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ComputerzAidediMoleculariDesignXL2015XLelXLkkhYli 4.2 79
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vomparativeLmodellingLofLmajorLhouseLdustLmiteLallergenLwerLpLImLstructureLvalidationLusingLanL
extendedLenvironmentalLaminoLacidLpropensityLtableaLProteiniEngineeringyiDesigniandiSelectionXL
1994XLjXLkilYlg
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71 MinimumLinformationLaboutLaLbioactiveLentityLTMItuxUaLNatureiReviewsiDrugiDiscoveryXL2011XLdcXLiidYl 64.1 69

70 vomputationalLandLPracticalLtspectsLofLwrugLRepositioningaLAssayiandiDrugiDevelopmenti
TechnologiesXL2015XLdfXLellYfci 2.1 64

69 vhemicalXLtargetXLandLbioactiveLpropertiesLofLallostericLmodulationaLPLoSiComputationaliBiologyXL
2014XLdcXLedccfhhl 5 63
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68 ImprovedLlargeYscaleLpredictionLofLgrowthLinhibitionLpatternsLusingLtheLNvIicLcancerLcellLlineL
panelaLBioinformaticsXL2016XLfeXLkhYlh 7.2 60

67 PvSKlLmonoclonalLantibodiesLforLtheLprimaryLandLsecondaryLpreventionLofLcardiovascularLdiseaseaL
TheiCochraneiLibraryXL2017XLgXLvwcddjgk 5.2 57

66 ImprovingLtheLoddsLofLdrugLdevelopmentLsuccessLthroughLhumanLgenomicsmLmodellingLstudyaL
ScientificiReportsXL2019XLlXLdkldd 4.9 54

65
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trylpyrrolesaLACSiCentraliScienceXL2016XLeXLikjYjcd 16.8 44

60 NicastrinXLaLpresenilinYinteractingLproteinXLcontainsLanLaminopeptidasebtransferrinLreceptorL
superfamilyLdomainaLTrendsiiniBiochemicaliSciencesXL2001XLeiXLedfYg 10.3 44

59 tntibodyLinformaticsLforLdrugLdiscoveryaLBiochimicaiEtiBiophysicaiActaiziProteinsiandiProteomicsXL
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comparisonsaLMethodsiiniEnzymologyXL1996XLeiiXLhjhYlk 1.7 43

57 TargetLpredictionLforLanLopenLaccessLsetLofLcompoundsLactiveLagainstLMycobacteriumLtuberculosisaL
PLoSiComputationaliBiologyXL2013XLlXLedccfehf 5 42
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55 PwuLIzmLclassificationLofLsmallLmolecularLproteinLbindingLinLtheLProteinLwataLuankaLJournaliofi
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54 zlobalLanalysisLofLsmallLmoleculeLbindingLtoLrelatedLproteinLtargetsaLPLoSiComputationaliBiologyXL
2012XLkXLedccefff 5 35

53 trtificialLintelligenceXLdrugLrepurposingLandLpeerLreviewaLNatureiBiotechnologyXL2020XLfkXLddejYddfd 44.5 35
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UnprecedentlyLLargeYScaleLKinaseLInhibitorLSetLxnablingLtheLtccurateLPredictionLofL
vompoundYKinaseLtctivitiesmLtLWayLtowardLSelectiveLPromiscuityLbyLwesignraLJournaliofiChemicali
InformationiandiModelingXL2016XLhiXLdihgYjh

6.1 35

51 vhemicalLdatabasesmLcurationLorLintegrationLbyLuserYdefinedLequivalenceraLDrugiDiscoveryiToday:i
TechnologiesXL2015XLdgXLdjYeg 7.1 32
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50 MycobacterialLdihydrofolateLreductaseLinhibitorsLidentifiedLusingLchemogenomicLmethodsLandLinL
vitroLvalidationaLPLoSiONEXL2015XLdcXLecdedgle 3.7 32

49 TheLrelationshipLbetweenLtargetYclassLandLtheLphysicochemicalLpropertiesLofLantibacterialLdrugsaL
BioorganiciandiMedicinaliChemistryXL2015XLefXLhedkYeg 3.4 31

48 SynthesisLofLmacrocyclicXLpotentialLproteaseLinhibitorsLusingLaLgenericLscaffoldaLJournaliofiOrganici
ChemistryXL2002XLijXLgkkeYle 4.2 31

47 ReleaseLofLhcLnewXLdrugYlikeLcompoundsLandLtheirLcomputationalLtargetLpredictionsLforLopenL
sourceLantiYtubercularLdrugLdiscoveryaLPLoSiONEXL2015XLdcXLecdgeelf 3.7 30

46 diXamLaLdataLinfrastructureLforLchemicalLsafetyLassessmentaLBioinformaticsXL2015XLfdXLdhchYj 7.2 27

45 tnnotatingLHumanLPYzlycoproteinLuioassayLwataaLMoleculariInformaticsXL2012XLfdXLhllYicl 3.8 27

44 vollationLandLdataYminingLofLliteratureLbioactivityLdataLforLdrugLdiscoveryaLBiochemicaliSocietyi
TransactionsXL2011XLflXLdfihYjc 5.1 27

43 UnivhemmLextensionLofLInvhIYbasedLcompoundLmappingLtoLsaltXLconnectivityLandLstereochemistryL
layersaLJournaliofiCheminformaticsXL2014XLiXLgf 8.6 25

42 StructuralLandLyunctionalLViewLofLPolypharmacologyaLScientificiReportsXL2017XLjXLdcdce 4.9 24

41 tLdrugLtargetLslimmLusingLgeneLontologyLandLgeneLontologyLannotationsLtoLnavigateLproteinYligandL
targetLspaceLinLvhxMuLaLJournaliofiBiomedicaliSemanticsXL2016XLjXLhl 2.2 21

40 PrioritizingLtheLproteomemLidentifyingLpharmaceuticallyLrelevantLtargetsaLDrugiDiscoveryiTodayXL
2002XLjXLhdiYed 8.8 21

39 wesignLofLselectiveLthrombinLinhibitorsLbasedLonLtheLTRUYPheYProYtrgLsequenceaLJournaliofi
MedicinaliChemistryXL2002XLghXLegfeYhf 8.3 21

38 vhemogenomicsLapproachesLforLreceptorLdeorphanizationLandLextensionsLofLtheLchemogenomicsL
conceptLtoLphenotypicLspaceaLCurrentiTopicsiiniMedicinaliChemistryXL2011XLddXLdligYjj 3 18

37 tLligandSsYeyeLviewLofLproteinLsimilarityaLNatureiMethodsXL2013XLdcXLddiYj 21.6 16

36 IdentificationLofLtllostericLModulatorsLofLMetabotropicLzlutamateLjLReceptorLUsingL
ProteochemometricLModelingaLJournaliofiChemicaliInformationiandiModelingXL2017XLhjXLeljiYelkh 6.1 16

35 InsightsLintoLproteinLfunctionLthroughLlargeYscaleLcomputationalLanalysisLofLsequenceLandL
structureaLTrendsiiniBiotechnologyXL2001XLdlXLidYii 15.1 16

34 myvhxMuLmLaLvirtualLmachineLimplementationLofLopenLdataLandLcheminformaticsLtoolsaL
BioinformaticsXL2014XLfcXLelkYfcc 7.2 15

33 RapidLanalysisLofLpharmacologyLforLinfectiousLdiseasesaLCurrentiTopicsiiniMedicinaliChemistryXL2011XL
ddXLdeleYfcc 3 15
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32 TargetLIdentificationLofLPhenotypicLHitsLUsingLaLvoncertedLvhemogenomicXLuiophysicalXLandL
StructuralLtpproachaLFrontiersiiniPharmacologyXL2017XLkXLikd 5.6 14

31 TheLxuILenzymeLportalaLNucleiciAcidsiResearchXL2013XLgdXLwjjfYkc 20.1 13

30 vheminformaticsaLCommunicationsiofitheiACMXL2012XLhhXLihYjh 2.5 13

29 InsightsLintoLproteinLfunctionLthroughLlargeYscaleLcomputationalLanalysisLofLsequenceLandL
structureaLTrendsiiniBiotechnologyXL2001XLdlXLSidYi 15.1 13

28 tLlargeYscaleLcropLprotectionLbioassayLdataLsetaLScientificiDataXL2015XLeXLdhccfe 8.2 12

27 ScientificLLensesLtoLSupportLMultipleLViewsLoverLLinkedLvhemistryLwataaLLectureiNotesiiniComputeri
ScienceXL2014XLlkYddf 0.9 12

26 MyvhxMuLmLtLVirtualLPlatformLforLwistributingLvheminformaticsLToolsLandLOpenLwataaLChallengesXL
2014XLhXLffgYffj 3.4 11

25 MappingLsmallLmoleculeLbindingLdataLtoLstructuralLdomainsaLBMCiBioinformaticsXL2012XLdfLSupplLdjXLSdd 3.6 11

24 ProteinLsequenceLanalysisLinLsilicomLapplicationLofLstructureYbasedLbioinformaticsLtoLgenomicL
initiativesaLCurrentiOpinioniiniPharmacologyXL2002XLeXLhjgYkc 5.1 11

23 twMxLStRfarimLcomparativeLgenomicsLofLdrugLmetabolizingLsystemsaLBioinformaticsXL2015XLfdXLdilhYj 7.2 10

22 RationalLdesignLofLnonYresistantLtargetedLcancerLtherapiesaLScientificiReportsXL2017XLjXLgiife 4.9 9

21 vlassificationLandLanalysisLofLaLlargeLcollectionLofLinLvivoLbioassayLdescriptionsaLPLoSiComputationali
BiologyXL2017XLdfXLedcchigd 5 9

20 SettingLOurLSightsLonLInfectiousLwiseasesaLACSiInfectiousiDiseasesXL2020XLiXLfYdf 5.5 9

19 PPwMsYaLresourceLforLmappingLsmallLmoleculeLbioactivitiesLfromLvhxMuLLtoLPfamYtLproteinL
domainsaLBioinformaticsXL2015XLfdXLjjiYk 7.2 8

18 tLdocumentLclassifierLforLmedicinalLchemistryLpublicationsLtrainedLonLtheLvhxMuLLcorpusaLJournali
ofiCheminformaticsXL2014XLiXLgc 8.6 7

17 TheLfunctionalLtherapeuticLchemicalLclassificationLsystemaLBioinformaticsXL2014XLfcXLkjiYkf 7.2 5

16 urainmLbiomedicalLknowledgeLmanipulationaLBioinformaticsXL2013XLelXLdefkYl 7.2 5

15 ProteinLthreeYdimensionalLstructuralLdatabasesmLdomainsXLstructurallyLalignedLhomologuesLandL
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9 vhxMuLLueakermLtLLightweightLWebLyrameworkLProvidingLRobustLandLxxtensibleLvheminformaticsL
ServicesaLChallengesXL2014XLhXLgggYggl 3.4 2

8 PleiotropicLxffectsLofLStatinsaLAnnualiReportsiiniMedicinaliChemistryXL2004XLflXLeflYehk 1.6 2
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