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61 NovelNnaturalNscaffoldNasNhURxTgNinhibitorNidentifiedNbyNiβcshapecbasedbNdockingcbasedNvirtualN
screeningNapproachNandNbiologicalNevaluationdNBioorganiclChemistrybN2021bNggmbNgfkjjj 5.1 1

60 zlinicalNrecommendationsNforNperioperativeNimmunotherapycinducedNadverseNeventsNinNpatientsN
withNnoncsmallNcellNlungNcancerdNThoraciclCancerbN2021bNghbNgjlocgjnn 3.2 3

59 NomogramNforNpredictingNtheNoverallNsurvivalNofNtheNpatientsNwithNoesophagealNsignetNringNcellN
carcinomadNJournalloflThoraciclDiseasebN2021bNgibNgigkcgihl 2.6

58 RecentNProgressNofNβeepNLearningNinNβrugNβiscoverydNCurrentlPharmaceuticallDesignbN2021bNhmbNhfnnchfol3.3 1

57 LogNoddsNofNpositiveNlymphNnodesNisNaNbetterNprognosticNfactorNforNoesophagealNsignetNringNcellN
carcinomaNthanNNNstagedNWorldlJournalloflClinicallCasesbN2021bNobNhjcik 1.6 0

56 PredictionNofNproteinNassembliesbNtheNnextNfrontierpNTheNzxSPgjczxPRINexperimentdNProteins:l
Structure,lFunctionlandlBioinformaticsbN2021bNnobNgnffcgnhi 4.2 17

55 TemplatecbasedNmodelingNandNabcinitioNdockingNusingNzoβockNinNzxPRIdNProteins:lStructure,lFunctionl
andlBioinformaticsbN2020bNnnbNggffcggfo 4.2 2

54 γxploitingNSurroundednessNandNSuperpixelNcuesNforNsalientNregionNdetectiondNMultimedialToolslandl
ApplicationsbN2020bNmobNgfoikcgfokg 2.5

53 xnNOverviewNofNzomputationalNToolsNofNNucleicNxcidNyindingNSiteNPredictionNforNSitecspecificN
ProteinsNandNNucleasesdNProteinlandlPeptidelLettersbN2020bNhmbNimfcinj 1.9 0

52 ImprovementNofNPredictionNPerformanceNWithNzonjointNMolecularNFingerprintNinNβeepNLearningdN
FrontierslinlPharmacologybN2020bNggbNlfllln 5.6 8

51 βisruptionNofNtheNγGFRcSQSTMgNinteractionNbyNaNstapledNpeptideNsuppressesNlungNcancerNviaN
activatingNautophagyNandNinhibitingNγGFRNsignalingdNCancerlLettersbN2020bNjmjbNhicik 9.9 6

50 MultitaskNdeepNnetworksNwithNgridNfeaturizationNachieveNimprovedNscoringNperformanceNforN
proteincligandNbindingdNChemicallBiologylandlDruglDesignbN2020bNolbNomiconi 2.9 4

49 zOVIβcgoNβockingNServerpNaNmetaNserverNforNdockingNsmallNmoleculesbNpeptidesNandNantibodiesN
againstNpotentialNtargetsNofNzOVIβcgodNBioinformaticsbN2020bNilbNkgfockggg 7.2 78

48 TwocNandNthreecdimensionalNQSxRNstudiesNonNhURxTgNinhibitorsNwithNflexibleNlinkerspNtopomerN
zoMFxNandNHQSxRdNMolecularlDiversitybN2020bNhjbNgjgcgkj 3.1 5

47 HelixcyasedNRNxNLandscapeNPartitionNandNxlternativeNSecondaryNStructureNβeterminationdNACSl
OmegabN2019bNjbNgkjfmcgkjgi 3.9 1

46 xNHTRFNbasedNcompetitiveNbindingNassayNforNscreeningNspecificNinhibitorsNofNHIVcgNcapsidNassemblyN
targetingNtheNzcTerminalNdomainNofNcapsiddNAntivirallResearchbN2019bNglobNgfjkjj 10.8 6

45 InsightNintoNtheNselectiveNbindingNmechanismNofNβNMTgNandNβNMTixNinhibitorspNaNmolecularN
simulationNstudydNPhysicallChemistrylChemicallPhysicsbN2019bNhgbNghoigcghojm 3.6 23

Shan Chang

2



44 zoβockPPpNxNMultistageNxpproachNforNGlobalNandNSitecSpecificNProteincProteinNβockingdNJournallofl
ChemicallInformationlandlModelingbN2019bNkobNikklciklj 6.1 15

43 ylindNpredictionNofNhomocNandNheterocproteinNcomplexespNTheNzxSPgiczxPRINexperimentdNProteins:l
Structure,lFunctionlandlBioinformaticsbN2019bNnmbNghffcghhg 4.2 58

42 xpplicationsNofNMolecularNSimulationNinNtheNβiscoveryNofNxntituberculosisNβrugspNxNReviewdNProteinl
andlPeptidelLettersbN2019bNhlbNljnclli 1.9 5

41 ProbingNtheNyehaviourNofNzasgczashNuponNProtospacerNyindingNinNzRISPRczasNSystemsNusingN
MolecularNβynamicsNSimulationsdNScientificlReportsbN2019bNobNignn 4.9 9

40 MolecularNβynamicsNSimulationsNofNWildNTypeNandNMutantsNofNSxPxPNinNzomplexedNwithNShankidN
InternationallJournalloflMolecularlSciencesbN2019bNhfbN 6.3 22

39
InhibitionNofNprogrammedNcellNdeathNproteinNligandcgNVPβcLgWNbyNbenzylNetherNderivativespNanalysesN
ofNconformationalNchangebNmolecularNrecognitionNandNbindingNfreeNenergydNJournalloflBiomolecularl
StructurelandlDynamicsbN2019bNimbNjnfgcjngh

3.6 7

38
ReliabilityNofNβockingcyasedNVirtualNScreeningNforNGPzRNLigandsNwithNHomologyNModeledN
StructurespNxNzaseNStudyNofNtheNxngiotensinNIINTypeNINReceptordNACSlChemicallNeurosciencebN2019bN
gfbNlmmclno

5.7 17

37 yenchmarkNStudyNyasedNonNhPhINtoNGainNInsightsNintoNtheNβiscoveryNofNSmallcMoleculeNPPIN
InhibitorsdNJournalloflPhysicallChemistrylBbN2018bNghhbNhkjjchkkk 3.4 11

36 ImportanceNofNproteinNflexibilityNinNmolecularNrecognitionpNaNcaseNstudyNonNTypecIgehNinhibitorsNofN
xLKdNPhysicallChemistrylChemicallPhysicsbN2018bNhfbNjnkgcjnli 3.6 21

35 βiscoveryNofNNovelNxndrogenNReceptorNLigandsNbyNStructurecbasedNVirtualNScreeningNandNyioassaysdN
Genomics,lProteomicslandlBioinformaticsbN2018bNglbNjglcjhm 6.5 19

34 γxploringNtheNRNxcboundNandNRNxcfreeNhumanNxrgonautechNbyNmolecularNdynamicsNsimulationN
methoddNChemicallBiologylandlDruglDesignbN2017bNofbNmkicmli 2.9 4

33 MolecularNSimulationNStudiesNonNtheNyindingNSelectivityNofNTypecINInhibitorsNinNtheNzomplexesNwithN
ROSgNversusNxLKdNJournalloflChemicallInformationlandlModelingbN2017bNkmbNommconm 6.1 11

32 UnravelingNtheNconformationalNdeterminantsNofNLxRPmNandNmSKNsmallNnuclearNRNxNbyNtheoreticalN
approachesdNMolecularlBioSystemsbN2016bNghbNhlgichg 11

31 PotentialNRoleNofNtheNLastNHalfNRepeatNinNTxLNγffectorsNRevealedNbyNaNMolecularNSimulationNStudydN
BioMedlResearchlInternationalbN2016bNhfglbNnfiljkf 3 1

30 γxploringNtheNmolecularNbasisNofNRNxNrecognitionNbyNtheNdimericNRNxcbindingNproteinNviaNmolecularN
simulationNmethodsdNRNAlBiologybN2016bNgibNggiicggji 4.8 14

29 MolecularNdynamicsNsimulationsNofNwildNtypeNandNmutantNofNPingNpeptidylcprolylNisomerasedN
MolecularlSimulationbN2016bNjhbNghngcghog 2 2

28 MolecularNdynamicsNsimulationNstudyNrevealsNpotentialNsubstrateNentryNpathNintoN
˛‡csecretaseepresenilincgdNJournalloflStructurallBiologybN2015bNgogbNghfco 3.4 27

27 MolecularNβynamicsNSimulationsNofNTernaryNzomplexespNzomparisonsNofNLγxFYNProteinNyindingNtoN
βifferentNβNxNMotifsdNJournalloflChemicallInformationlandlModelingbN2015bNkkbNmnjcoj 6.1 11
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26 MolecularNdynamicsNsimulationsNofNwildNtypeNandNmutantsNofNbotulinumNneurotoxinNxNcomplexedN
withNsynapticNvesicleNproteinNhzdNMolecularlBioSystemsbN2015bNggbNhhicig 16

25 UnderstandingNpeptideNcompetitiveNinhibitionNofNbotulinumNneurotoxinNxNbindingNtoNSVhNproteinNviaN
molecularNdynamicsNsimulationsdNBiopolymersbN2015bNgfibNkomclfn 2.2 6

24 StudyNonNMolecularNRecognitionNbetweenγuphorbiaNFactorLmgihniNand˛†cTubulinNviaNMolecularN
SimulationNMethodsdNJournalloflChemistrybN2015bNhfgkbNgcgi 2.3 0

23 zonopeptideNVtidgNpreferentiallyNinhibitsNyKNpotassiumNchannelsNcontainingN˛†jNsubunitsNviaN
electrostaticNinteractionsdNJournalloflBiologicallChemistrybN2014bNhnobNjmikcjh 5.4 15

22 MolecularNdynamicsNsimulationsNofNwildNtypeNandNmutantsNofNhumanNcomplementNreceptorNhN
complexedNwithNziddNPhysicallChemistrylChemicallPhysicsbN2013bNgkbNghjgckg 3.6 44

21 UnderstandingNtheNfoldingNandNstabilityNofNaNdesignedNWWNdomainNproteinNwithNreplicaNexchangeN
molecularNdynamicsNsimulationsdNMolecularlSimulationbN2013bNiobNnhncnil 2 4

20
StudyNonNtheNinteractionsNbetweenNdiketocacidNinhibitorsNandNprototypeNfoamyNvirusNintegrasecβNxN
complexNviaNmolecularNdockingNandNcomparativeNmolecularNdynamicsNsimulationNmethodsdNJournall
oflBiomolecularlStructurelandlDynamicsbN2013bNigbNmijcjm

3.6 12

19 SubstrateNrecognitionNandNmotionNmodeNanalysesNofNPFVNintegraseNinNcomplexNwithNviralNβNxNviaN
coarsecgrainedNmodelsdNPLoSlONEbN2013bNnbNekjoho 3.7 9

18 MolecularNdynamicsNsimulationsNofNβNxcfreeNandNβNxcboundNTxLNeffectorsdNPLoSlONEbN2013bNnbNemlfjk 3.7 34

17 NetworkNmodelsNrevealNstabilityNandNstructuralNrearrangementNofNsignalNrecognitionNparticledN
JournalloflBiomolecularlStructurelandlDynamicsbN2012bNifbNgkfco 3.6 2

16 zomputationalNmodelNforNproteinNunfoldingNsimulationdNPhysicallReviewlEbN2011bNnibNflgogf 2.4 2

15 xllostericNandNtransportNbehaviorNanalysesNofNaNfucoseNtransporterNwithNnetworkNmodelsdNSoftl
MatterbN2011bNmbNjllg 3.6 11

14 ScoringNfunctionNbasedNonNweightedNresidueNnetworkdNInternationallJournalloflMolecularlSciencesbN
2011bNghbNnmmicnl 6.3 8

13 StudyNonNTheNyindingNModeNandNMobilityNofNHIVcgNIntegraseNWithNLmfnbNoflNInhibitorYdNProgresslinl
BiochemistrylandlBiophysicsbN2011bNinbNiincijl 3

12 StabilityNandNfoldingNbehaviorNanalysisNofNzinccfingerNusingNsimpleNmodelsdNInternationallJournallofl
MolecularlSciencesbN2010bNggbNjfgjcij 6.3 18

11 SubstrateNrecognitionNandNtransportNbehaviorNanalysesNofNaminoNacidNantiporterNwithNcoarsecgrainedN
modelsdNMolecularlBioSystemsbN2010bNlbNhjifcn 26

10 xNholisticNmolecularNdockingNapproachNforNpredictingNproteincproteinNcomplexNstructuredNSciencel
ChinalLifelSciencesbN2010bNkibNggkhclg 8.5 5

9 NetworkNanalysisNofNproteincproteinNinteractiondNSciencelBulletinbN2010bNkkbNngjcnhh 6
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8 ProteincproteinNdockingNwithNbindingNsiteNpatchNpredictionNandNnetworkcbasedNtermsNenhancedN
combinatorialNscoringdNProteins:lStructure,lFunctionlandlBioinformaticsbN2010bNmnbNigkfck 4.2 26

7 γvolvingNmodelNofNaminoNacidNnetworksdNPhysicallReviewlEbN2008bNmmbNflgohf 2.4 7

6 xminoNacidNnetworkNandNitsNscoringNapplicationNinNproteincproteinNdockingdNBiophysicallChemistrybN
2008bNgijbNgggcn 3.5 18

5 xNfilterNenhancedNsamplingNandNcombinatorialNscoringNstudyNforNproteinNdockingNinNzxPRIdNProteins:l
Structure,lFunctionlandlBioinformaticsbN2007bNlobNnkoclk 4.2 4

4 zonstructionNandNapplicationNofNtheNweightedNaminoNacidNnetworkNbasedNonNenergydNPhysicallReviewl
EbN2007bNmkbNfkgofi 2.4 29

3 StudyNonNtheNdrugNresistanceNandNtheNbindingNmodeNofNHIVcgNintegraseNwithNLzxNinhibitordNSciencelinl
ChinalSerieslB:lChemistrybN2007bNkfbNllkclmj 5

2 zomplexctypecdependentNscoringNfunctionsNinNproteincproteinNdockingdNBiophysicallChemistrybN2007bN
ghobNgcgf 3.5 14

1 ScoringNFunctionNforNtheNOtherctypeNProteinNzomplexedNActalPhysico-chimicalSinicabN2006bNhhbNlhhclhl 2
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