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l Paper IF Citations

142 unalyzingNStructuralNzeaturesNofNProteinsNfromNxeepaSeaNOrganismsbbNProteins:mStructure,mFunctionm
andmBioinformaticsZN2022ZN 4.2 1

141 XarayNscreeningNidentifiesNactiveNsiteNandNallostericNinhibitorsNofNSuRSawoVafNmainNproteasebNScienceZN
2021ZNgkfZNjhfajhj 33.3 95

140 LSLOptnNunNopenasourceNimplementationNofNtheNstepalengthNcontrolledNLSLavz–SNalgorithmbNJournalm
ofmComputationalmChemistryZN2021ZNhfZNedmiaeedd 3.5 0

139 –eoMinenNinteractiveNpatternNminingNofNproteinaligandNinterfacesNinNtheNProteinNxataNvankbN
BioinformaticsZN2021ZNgkZNhfhahfi 7.2 2

138 TopologicalNSimilarityNSearchNinNLargeNwombinatorialNzragmentNSpacesbNJournalmofmChemicalm
InformationmandmModelingZN2021ZNjeZNfglafie 6.1 5

137 xisconnectedNMaximumNwommonNSubstructuresNunderNwonstraintsbNJournalmofmChemicalmInformationm
andmModelingZN2021ZNjeZNejkaekl 6.1 4

136 MaximumNwommonNSubstructureNSearchingNinNwombinatorialNMakeaonaxemandNwompoundNSpacesbN
JournalmofmChemicalmInformationmandmModelingZN2021ZN 6.1 4

135 SMuRTSbplusNaNuNToolboxNforNwhemicalNPatternNxesignbNMolecularmInformaticsZN2020ZNgmZNefdddfej 3.8 2

134 uNwonsistentNSchemeNforN–radientavasedNOptimizationNofNProteinLigandNPosesbNJournalmofmChemicalm
InformationmandmModelingZN2020ZNjdZNjidfajiff 6.1 8

133 ShapeavasedNxescriptorsNforNyfficientNStructureavasedNzragmentN–rowingbNJournalmofmChemicalm
InformationmandmModelingZN2020ZNjdZNjfjmajfle 6.1 1

132 ProteinsPlusnNinteractiveNanalysisNofNproteinaligandNbindingNinterfacesbNNucleicmAcidsmResearchZN2020ZN
hlZNWhlaWig 20.1 37

131 womparingNMolecularNPatternsNUsingNtheNyxampleNofNSMuRTSnNTheoryNandNulgorithmsbNJournalmofm
ChemicalmInformationmandmModelingZN2019ZNimZNfijdafike 6.1 14

130 womparingNMolecularNPatternsNUsingNtheNyxampleNofNSMuRTSnNupplicationsNandNzilterNwollectionN
unalysisbNJournalmofmChemicalmInformationmandmModelingZN2019ZNimZNfikfafilj 6.1 7

129 änNNeedNofNviasNwontrolnNyvaluatingNwhemicalNxataNforNMachineNLearningNinNStructureavasedNVirtualN
ScreeningbNJournalmofmChemicalmInformationmandmModelingZN2019ZNimZNmhkamje 6.1 104

128 MachineNLearningNinNxrugNxiscoverybNJournalmofmChemicalmInformationmandmModelingZN2019ZNimZNmhiamhj 6.1 24

127 wonformatornNuNNovelNMethodNforNtheN–enerationNofNwonformerNynsemblesbNJournalmofmChemicalm
InformationmandmModelingZN2019ZNimZNkgeakhf 6.1 26

126 StructureProfilernNanNallainaoneNtoolNforNgxNproteinNstructureNprofilingbNBioinformaticsZN2019ZNgiZNlkhalkj 7.2 2
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125 wonnectedNSubgraphNzingerprintsnNRepresentingNMoleculesNUsingNyxhaustiveNSubgraphN
ynumerationbNJournalmofmChemicalmInformationmandmModelingZN2019ZNimZNhjfiahjgi 6.1 3

124 NuOMänextNaNSyntheticallyNfeasibleNfragmentNgrowingNinNaNstructureabasedNdesignNcontextbN
EuropeanmJournalmofmMedicinalmChemistryZN2019ZNejgZNkhkakjf 6.8 4

123 PredictionZNunalysisZNandNwomparisonNofNuctiveNSitesN2018ZNflgagee 1

122 StructureavasedNVirtualNScreeningN2018ZNgegagge 3

121 PlacementNofNWaterNMoleculesNinNProteinNStructuresnNzromNLargeaScaleNyvaluationsNtoNSingleawaseN
yxamplesbNJournalmofmChemicalmInformationmandmModelingZN2018ZNilZNejfiaejgk 6.1 22

120 yxploringNStructureauctivityNRelationshipsNwithNThreeaximensionalNMatchedNMolecularNPairsauN
ReviewbNChemMedChemZN2018ZNegZNhlfahlm 3.7 6

119 RingxecomposerLibnNunNOpenaSourceNämplementationNofNUniqueNRingNzamiliesNandNOtherNwycleN
vasesbNJournalmofmChemicalmInformationmandmModelingZN2017ZNikZNeffaefj 6.1 6

118 ändexavasedNSearchingNofNänteractionNPatternsNinNLargeNwollectionsNofNProteinaLigandNänterfacesbN
JournalmofmChemicalmInformationmandmModelingZN2017ZNikZNehlaeil 6.1 10

117 HighaQualityNxatasetNofNProteinavoundNLigandNwonformationsNandNätsNupplicationNtoNvenchmarkingN
wonformerNynsembleN–eneratorsbNJournalmofmChemicalmInformationmandmModelingZN2017ZNikZNifmaigm 6.1 39

116 LargeaScaleNunalysisNofNHydrogenNvondNänteractionNPatternsNinNProteinaLigandNänterfacesbNJournalmofm
MedicinalmChemistryZN2017ZNjdZNhfhiahfik 8.3 35

115 PredictionNofNproteinNmutationNeffectsNbasedNonNdehydrationNandNhydrogenNbondingNaNuNlargeascaleN
studybNProteins:mStructure,mFunctionmandmBioinformaticsZN2017ZNliZNeiidaeijj 4.2

114 LigandabasedNvirtualNscreeningNunderNpartialNshapeNconstraintsbNJournalmofmComputer-Aidedm
MolecularmDesignZN2017ZNgeZNggiaghk 4.2 5

113 venchmarkingNwommercialNwonformerNynsembleN–eneratorsbNJournalmofmChemicalmInformationmandm
ModelingZN2017ZNikZNfkemafkfl 6.1 51

112 womputationalNMacrocyclizationnNzromNdeNnovoNMacrocycleN–enerationNtoNvindingNuffinityN
ystimationbNChemMedChemZN2017ZNefZNeljjaelkf 3.7 19

111 ystimatingNylectronNxensityNSupportNforNändividualNutomsNandNMolecularNzragmentsNinNXarayN
StructuresbNJournalmofmChemicalmInformationmandmModelingZN2017ZNikZNfhgkafhhk 6.1 41

110 NuOMänovanNänteractiveN–eometricNunalysisNofNNoncovalentNänteractionsNinNMacromolecularN
StructuresbNJournalmofmChemicalmInformationmandmModelingZN2017ZNikZNfegfafehf 6.1 3

109 zromNcheminformaticsNtoNstructureabasedNdesignnNWebNservicesNandNdesktopNapplicationsNbasedNonN
theNNuOMäNlibrarybNJournalmofmBiotechnologyZN2017ZNfjeZNfdkafeh 3.7 2

108 ProteinsPlusnNaNwebNportalNforNstructureNanalysisNofNmacromoleculesbNNucleicmAcidsmResearchZN2017ZN
hiZNWggkaWghg 20.1 80

(2017-2019)
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107 mRuäSynNanNalternativeNalgorithmicNapproachNtoNligandabasedNvirtualNscreeningbNJournalmofm
Computer-AidedmMolecularmDesignZN2016ZNgdZNilgamh 4.2 9

106 SupportingNviocatalysisNResearchNwithNStructuralNvioinformaticsN2016ZNkeaedd 1

105 zSeesnNwustomizedNynumerationNofNwhemicalNSubspacesNwithNLimitedNMainNMemoryNwonsumptionbN
JournalmofmChemicalmInformationmandmModelingZN2016ZNijZNejheaig 6.1 6

104 eethN–ermanNwonferenceNonNwhemoinformaticsNV–wwNfdeiWNnNzuldaZN–ermanybNlaedNNovemberNfdeibN
JournalmofmCheminformaticsZN2016ZNlZNel 8.6

103 LinkeraRegionNModifiedNxerivativesNofNtheNxeoxyhypusineNSynthaseNänhibitorNwNäaehmgNSuppressN
HäVaeNReplicationbNArchivmDermPharmazieZN2016ZNghmZNmeaedg 4.3 4

102 SäyNunNyfficientNwompilationNofNSelectiveNProteinNvindingNSiteNynsemblesbNJournalmofmChemicalm
InformationmandmModelingZN2016ZNijZNfhlaim 6.1 27

101 zeasibilityNofNuctiveNMachineNLearningNforNMulticlassNwompoundNwlassificationbNJournalmofmChemicalm
InformationmandmModelingZN2016ZNijZNefafd 6.1 30

100 TorsionNLibraryNReloadednNuNNewNVersionNofNyxpertaxerivedNSMuRTSNRulesNforNussessingN
wonformationsNofNSmallNMoleculesbNJournalmofmChemicalmInformationmandmModelingZN2016ZNijZNeai 6.1 25

99 TheNurtNofNwompilingNProteinNvindingNSiteNynsemblesbNMolecularmInformaticsZN2016ZNgiZNimgaiml 3.8 4

98 UNäwONnNuNPowerfulNandNyasyatoaUseNwompoundNLibraryNwonverterbNJournalmofmChemicalmInformationm
andmModelingZN2016ZNijZNeediaee 6.1 16

97 uSwONunNRapidNxetectionNandNulignmentNofNProteinNvindingNSiteNwonformationsbNJournalmofm
ChemicalmInformationmandmModelingZN2015ZNiiZNekhkaij 6.1 11

96 yvidenceNofNwaterNmoleculesaaaNstatisticalNevaluationNofNwaterNmoleculesNbasedNonNelectronNdensitybN
JournalmofmChemicalmInformationmandmModelingZN2015ZNiiZNkkealg 6.1 40

95 MONuNfnNuNLightNwheminformaticsNPlatformNforNänteractiveNwompoundNLibraryNProcessingbNJournalm
ofmChemicalmInformationmandmModelingZN2015ZNiiZNfdkeal 6.1 22

94 xiscriminativeNwhemicalNPatternsnNuutomaticNandNänteractiveNxesignbNJournalmofmChemicalm
InformationmandmModelingZN2015ZNiiZNeigiahj 6.1 10

93 änNsilicoNdesignZNsynthesisZNandNscreeningNofNnovelNdeoxyhypusineNsynthaseNinhibitorsNtargetingN
HäVaeNreplicationbNChemMedChemZN2014ZNmZNmhdaif 3.7 8

92 zacingNtheNchallengesNofNstructureabasedNtargetNpredictionNbyNinverseNvirtualNscreeningbNJournalmofm
ChemicalmInformationmandmModelingZN2014ZNihZNejkjalj 6.1 56

91 TheNvalenceNstateNcombinationNmodelnNaNgenericNframeworkNforNhandlingNtautomersNandN
protonationNstatesbNJournalmofmChemicalmInformationmandmModelingZN2014ZNihZNkijajj 6.1 14

90 unNintegratedNapproachNtoNknowledgeadrivenNstructureabasedNvirtualNscreeningbNJournalmofm
Computer-AidedmMolecularmDesignZN2014ZNflZNmfkagm 4.2 7
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89 ylucidatingNproteinaproteinNinteractionsNusingNtheNHYxyNscoringNfunctionbNJournalmofm
CheminformaticsZN2014ZNjZN 8.6 78

88 uccessingNOpenNPHuwTSnNinteractiveNexplorationNofNcompoundsNandNtargetsNfromNtheNsemanticN
webbNJournalmofmCheminformaticsZN2014ZNjZN 8.6 78

87 Proteinâ��ligandNinteractionNdatabasesnNadvancedNtoolsNtoNmineNactivityNdataNandNinteractionsNonNaN
structuralNlevelbNWileymInterdisciplinarymReviews:mComputationalmMolecularmScienceZN2014ZNhZNijfaiki 7.9 8

86 venchmarkNdataNsetsNforNstructureabasedNcomputationalNtargetNpredictionbNJournalmofmChemicalm
InformationmandmModelingZN2014ZNihZNffjeakh 6.1 17

85 yxploitingNstructuralNinformationNforNdrugatargetNassessmentbNFuturemMedicinalmChemistryZN2014ZNjZNgemage4.1 19

84 ProtossnNaNholisticNapproachNtoNpredictNtautomersNandNprotonationNstatesNinNproteinaligandN
complexesbNJournalmofmCheminformaticsZN2014ZNjZNef 8.6 98

83 zorceafieldabasedNminimizationsNofNproteinaligandNcomplexesNinNtheNblinkNofNanNeyebNJournalmofm
CheminformaticsZN2013ZNiZN 8.6 78

82 VisualisierungNkomplexerZNmolekularerNZusammenhˆ⁄ngebNBioSpektrumZN2013ZNemZNehjaehl 0.1

81 änteractiveNdesignNofNgenericNchemicalNpatternsbNDrugmDiscoverymTodayZN2013ZNelZNjieal 8.8 12

80 wopingNwithNwombinatorialNSpaceNinNMolecularNxesignN2013ZNgfiaghk 3

79 wONzywTnNconformationsNfromNanNexpertNcollectionNofNtorsionNpatternsbNChemMedChemZN2013ZNlZNejmdakdd3.7 21

78 uNconsistentNdescriptionNofNHYdrogenNbondNandNxyhydrationNenergiesNinNproteinaligandNcomplexesnN
methodsNbehindNtheNHYxyNscoringNfunctionbNJournalmofmComputer-AidedmMolecularmDesignZN2013ZNfkZNeiafm4.2 158

77 ReadingNPxvnNperceptionNofNmoleculesNfromNgxNatomicNcoordinatesbNJournalmofmChemicalmInformationm
andmModelingZN2013ZNigZNkjalk 6.1 19

76 PredictingNenzymaticNfunctionNfromNglobalNbindingNsiteNdescriptorsbNProteins:mStructure,mFunctionmandm
BioinformaticsZN2013ZNleZNhkmalm 4.2 11

75 TorsionNangleNpreferencesNinNdruglikeNchemicalNspacenNaNcomprehensiveNguidebNJournalmofmMedicinalm
ChemistryZN2013ZNijZNfdejafl 8.3 83

74 zastNproteinNbindingNsiteNcomparisonNviaNanNindexabasedNscreeningNtechnologybNJournalmofmChemicalm
InformationmandmModelingZN2013ZNigZNheeaff 6.1 18

73 ProteinNpocketNandNligandNshapeNcomparisonNandNitsNapplicationNinNvirtualNscreeningbNJournalmofm
Computer-AidedmMolecularmDesignZN2013ZNfkZNieeafh 4.2 20

72 SearchingNforNrecursivelyNdefinedNgenericNchemicalNpatternsNinNnonenumeratedNfragmentNspacesbN
JournalmofmChemicalmInformationmandmModelingZN2013ZNigZNejkjall 6.1 9

(2013-2014)
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71 ScientificNcompetencyNquestionsNasNtheNbasisNforNsemanticallyNenrichedNopenNpharmacologicalNspaceN
developmentbNDrugmDiscoverymTodayZN2013ZNelZNlhgaif 8.8 40

70 MONuNaNänteractiveNmanipulationNofNmoleculeNcollectionsbNJournalmofmCheminformaticsZN2013ZNiZNgl 8.6 20

69 uNflexibleahydrogenNinteractionNmodelNforNproteinaligandNdockingbNJournalmofmCheminformaticsZN2012ZN
hZN 8.6 78

68 SomeNthoughtsNonNtheNPuPNinNcomputeraaidedNmolecularNdesignbNJournalmofmComputer-Aidedm
MolecularmDesignZN2012ZNfjZNeegah 4.2 1

67 TzxnNTorsionNzingerprintsNasNaNnewNmeasureNtoNcompareNsmallNmoleculeNconformationsbNJournalmofm
ChemicalmInformationmandmModelingZN2012ZNifZNehmmaief 6.1 27

66 PerspectivesNfromNMedicinalNwhemistryN2012ZNfekafgd 2

65 SearchingNforNsubstructuresNinNfragmentNspacesbNJournalmofmChemicalmInformationmandmModelingZN2012
ZNifZNgeleam 6.1 5

64 womputationalNbiotechnologynNpredictionNofNcompetitiveNsubstrateNinhibitionNofNenzymesNbyNbufferN
compoundsNwithNproteinaligandNdockingbNJournalmofmBiotechnologyZN2012ZNejeZNgmeahde 3.7 12

63 yvaluationNofNdeoxyhypusineNsynthaseNinhibitorsNtargetingNvwRauvLNpositiveNleukemiasbN
InvestigationalmNewmDrugsZN2012ZNgdZNffkhalg 4.3 9

62 xesignNofNcombinatorialNlibrariesNforNtheNexplorationNofNvirtualNhitsNfromNfragmentNspaceNsearchesN
withNLozTbNJournalmofmChemicalmInformationmandmModelingZN2012ZNifZNgkgam 6.1 7

61 zastNforceNfieldabasedNoptimizationNofNproteinaligandNcomplexesNwithNgraphicsNprocessorbNJournalmofm
ComputationalmChemistryZN2012ZNggZNfiihaji 3.5 11

60 TheNänternetNasNScientificNKnowledgeNvasenNNavigatingNtheNwhemavioNSpacebNMolecularmInformaticsZN
2012ZNgeZNihgaihj 3.8 4

59 wombiningNglobalNandNlocalNmeasuresNforNstructureabasedNdruggabilityNpredictionsbNJournalmofm
ChemicalmInformationmandmModelingZN2012ZNifZNgjdakf 6.1 237

58 UniqueNringNfamiliesnNaNchemicallyNmeaningfulNdescriptionNofNmolecularNringNtopologiesbNJournalmofm
ChemicalmInformationmandmModelingZN2012ZNifZNfdegafe 6.1 16

57 SystematicNbenchmarkNofNsubstructureNsearchNinNmolecularNgraphsNaNzromNUllmannNtoNVzfbNJournalm
ofmCheminformaticsZN2012ZNhZNeg 8.6 23

56 NearlyNnoNScoringNzunctionNWithoutNaNHanschaunalysisbNMolecularmInformaticsZN2012ZNgeZNidgak 3.8 3

55 SubstantialNimprovementsNinNlargeascaleNredockingNandNscreeningNusingNtheNnovelNHYxyNscoringN
functionbNJournalmofmComputer-AidedmMolecularmDesignZN2012ZNfjZNkdeafg 4.2 84

54 xo–SiteScorernNaNwebNserverNforNautomaticNbindingNsiteNpredictionZNanalysisNandNdruggabilityN
assessmentbNBioinformaticsZN2012ZNflZNfdkhai 7.2 231
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53 ämprovingNsimilarityadrivenNlibraryNdesignnNcustomizedNmatchingNandNregioselectiveNfeatureNtreesbN
JournalmofmChemicalmInformationmandmModelingZN2011ZNieZNfeijajg 6.1 4

52 NuOMänNonNtheNalmostNtrivialNtaskNofNreadingNmoleculesNfromNdifferentNfileNformatsbNJournalmofm
ChemicalmInformationmandmModelingZN2011ZNieZNgemmafdk 6.1 39

51 MaximumNcommonNsubgraphNisomorphismNalgorithmsNandNtheirNapplicationsNinNmolecularNsciencenNaN
reviewbNWileymInterdisciplinarymReviews:mComputationalmMolecularmScienceZN2011ZNeZNjlakm 7.9 50

50 xeNnovoNdesignNbyNpharmacophoreabasedNsearchesNinNfragmentNspacesbNJournalmofmComputer-Aidedm
MolecularmDesignZN2011ZNfiZNmgeahi 4.2 13

49 wonsistentNtwoadimensionalNvisualizationNofNproteinaligandNcomplexNseriesbNJournalmofm
CheminformaticsZN2011ZNgZNfe 8.6 5

48 zlatNandNyasynNfxNxepictionNofNProteinaLigandNwomplexesbNMolecularmInformaticsZN2011ZNgdZNefam 3.8 3

47 zromNactivityNcliffsNtoNtargetaspecificNscoringNmodelsNandNpharmacophoreNhypothesesbN
ChemMedChemZN2011ZNjZNejgdamZNeigg 3.7 39

46 LozTnNsimilarityadrivenNmultiobjectiveNfocusedNlibraryNdesignbNJournalmofmChemicalmInformationmandm
ModelingZN2010ZNidZNeafe 6.1 34

45 unalyzingNtheNtopologyNofNactiveNsitesnNonNtheNpredictionNofNpocketsNandNsubpocketsbNJournalmofm
ChemicalmInformationmandmModelingZN2010ZNidZNfdheaif 6.1 111

44 zromNstructureNdiagramsNtoNvisualNchemicalNpatternsbNJournalmofmChemicalmInformationmandmModelingZN
2010ZNidZNeifmagi 6.1 43

43 xrawingNtheNPxvnNProteinaLigandNwomplexesNinNTwoNximensionsbNACSmMedicinalmChemistrymLettersZN
2010ZNeZNihdai 4.3 192

42 änNPursuitNofNzullyNzlexibleNProteinaLigandNxockingnNModelingNtheNvilateralNMechanismNofNvindingbN
MolecularmInformaticsZN2010ZNfmZNejhakg 3.8 17

41 PoseViewNaaNmolecularNinteractionNpatternsNatNaNglancebNJournalmofmCheminformaticsZN2010ZNfZN 8.6 44

40 SecondagenerationNdeNnovoNdesignnNaNviewNfromNaNmedicinalNchemistNperspectivebNJournalmofm
Computer-AidedmMolecularmDesignZN2009ZNfgZNimgajdf 4.2 25

39 zastNautomatedNplacementNofNpolarNhydrogenNatomsNinNproteinaligandNcomplexesbNJournalmofm
CheminformaticsZN2009ZNeZNeg 8.6 35

38 wonformationalNsamplingNforNlargeascaleNvirtualNscreeningnNaccuracyNversusNensembleNsizebNJournalm
ofmChemicalmInformationmandmModelingZN2009ZNhmZNfgdgaee 6.1 26

37 veyondNtheNvirtualNscreeningNparadigmnNstructureabasedNsearchingNforNnewNleadNcompoundsbNJournalm
ofmChemicalmInformationmandmModelingZN2009ZNhmZNlddam 6.1 29

36 ModelingNofNmetalNinteractionNgeometriesNforNproteinaligandNdockingbNProteins:mStructure,mFunctionm
andmBioinformaticsZN2008ZNkeZNefgkaih 4.2 50

(2008-2011)
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35 TowardsNanNintegratedNdescriptionNofNhydrogenNbondingNandNdehydrationnNdecreasingNfalseN
positivesNinNvirtualNscreeningNwithNtheNHYxyNscoringNfunctionbNChemMedChemZN2008ZNgZNlliamk 3.7 122

34 OnNtheNartNofNcompilingNandNusingNUdrugalikeUNchemicalNfragmentNspacesbNChemMedChemZN2008ZNgZNeidgak 3.7 121

33 SwizTnNanNindexNstructureNforNreducedNgraphNdescriptorsNinNvirtualNscreeningNandNclusteringbNJournalm
ofmChemicalmInformationmandmModelingZN2007ZNhkZNegheaig 6.1 10

32 zromNmodelingNtoNmedicinalNchemistrynNautomaticNgenerationNofNtwoadimensionalNcomplexN
diagramsbNChemMedChemZN2007ZNfZNligajd 3.7 61

31 TrixXnNstructureabasedNmoleculeNindexingNforNlargeascaleNvirtualNscreeningNinNsublinearNtimebNJournalm
ofmComputer-AidedmMolecularmDesignZN2007ZNfeZNffgagl 4.2 17

30 yxploringNfragmentNspacesNunderNmultipleNphysicochemicalNconstraintsbNJournalmofmComputer-Aidedm
MolecularmDesignZN2007ZNfeZNgfkahd 4.2 12

29 RecorenNaNfastNandNversatileNmethodNforNscaffoldNhoppingNbasedNonNsmallNmoleculeNcrystalNstructureN
conformationsbNJournalmofmChemicalmInformationmandmModelingZN2007ZNhkZNgmdam 6.1 109

28 zlexNovonNstructureabasedNsearchingNinNlargeNfragmentNspacesbNChemMedChemZN2006ZNeZNlihajl 3.7 51

27 MolecularNcomplexesNatNaNglancenNautomatedNgenerationNofNtwoadimensionalNcomplexNdiagramsbN
BioinformaticsZN2006ZNffZNekedaj 7.2 224

26 zullyNautomatedNflexibleNdockingNofNligandsNintoNflexibleNsyntheticNreceptorsNusingNforwardNandN
inverseNdockingNstrategiesbNJournalmofmChemicalmInformationmandmModelingZN2006ZNhjZNmdgaee 6.1 23

25 MultiplealigandabasedNvirtualNscreeningnNmethodsNandNapplicationsNofNtheNMTreeNapproachbNJournalm
ofmMedicinalmChemistryZN2005ZNhlZNjikialh 8.3 38

24 NovelNtechnologiesNforNvirtualNscreeningbNDrugmDiscoverymTodayZN2004ZNmZNfkagh 8.8 153

23 zlexXaScannNfastZNstructureabasedNvirtualNscreeningbNProteins:mStructure,mFunctionmandmBioinformaticsZN
2004ZNikZNidhaek 4.2 55

22 uutomatedNdrawingNofNstructuralNmolecularNformulasNunderNconstraintsbNJournalmofmChemicalm
InformationmandmComputermSciencesZN2004ZNhhZNedjiakl 50

21 zlexibleNdockingNunderNpharmacophoreNtypeNconstraintsbNJournalmofmComputer-AidedmMolecularm
DesignZN2002ZNejZNefmahm 4.2 139

20 SimilarityNsearchingNinNlargeNcombinatorialNchemistryNspacesbNJournalmofmComputer-AidedmMolecularm
DesignZN2001ZNeiZNhmkaifd 4.2 104

19 xetailedNanalysisNofNscoringNfunctionsNforNvirtualNscreeningbNJournalmofmMedicinalmChemistryZN2001ZNhhZNedgiahf8.3 451

18 zlexynNefficientNmolecularNdockingNconsideringNproteinNstructureNvariationsbNJournalmofmMolecularm
BiologyZN2001ZNgdlZNgkkami 6.5 408
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17 SmallNMoleculeNxockingNandNScoringbNReviewsminmComputationalmChemistryZN2001ZNeajd 64

16 uNrecursiveNalgorithmNforNefficientNcombinatorialNlibraryNdockingbNJournalmofmComputerm-mAidedm
MolecularmDesignZN2000ZNfdZNjgale 29

15 TheNparticleNconceptnNplacingNdiscreteNwaterNmoleculesNduringNproteinaligandNdockingNpredictionsbN
Proteins:mStructure,mFunctionmandmBioinformaticsZN1999ZNghZNekafl 4.2 176

14 yvaluationNofNtheNzLyXXNincrementalNconstructionNalgorithmNforNproteinaligandNdockingbNProteins:m
Structure,mFunctionmandmBioinformaticsZN1999ZNgkZNfflahe 4.2 677

13 TwoastageNmethodNforNproteinaligandNdockingbNJournalmofmMedicinalmChemistryZN1999ZNhfZNhhffagg 8.3 81

12 TheNparticleNconceptnNplacingNdiscreteNwaterNmoleculesNduringNproteinaligandNdockingNpredictionsN
1999ZNghZNek 4

11 yvaluationNofNtheNzLyXXNincrementalNconstructionNalgorithmNforNproteinâ��ligandNdockingN1999ZNgkZNffl 3

10 zeatureNtreesnNaNnewNmolecularNsimilarityNmeasureNbasedNonNtreeNmatchingbNJournalmofm
Computer-AidedmMolecularmDesignZN1998ZNefZNhkeamd 4.2 245

9 MultipleNautomaticNbaseNselectionnNproteinaligandNdockingNbasedNonNincrementalNconstructionN
withoutNmanualNinterventionbNJournalmofmComputer-AidedmMolecularmDesignZN1997ZNeeZNgjmalh 4.2 156

8 wuSPfNexperiencesNwithNdockingNflexibleNligandsNusingNzLyXXbNProteins:mStructure,mFunctionmandm
BioinformaticsZN1997ZNfmZNffeaffi 4.2 41

7 wuSPfNexperiencesNwithNdockingNflexibleNligandsNusingNzLyXXbNProteins:mStructure,mFunctionmandm
BioinformaticsZN1997ZNfmZNffeaffi 4.2 4

6 wuSPfNexperiencesNwithNdockingNflexibleNligandsNusingNzlexXbNProteins:mStructure,mFunctionmandm
BioinformaticsZN1997ZNSupplNeZNffeai 4.2 14
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