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77 UnderstandingLzonformationalLEntropyLinLSmallLMoleculesdLJournalhofhChemicalhTheoryhandh
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76 UnderstandingLRingLPuckeringLinLSmallLMoleculesLandLzyclicLPeptidesdLJournalhofhChemicalh
InformationhandhModelingbL2021bLmgbLnkicnll 6.1 9

75 LearningLproteincligandLbindingLaffinityLwithLatomicLenvironmentLvectorsdLJournalhofh
CheminformaticsbL2021bLgibLlp 8.6 6

74 –iscoveryLofLSxRSczoVchLMLpeptideLinhibitorsLfromLmodellingLsubstrateLandLligandLbindingdL
ChemicalhSciencebL2021bLghbLgimomcginfi 9.4 14

73 TheLprospectsLofLquantumLcomputingLinLcomputationalLmolecularLbiologydLWileyhInterdisciplinaryh
Reviews:hComputationalhMolecularhSciencebL2021bLggbLegkog 7.9 28

72 yOKEIqLyayesianLoptimizationLusingLknowledgeLofLcorrelatedLtorsionsLandLexpectedLimprovementL
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70 LigityqLxLNoncSuperpositionalbLKnowledgecyasedLxpproachLtoLVirtualLScreeningdLJournalhofhChemicalh
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68 UnderstandingLtheLstructuralLrequirementsLforLactivatorsLofLtheLKefLbacterialLpotassiumLeffluxL
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ChemicalhTheoryhandhComputationbL2013bLpbLkhmmckhnk 6.4 31

64 ShapecbasedLsimilarityLsearchingLinLchemicalLdatabasesdLWileyhInterdisciplinaryhReviews:h
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ofLacetylcholinesterasedLJournalhofhChemicalhInformationhandhModelingbL2013bLlibLopocpfm 6.1 33

62 MolecularLdeterminantsLofLbindingLtoLtheLPlasmodiumLsubtilisinclikeLproteaseLgdLJournalhofh
ChemicalhInformationhandhModelingbL2013bLlibLlnicoi 6.1 23
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61 zomparisonLofLultracfastLh–LandLi–LligandLandLtargetLdescriptorsLforLsideLeffectLpredictionLandL
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screeningdLJournalhofhCheminformaticsbL2012bLkbL 8.6 78

59 FreelyLavailableLconformerLgenerationLmethodsqLhowLgoodLareLtheyvdLJournalhofhChemicalh
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ofhPhysicalhChemistryhBbL2010bLggkbLgmhnicp 3.4 13
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53 xuto–ockkLandLxuto–ockToolskqLxutomatedLdockingLwithLselectiveLreceptorLflexibilitydLJournalhofh
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51 MolecularLdockingdLMethodshinhMolecularhBiologybL2008bLkkibLimlcoh 1.4 307

50 UsingLxuto–ockLforLligandcreceptorLdockingdLCurrenthProtocolshinhBioinformaticsbL2008bLzhapterLobL
UnitLodgk 24.2 340

49 FunctionalLproteomicLandLstructuralLinsightsLintoLmolecularLrecognitionLinLtheLnitrilaseLfamilyL
enzymesdLBiochemistrybL2008bLknbLgilgkchi 3.2 43

48 TargetLflexibilityqLanLemergingLconsiderationLinLdrugLdiscoveryLandLdesigndLJournalhofhMedicinalh
ChemistrybL2008bLlgbLmhincll 8.3 244

47 xssessingLtheLroleLofLpolarizationLinLdockingdLJournalhofhPhysicalhChemistryhAbL2008bLgghbLghglncmi 2.8 36

46 MappingLofLtheLzXzRkLbindingLsiteLwithinLvariableLregionLiLofLtheLfelineLimmunodeficiencyLvirusL
surfaceLglycoproteindLJournalhofhVirologybL2008bLohbLpgikckh 6.6 21

45 MechanisticLandLstructuralLrequirementsLforLactiveLsiteLlabelingLofLphosphoglycerateLmutaseLbyL
spiroepoxidesdLMolecularhBioSystemsbL2007bLibLkplclfm 42

44 xLsemiempiricalLfreeLenergyLforceLfieldLwithLchargecbasedLdesolvationdLJournalhofhComputationalh
ChemistrybL2007bLhobLggklclh 3.5 1602
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43 StructuralLinsightsLintoLtheLmechanismsLofLdrugLresistanceLinLHIVcgLproteaseLNLkcidLJournalhofh
MolecularhBiologybL2006bLilmbLpmncog 6.5 22

42 StructuralLmappingLofLz–gikLresiduesLcriticalLforLinteractionLwithLfelineLimmunodeficiencyLvirusdL
NaturehStructuralhandhMolecularhBiologybL2005bLghbLmfcm 17.6 45

41 xctiveLsiteLbindingLmodesLofLcurcuminLinLHIVcgLproteaseLandLintegrasedLBioorganichandhMedicinalh
ChemistryhLettersbL2005bLglbLiimkco 2.9 78

40 xutomatedLdockingLofLligandsLtoLanLartificialLactiveLsiteqLaugmentingLcrystallographicLanalysisLwithL
computerLmodelingdLJournalhofhComputerxAidedhMolecularhDesignbL2003bLgnbLlhlcim 4.2 74

39 –esignLandLsynthesisLofLbroadcbasedLmonocLandLbicLcyclicLinhibitorsLofLFIVLandLHIVLproteasesdL
BioorganichandhMedicinalhChemistrybL2003bLggbLhfhlckf 3.4 18

38 zrystalLstructureLofLanLintactLhumanLIgGqLantibodyLasymmetrybLflexibilitybLandLaLguideLforLHIVcgL
vaccineLdesigndLAdvanceshinhExperimentalhMedicinehandhBiologybL2003bLlilbLllcmm 3.6 32

37
StructuralLbasisLforLdistinctionsLbetweenLsubstrateLandLinhibitorLspecificitiesLforLfelineL
immunodeficiencyLvirusLandLhumanLimmunodeficiencyLvirusLproteasesdLJournalhofhVirologybL2003bL
nnbLmlopcmff

6.6 19

36 –efiningLHIVcgLproteaseLsubstrateLselectivitydLCurrenthDrughTargetshInfectioushDisordersbL2002bLhbLinclf 28

35 xutomatedLdockingLtoLmultipleLtargetLstructuresqLincorporationLofLproteinLmobilityLandLstructuralL
waterLheterogeneityLinLxuto–ockdLProteins:hStructurewhFunctionhandhBioinformaticsbL2002bLkmbLikckf 4.2 341

34 EvolutionaryLanalysisLofLHIVcgLproteaseLinhibitorsqLMethodsLforLdesignLofLinhibitorsLthatLevadeL
resistancedLProteins:hStructurewhFunctionhandhBioinformaticsbL2002bLkobLmicnk 4.2 17

33
ModelLofLtheLalphaLbetahLintegrinLIcdomaineIzxMcgL–ILinterfaceLsuggestsLthatLsubtleLchangesLinL
loopLorientationLdetermineLligandLspecificitydLProteins:hStructurewhFunctionhandhBioinformaticsbL2002bL
kobLglgcmf

4.2 15

32 zonformationalLchangesLinLnitricLoxideLsynthasesLinducedLbyLchlorzoxazoneLandLnitroindazolesqL
crystallographicLandLcomputationalLanalysesLofLinhibitorLpotencydLBiochemistrybL2002bLkgbLgipglchl 3.2 53

31 MiningLforLmedicinesLâ��LinLsilicodLTrendshinhBiotechnologybL2001bLgpbLghicghk 15.1 2

30 zrystalLstructureLofLaLneutralizingLhumanLIGGLagainstLHIVcgqLaLtemplateLforLvaccineLdesigndLSciencebL
2001bLhpibLggllcp 33.3 764

29 ViralLevolutionLinLresponseLtoLtheLbroadcbasedLretroviralLproteaseLinhibitorLTLcidLJournalhofhVirology
bL2001bLnlbLplfhco 6.6 28

28 RecognitionLtemplatesLforLpredictingLadenylatecbindingLsitesLinLproteinsdLJournalhofhMolecularh
BiologybL2001bLigkbLghklcll 6.5 16

27 StructuralLstudiesLofLFIVLandLHIVcgLproteasesLcomplexedLwithLanLefficientLinhibitorLofLFIVLproteasedL
Proteins:hStructurewhFunctionhandhBioinformaticsbL2000bLiobLhpckf 4.2 27

26 xlterationLofLsubstrateLandLinhibitorLspecificityLofLfelineLimmunodeficiencyLvirusLproteasedLJournalh
ofhVirologybL2000bLnkbLkngfchf 6.6 28
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25 ProteincLigandL–ockingdLMethodshandhPrincipleshinhMedicinalhChemistrybL2000bLigcko 0.4 16

24 ImprovedLEvolutionaryLHybridsLforLFlexibleLLigandL–ockingLinLxuto–ockdLNonconvexhOptimizationh
andhItshApplicationsbL2000bLhfpchhp 12

23 zoevolutionaryLanalysisLofLresistancecevadingLpeptidomimeticLinhibitorsLofLHIVcgLproteasedL
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericabL1999bLpmbLgimpcnk 11.5 14

22 –evelopmentLofLaLNewLTypeLofLProteaseLInhibitorsbLEfficaciousLagainstLFIVLandLHIVLVariantsdL
JournalhofhthehAmericanhChemicalhSocietybL1999bLghgbLggklcggll 16.4 51

21 zoevolutionLandLsubsiteLdecompositionLforLtheLdesignLofLresistancecevadingLHIVcgLproteaseL
inhibitorsdLJournalhofhMolecularhBiologybL1999bLhonbLnncph 6.5 13

20 xutomatedLdockingLusingLaLLamarckianLgeneticLalgorithmLandLanLempiricalLbindingLfreeLenergyL
functionL1998bLgpbLgmipcgmmh 7548

19 zomputationalLcoevolutionLofLantiviralLdrugLresistancedLArtificialhLifebL1998bLkbLkgclp 1.4 3

18 zrystalLstructuresLofLtheLinactiveL–ifNLmutantLofLfelineLimmunodeficiencyLvirusLproteaseL
complexedLwithLaLsubstrateLandLanLinhibitordLBiochemistrybL1997bLimbLgfmpmcnfo 3.2 55

17
MolecularLanalysisLofLtheLfelineLimmunodeficiencyLvirusLproteaseqLgenerationLofLaLnovelLformLofLtheL
proteaseLbyLautoproteolysisLandLconstructionLofLcleavagecresistantLproteasesdLJournalhofhVirologybL
1997bLngbLllflcgg

6.6 21

16 xutomatedLdockingLofLflexibleLligandsqLapplicationsLofLxuto–ockdLJournalhofhMolecularhRecognitionbL
1996bLpbLgcl 2.6 1057

15 –istributedLautomatedLdockingLofLflexibleLligandsLtoLproteinsqLparallelLapplicationsLofLxuto–ockL
hdkdLJournalhofhComputerxAidedhMolecularhDesignbL1996bLgfbLhpicifk 4.2 796

14 xutomatedLdockingLofLflexibleLligandsqLxpplicationsLofLautodockL1996bLpbLg 6

13 SeeingLourLwayLtoLdrugLdesigndLJournalhofhComputerhxhAidedhMolecularhDesignbL1993bLgbLihpcikk 5

12 MolecularLmodellingLofLtheLsterolLzcgkLdemethylaseLofLSaccharomycesLcerevisiaedLBiochemicalh
SocietyhTransactionsbL1991bLgpbLnpicl 5.1 21

11 ElectronLtransportLinLcytochromesLPcklfLbyLcovalentLswitchingdLProceedingshofhthehRoyalhSocietyhB:h
BiologicalhSciencesbL1991bLhklbLkiclg 4.4 26

10 TheLactiveLsiteLofLcytochromeLPcklfLnifedipineLoxidaseqLaLmodelcbuildingLstudydLJournalhofh
MolecularhGraphicsbL1989bLnbLhfmcgg 25

9 TheLmatchingLofLproteinLsequencesLusingLcolorLintrasequenceLhomologyLdisplaysdLJournalhofh
MolecularhGraphicsbL1988bLmbLgilcgkf 17

8 yibliographyLofLtheoreticalLcalculationsLinLmolecularLpharmacologydLJournalhofhMolecularhGraphicsbL
1987bLlbLhggchhh 4
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7 LearningLProteincLigandLyindingLxffinityLwithLxtomicLEnvironmentLVectors 2

6 SuzOSLisLyetterLthanLRMS–LforLEvaluatingLFragmentLElaborationLandL–ockingLPoses 4

5 zharacterisationLofLtheLSxRSczoVchLExoNLUnspgkExoNcnspgfVLcomplexqLimplicationsLforLitsLroleLinL
viralLgenomeLstabilityLandLinhibitorLidentification 6

4 zOVI–LMoonshotqLOpenLScienceL–iscoveryLofLSxRSczoVchLMainLProteaseLInhibitorsLbyLzombiningL
zrowdsourcingbLHighcThroughputLExperimentsbLzomputationalLSimulationsbLandLMachineLLearning 18

3 –iscoveryLofLSxRSczoVchLMproLPeptideLInhibitorsLfromLModellingLSubstrateLandLLigandLyinding 1

2 InvestigatingLtheLpotentialLforLaLlimitedLquantumLspeedupLonLproteinLlatticeLproblemsdLNewhJournalh
ofhPhysicsb 2.9 2

1 ScoringLFunctionsLforLProteincLigandLyindingLxffinityLPredictionLUsingLStructurecbasedL–eepL
LearningqLxLReviewdLFrontiershinhBioinformaticsbhbL 1
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