetweenJscorpionJtoxinJβqdJandJpotassiumJionJ
channelXJBiophysicalfJournalVJ2001VJjbVJchgkWhk 2.9 40

1 uomputationalJtargetJfishingJbyJminingJtranscriptionalJdataJusingJaJnovelJSiameseJspectralWbasedJ
graphJconvolutionalJnetwork 2

List of Publications

9


