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90 womputationalLβdentificationLofLPossibleLullostericLSitesLandLModulatorsLofLtheLSuRSZwoVZeLMainL
ProteaseaaLJournalkofkChemicalkInformationkandkModelingXL2022XLieXLidlZiei 6.1 1

89
RandomizedLTrialLofLaLPalliativeLwareLβnterventionLtoLβmproveLyndZofZLifeLwareLxiscussionsLinL
PatientsLWithLMetastaticLvreastLwanceraaLJournalkofkthekNationalkComprehensivekCancerkNetwork:k
JNCCNXL2022XLecXLdfiZdgf

7.3 3

88 βnLsilicoLanalysisLofLSuRSZwoVZeLproteinsLasLtargetsLforLclinicallyLavailableLdrugsaaLScientifickReportsXL
2022XLdeXLhfec 4.9 2

87 whemicalLvalidationLofLaLdruggableLsiteLonL—spekb—SPvdLusingLinLsilicoLsolventLmappingLandL
biophysicalLmethodsaLBioorganickandkMedicinalkChemistryXL2021XLfgXLddhmmc 3.4

86 uLVirtualLxockingLScreenLatLefLSuRSZwoVZeLProteinsLβdentifiesLxrugLRepurposingLwandidatesLatL
NewLSitesLandLTargetsaLFASEBkJournalXL2021XLfhXL 0.9 78

85 βdentificationLofLwrypticLvindingLSitesLUsingLMixMxLwithLStandardLandLucceleratedLMolecularL
xynamicsaLJournalkofkChemicalkInformationkandkModelingXL2021XLidXLdelkZdemm 6.1 7

84 MixedZsolventLmolecularLdynamicsLsimulationZbasedLdiscoveryLofLaLputativeLallostericLsiteLonL
regulatorLofL–LproteinLsignalingLgaLJournalkofkComputationalkChemistryXL2021XLgeXLedkcZedlc 3.5 2

83 wrowdsourcedLidentificationLofLmultiZtargetLkinaseLinhibitorsLforLRyTZLandLTuUZLbasedLdiseasenLTheL
MultiZTargetingLxrugLxRyuMLwhallengeaLPLoSkComputationalkBiologyXL2021XLdkXLedccmfce 5 4

82 PredictingLbindingLsitesLfromLunboundLversusLboundLproteinLstructuresaLScientifickReportsXL2020XLdcXLdhlhi4.9 8

81 UpdatesLtoLvindingLMOuxLTMotherLofLullLxatabasesUnLPolypharmacologyLToolsLandLTheirLUtilityLinL
xrugLRepurposingaLJournalkofkMolecularkBiologyXL2019XLgfdXLegefZegff 6.5 23

80 zreeLynergiesLandLyntropiesLofLvindingLSitesLβdentifiedLbyLMixMxLwosolventLSimulationsaLJournalkofk
ChemicalkInformationkandkModelingXL2019XLhmXLecfhZecgh 6.1 14

79 βnherentLversusLinducedLproteinLflexibilitynLwomparisonsLwithinLandLbetweenLapoLandLholoL
structuresaLPLoSkComputationalkBiologyXL2019XLdhXLedccikch 5 24

78 PredictingLxisplaceableLWaterLSitesLUsingLMixedZSolventLMolecularLxynamicsaLJournalkofkChemicalk
InformationkandkModelingXL2018XLhlXLfchZfdg 6.1 12

77 MixMxLProbeviewnLRobustLvindingLSiteLPredictionLfromLwosolventLSimulationsaLJournalkofkChemicalk
InformationkandkModelingXL2018XLhlXLdgeiZdgff 6.1 19

76 womparingLpharmacophoreLmodelsLderivedLfromLcrystallographyLandLNMRLensemblesaLJournalkofk
Computer-AidedkMolecularkDesignXL2017XLfdXLmkmZmmf 4.2 2

75 ureLthereLphysicochemicalLdifferencesLbetweenLallostericLandLcompetitiveLligandssaLPLoSk
ComputationalkBiologyXL2017XLdfXLedcchldf 5 16

74 MultiZtargetingLxrugLwommunityLwhallengeaLCellkChemicalkBiologyXL2017XLegXLdgfgZdgfh 8.2 9
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73
wSuRLvenchmarkLyxerciseLecdfnLyvaluationLofLResultsLfromLaLwombinedLwomputationalLProteinL
xesignXLxockingXLandLScoringbRankingLwhallengeaLJournalkofkChemicalkInformationkandkModelingXL
2016XLhiXLdceeZfd

6.1 36

72 whemTreeMapnLanLinteractiveLmapLofLbiochemicalLsimilarityLinLmolecularLdatasetsaLBioinformaticsXL
2016XLfeXLfhlgZfhme 7.2 10

71 MovingLveyondLuctiveZSiteLxetectionnLMixMxLuppliedLtoLullostericLSystemsaLJournalkofkPhysicalk
ChemistrykBXL2016XLdecXLlilhZmh 3.4 58

70 xynamicLbehaviorLofLtheLpostZSyTLloopLregionLofLNSxdnLβmplicationsLforLhistoneLbindingLandLdrugL
developmentaLProteinkScienceXL2016XLehXLdcedZm 6.3 12

69 wSuRLecdgnLuLvenchmarkLyxerciseLUsingLUnpublishedLxataLfromLPharmaaLJournalkofkChemicalk
InformationkandkModelingXL2016XLhiXLdcifZkk 6.1 72

68 PrevalenceLofLwTXZMLextendedZspectrumLbetaZlactamasesLandLsequenceLtypeLdfdLinLKoreanLbloodXL
urineXLandLrectalLyscherichiaLcoliLisolatesaLInfectionykGeneticskandkEvolutionXL2016XLgdXLemeZemh 4.5 6

67 xfRLgrandLchallengeLecdhnLyvaluationLofLproteinZligandLposeLandLaffinityLpredictionsaLJournalkofk
Computer-AidedkMolecularkDesignXL2016XLfcXLihdZiil 4.2 141

66 xrivingLStructureZvasedLxrugLxiscoveryLthroughLwosolventLMolecularLxynamicsaLJournalkofk
MedicinalkChemistryXL2016XLhmXLdcflfZdcfmm 8.3 48

65 βdentifyingLbindingLhotLspotsLonLproteinLsurfacesLbyLmixedZsolventLmolecularLdynamicsnL—βVZdL
proteaseLasLaLtestLcaseaLBiopolymersXL2016XLdchXLedZfg 2.2 29

64 RecentLimprovementsLtoLvindingLMOuxnLaLresourceLforLproteinZligandLbindingLaffinitiesLandL
structuresaLNucleickAcidskResearchXL2015XLgfXLxgihZm 20.1 59

63 SubstrateZwompetitiveLuctivityZvasedLProfilingLofLysterLProdrugLuctivatingLynzymesaLMoleculark
PharmaceuticsXL2015XLdeXLffmmZgck 5.6 17

62 ParameterLchoiceLmattersnLvalidatingLprobeLparametersLforLuseLinLmixedZsolventLsimulationsaL
JournalkofkChemicalkInformationkandkModelingXL2014XLhgXLedmcZm 6.1 28

61 unLallostericLmodulatorLofL—βVZdLproteaseLshowsLequipotentLinhibitionLofLwildZtypeLandL
drugZresistantLproteasesaLJournalkofkMedicinalkChemistryXL2014XLhkXLigilZkl 8.3 17

60 wheckLyourLconfidencenLsizeLreallyLdoesLmatteraLJournalkofkChemicalkInformationkandkModelingXL2013XL
hfXLdlfkZgd 6.1 10

59 βmprovingLprotocolsLforLproteinLmappingLthroughLproperLcomparisonLtoLcrystallographyLdataaL
JournalkofkChemicalkInformationkandkModelingXL2013XLhfXLfmdZgce 6.1 29

58 wSuRLdataLsetLreleaseLecdenLligandsXLaffinitiesXLcomplexesXLandLdockingLdecoysaLJournalkofkChemicalk
InformationkandkModelingXL2013XLhfXLdlgeZhe 6.1 74

57 wSuRLbenchmarkLexerciseLecddZecdenLevaluationLofLresultsLfromLdockingLandLrelativeLrankingLofL
blindedLcongenericLseriesaLJournalkofkChemicalkInformationkandkModelingXL2013XLhfXLdlhfZkc 6.1 107

56 NovelLdeletionLofLlysineLkLexpandsLtheLclinicalXLhistopathologicalLandLgeneticLspectrumLofL
TPMeZrelatedLmyopathiesaLBrainXL2013XLdfiXLhclZed 11.2 43

(2013-2016)
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55 βdentificationLofLkeyLhingeLresiduesLimportantLforLnucleotideZdependentLallosteryLinLyaLcoliL
—spkcbxnaKaLPLoSkComputationalkBiologyXL2013XLmXLedccfekm 5 13

54 yxploringLtheLcompositionLofLproteinZligandLbindingLsitesLonLaLlargeLscaleaLPLoSkComputationalk
BiologyXL2013XLmXLedccffed 5 37

53 OvercomingLsequenceLmisalignmentsLwithLweightedLstructuralLsuperpositionaLProteins:kStructureyk
FunctionkandkBioinformaticsXL2012XLlcXLehefZfh 4.2 3

52 ProteinLflexibilityLinLdockingLandLsurfaceLmappingaLQuarterlykReviewskofkBiophysicsXL2012XLghXLfcdZgf 7 90

51 viophysicalLlimitsLofLproteinZligandLbindingaLJournalkofkChemicalkInformationkandkModelingXL2012XLheXLecmlZdci6.1 31

50 zullLproteinLflexibilityLisLessentialLforLproperLhotZspotLmappingaLJournalkofkthekAmericankChemicalk
SocietyXL2011XLdffXLeccZe 16.4 91

49
womputationalLmethodsLforLidentifyingLaLlayeredLallostericLregulatoryLmechanismLforLuLSZcausingL
mutationsLofLwuZZnLsuperoxideLdismutaseLdaLProteins:kStructureykFunctionkandkBioinformaticsXL2011XL
kmXLgdkZek

4.2 6

48 TheLroleLofLtyrosineLkdLinLmodulatingLtheLflapLconformationsLofLvuwydaLProteins:kStructureykFunctionk
andkBioinformaticsXL2011XLkmXLeegkZhm 4.2 18

47 vindingLtoLtheLopenLconformationLofL—βVZdLproteaseaLProteins:kStructureykFunctionkandk
BioinformaticsXL2011XLkmXLeeleZmc 4.2 12

46 whemicalLscreensLagainstLaLreconstitutedLmultiproteinLcomplexnLmyricetinLblocksLxnaJLregulationL
ofLxnaKLthroughLanLallostericLmechanismaLChemistrykandkBiologyXL2011XLdlXLedcZed 80

45 wSuRLbenchmarkLexerciseLofLecdcnLselectionLofLtheLproteinZligandLcomplexesaLJournalkofkChemicalk
InformationkandkModelingXL2011XLhdXLecfiZgi 6.1 102

44 worrectionLtoLwSuRLvenchmarkLyxerciseLofLecdcnLSelectionLofLtheLProteinâ��LigandLwomplexesaL
JournalkofkChemicalkInformationkandkModelingXL2011XLhdXLedgiZedgi 6.1 4

43 wSuRLbenchmarkLexerciseLofLecdcnLcombinedLevaluationLacrossLallLsubmittedLscoringLfunctionsaL
JournalkofkChemicalkInformationkandkModelingXL2011XLhdXLeddhZfd 6.1 117

42 MutagenesisLrevealsLtheLcomplexLrelationshipsLbetweenLuTPaseLrateLandLtheLchaperoneLactivitiesL
ofLyscherichiaLcoliLheatLshockLproteinLkcLT—spkcbxnaKUaLJournalkofkBiologicalkChemistryXL2010XLelhXLedeleZmd5.4 54

41 UPxuTβN–LvβNxβN–LMOuxLâ��LxuTuLMuNu–yMyNTLuNxLβNzORMuTβONLWORKzLOWaLNewk
MathematicskandkNaturalkComputationXL2010XLciXLgmZhi 0.6 0

40 whemicalLprobesLthatLselectivelyLrecognizeLtheLearliestLu˛†LoligomersLinLcomplexLmixturesaLJournalk
ofkthekAmericankChemicalkSocietyXL2010XLdfeXLdkihhZk 16.4 27

39 vindingLofLaLsmallLmoleculeLatLaLproteinZproteinLinterfaceLregulatesLtheLchaperoneLactivityLofL
hspkcZhspgcaLACSkChemicalkBiologyXL2010XLhXLiddZee 4.9 116

38 wlarifyingLallostericLcontrolLofLflapLconformationsLinLtheLdTWkLcrystalLstructureLofL—βVZdLproteaseaL
Proteins:kStructureykFunctionkandkBioinformaticsXL2009XLkgXLlkeZlc 4.2 8
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37 womputationalLmethodsLforLpredictingLsitesLofLfunctionallyLimportantLdynamicsaLJournalkofkPhysicalk
ChemistrykBXL2009XLddfXLiidfZee 3.4 11

36 xifferencesLbetweenLhighZLandLlowZaffinityLcomplexesLofLenzymesLandLnonenzymesaLJournalkofk
MedicinalkChemistryXL2008XLhdXLigfeZgd 8.3 23

35
uutomatedLclusteringLofLprobeLmoleculesLfromLsolventLmappingLofLproteinLsurfacesnLnewL
algorithmsLappliedLtoLhotZspotLmappingLandLstructureZbasedLdrugLdesignaLJournalkofk
Computer-AidedkMolecularkDesignXL2008XLeeXLkekZfi

4.2 10

34 uLpokeLinLtheLeyenLinhibitingL—βVZdLproteaseLthroughLitsLflapZrecognitionLpocketaLBiopolymersXL2008XL
lmXLigfZhe 2.2 34

33 vindingLMOuxXLaLhighZqualityLproteinZligandLdatabaseaLNucleickAcidskResearchXL2008XLfiXLxikgZl 20.1 115

32 yxploringLexperimentalLsourcesLofLmultipleLproteinLconformationsLinLstructureZbasedLdrugLdesignaL
JournalkofkthekAmericankChemicalkSocietyXL2007XLdemXLleehZfh 16.4 126

31 βncorporatingLdynamicsLinLyaLcoliLdihydrofolateLreductaseLenhancesLstructureZbasedLdrugLdiscoveryaL
JournalkofkChemicalkInformationkandkModelingXL2007XLgkXLefhlZih 6.1 31

30 ProteinLflexibilityLandLspeciesLspecificityLinLstructureZbasedLdrugLdiscoverynLdihydrofolateLreductaseL
asLaLtestLsystemaLJournalkofkthekAmericankChemicalkSocietyXL2007XLdemXLfifgZgc 16.4 48

29 SmallLmoleculeLinhibitorsLofLtheLMxMeZphfLinteractionLdiscoveredLbyLensembleZbasedLreceptorL
modelsaLJournalkofkthekAmericankChemicalkSocietyXL2007XLdemXLdelcmZdg 16.4 119

28 RefiningLtheLmultipleLproteinLstructureLpharmacophoreLmethodnLconsistencyLacrossLthreeL
independentL—βVZdLproteaseLmodelsaLJournalkofkMedicinalkChemistryXL2006XLgmXLfgklZlg 8.3 27

27 –aussianZweightedLRMSxLsuperpositionLofLproteinsnLaLstructuralLcomparisonLforLflexibleLproteinsL
andLpredictedLproteinLstructuresaLBiophysicalkJournalXL2006XLmcXLghhlZkf 2.9 89

26 wonformationalLStudiesLofLPolyprolinesaLJournalkofkChemicalkTheorykandkComputationXL2006XLeXLfgeZhf 6.4 27

25 yxploringLproteinZligandLrecognitionLwithLvindingLMOuxaLJournalkofkMolecularkGraphicskandk
ModellingXL2006XLegXLgdgZeh 2.8 53

24 QuantumLMechanicsbMolecularLMechanicsLwalculationsLofLtheLVanadiumLxependentL
whloroperoxidaseaLJournalkofkChemicalkTheorykandkComputationXL2005XLdXLdeihZkg 6.4 43

23 xockingLstudiesLandLligandLrecognitionLinLfolylpolyglutamateLsynthetaseaLJournalkofkMedicinalk
ChemistryXL2005XLglXLkkigZke 8.3 7

22 TheLroleLofLasparticLacidLdgfLinLyaLcoliLtRNuZguanineLtransglycosylasenLinsightsLfromLmutagenesisL
studiesLandLcomputationalLmodelingaLBiophysicalkJournalXL2005XLlmXLdmihZkk 2.9 4

21 womputationalLstudiesLandLpeptidomimeticLdesignLforLtheLhumanLphfZMxMeLcomplexaLProteins:k
StructureykFunctionkandkBioinformaticsXL2005XLhlXLeeeZfg 4.2 70

20 SolvationLinfluencesLflapLcollapseLinL—βVZdLproteaseaLProteins:kStructureykFunctionkandkBioinformaticsXL
2005XLhlXLddmZeh 4.2 67

(2005-2009)
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19 vindingLMOuxLTMotherLOfLullLxatabasesUaLProteins:kStructureykFunctionkandkBioinformaticsXL2005XLicXLfffZgc4.2 187

18 QuantumLmechanicalLmodelsLofLtheLrestingLstateLofLtheLvanadiumZdependentLhaloperoxidaseaL
InorganickChemistryXL2004XLgfXLgdekZfi 5.1 54

17 βncorporatingLproteinLflexibilityLinLstructureZbasedLdrugLdiscoverynLusingL—βVZdLproteaseLasLaLtestL
caseaLJournalkofkthekAmericankChemicalkSocietyXL2004XLdeiXLdfekiZld 16.4 105

16 xevelopmentLofLpolyphosphateLparametersLforLuseLwithLtheLuMvyRLforceLfieldaLJournalkofk
ComputationalkChemistryXL2003XLegXLdcdiZeh 3.5 440

15
SecondaryLstructuralLpreferencesLofLeXeZdisubstitutedLpyrrolidineZgZcarboxylicLacidLoligomersnL
betaZpeptideLfoldamersLthatLcannotLformLinternalLhydrogenLbondsaLJournalkofkthekAmericank
ChemicalkSocietyXL2003XLdehXLmcfhZk

16.4 58

14 wonformationalLbehaviorLofLbetaZprolineLoligomersaLJournalkofkthekAmericankChemicalkSocietyXL2003XL
dehXLdhlhhZie 16.4 32

13 ProteinLflexibilityLandLdrugLdesignnLhowLtoLhitLaLmovingLtargetaLCurrentkOpinionkinkChemicalkBiologyXL
2002XLiXLggkZhe 9.7 278

12 ProteinLflexibilityLisLanLimportantLcomponentLofLstructureZbasedLdrugLdiscoveryaLCurrentk
PharmaceuticalkDesignXL2002XLlXLdhkdZl 3.3 107

11 xevelopingLaLdynamicLpharmacophoreLmodelLforL—βVZdLintegraseaLJournalkofkMedicinalkChemistryXL
2000XLgfXLedccZdg 8.3 248

10 MethodLforLβncludingLtheLxynamicLzluctuationsLofLaLProteinLinLwomputerZuidedLxrugLxesignaL
JournalkofkPhysicalkChemistrykAXL1999XLdcfXLdcedfZdcedm 2.8 91

9 MolecularLdynamicsLofLcryptophaneLandLitsLcomplexesLwithLtetramethylammoniumLandL
neopentaneLusingLaLcontinuumLsolventLmodelaLJournalkofkComputationalkChemistryXL1999XLecXLmhiZmkc 3.5 9

8 MolecularLdynamicsLstudiesLonLtheL—βVZdLintegraseLcatalyticLdomainaLBiophysicalkJournalXL1999XLkiXLemmmZfcdd2.9 73

7 walculationLofLtheLpKaLvaluesLforLtheLligandsLandLsideLchainsLofLyscherichiaLcoliLxZalaninenxZalanineL
ligaseaLJournalkofkMedicinalkChemistryXL1999XLgeXLdcmZdk 8.3 28

6 zreeLenergiesLofLsolvationLinLchloroformLandLwaterLfromLaLlinearLresponseLapproachaLJournalkofk
PhysicalkOrganickChemistryXL1997XLdcXLhifZhki 2.1 92

5 MonteLwarloLβnvestigationsLofLSolventLyffectsLonLtheLwhorismateLtoLPrephenateLRearrangementaL
JournalkofkthekAmericankChemicalkSocietyXL1996XLddlXLlgkhZlglg 16.4 48

4 βnvestigationsLintoLtheLstereochemistryLofLcyclophaneZsteroidLcomplexesLviaLMonteLwarloL
simulationsaLTetrahedronXL1995XLhdXLggmZgke 2.4 7

3 unLyxtendedLLinearLResponseLMethodLforLxeterminingLzreeLynergiesLofL—ydrationaLThekJournalkofk
PhysicalkChemistryXL1995XLmmXLdciikZdcikf 226

2 uccuracyLofLfreeLenergiesLofLhydrationLforLorganicLmoleculesLfromLiZfdgVZderivedLpartialLchargesaL
JournalkofkComputationalkChemistryXL1993XLdgXLdegcZdegm 3.5 142
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1 —owLstableLisLcyclobutynesLTheLactivationLenergyLforLtheLunimolecularLrearrangementLtoL
butatrieneaLJournalkofkthekAmericankChemicalkSocietyXL1992XLddgXLhfggZhfgl 16.4 21
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