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39 AutoDockoPandPAutoDockToolsouPAutomatedPdockingPwithPselectivePreceptorPflexibilityiPJournallofl
ComputationallChemistrygP2009gPnkgPmrsphtl 3.5 11655

38 ReducedPsurfaceuPAnPefficientPwayPtoPcomputePmolecularPsurfacesiPBiopolymersgP1996gPnsgPnkphnmk 2.2 1616

37 PythonuPaPprogrammingPlanguagePforPsoftwarePintegrationPandPdevelopmentiPJournalloflMolecularl
GraphicslandlModellinggP1999gPlrgPprhql 2.8 1383

36 ComputationalPproteinhligandPdockingPandPvirtualPdrugPscreeningPwithPthePAutoDockPsuiteiPNaturel
ProtocolsgP2016gPllgPtkphlt 18.8 719

35 ReducedPsurfaceuPanPefficientPwayPtoPcomputePmolecularPsurfacesiPBiopolymersgP1996gPnsgPnkphmk 2.2 557

34 AutomatedPdockingPtoPmultiplePtargetPstructuresuPincorporationPofPproteinPmobilityPandPstructuralP
waterPheterogeneityPinPAutoDockiPProteins:lStructure,lFunctionlandlBioinformaticsgP2002gPoqgPnohok 4.2 341

33 AutoDockFRuPAdvancesPinPProteinhLigandPDockingPwithPExplicitlyPSpecifiedPBindingPSitePFlexibilityiP
PLoSlComputationallBiologygP2015gPllgPelkkopsq 5 129

32 TangiblePinterfacesPforPstructuralPmolecularPbiologyiPStructuregP2005gPlngPosnhtl 5.2 95

31 cellPACKuPaPvirtualPmesoscopePtoPmodelPandPvisualizePstructuralPsystemsPbiologyiPNaturelMethodsgP
2015gPlmgPsphtl 21.6 89

30 FLIPDockuPdockingPflexiblePligandsPintoPflexiblePreceptorsiPProteins:lStructure,lFunctionlandl
BioinformaticsgP2007gPqsgPrmqhnr 4.2 86

29 ePMVPembedsPmolecularPmodelingPintoPprofessionalPanimationPsoftwarePenvironmentsiPStructuregP
2011gPltgPmtnhnkn 5.2 60

28 FastPandProbustPcomputationPofPmolecularPsurfacesP1995gP 56

27 APcomponenthbasedPsoftwarePenvironmentPforPvisualizingPlargePmacromolecularPassembliesiP
StructuregP2005gPlngPoorhqm 5.2 53

26 nDPmolecularPmodelsPofPwholePHIVhlPvirionsPgeneratedPwithPcellPACKiPFaradaylDiscussionsgP2014gP
lqtgPmnhoo 3.6 37

25 AutoDockPCrankPepuPcombiningPfoldingPandPdockingPtoPpredictPproteinhpeptidePcomplexesiP
BioinformaticsgP2019gPnpgPplmlhplmr 7.2 34

24 AcceleratingPAutoDockoPwithPGPUsPandPGradienthBasedPLocalPSearchiPJournalloflChemicallTheoryl
andlComputationgP2021gPlrgPlkqkhlkrn 6.4 34

23 AutoSiteuPanPautomatedPapproachPforPpseudohligandsPpredictionhfromPligandhbindingPsitesP
identificationPtoPpredictingPkeyPligandPatomsiPBioinformaticsgP2016gPnmgPnlomhnlot 7.2 31
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22 ReducedPsurfaceuPAnPefficientPwayPtoPcomputePmolecularPsurfacesP1996gPnsgPnkp 29

21 ProteinhproteinPdockingPwithPFcmdDockPmikPandPGBhrerankiPPLoSlONEgP2013gPsgPeplnkr 3.7 27

20 ProteinhligandPdockingPwithPmultiplePflexiblePsidePchainsiPJournalloflComputer-AidedlMolecularl
DesigngP2008gPmmgPqrnht 4.2 26

19 HierarchicalPandPmultihresolutionPrepresentationPofPproteinPflexibilityiPBioinformaticsgP2006gPmmgPmrqshro 7.2 24

18 ShapePcomplementarityPofPproteinhproteinPcomplexesPatPmultiplePresolutionsiPProteins:lStructure,l
FunctionlandlBioinformaticsgP2009gPrpgPopnhqr 4.2 21

17 ThePAutoDockPsuitePatPnkiPProteinlSciencegP2021gPnkgPnlhon 6.3 21

16 EvolutionaryPanalysisPofPHIVhlPproteasePinhibitorsuPMethodsPforPdesignPofPinhibitorsPthatPevadeP
resistanceiPProteins:lStructure,lFunctionlandlBioinformaticsgP2002gPosgPqnhro 4.2 17

15
ModelPofPthePalphaLbetamPintegrinPIhdomainjICAMhlPDIPinterfacePsuggestsPthatPsubtlePchangesPinP
loopPorientationPdeterminePligandPspecificityiPProteins:lStructure,lFunctionlandlBioinformaticsgP2002gP
osgPlplhqk

4.2 15

14 DesignPandPSynthesisPofPTransitionPStatePAnalogsPforPInductionPofPHydridePTransferPCatalyticP
AntibodiesiPJournalloflOrganiclChemistrygP1997gPqmgPnmmkhnmmt 4.2 13

13 VisualizingPnaturePatPworkPfromPthePnanoPtoPthePmacroPscaleiPNanobiotechnologygP2005gPlgPkkrhkmm 13

12 DockingPFlexiblePCyclicPPeptidesPwithiPJournalloflChemicallTheorylandlComputationgP2019gPlpgPplqlhplqs 6.4 12

11 AutoGridFRuPImprovementsPonPAutoDockPAffinityPMapsPandPAssociatedPSoftwarePToolsiPJournallofl
ComputationallChemistrygP2019gPokgPmssmhmssq 3.5 11

10 uPyuPaPubiquitousPCGPPythonPAPIPwithPbiologicalhmodelingPapplicationsiPIEEElComputerlGraphicslandl
ApplicationsgP2012gPnmgPpkhql 1.7 10

9 ConformationalPstudiesPofPcyclicPpeptidePstructuresPinPsolutionPfromPlHhNmrPdataPbyPdistanceP
geometryPcalculationPandPrestrainedPenergyPminimizationiPBiopolymersgP1990gPmtgPlnsrhokk 2.2 9

8 AdjustingPpotentialPenergyPfunctionsPforPlatticePmodelsPofPchainPmoleculesiPProteins:lStructure,l
FunctionlandlBioinformaticsgP1996gPmpgPnrthss 4.2 6

7 ComputerhlinkedPautofabricatedPnDPmodelsPforPteachingPstructuralPbiologyP2004gP 4

6 ActivatedPproteinPCPlightPchainPprovidesPanPextendedPbindingPsurfacePforPitsPanticoagulantPcofactorgP
proteinPSiPBloodlAdvancesgP2017gPlgPlomnhlomq 7.8 3

5 LatticePmodelinguPAccuracyPofPenergyPcalculationsiPJournalloflComputationallChemistrygP1996gPlrgPlkmphlknm3.5 3
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4 ImprovingPDockingPPowerPforPShortPPeptidesPUsingPRandomPForestiPJournalloflChemicallInformationl
andlModelinggP2021gPqlgPnkrohnktk 6.1 3

3 UsingPthePPythonPprogrammingPlanguagePforPbioinformaticsP2005gP 2

2 CyclicPPeptidesPasPProteinPKinasePInhibitorsuPStructurehActivityPRelationshipPandPMolecularP
ModelingiPJournalloflChemicallInformationlandlModelinggP2021gPqlgPnklphnkmq 6.1 2

1 ChterminalPresiduesPofPactivatedPproteinPCPlightPchainPcontributePtoPitsPanticoagulantPandP
cytoprotectivePactivitiesiPJournalloflThrombosislandlHaemostasisgP2020gPlsgPlkmrhlkns 15.4 1
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