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vtv–xLTvriticalLtssessmentLofLvomputationalL–itZfindingLxxperimentsUmLtLpublicâ��privateL
partnershipLbenchmarkingLinitiativeLtoLenableLtheLdevelopmentLofLcomputationalLmethodsLforL
hitZfindingaLNatureiReviewsiChemistryXL2022XLiXLekjZelh

34.6 1

79 tctionableLdruggableLgenomeZwideLMendelianLrandomizationLidentifiesLrepurposingLopportunitiesL
forLvOVIwZdlaLNatureiMedicineXL2021XLejXLiikZiji 50.5 19

78 TargetZuasedLxvaluationLofLNwrugZLikeNLPropertiesLandLLigandLxfficienciesaLJournaliofiMedicinali
ChemistryXL2021XLigXLjedcZjefc 8.3 9

77 InfluenceLofL–LtLvlassLIILPolymorphismLonLPredictedLvellularLImmunityLtgainstLStRSZvoVZeLatLtheL
PopulationLandLIndividualLLevelaLFrontiersiiniImmunologyXL2021XLdeXLiilfhj 8.4 3

76 wrugLSafetyLwataLvurationLandLModelingLinLvhxMuLmLuoxedLWarningsLandLWithdrawnLwrugsaL
ChemicaliResearchiiniToxicologyXL2021XLfgXLfkhZflh 4 3

75 vomputationalLwrugLTargetLTractabilityLtnalysisL2021XLdghZdhf 0

74 MtIPmLaLwebLserviceLforLpredictingLbloodZstageLmalariaLinhibitorsaLJournaliofiCheminformaticsXL2021XL
dfXLdf 8.6 3

73 TheLPROTtvtableLgenomeaLNatureiReviewsiDrugiDiscoveryXL2021XLecXLjklZjlj 64.1 20

72
–otspotsLtPImLtLPythonLPackageLforLtheLwetectionLofLSmallLMoleculeLuindingL–otspotsLandL
tpplicationLtoLStructureZuasedLwrugLwesignaLJournaliofiChemicaliInformationiandiModelingXL2020XL
icXLdlddZdldi

6.1 8

71 TheLzlobalLPhosphorylationLLandscapeLofLStRSZvoVZeLInfectionaLCellXL2020XLdkeXLikhZjdeaedl 56.2 439

70 TheLxLIXIRLvoreLwataLResourcesmLfundamentalLinfrastructureLforLtheLlifeLsciencesaLBioinformaticsXL
2020XLfiXLeifiZeige 7.2 29

69 wrugLmechanismZofZactionLdiscoveryLthroughLtheLintegrationLofLpharmacologicalLandLvRISPRL
screensaLMoleculariSystemsiBiologyXL2020XLdiXLelgch 12.2 22

68 tnLopenLsourceLchemicalLstructureLcurationLpipelineLusingLRwKitaLJournaliofiCheminformaticsXL2020XL
deXLhd 8.6 40

67 ReplyLtoLNMissedLopportunitiesLinLlargeLscaleLcomparisonLofLQStRLandLconformalLpredictionL
methodsLandLtheirLapplicationsLinLdrugLdiscoveryNaLJournaliofiCheminformaticsXL2019XLddXLig 8.6 2

66 vhxMuLmLtowardsLdirectLdepositionLofLbioassayLdataaLNucleiciAcidsiResearchXL2019XLgjXLwlfcZwlgc 20.1 453

65 LargeLscaleLcomparisonLofLQStRLandLconformalLpredictionLmethodsLandLtheirLapplicationsLinLdrugL
discoveryaLJournaliofiCheminformaticsXL2019XLddXLg 8.6 53

64 UnexploredLtherapeuticLopportunitiesLinLtheLhumanLgenomeaLNatureiReviewsiDrugiDiscoveryXL2018XL
djXLfdjZffe 64.1 156
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63 wrugLTargetLvommonsmLtLvommunityLxffortLtoLuuildLaLvonsensusLKnowledgeLuaseLforLwrugZTargetL
InteractionsaLCelliChemicaliBiologyXL2018XLehXLeegZeelaee 8.2 51

62 tLlargeZscaleLdatasetLofLinLvivoLpharmacologyLassayLresultsaLScientificiDataXL2018XLhXLdkcefc 8.2 6

61 TheLvhxMuLLdatabaseLinLecdjaLNucleiciAcidsiResearchXL2017XLghXLwlghZwlhg 20.1 1059

60 UsingLvhxMuLLwebLservicesLforLbuildingLapplicationsLandLdataLprocessingLworkflowsLrelevantLtoL
drugLdiscoveryaLExpertiOpinionioniDrugiDiscoveryXL2017XLdeXLjhjZjij 6.2 12

59 tnLanalysisLofLtheLattritionLofLdrugLcandidatesLfromLfourLmajorLpharmaceuticalLcompaniesaLNaturei
ReviewsiDrugiDiscoveryXL2015XLdgXLgjhZki 64.1 713

58 vopingLwithLvomplexityLinLMolecularLwesignL2013XLhjZjj 1

57 vomputerZaidedLmolecularLdesignLunderLtheLSWOTlightaLJournaliofiComputeryAidediMoleculari
DesignXL2012XLeiXLhdZi 4.2 11

56 ReprintLofmLvharacterisingLhepaticLmitochondrialLfunctionLasLaLmodelLforLsystemicLtoxicitymLaL
commentaryaLToxicologyXL2012XLfceXLedZg 4.4

55 vheminformaticsLandLcomputationalLchemistryLinLleadLoptimisationaLJournaliofiCheminformaticsXL
2011XLfXL 8.6 78

54 MolecularLcomplexityLandLfragmentZbasedLdrugLdiscoverymLtenLyearsLonaLCurrentiOpinioniiniChemicali
BiologyXL2011XLdhXLgklZli 9.7 129

53 ThreeZdimensionalLpharmacophoreLmethodsLinLdrugLdiscoveryaLJournaliofiMedicinaliChemistryXL2010
XLhfXLhflZhk 8.3 283

52 StRLKnowledgeLuasesLinLwrugLwiscoveryaLAnnualiReportsiiniComputationaliChemistryXL2008XLgXLecfZedi 1.8 2

51 tLcomparisonLofLfieldZbasedLsimilarityLsearchingLmethodsmLvatShapeXLyuSSXLandLROvSaLJournaliofi
ChemicaliInformationiandiModelingXL2008XLgkXLjdlZel 6.1 52

50 tnLIntroductionLToLvhemoinformaticsL2007XL 191

49 StructureZuasedLwrugLwiscoveryL2007XL 23

48 tLSurveyLofLMethodsLforLSearchingLtheLvonformationalLSpaceLofLSmallLandLMediumZSizedL
MoleculesaLReviewsiiniComputationaliChemistryXL2007XLdZhh 35

47 IntroductionLtoLyragmentLScreeningL2007XLglZje 1

46 PredictionLofLproteinZligandLinteractionsaLwockingLandLscoringmLsuccessesLandLgapsaLJournaliofi
MedicinaliChemistryXL2006XLglXLhkhdZh 8.3 542
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45 yragmentLscreeningmLanLintroductionaLMoleculariBioSystemsXL2006XLeXLgfcZgi 123

44 wesignLandLsynthesisLofLorallyLactiveLpyrrolidinZeZoneZbasedLfactorLXaLinhibitorsaLBioorganiciandi
MedicinaliChemistryiLettersXL2006XLdiXLfjkgZk 2.9 27

43 vomputationalLvhemistryXLMolecularLvomplexityLandLScreeningLSetLwesignaLMethodsiandiPrinciplesi
iniMedicinaliChemistryXL2005XLgfZhj 0.4 4

42 tnalysisLandLoptimizationLofLstructureZbasedLvirtualLscreeningLprotocolsaLTfUaLNewLmethodsLandLoldL
problemsLinLscoringLfunctionLdesignaLJournaliofiMoleculariGraphicsiandiModellingXL2003XLeeXLgdZhf 2.8 29

41 tLcomparisonLofLtheLpharmacophoreLidentificationLprogramsmLvatalystXLwISvOLandLztSPaLJournaliofi
ComputeryAidediMoleculariDesignXL2002XLdiXLihfZkd 4.2 106

40 vomputationalLvhemistryLinLLeadLIdentificationXLLibraryLwesignLandLLeadLOptimisationaLMoleculari
SimulationXL2001XLeiXLffZgl 2

39 MolecularLcomplexityLandLitsLimpactLonLtheLprobabilityLofLfindingLleadsLforLdrugLdiscoveryaLJournali
ofiChemicaliInformationiandiComputeriSciencesXL2001XLgdXLkhiZig 761

38 PredictionLofLbiologicalLactivityLforLhighZthroughputLscreeningLusingLbinaryLkernelLdiscriminationaL
JournaliofiChemicaliInformationiandiComputeriSciencesXL2001XLgdXLdelhZfcc 97

37 SynergyLbetweenLcombinatorialLchemistryLandLdeLnovoLdesignaLJournaliofiMoleculariGraphicsiandi
ModellingXL2000XLdkXLfhkZijXLhei 2.8 22

36 TheLinLsilicoLworldLofLvirtualLlibrariesaLDrugiDiscoveryiTodayXL2000XLhXLfeiZffi 8.8 109

35 WhereLareLtheLzaPsrLtLrationalLapproachLtoLmonomerLacquisitionLandLselectionaLJournaliofiChemicali
InformationiandiComputeriSciencesXL2000XLgcXLdeieZl 25

34 PLUMSmLaLprogramLforLtheLrapidLoptimizationLofLfocusedLlibrariesaLJournaliofiChemicaliInformationi
andiComputeriSciencesXL2000XLgcXLdggdZk 23

33 LigandLsolvationLinLmolecularLdockingaLProteins:iStructurexiFunctioniandiBioinformaticsXL1999XLfgXLgZdi 4.2 223

32 uindingLconstantsLofLneuraminidaseLinhibitorsmLtnLinvestigationLofLtheLlinearLinteractionLenergyL
methodaLJournaliofiMedicinaliChemistryXL1999XLgeXLhdgeZhe 8.3 77

31 ImplementationLofLaLsystemLforLreagentLselectionLandLlibraryLenumerationXLprofilingXLandLdesignaL
JournaliofiChemicaliInformationiandiComputeriSciencesXL1999XLflXLddidZje 80

30 yurtherLwevelopmentLofLaLzeneticLtlgorithmLforLLigandLwockingLandLItsLtpplicationLtoLScreeningL
vombinatorialLLibrariesaLACSiSymposiumiSeriesXL1999XLejdZeld 0.4 14

29 LigandLsolvationLinLmolecularLdockingL1999XLfgXLg 1

28 xxploringLtheLconformationalLspaceLofLproteinLsideLchainsLusingLdeadZendLeliminationLandLtheLtVL
algorithmaLProteins:iStructurexiFunctioniandiBioinformaticsXL1998XLffXLeejZfl 4.2 167
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27 wevelopmentLandLvalidationLofLaLgeneticLalgorithmLforLflexibleLdockingaLJournaliofiMoleculari
BiologyXL1997XLeijXLjejZgk 6.5 5041

26 StructureZbasedLselectionLofLbuildingLblocksLforLarrayLsynthesisLviaLtheLWorldZWideLWebaLJournaliofi
MoleculariGraphicsiandiModellingXL1997XLdhXLdhkZicXLdkc 2.8 7

25 SynthesisLandLsolutionLconformationLofLaLveLsymmetricLmacrobicycleaLTetrahedroniLettersXL1995XLfiXLfcgjZfchc2 10

24 TheLtpplicationLofLNeuralLNetworksLinLvonformationalLtnalysisaLdaLPredictionLofLMinimumLandL
MaximumLInteratomicLwistancesaLJournaliofiChemicaliInformationiandiComputeriSciencesXL1995XLfhXLigcZihc 7

23 tLmolecularLdynamicsLstudyLofLtheLinhibitionLofLchickenLdihydrofolateLreductaseLbyLaLphenylL
triazineaLJournaliofiComputationaliChemistryXL1995XLdiXLdfjkZdflf 3.5 7

22 vurrentLmethodsLforLsiteZdirectedLstructureLgenerationaLJournaliofiComputeryAidediMoleculari
DesignXL1994XLkXLgijZjh 4.2 48

21 tutomatedLmolecularLdesignmLaLnewLfragmentZjoiningLalgorithmaLJournaliofiComputeryAidedi
MoleculariDesignXL1994XLkXLekfZlk 4.2 26

20 TheLaggregationLbehaviourLofLtwoLstructurallyLisomericLglycolipidsaLChemistryiandiPhysicsiofiLipidsXL
1994XLjgXLkfZld 3.7 8

19 tLringZbracingLapproachLtoLcomputerZassistedLligandLdesignaLJournaliofiComputationaliChemistryXL
1994XLdhXLeffZegc 3.5 15

18 LigandLdockingLtoLproteinsLwithLdiscreteLsideZchainLflexibilityaLJournaliofiMoleculariBiologyXL1994XL
efhXLfghZhi 6.5 314

17 tnLtlgorithmLToLwirectlyLIdentifyLaLMoleculeSsLNMostLwifferentNLvonformationsaLJournaliofiChemicali
InformationiandiComputeriSciencesXL1994XLfgXLiidZijc 14

16 tpplicationsLofLtrtificialLIntelligenceLinLMolecularLModellingLandLwrugLwesignL1994XLeddZeih

15 vonstitutionalXLconfigurationalLandLconformationalLanalysisLofLtransitionLmetalLcoordinationL
complexesaLJournaliofiComputeryAidediMoleculariDesignXL1993XLjXLeehZgc 4.2 2

14 xnantioselectiveLNZoxygenationLofLchlorpheniramineLbyLtheLflavinZcontainingLmonooxygenaseLfromL
hogLliveraLXenobioticaXL1992XLeeXLghlZil 2 16

13 tLcombinedLmodelZbuildingLandLdistanceZgeometryLapproachLtoLautomatedLconformationalL
analysisLandLsearchaLJournaliofiChemicaliInformationiandiComputeriSciencesXL1992XLfeXLfjlZfkh 18

12 TheoreticalLinvestigationsLofLnovelLnucleicLacidLbasesaLJournaliofitheiAmericaniChemicaliSocietyXL
1992XLddgXLfijhZfikf 16.4 36

11 vonformationalLanalysisLofLflexibleLligandsLinLmacromolecularLreceptorLsitesaLJournaliofi
ComputationaliChemistryXL1992XLdfXLjfcZjgk 3.5 171

10 tutomatedLconformationalLanalysisLandLstructureLgenerationaLPestiManagementiScienceXL1991XLffXLkjZli 3
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9 tutomatedLconformationalLanalysismLalgorithmsLforLtheLefficientLconstructionLofLlowZenergyL
conformationsaLJournaliofiComputeryAidediMoleculariDesignXL1990XLgXLejdZke 4.2 19

8 TheLapplicationLofLtrtificialLIntelligenceLtoLtheLconformationalLanalysisLofLstrainedLmoleculesaL
JournaliofiComputationaliChemistryXL1990XLddXLikcZilf 3.5 29

7 tutomatedLconformationalLanalysismLwirectedLconformationalLsearchLusingLtheLtVLalgorithmaL
JournaliofiComputationaliChemistryXL1990XLddXLddlfZdech 3.5 49

6 tutomatedLconformationalLanalysisLandLstructureLgenerationmLalgorithmsLforLmolecularLperceptionaL
JournaliofiChemicaliInformationiandiModelingXL1990XLfcXLfdiZeg 6.1 28

5 tnLinvestigationLintoLtheLconstructionLofLmolecularLmodelsLbyLtheLtemplateLjoiningLmethodaL
JournaliofiComputeryAidediMoleculariDesignXL1988XLeXLdcjZef 4.2 22

4 wisplayingLfunctionsLofLthreeLvariablesaLJournaliofiMoleculariGraphicsXL1988XLiXLhgZic 3

3 WIZtRwmLtILinLconformationalLanalysisaLJournaliofiComputeryAidediMoleculariDesignXL1987XLdXLjfZkh 4.2 64

2 tctionableLdruggableLgenomeZwideLMendelianLrandomizationLidentifiesLrepurposingLopportunitiesL
forLvOVIwZdl 1

1 trtificialLIntelligenceLinLMedicinalLvhemistrydZdl

Andrew R Leach

6


