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169 ynteractionsLinLnativeLbindingLsitesLcauseLaLlargeLchangeLinLproteinLdynamicsZL2006XLcehXLbacYbc 44

168 qutomatedLmethodLforLpredictingLenzymeLfunctionalLsurfacesLandLlocatingLkeyLresiduesLwithL
accuracyLandLspecificityZL2006XLb]]fXLdeebYe 1

167 LywSyTucscjLpredictingLligandLbindingLsitesLusingLtheLsonnollyLsurfaceLandLdegreeLofLconservationZL
2006XLfXLai 342

166
somputationalLproteomicsLofLbiomolecularLinteractionsLinLtheLsequenceLandLstructureLspaceLofLtheL
tyrosineLkinomejLdecipheringLtheLmolecularLbasisLofLtheLkinaseLinhibitorsLselectivityZLProteins:i
StructurewiFunctioniandiBioinformaticsXL2007XLffXLiabYbi

4.2 17

165 UnderstandingLtheLcellLinLtermsLofLstructureLandLfunctionjLinsightsLfromLstructuralLgenomicsZL2006XL
agXLdegYfd 18

164 ResidueLcentralityXLfunctionallyLimportantLresiduesXLandLactiveLsiteLshapejLanalysisLofLenzymeLandL
nonYenzymeLfamiliesZL2006XLaeXLbab]Yh 113

163 PhylogenyYindependentLdetectionLofLfunctionalLresiduesZLBioinformaticsXL2006XLbbXLadd]Yh 7.2 55

162 yntegratingLbiologicalLdataLthroughLtheLgenomeZL2006XLaeLSpecLNoLaXLRhaYg 15

161 savityLscalingjLautomatedLrefinementLofLcavityYawareLmotifsLinLproteinLfunctionLpredictionZL2007XLeXLcecYhb 13

160 qnalysisLofLbindingLsiteLsimilarityXLsmallYmoleculeLsimilarityLandLexperimentalLbindingLprofilesLinLtheL
humanLcytosolicLsulfotransferaseLfamilyZLBioinformaticsXL2007XLbcXLea]dYi 7.2 30

159 LigqSiteYYaLdatabaseLofLbiologicallyLrelevantLbindingLsitesLinLproteinsLwithLknownLapoYstructuresZL
NucleiciAcidsiResearchXL2008XLcfXLtffgYgc 20.1 69

158 ShapeLvariationLinLproteinLbindingLpocketsLandLtheirLligandsZL2007XLcfhXLbhcYc]a 167

157 ynferenceLofLmacromolecularLassembliesLfromLcrystallineLstateZL2007XLcgbXLggdYig 6659

156 tiscoveryLofLsimilarLregionsLonLproteinLsurfacesZL2007XLadXLbheYii 20

155 TheLMqSxLpipelineLforLproteinLfunctionLpredictionLandLanLalgorithmLforLtheLgeometricLrefinementL
ofLctLmotifsZL2007XLadXLgiaYhaf 35

154 uxploringLtheLotherLsideLofLbiologicallyLrelevantLchemicalLspacejLinsightsLintoLcarboxylicXLsulfonicL
andLphosphonicLacidLbioisostericLrelationshipsZL2007XLbfXLgbhYci 34

153 PocketPickerjLanalysisLofLligandLbindingYsitesLwithLshapeLdescriptorsZL2007XLaXLg 228
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152 LocatingLtheLactiveLsitesLofLenzymesLusingLmechanicalLpropertiesZLProteins:iStructurewiFunctioniandi
BioinformaticsXL2007XLfgXLce]Yi 4.2 66

151 uqtockjLdockingLofLsmallLmoleculesLintoLproteinLactiveLsitesLwithLaLmultiobjectiveLevolutionaryL
optimizationZLProteins:iStructurewiFunctioniandiBioinformaticsXL2007XLfgXLa]a]Ybe 4.2 131

150 qutomatedLpredictionLofLligandYbindingLsitesLinLproteinsZLProteins:iStructurewiFunctioniandi
BioinformaticsXL2008XLg]XLae]fYag 4.2 94

149 LocationLandLvolumeLofLtheLactiveLsiteLofLchymotrypsinZL2007XLgbXLcibYg 2

148 RelatingLdestabilizingLregionsLtoLknownLfunctionalLsitesLinLproteinsZLBMCiBioinformaticsXL2007XLhXLada 3.6 26

147 qLrobustLandLefficientLalgorithmLforLtheLshapeLdescriptionLofLproteinLstructuresLandLitsLapplicationL
inLpredictingLligandLbindingLsitesZLBMCiBioinformaticsXL2007XLhLSupplLdXLSi 3.6 96

146 vunctionalLinsightsLfromLstructuralLgenomicsZL2007XLhXLcgYdd 27

145 PredictingLenzymeLfunctionalLsurfacesLandLlocatingLkeyLresiduesLautomaticallyLfromLstructuresZL
2007XLceXLa]cgYdb 12

144 savityLdetectionLandLmatchingLforLbindingLsiteLrecognitionZL2008XLd]hXLaeaYafb 8

143 rridgingLproteinLlocalLstructuresLandLproteinLfunctionsZL2008XLceXLfbgYe] 30

142 vastLdynamicsLperturbationLanalysisLforLpredictionLofLproteinLfunctionalLsitesZL2008XLhXLe 25

141 PredictionLofLenzymeLfunctionLbasedLonLctLtemplatesLofLevolutionarilyLimportantLaminoLacidsZLBMCi
BioinformaticsXL2008XLiXLag 3.6 60

140 PocketMatchjLaLnewLalgorithmLtoLcompareLbindingLsitesLinLproteinLstructuresZLBMCiBioinformaticsXL
2008XLiXLedc 3.6 116

139 SolutionLstructureLofLtheLinnerLtysvLdomainLofLmyoferlinLandLimplicationsLforLlimbLgirdleLmuscularL
dystrophyLtypeLbbZL2008XLcgiXLihaYi] 25

138 yNTRuPytYYyNformationYtheoreticLTRueLtraversalLforLProteinLfunctionalLsiteLytentificationZL
BioinformaticsXL2008XLbdXLbddeYeb 7.2 66

137 tetectionLofLctLatomicLsimilaritiesLandLtheirLuseLinLtheLdiscriminationLofLsmallLmoleculeL
proteinYbindingLsitesZLBioinformaticsXL2008XLbdXLia]eYaa 7.2 81

136 qLthreadingYbasedLmethodLTvyNtSyTuULforLligandYbindingLsiteLpredictionLandLfunctionalLannotationZL
2008XLa]eXLabiYcd 241

135 PredictingLsmallLligandLbindingLsitesLinLproteinsLusingLbackboneLstructureZLBioinformaticsXL2008XLbdXLbhfeYga7.2 33
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134 qLstructuralLbiologyLviewLofLtargetLdrugabilityZL2008XLcXLciaYd]a 43

133 SmallYMoleculeLynhibitorsLofLProteinâ��ProteinLynteractionsjLshallengesLandLProspectsZL2008XLaiiYbcc 2

132 teYorphaningLtheLstructuralLproteomeLthroughLreciprocalLcomparisonLofLevolutionarilyLimportantL
structuralLfeaturesZLPLoSiONEXL2008XLcXLebacf 3.7 21

131 TheLapplicationLofLctLZernikeLmomentsLforLtheLdescriptionLofLNmodelYfreeNLmolecularLstructureXL
functionalLmotionXLandLstructuralLreliabilityZL2009XLafXLdhgYe]] 32

130 vragmentYbasedLidentificationLofLdruggableLShotLspotsSLofLproteinsLusingLvourierLdomainL
correlationLtechniquesZLBioinformaticsXL2009XLbeXLfbaYg 7.2 338

129 MolLocjLaLwebLtoolLforLtheLlocalLstructuralLalignmentLofLmolecularLsurfacesZLNucleiciAcidsiResearchXL
2009XLcgXLWefeYg] 20.1 17

128 MetaPocketjLaLmetaLapproachLtoLimproveLproteinLligandLbindingLsiteLpredictionZL2009XLacXLcbeYc] 279

127 PredictingLpositiveLpecLcancerLrescueLregionsLusingLMostLynformativeLPositiveLTMyPULactiveLlearningZL
PLoSiComputationaliBiologyXL2009XLeXLea]]]dih 5 41

126 PredictingLproteinLligandLbindingLsitesLbyLcombiningLevolutionaryLsequenceLconservationLandLctL
structureZLPLoSiComputationaliBiologyXL2009XLeXLea]]]ehe 5 283

125 vyNtSyTujLaLcombinedLevolution[structureYbasedLapproachLtoLproteinLfunctionLpredictionZLBriefingsi
iniBioinformaticsXL2009XLa]XLcghYia 13.4 79

124 vpocketjLanLopenLsourceLplatformLforLligandLpocketLdetectionZLBMCiBioinformaticsXL2009XLa]XLafh 3.6 680

123 ResroostjLcharacterizingLandLpredictingLcatalyticLresiduesLinLenzymesZLBMCiBioinformaticsXL2009XL
a]XLaig 3.6 14

122 SitesydentifyjLaLproteinLfunctionalLsiteLpredictionLtoolZLBMCiBioinformaticsXL2009XLa]XLcgi 3.6 18

121 PredictingLdruggableLbindingLsitesLatLtheLproteinYproteinLinterfaceZL2009XLadXLaeeYfa 230

120 rlindLdockingLofLbf]LproteinYligandLcomplexesLwithLuqtockLbZ]ZL2009XLc]XLb]baYc] 46

119 uvaluationLofLtheLsearchingLabilitiesLofLxrOPLandLxrSyTuLforLbindingLpocketLdetectionZL2009XLc]XLbgbhYcg 13

118 rlindLdockingLmethodLcombiningLsearchLofLlowYresolutionLbindingLsitesLwithLligandLposeL
refinementLbyLmolecularLdynamicsYbasedLglobalLoptimizationZL2010XLcaXLa]h]Yib 12

117 somputationalLapproachesLtoLidentifyingLandLcharacterizingLproteinLbindingLsitesLforLligandLdesignZL
2010XLbcXLb]iYai 130
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116 PredictionLofLctLmetalLbindingLsitesLfromLtranslatedLgeneLsequencesLbasedLonLremoteYhomologyL
templatesZLProteins:iStructurewiFunctioniandiBioinformaticsXL2009XLgfXLcfeYgd 4.2 37

115 MultipleLsolventLcrystalLstructuresLofLribonucleaseLqjLanLassessmentLofLtheLmethodZLProteins:i
StructurewiFunctioniandiBioinformaticsXL2009XLgfXLhfaYha 4.2 35

114 ydentificationLofLproteinLfunctionalLsurfacesLbyLtheLconceptLofLaLsplitLpocketZLProteins:iStructurewi
FunctioniandiBioinformaticsXL2009XLgfXLieiYgf 4.2 20

113 PredictionLofLligandLbindingLsitesLusingLhomologousLstructuresLandLconservationLatLsqSPhZL
Proteins:iStructurewiFunctioniandiBioinformaticsXL2009XLggLSupplLiXLadgYea 4.2 39

112 qssessmentLofLligandLbindingLresidueLpredictionsLinLsqSPhZLProteins:iStructurewiFunctioniandi
BioinformaticsXL2009XLggLSupplLiXLachYdf 4.2 31

111 vormLfollowsLfunctionjLshapeLanalysisLofLproteinLcavitiesLforLreceptorYbasedLdrugLdesignZL2009XLiXLdeaYi 40

110 shartingLtheLchemicalLspaceLofLtargetLsitesjLinsightsLintoLtheLbindingLmodesLofLamineLandLamidineL
groupsZLJournaliofiChemicaliInformationiandiModelingXL2009XLdiXLi]]Yab 6.1 9

109 srystalLstructureLofLtheLfullYlengthLsorbitolLoperonLregulatorLSorsLfromL–lebsiellaLpneumoniaejL
structuralLevidenceLforLaLnovelLtranscriptionalLregulationLmechanismZL2009XLchgXLgeiYg] 11

108 StructuralLbioinformaticsjLderivingLbiologicalLinsightsLfromLproteinLstructuresZL2010XLbXLcdgYff 8

107 uvolutionjLaLguideLtoLperturbLproteinLfunctionLandLnetworksZLCurrentiOpinioniiniStructuraliBiologyXL
2010XLb]XLceaYi 8.1 22

106 qLnewLproteinLbindingLpocketLsimilarityLmeasureLbasedLonLcomparisonLofLcloudsLofLatomsLinLctjL
applicationLtoLligandLpredictionZLBMCiBioinformaticsXL2010XLaaXLii 3.6 68

105 truggableLpocketsLandLbindingLsiteLcentricLchemicalLspacejLaLparadigmLshiftLinLdrugLdiscoveryZL2010
XLaeXLfefYfg 214

104 srystalLcontactsLasLnatureSsLdockingLsolutionsZL2010XLcaXLaccYdc 218

103 somputationalLapproachesLforLproteinLfunctionLpredictionjLaLcombinedLstrategyLfromLmultipleL
sequenceLalignmentLtoLmolecularLdockingYbasedLvirtualLscreeningZL2010XLah]dXLafieYgab 68

102 qssessingLtheLstructuralLconservationLofLproteinLpocketsLtoLstudyLfunctionalLandLallostericLsitesjL
implicationsLforLdrugLdiscoveryZL2010XLa]XLi 30

101 SequenceLandLstructureLcontinuityLofLevolutionaryLimportanceLimprovesLproteinLfunctionalLsiteL
discoveryLandLannotationZL2010XLaiXLabifYcaa 18

100 MycobacteriumLtuberculosisLRvbg]dLisLaLmemberLofLtheLYjgv[YuR]egc[U–aadLfamilyZLProteins:i
StructurewiFunctioniandiBioinformaticsXL2010XLghXLggcYh 4.2 14

99 tetectionLofLmultiscaleLpocketsLonLproteinLsurfacesLusingLmathematicalLmorphologyZLProteins:i
StructurewiFunctioniandiBioinformaticsXL2010XLghXLaaieYbaa 4.2 136
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98 ctLigandSitejLpredictingLligandYbindingLsitesLusingLsimilarLstructuresZLNucleiciAcidsiResearchXL2010XL
chXLWdfiYgc 20.1 456

97 qnalyzingLtheLtopologyLofLactiveLsitesjLonLtheLpredictionLofLpocketsLandLsubpocketsZLJournaliofi
ChemicaliInformationiandiModelingXL2010XLe]XLb]daYeb 6.1 111

96 uvolutionaryLtraceLannotationLofLproteinLfunctionLinLtheLstructuralLproteomeZL2010XLcifXLadeaYgc 32

95 ProteinLynteractionsZL2010XLbdgYc]b 0

94 ProteinLpocketsjLinventoryXLshapeXLandLcomparisonZLJournaliofiChemicaliInformationiandiModelingXL
2010XLe]XLehiYf]c 6.1 55

93 wraphletLkernelsLforLpredictionLofLfunctionalLresiduesLinLproteinLstructuresZL2010XLagXLeeYgb 36

92 SmallYmoleculeLinhibitorsLofLyLYb[yLYbRjLlessonsLlearnedLandLappliedZL2011XLcdhXLbeYei 50

91 VqSPYSjLqLVolumetricLqnalysisLandLStatisticalLModelLforLPredictingLStericLynfluencesLonL
ProteinYLigandLrindingLSpecificityZL2011XL 12

90 qLstatisticalLmodelLofLoverlappingLvolumeLinLligandLbindingLcavitiesZL2011XL 7

89 SuwqjLsemiglobalLgraphLalignmentLforLstructureYbasedLproteinLcomparisonZL2011XLhXLacc]Ydc 6

88 qqtSYYanLautomatedLactiveLsiteLidentificationXLdockingXLandLscoringLprotocolLforLproteinLtargetsL
basedLonLphysicochemicalLdescriptorsZLJournaliofiChemicaliInformationiandiModelingXL2011XLeaXLbeaeYbg 6.1 95

87 xemeryNtjLaLnovelLmethodLforLhemeLbindingLresidueLpredictionLbyLcombiningLstructuralLandL
sequenceLinformationZLBMCiBioinformaticsXL2011XLabXLb]g 3.6 32

86 qssessmentLofLligandYbindingLresidueLpredictionsLinLsqSPiZLProteins:iStructurewiFunctioniandi
BioinformaticsXL2011XLgiLSupplLa]XLabfYcf 4.2 59

85 PredictionLofLligandYbindingLsitesLofLproteinsLbyLmolecularLdockingLcalculationLforLaLrandomLligandL
libraryZL2011XLb]XLieYa]f 27

84 yNTuwRqTyNwLsOMPUTqTyONqLLPROTuyNLvUNsTyONLPRutysTyONLyNTOLtRUwLtySsOVuRYL
yNyTyqTyVuSZL2011XLgbXLdYaf 4

83 MolecularLdockingjLaLpowerfulLapproachLforLstructureYbasedLdrugLdiscoveryZL2011XLgXLadfYeg 1083

82 qLgeometryYbasedLgenericLpredictorLforLcatalyticLandLallostericLsitesZL2011XLbdXLd]eYi 27

81 qLregionalizableLstatisticalLmodelLofLintersectingLregionsLinLproteinYligandLbindingLcavitiesZL2012XL
a]XLabdb]]d 5
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80 PharmacophoreYbasedLvirtualLscreeningLtoLaidLinLtheLidentificationLofLunknownLproteinLfunctionZL
2012XLh]XLhbhYdb 8

79 somparisonLofLStructureYbasedLToolsLforLtheLPredictionLofLLigandLrindingLSiteLResiduesLinL
qpoYstructuresZL2012XLaaXLaaeYabf 3

78 vunctionalLpredictionLofLbindingLpocketsZLJournaliofiChemicaliInformationiandiModelingXL2012XLebXLhbdYcc6.1 3

77 qLstrategyLbasedLonLproteinYproteinLinterfaceLmotifsLmayLhelpLinLidentifyingLdrugLoffYtargetsZL
JournaliofiChemicaliInformationiandiModelingXL2012XLebXLbbgcYhf 6.1 22

76 PredictingLbindingLsitesLbyLanalyzingLallostericLeffectsZLMethodsiiniMoleculariBiologyXL2012XLgifXLdbcYcf 1.4 3

75 StructuralLbiologyLandLdrugLdiscoveryLofLdifficultLtargetsjLtheLlimitsLofLligandabilityZL2012XLaiXLdbYe] 159

74 ModelingLregionalizedLvolumetricLdifferencesLinLproteinYligandLbindingLcavitiesZL2012XLa]LSupplLaXLSf 7

73 tesigningLtemplateYfreeLpredictorLforLtargetingLproteinYligandLbindingLsitesLwithLclassifierL
ensembleLandLspatialLclusteringZL2013XLa]XLiidYa]]h 60

72 RapidLidentificationLofLligandYbindingLsitesLbyLusingLanLassignmentYfreeLNMRLapproachZLJournaliofi
MedicinaliChemistryXL2013XLefXLicdbYe] 8.3 6

71 ZL2013XL

70 TargetqTPsitejLaLtemplateYfreeLmethodLforLqTPYbindingLsitesLpredictionLwithLresidueLevolutionL
imageLsparseLrepresentationLandLclassifierLensembleZL2013XLcdXLigdYhe 53

69 qreLpredictedLproteinLstructuresLofLanyLvalueLforLbindingLsiteLpredictionLandLvirtualLligandL
screeningoZLCurrentiOpinioniiniStructuraliBiologyXL2013XLbcXLaiaYg 8.1 29

68 StructureYbasedLMethodsLforLsomputationalLProteinLvunctionalLSiteLPredictionZLComputationaliandi
StructuraliBiotechnologyiJournalXL2013XLhXLeb]ac]h]]e 6.8 23

67
RecentLadvancesLinLfunctionalLregionLpredictionLbyLusingLstructuralLandLevolutionaryLinformationLYL
RemainingLproblemsLandLfutureLextensionsZLComputationaliandiStructuraliBiotechnologyiJournalXL
2013XLhXLeb]ac]h]]g

6.8 8

66 ydentificationLofLSimilarLrindingLSitesLtoLtetectLtistantLPolypharmacologyZLMoleculariInformaticsXL
2013XLcbXLigfYi] 3.8 40

65 uxploitingLstructuralLinformationLforLdrugYtargetLassessmentZLFutureiMedicinaliChemistryXL2014XLfXLcaiYca4.1 19

64 –nowledgeYbasedLfragmentLbindingLpredictionZLPLoSiComputationaliBiologyXL2014XLa]XLea]]cehi 5 18

63 VqSPYujLspecificityLannotationLwithLaLvolumetricLanalysisLofLelectrostaticLisopotentialsZLPLoSi
ComputationaliBiologyXL2014XLa]XLea]]cgib 5 11
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62 somputationalLmethodLtoLidentifyLdruggableLbindingLsitesLthatLtargetLproteinYproteinLinteractionsZL
JournaliofiChemicaliInformationiandiModelingXL2014XLedXLaciaYd]] 6.1 18

61 qssessmentLofLligandLbindingLsiteLpredictionsLinLsqSPa]ZLProteins:iStructurewiFunctioniandi
BioinformaticsXL2014XLhbLSupplLbXLaedYfc 4.2 26

60 StructuralLrepresentationLofLdataLstructuresZLEuropeaniPhysicaliJournaliPlusXL2014XLabiXLa 3.1

59 pocketZebrajLaLwebYserverLforLautomatedLselectionLandLclassificationLofLsubfamilyYspecificLbindingL
sitesLbyLbioinformaticLanalysisLofLdiverseLproteinLfamiliesZLNucleiciAcidsiResearchXL2014XLdbXLWcddYi 20.1 22

58 ydentificationLofLsingleYstrandedLandLdoubleYstrandedLtNqLbindingLproteinsLbasedLonLproteinL
structureZLBMCiBioinformaticsXL2014XLaeLSupplLabXLSd 3.6 15

57 NRwsuitejLaLPyMOLLpluginLtoLperformLdockingLsimulationsLinLrealLtimeLusingLvlexqytZLBioinformatics
XL2015XLcaXLchefYh 7.2 29

56 teterminingLbindingLsitesLofLpolycyclicLaromaticLsmallLmoleculeYbasedLamyloidYbetaLpeptideL
aggregationLmodulatorsLusingLsequenceYspecificLantibodiesZLAnalyticaliBiochemistryXL2015XLdg]XLfaYg] 3.1 8

55 PredictingLLigandLrindingLSitesLonLProteinLSurfacesLbyLcYtimensionalLProbabilityLtensityL
tistributionsLofLynteractingLqtomsZLPLoSiONEXL2016XLaaXLe]af]cae 3.7 13

54 ymprovingLtheLperformanceLofLtheLPLrLindexLforLligandYbindingLsiteLpredictionLusingLdihedralL
anglesLandLtheLsolventYaccessibleLsurfaceLareaZLScientificiReportsXL2016XLfXLccbcb 4.9 5

53 somputationalLMethodsLtoLSupportLvragmentYbasedLtrugLtiscoveryZLMethodsiandiPrinciplesiini
MedicinaliChemistryXL2016XLaigYbbb 0.4 4

52 sausesLofLevolutionaryLrateLvariationLamongLproteinLsitesZLNatureiReviewsiGeneticsXL2016XLagXLa]iYba 30.1 162

51 wPsRYdrugLinteractionsLpredictionLusingLrandomLforestLwithLdrugYassociationYmatrixYbasedL
postYprocessingLprocedureZLComputationaliBiologyiandiChemistryXL2016XLf]XLeiYga 3.6 20

50 TranslationalLrioinformaticsLandLtrugLtiscoveryZLTranslationaliMedicineiResearchXL2017XLbiYec

49 saseLStudiesjLvunctionLPredictionsLofLStructuralLwenomicsLResultsZL2017XLddiYdfe 1

48 tecipheringLsrypticLrindingLSitesLonLProteinsLbyLMixedYSolventLMolecularLtynamicsZLJournaliofi
ChemicaliInformationiandiModelingXL2017XLegXLachhYad]a 6.1 41

47 uvolutionaryLstudiesLofLligandLbindingLsitesLinLproteinsZLCurrentiOpinioniiniStructuraliBiologyXL2017XL
deXLheYi] 8.1 17

46 ydentificationLofLProteinYLigandLrindingLSitesLbyLSequenceLynformationLandLunsembleLslassifierZL
JournaliofiChemicaliInformationiandiModelingXL2017XLegXLcadiYcafa 6.1 46

45 ydentificationLofLTwoLSecondaryLLigandLrindingLSitesLinLadYcYcLProteinsLUsingLvragmentLScreeningZL
BiochemistryXL2017XLefXLcigbYcihb 3.2 25
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44 PredictionXLqnalysisXLandLsomparisonLofLqctiveLSitesZL2018XLbhcYcaa 1

43 uxploringLProteinLsavitiesLthroughLRigidityLqnalysisZLMoleculesXL2018XLbcXL 4.8 3

42 LargeYscaleLdockingLpredictsLthatLsORvYencodedLpeptidesLmayLfunctionLthroughLproteinYpeptideL
interactionsLinLqrabidopsisLthalianaZLPLoSiONEXL2018XLacXLe]b]eagi 3.7 6

41 SequenceYbasedLpredictionLofLphysicochemicalLinteractionsLatLproteinLfunctionalLsitesLusingLaL
functionYandYinteractionYannotatedLdomainLprofileLdatabaseZLBMCiBioinformaticsXL2018XLaiXLb]d 3.6 2

40 PROcketXLanLufficientLqlgorithmLtoLPredictLProteinLLigandLrindingLSiteZLLectureiNotesiiniComputeri
ScienceXL2019XLdecYdfa 0.9

39 PredictingLbindingLsitesLfromLunboundLversusLboundLproteinLstructuresZLScientificiReportsXL2020XLa]XLaehef4.9 8

38 qLsomputerLVisionLqpproachLtoLqlignLandLsompareLProteinLsavitiesjLqpplicationLtoL
vragmentYrasedLtrugLtesignZLJournaliofiMedicinaliChemistryXL2020XLfcXLgabgYgadb 8.3 4

37 StructuralLdynamicsLandLallosteryLofLRabLproteinsjLstrategiesLforLdrugLdiscoveryLandLdesignZL
BriefingsiiniBioinformaticsXL2021XLbbXLbg]Ybhg 13.4 4

36 qdvancesLinLstructureYbasedLdrugLdesignZL2021XLeeYa]c 0

35 PredictingLtheLfunctionalLconsequencesLofLgeneticLvariantsLinLcoYstimulatoryLligandLrgYaLusingL
inYsilicoLapproachesZLHumaniImmunologyXL2021XLhbXLa]cYab] 2.3 0

34 MolecularLdockingLandLdensityLfunctionalLtheoryLstudiesLofLpotentL
aXcYdisubstitutedYixYpyrido[cXdYb]indolesLantifilarialLcompoundsZLStructuraliChemistryXL2021XLcbXLaibeYaidg1.8 1

33 ydentificationLofLproteinYnucleotideLbindingLresiduesLviaLgraphLregularizedLkYlocalLhyperplaneL
distanceLnearestLneighborLmodelZLAppliediIntelligenceXLa 4.9 4

32 MethodsLforLpredictingLproteinYligandLbindingLsitesZLMethodsiiniMoleculariBiologyXL2015XLabaeXLchcYih 1.4 29

31 rindingLsiteLdruggabilityLassessmentLinLfragmentYbasedLdrugLdesignZLMethodsiiniMoleculariBiologyXL
2015XLabhiXLacYba 1.4 6

30 MolecularLtynamicsLandLRelatedLsomputationalLMethodsLwithLqpplicationsLtoLtrugLtiscoveryZL
SpringeriProceedingsiiniMathematicsiandiStatisticsXL2018XLbfgYbhe 0.2 1

29 qLSupervisedLqpproachLtoLctLStructuralLslassificationLofLProteinsZLLectureiNotesiiniComputeri
ScienceXL2013XLcbfYcce 0.9 3

28 rindingYsiteLassessmentLbyLvirtualLfragmentLscreeningZLPLoSiONEXL2010XLeXLea]a]i 3.7 48

27 uffectsLofLSubstitutionLofLsarboxylLwithLxydrazideLwroupLonLPositionLcLofLsiprofloxacinLonLitsL
qntimicrobialLandLqntitumorLqctivityZLInternationaliJournaliofiPharmacologyXL2013XLiXLdafYdbi 0.7 5
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26 qpplicationLofLtockingLMethodologiesLinLQSqRYrasedLStudiesZLAdvancesiiniMedicaliTechnologiesi
andiClinicaliPracticeiBookiSeriesXL2016XLbiYee 0.3 2

25 ProteinYLigandLtockingLMethodologiesLandLytsLqpplicationLinLtrugLtiscoveryZL2017XLhiaYiad 1

24 ynLSilicoLProteinLtesignLandLVirtualLScreeningZL2021XLheYii

23 ynvestigatingLrindingLqreaLofLProteinLSurfaceLusingLMsLLqlgorithmZLTheiKIPSiTransactionsiPartDXL
2007XLadtXLgdcYgeb

22 ModernLgenomeLannotationjLtheLrioSapiensLnetworkZL2008XLbacYbch

21 xarvestingLtheLinformationLfromLaLfamilyLofLproteinsZL2008XLbfcYbgi

20 soarseYwrainingLProteinLMechanicsZL2008XLcagYcbg

19 TowardsLProteinLynteractionLqnalysisLthroughLSurfaceLLabelingZLLectureiNotesiiniComputeriScienceXL
2009XLf]dYfab 0.9

18 somputationalLMethodsLforLtheLPredictionLofLProteinYProteinLynteractionsZLLectureiNotesiini
ComputeriScienceXL2011XLacYaf 0.9

17 rackgroundZLSpringerBriefsiiniSystemsiBiologyXL2012XLeYbe

16 ProteinLStructuralLrlocksLRepresentationLandLSearchLthroughLUnsupervisedLNNZLLectureiNotesiini
ComputeriScienceXL2012XLeaeYebb 0.9

15 ctLProteinLSurfaceLSegmentationLthroughLMathematicalLMorphologyZLCommunicationsiiniComputeri
andiInformationiScienceXL2013XLigYa]i 0.3

14 ProteinYLigandLtockingLMethodologiesLandLytsLqpplicationLinLtrugLtiscoveryZLAdvancesiiniMedicali
TechnologiesiandiClinicaliPracticeiBookiSeriesXL2016XLaifYbai 0.3

13 qpplicationLofLtockingLMethodologiesLinLQSqRYrasedLStudiesZL2017XLhe]Yhgf

12 LargeYscaleLdockingLpredictsLthatLsORvYencodedLpeptidesLmayLfunctionLthroughLproteinYpeptideL
interactionsLinLqrabidopsisLthalianaZL

11 teeprindPocjLaLdeepLlearningLmethodLtoLrankLligandLbindingLpocketsLusingLmolecularLvectorL
representationZLPeerJXL2020XLhXLehhfd 3.1 3
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