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k Paper IF Citations

196 ZINxbbaMfreeMdatabaseMofMcommerciallyMavailableMcompoundsMforMvirtualMscreeningcMJournalkofk
ChemicalkInformationkandkModelingaM2005aMijaMfllbmg 6.1 2793

195 vMSvRSbxoVbgMproteinMinteractionMmapMrevealsMtargetsMforMdrugMrepurposingcMNatureaM2020aMjmhaMijnbikm 50.4 2142

194 RelatingMproteinMpharmacologyMbyMligandMchemistrycMNaturekBiotechnologyaM2007aMgjaMfnlbgek 44.5 1278

193 PredictingMnewMmolecularMtargetsMforMknownMdrugscMNatureaM2009aMikgaMfljbmf 50.4 1212

192 wenchmarkingMsetsMforMmolecularMdockingcMJournalkofkMedicinalkChemistryaM2006aMinaMklmnbmef 8.3 1023

191 yirectoryMofMusefulMdecoysaMenhancedMUyUybzVoMbetterMligandsMandMdecoysMforMbetterMbenchmarkingcM
JournalkofkMedicinalkChemistryaM2012aMjjaMkjmgbni 8.3 1022

190 VirtualMscreeningMofMchemicalMlibrariescMNatureaM2004aMihgaMmkgbj 50.4 968

189 vMcommonMmechanismMunderlyingMpromiscuousMinhibitorsMfromMvirtualMandMhighbthroughputM
screeningcMJournalkofkMedicinalkChemistryaM2002aMijaMflfgbgg 8.3 924

188 vutomatedMdockingMwithMgridbbasedMenergyMevaluationcMJournalkofkComputationalkChemistryaM1992aM
fhaMjejbjgi 3.5 770

187 LargebscaleMpredictionMandMtestingMofMdrugMactivityMonMsidebeffectMtargetscMNatureaM2012aMimkaMhkfbl 50.4 623

186 StructurebbasedMdiscoveryMofMopioidManalgesicsMwithMreducedMsideMeffectscMNatureaM2016aMjhlaMfmjbfne 50.4 547

185 PredictionMofMproteinbligandMinteractionscMyockingMandMscoringoMsuccessesMandMgapscMJournalkofk
MedicinalkChemistryaM2006aMinaMjmjfbj 8.3 542

184 vMspecificMmechanismMofMnonspecificMinhibitioncMJournalkofkMedicinalkChemistryaM2003aMikaMigkjblg 8.3 529

183 TheMpromiseMandMperilMofMchemicalMprobescMNaturekChemicalkBiologyaM2015aMffaMjhkbif 11.7 523

182 TheMβlobalMPhosphorylationMLandscapeMofMSvRSbxoVbgMInfectioncMCellaM2020aMfmgaMkmjblfgcefn 56.2 439

181 IdentificationMandMpredictionMofMpromiscuousMaggregatingMinhibitorsMamongMknownMdrugscMJournalkofk
MedicinalkChemistryaM2003aMikaMiillbmk 8.3 428

180 RapidMbehaviorbbasedMidentificationMofMneuroactiveMsmallMmoleculesMinMtheMzebrafishcMNaturek
ChemicalkBiologyaM2010aMkaMghfbghl 11.7 398
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179 MolecularMdockingMandMhighbthroughputMscreeningMforMnovelMinhibitorsMofMproteinMtyrosineM
phosphatasebfwcMJournalkofkMedicinalkChemistryaM2002aMijaMggfhbgf 8.3 391

178 LeadMdiscoveryMusingMmolecularMdockingcMCurrentkOpinionkinkChemicalkBiologyaM2002aMkaMihnbik 9.7 355

177 zvolutionMofManMantibioticMresistanceMenzymeMconstrainedMbyMstabilityMandMactivityMtradeboffscMJournalk
ofkMolecularkBiologyaM2002aMhgeaMmjbnj 6.5 355

176 MolecularMdockingMusingMshapeMdescriptorscMJournalkofkComputationalkChemistryaM1992aMfhaMhmebhnl 3.5 348

175 vMdetergentbbasedMassayMforMtheMdetectionMofMpromiscuousMinhibitorscMNaturekProtocolsaM2006aMfaMjjebh 18.8 335

174 UltrablargeMlibraryMdockingMforMdiscoveringMnewMchemotypescMNatureaM2019aMjkkaMggibggn 50.4 309

173 StructurebwasedMMolecularMyesigncMAccountskofkChemicalkResearchaM1994aMglaMfflbfgh 24.3 297

172 vMhighbthroughputMscreenMforMaggregationbbasedMinhibitionMinMaMlargeMcompoundMlibrarycMJournalkofk
MedicinalkChemistryaM2007aMjeaMghmjbne 8.3 288

171 StructurebbasedMdiscoveryMofMbetagbadrenergicMreceptorMligandscMProceedingskofkthekNationalk
AcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2009aMfekaMkmihbm 11.5 265

170 ProteinMdockingMandMcomplementaritycMJournalkofkMolecularkBiologyaM1991aMggfaMhglbik 6.5 264

169 σighbthroughputMassaysMforMpromiscuousMinhibitorsM2005aMfaMfikbm 261

168 xomparativeMhostbcoronavirusMproteinMinteractionMnetworksMrevealMpanbviralMdiseaseMmechanismscM
ScienceaM2020aMhleaM 33.3 261

167 vnMvggregationMvdvisorMforMLigandMyiscoverycMJournalkofkMedicinalkChemistryaM2015aMjmaMlelkbml 8.3 258

166 LigandMdiscoveryMfromMaMdopamineMyhMreceptorMhomologyMmodelMandMcrystalMstructurecMNaturek
ChemicalkBiologyaM2011aMlaMlknblm 11.7 250

165 StructureMofMtheMygMdopamineMreceptorMboundMtoMtheMatypicalMantipsychoticMdrugMrisperidonecM
NatureaM2018aMjjjaMgknbglh 50.4 243

164 InformationMdecayMinMmolecularMdockingMscreensMagainstMholoaMapoaMandMmodeledMconformationsMofM
enzymescMJournalkofkMedicinalkChemistryaM2003aMikaMgmnjbnel 8.3 239

163 PredictingMabsoluteMligandMbindingMfreeMenergiesMtoMaMsimpleMmodelMsitecMJournalkofkMoleculark
BiologyaM2007aMhlfaMfffmbhi 6.5 234

162 InterpretingMsteepMdosebresponseMcurvesMinMearlyMinhibitorMdiscoverycMJournalkofkMedicinalkChemistryaM
2006aMinaMlglibl 8.3 232

(2006-2002)
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161 KinaseMinhibitorsoMnotMjustMforMkinasesManymorecMJournalkofkMedicinalkChemistryaM2003aMikaMfilmbmh 8.3 231

160 StructurebbasedMdrugMscreeningMforMβbproteinbcoupledMreceptorscMTrendskinkPharmacologicalkSciences
aM2012aMhhaMgkmblg 13.2 229

159 ScreeningMinMaMspiritMhauntedMworldcMDrugkDiscoverykTodayaM2006aMffaMkelbfj 8.8 228

158 SmallbmoleculeMaggregatesMinhibitMamyloidMpolymerizationcMNaturekChemicalkBiologyaM2008aMiaMfnlbn 11.7 223

157 LigandMsolvationMinMmolecularMdockingcMProteins:kStructure,kFunctionkandkBioinformaticsaM1999aMhiaMibfk 4.2 223

156 αlexibleMligandMdockingMusingMconformationalMensemblescMProteinkScienceaM1998aMlaMnhmbje 6.3 217

155 StructurebbasedMactivityMpredictionMforManMenzymeMofMunknownMfunctioncMNatureaM2007aMiimaMlljbn 50.4 216

154 xrystalMStructureMofManMLSybwoundMσumanMSerotoninMReceptorcMCellaM2017aMfkmaMhllbhmncefg 56.2 214

153 RapidMcontextbdependentMligandMdesolvationMinMmolecularMdockingcMJournalkofkChemicalkInformationk
andkModelingaM2010aMjeaMfjkfblh 6.1 213

152 vutomatedMdockingMscreensoMaMfeasibilityMstudycMJournalkofkMedicinalkChemistryaM2009aMjgaMjlfgbge 8.3 213

151 SoftMdockingMandMmultipleMreceptorMconformationsMinMvirtualMscreeningcMJournalkofkMedicinalk
ChemistryaM2004aMilaMjelkbmi 8.3 199

150 MolecularMdockingMandMligandMspecificityMinMfragmentbbasedMinhibitorMdiscoverycMNaturekChemicalk
BiologyaM2009aMjaMhjmbki 11.7 197

149 StructurebbasedMdiscoveryMofMvgvMadenosineMreceptorMligandscMJournalkofkMedicinalkChemistryaM2010aM
jhaMhlimbjj 8.3 195

148 StructuralMbasesMofMstabilitybfunctionMtradeoffsMinMenzymescMJournalkofkMolecularkBiologyaM2002aMhgfaMgmjbnk6.5 188

147 xovalentMdockingMofMlargeMlibrariesMforMtheMdiscoveryMofMchemicalMprobescMNaturekChemicalkBiologyaM
2014aMfeaMfekkblg 11.7 178

146 vMmodelMbindingMsiteMforMtestingMscoringMfunctionsMinMmolecularMdockingcMJournalkofkMoleculark
BiologyaM2002aMhggaMhhnbjj 6.5 178

145 QuantifyingMbiogenicMbiasMinMscreeningMlibrariescMNaturekChemicalkBiologyaM2009aMjaMilnbmh 11.7 175

144 vnMultrahighMresolutionMstructureMofMTzMbfMbetablactamaseMsuggestsMaMroleMforMβlufkkMasMtheM
generalMbaseMinMacylationcMJournalkofkthekAmericankChemicalkSocietyaM2002aMfgiaMjhhhbie 16.4 173
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143 MatchingMchemistryMandMshapeMinMmolecularMdockingcMProteinkEngineering,kDesignkandkSelectionaM1993
aMkaMlghbhg 1.9 170

142 StoichiometryMandMphysicalMchemistryMofMpromiscuousMaggregatebbasedMinhibitorscMJournalkofkthek
AmericankChemicalkSocietyaM2008aMfheaMnkekbfg 16.4 169

141 yockingMScreensMforMNovelMLigandsMxonferringMNewMwiologycMJournalkofkMedicinalkChemistryaM2016aM
jnaMifehbge 8.3 166

140 QuantitativeManalysesMofMaggregationaMautofluorescenceaMandMreactivityMartifactsMinMaMscreenMforM
inhibitorsMofMaMthiolMproteasecMJournalkofkMedicinalkChemistryaM2010aMjhaMhlbjf 8.3 164

139 TestingMaMflexiblebreceptorMdockingMalgorithmMinMaMmodelMbindingMsitecMJournalkofkMolecularkBiologyaM
2004aMhhlaMffkfbmg 6.5 164

138 PromiscuousMaggregatebbasedMinhibitorsMpromoteMenzymeMunfoldingcMJournalkofkMedicinalkChemistry
aM2009aMjgaMgeklblj 8.3 163

137 InMsilicoMdesignMofMnovelMprobesMforMtheMatypicalMopioidMreceptorMMRβPRXgcMNaturekChemicalkBiologyaM
2017aMfhaMjgnbjhk 11.7 158

136 vllostericMligandsMforMtheMpharmacologicallyMdarkMreceptorsMβPRkmMandMβPRkjcMNatureaM2015aMjglaMillbmh50.4 158

135 xomplementarityMbetweenMaMdockingMandMaMhighbthroughputMscreenMinMdiscoveringMnewMcruzainM
inhibitorscMJournalkofkMedicinalkChemistryaM2010aMjhaMimnfbnej 8.3 155

134 RescoringMdockingMhitMlistsMforMmodelMcavityMsitesoMpredictionsMandMexperimentalMtestingcMJournalkofk
MolecularkBiologyaM2008aMhllaMnfibhi 6.5 149

133 yockingMandMchemoinformaticMscreensMforMnewMligandsMandMtargetscMCurrentkOpinionkinkBiotechnology
aM2009aMgeaMignbhk 11.4 147

132 StereochemicalMmodelingMofMdisulfideMbridgescMxriteriaMforMintroductionMintoMproteinsMbyM
sitebdirectedMmutagenesiscMProteinkEngineering,kDesignkandkSelectionaM1989aMhaMnjbfeh 1.9 147

131 QuantifyingMtheMrelationshipsMamongMdrugMclassescMJournalkofkChemicalkInformationkandkModelingaM
2008aMimaMljjbkj 6.1 141

130 TheMznzymeMαunctionMInitiativecMBiochemistryaM2011aMjeaMnnjebkg 3.2 140

129 xomprehensiveMmechanisticManalysisMofMhitsMfromMhighbthroughputMandMdockingMscreensMagainstM
betablactamasecMJournalkofkMedicinalkChemistryaM2008aMjfaMgjegbff 8.3 136

128 PredictingMligandMbindingMaffinityMwithMalchemicalMfreeMenergyMmethodsMinMaMpolarMmodelMbindingM
sitecMJournalkofkMolecularkBiologyaM2009aMhniaMlilbkh 6.5 135

127 vMSvRSbxoVbgbσumanMProteinbProteinMInteractionMMapMRevealsMyrugMTargetsMandMPotentialM
yrugbRepurposingM2020aM 133

126 IdentifyingMmechanismbofbactionMtargetsMforMdrugsMandMprobescMProceedingskofkthekNationalkAcademyk
ofkScienceskofkthekUnitedkStateskofkAmericaaM2012aMfenaMffflmbmh 11.5 132
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125 StructurebbasedMenhancementMofMboronicMacidbbasedMinhibitorsMofMvmpxMbetablactamasecMJournalkofk
MedicinalkChemistryaM1998aMifaMijllbmk 8.3 132

124 yMdopamineMreceptorMhighbresolutionMstructuresMenableMtheMdiscoveryMofMselectiveMagonistscMScienceaM
2017aMhjmaMhmfbhmk 33.3 128

123 StructurebbasedMligandMdiscoveryMforMtheMproteinbproteinMinterfaceMofMchemokineMreceptorMxXxRicM
ProceedingskofkthekNationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2012aMfenaMjjflbgg 11.5 123

122 σierarchicalMdockingMofMdatabasesMofMmultipleMligandMconformationscMCurrentkTopicskinkMedicinalk
ChemistryaM2005aMjaMlhnbin 3 120

121 xolloidalMaggregationMaffectsMtheMefficacyMofManticancerMdrugsMinMcellMculturecMACSkChemicalkBiologyaM
2012aMlaMfignbhj 4.9 118

120 MolecularMdockingMscreensMusingMcomparativeMmodelsMofMproteinscMJournalkofkChemicalkInformationk
andkModelingaM2009aMinaMgjfgbgl 6.1 116

119 VirtualMscreeningMagainstMmetalloenzymesMforMinhibitorsMandMsubstratescMBiochemistryaM2005aMiiaMfghfkbgm3.2 116

118 StructurebbasedMapproachMforMbindingMsiteMidentificationMonMvmpxMbetablactamasecMJournalkofk
MedicinalkChemistryaM2002aMijaMhgggbhi 8.3 115

117 vtomicMresolutionMstructuresMofMxTXbMMbetablactamasesoMextendedMspectrumMactivitiesMfromM
increasedMmobilityMandMdecreasedMstabilitycMJournalkofkMolecularkBiologyaM2005aMhimaMhinbkg 6.5 113

116 NanomolarMinhibitorsMofMvmpxMbetablactamasecMJournalkofkthekAmericankChemicalkSocietyaM2003aMfgjaMkmjbnj16.4 111

115 zxploitingMorderedMwatersMinMmolecularMdockingcMJournalkofkMedicinalkChemistryaM2008aMjfaMimkgbj 8.3 107

114 vllostericMinhibitionMthroughMcoreMdisruptioncMJournalkofkMolecularkBiologyaM2004aMhhkaMfgmhbnf 6.5 107

113 StructurebbasedMdiscoveryMofMaMnovelaMnoncovalentMinhibitorMofMvmpxMbetablactamasecMStructureaM
2002aMfeaMfefhbgh 5.2 105

112 StructurebbasedMdiscoveryMofMprescriptionMdrugsMthatMinteractMwithMtheMnorepinephrineMtransporteraM
NzTcMProceedingskofkthekNationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2011aMfemaMfjmfebj11.5 101

111
ThreebdimensionalMstructureMofMvmpxMbetablactamaseMfromMzscherichiaMcoliMboundMtoMaM
transitionbstateManalogueoMpossibleMimplicationsMforMtheMoxyanionMhypothesisMandMforMinhibitorM
designcMBiochemistryaM1998aMhlaMfkemgbng

3.2 101

110 StructuresMofMceftazidimeMandMitsMtransitionbstateManalogueMinMcomplexMwithMvmpxMbetablactamaseoM
implicationsMforMresistanceMmutationsMandMinhibitorMdesigncMBiochemistryaM2001aMieaMngelbfi 3.2 101

109 StructureMofMaMσallucinogenbvctivatedMβqbxoupledMjbσTMSerotoninMReceptorcMCellaM2020aMfmgaMfjlibfjmmcefn56.2 101

108 StructureaMfunctionaMandMinhibitionMalongMtheMreactionMcoordinateMofMxTXbMMbetablactamasescMJournalk
ofkthekAmericankChemicalkSocietyaM2005aMfglaMjighbhi 16.4 99
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107 StructuralMmilestonesMinMtheMreactionMpathwayMofManMamideMhydrolaseoMsubstrateaMacylaMandMproductM
complexesMofMcephalothinMwithMvmpxMbetablactamasecMStructureaM2002aMfeaMifhbgi 5.2 99

106 StructuralMidentificationMofMaMhotspotMonMxαTRMforMpotentiationcMScienceaM2019aMhkiaMffmibffmm 33.3 96

105 yecoysMforMdockingcMJournalkofkMedicinalkChemistryaM2005aMimaMhlfibgm 8.3 96

104 StructurebinspiredMdesignMofM˛†barrestinbbiasedMligandsMforMaminergicMβPxRscMNaturekChemicalkBiology
aM2018aMfiaMfgkbfhi 11.7 96

103 IncorporationMofMproteinMflexibilityMandMconformationalMenergyMpenaltiesMinMdockingMscreensMtoM
improveMligandMdiscoverycMNaturekChemistryaM2014aMkaMjljbmh 17.6 90

102 IdentificationMandMoptimizationMofMinhibitorsMofMTrypanosomalMcysteineMproteasesoMcruzainaM
rhodesainaMandMTbxatwcMJournalkofkMedicinalkChemistryaM2010aMjhaMjgbke 8.3 89

101 VirtualMdiscoveryMofMmelatoninMreceptorMligandsMtoMmodulateMcircadianMrhythmscMNatureaM2020aMjlnaMkenbkfi50.4 88

100 xolloidalMdrugMformulationsMcanMexplainMObellbshapedOMconcentrationbresponseMcurvescMACSkChemicalk
BiologyaM2014aMnaMlllbmi 4.9 87

99 yockingMforMfragmentMinhibitorsMofMvmpxMbetablactamasecMProceedingskofkthekNationalkAcademykofk
ScienceskofkthekUnitedkStateskofkAmericaaM2009aMfekaMlijjbke 11.5 87

98 xrystalMStructuresMofMSubstrateMandMInhibitorMxomplexesMwithMvmpxM˛†bLactamaseoMMPossibleM
ImplicationsMforMSubstratebvssistedMxatalysiscMJournalkofkthekAmericankChemicalkSocietyaM2000aMfggaMfejeibfejfg16.4 87

97 vMpharmacologicalMorganizationMofMβMproteinbcoupledMreceptorscMNaturekMethodsaM2013aMfeaMfiebk 21.6 85

96 TheMchemicalMbasisMofMpharmacologycMBiochemistryaM2010aMinaMfegklblk 3.2 85

95 znhancementMofMproteinMstabilityMbyMtheMcombinationMofMpointMmutationsMinMTiMlysozymeMisMadditivecM
ProteinkEngineering,kDesignkandkSelectionaM1995aMmaMfeflbgg 1.9 85

94 LigandMposeMandMorientationalMsamplingMinMmolecularMdockingcMPLoSkONEaM2013aMmaMeljnng 3.7 83

93 xolloidalMaggregationMcausesMinhibitionMofMβMproteinbcoupledMreceptorscMJournalkofkMedicinalk
ChemistryaM2013aMjkaMgiekbfi 8.3 76

92 xomparingMtheMthermodynamicMstabilitiesMofMaMrelatedMthermophilicMandMmesophilicMenzymecM
BiochemistryaM1999aMhmaMgjlebk 3.2 74

91 αunctionalMannotationMandMthreebdimensionalMstructureMofMyrenheMfromMyeinococcusMradioduransaMaM
closeMrelativeMofMphosphotriesteraseMinMtheMamidohydrolaseMsuperfamilycMBiochemistryaM2009aMimaMgghlbil3.2 73

90 TheMPsychiatricMxellMMapMInitiativeoMvMxonvergentMSystemsMwiologicalMvpproachMtoMIlluminatingMKeyM
MolecularMPathwaysMinMNeuropsychiatricMyisorderscMCellaM2018aMfliaMjejbjge 56.2 69

(2018-2002)
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89 TheMdeacylationMmechanismMofMvmpxMbetablactamaseMatMultrahighMresolutioncMJournalkofkthek
AmericankChemicalkSocietyaM2006aMfgmaMgnlebk 16.4 69

88 SynergyMandMantagonismMofMpromiscuousMinhibitionMinMmultiplebcompoundMmixturescMJournalkofk
MedicinalkChemistryaM2006aMinaMgfjfbi 8.3 65

87 yrugbinducedMphospholipidosisMconfoundsMdrugMrepurposingMforMSvRSbxoVbgcMScienceaM2021aMhlhaMjifbjil33.3 64

86 yivergentMmodesMofMenzymeMinhibitionMinMaMhomologousMstructurebactivityMseriescMJournalkofk
MedicinalkChemistryaM2009aMjgaMjeejbm 8.3 63

85 xolloidMformationMbyMdrugsMinMsimulatedMintestinalMfluidcMJournalkofkMedicinalkChemistryaM2010aMjhaMigjnbkj8.3 62

84 StatisticalMpotentialMforMmodelingMandMrankingMofMproteinbligandMinteractionscMJournalkofkChemicalk
InformationkandkModelingaM2011aMjfaMhelmbng 6.1 61

83 αragmentbguidedMdesignMofMsubnanomolarM˛†blactamaseMinhibitorsMactiveMinMvivocMProceedingskofkthek
NationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2012aMfenaMfliimbjh 11.5 59

82 TheMcomplexedMstructureMandMantimicrobialMactivityMofMaMnonbbetablactamMinhibitorMofMvmpxM
betablactamasecMProteinkScienceaM1999aMmaMghhebl 6.3 59

81 StabilityMandMequilibriaMofMpromiscuousMaggregatesMinMhighMproteinMmilieuscMMolecularkBioSystemsaM
2007aMhaMgembfh 58

80 yiscoveryMofMnewMβPxRMligandsMtoMilluminateMnewMbiologycMNaturekChemicalkBiologyaM2017aMfhaMffihbffjf 11.7 52

79 TheMRecognitionMofMIdenticalMLigandsMbyMUnrelatedMProteinscMACSkChemicalkBiologyaM2015aMfeaMgllgbmi 4.9 52

78 vctinMisMrequiredMforMIαTMregulationMinMxhlamydomonasMreinhardtiicMCurrentkBiologyaM2014aMgiaMgegjbhg 6.3 51

77 OneMxrystalaMTwoMTemperaturesoMxryocoolingMPenaltiesMvlterMLigandMwindingMtoMTransientMProteinM
SitescMChemBioChemaM2015aMfkaMfjkebi 3.8 51

76 ProbingMmolecularMdockingMinMaMchargedMmodelMbindingMsitecMJournalkofkMolecularkBiologyaM2006aMhjlaMfiinble6.5 50

75 MuscarinicMreceptorsMasMmodelMtargetsMandMantitargetsMforMstructurebbasedMligandMdiscoverycM
MolecularkPharmacologyaM2013aMmiaMjgmbie 4.3 49

74 σydrogenMwondingMofMfagbvzaborinesMinMtheMwindingMxavityMofMTiMLysozymeMMutantsoMStructuresMandM
ThermodynamicscMJournalkofkthekAmericankChemicalkSocietyaM2016aMfhmaMfgegfbi 16.4 49

73 xolloidalMaggregationMandMtheMinMvitroMactivityMofMtraditionalMxhineseMmedicinescMACSkChemicalk
BiologyaM2015aMfeaMnlmbmm 4.9 48

72 yockingMmoleculesMbyMfamiliesMtoMincreaseMtheMdiversityMofMhitsMinMdatabaseMscreensoMcomputationalM
strategyMandMexperimentalMevaluationcMProteins:kStructure,kFunctionkandkBioinformaticsaM2001aMigaMglnbnh 4.2 47
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71 yesignaMsynthesisaMcrystalMstructuresaMandMantimicrobialMactivityMofMsulfonamideMboronicMacidsMasM
˛†blactamaseMinhibitorscMJournalkofkMedicinalkChemistryaM2010aMjhaMlmjgbkh 8.3 46

70 xolloidalMaggregationoMfromMscreeningMnuisanceMtoMformulationMnuancecMNanokTodayaM2018aMfnaMfmmbgee 17.9 44

69 wlindMpredictionMofMchargedMligandMbindingMaffinitiesMinMaMmodelMbindingMsitecMJournalkofkMoleculark
BiologyaM2013aMigjaMijknbmh 6.5 44

68 TestingMinhomogeneousMsolvationMtheoryMinMstructurebbasedMligandMdiscoverycMProceedingskofkthek
NationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2017aMffiaMzkmhnbzkmik 11.5 42

67 NoncovalentMinteractionMenergiesMinMcovalentMcomplexesoMTzMbfM˛†blactamaseMandM˛†blactamscM
Proteins:kStructure,kFunctionkandkBioinformaticsaM2002aMilaMmkbnk 4.2 42

66 αragmentMbindingMtoMtheMNsphMmacrodomainMofMSvRSbxoVbgMidentifiedMthroughMcrystallographicM
screeningMandMcomputationalMdockingcMSciencekAdvancesaM2021aMlaM 14.3 41

65 yockingMandMLinkingMofMαragmentsMToMyiscoverMJumonjiMσistoneMyemethylaseMInhibitorscMJournalkofk
MedicinalkChemistryaM2016aMjnaMfjmebnm 8.3 40

64 IncreasingMchemicalMspaceMcoverageMbyMcombiningMempiricalMandMcomputationalMfragmentMscreenscM
ACSkChemicalkBiologyaM2014aMnaMfjgmbhj 4.9 40

63 StructurebguidedMdevelopmentMofMselectiveMMhMmuscarinicMacetylcholineMreceptorMantagonistscM
ProceedingskofkthekNationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2018aMffjaMfgeikbfgeje11.5 39

62
StructurebbasedMdiscoveryMofMselectiveMpositiveMallostericMmodulatorsMofMantagonistsMforMtheMMM
muscarinicMacetylcholineMreceptorcMProceedingskofkthekNationalkAcademykofkScienceskofkthekUnitedk
StateskofkAmericaaM2018aMffjaMzgifnbzgigm

11.5 38

61 vMpracticalMguideMtoMlargebscaleMdockingcMNaturekProtocolsaM2021aMfkaMilnnbimhg 18.8 35

60 vctivitybIndependentMyiscoveryMofMSecondaryMMetabolitesMUsingMxhemicalMzlicitationMandM
xheminformaticMInferencecMACSkChemicalkBiologyaM2015aMfeaMgkfkbgh 4.9 34

59 InhibitionMofMvmpxMbetablactamaseMthroughMaMdestabilizingMinteractionMinMtheMactiveMsitecM
BiochemistryaM2001aMieaMlnngbn 3.2 34

58 TheMactivitiesMofMdrugMinactiveMingredientsMonMbiologicalMtargetscMScienceaM2020aMhknaMiehbifh 33.3 34

57 PredictionMandMvalidationMofMenzymeMandMtransporterMoffbtargetsMforMmetformincMJournalkofk
PharmacokineticskandkPharmacodynamicsaM2015aMigaMikhblj 2.7 32

56 αunctionalManalysesMofMvmpxMbetablactamaseMthroughMdifferentialMstabilitycMProteinkScienceaM1999aMmaMfmfkbgi6.3 31

55 σomologousMligandsMaccommodatedMbyMdiscreteMconformationsMofMaMburiedMcavitycMProceedingskofk
thekNationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2015aMffgaMjehnbii 11.5 29

54 TheMhuntMforMmboxoguanineMdeaminasecMJournalkofkthekAmericankChemicalkSocietyaM2010aMfhgaMflkgbh 16.4 29

(2010-2010)
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53 VirtualMScreeningMforMUyPbβalactopyranoseMMutaseMLigandsMIdentifiesMaMNewMxlassMofM
vntimycobacterialMvgentscMACSkChemicalkBiologyaM2015aMfeaMggenbfm 4.9 28

52 vssignmentMofMpterinMdeaminaseMactivityMtoManMenzymeMofMunknownMfunctionMguidedMbyMhomologyM
modelingMandMdockingcMJournalkofkthekAmericankChemicalkSocietyaM2013aMfhjaMlnjbmeh 16.4 28

51 ReverseMtranslationMofMadverseMeventMreportsMpavesMtheMwayMforMdebriskingMpreclinicalMoffbtargetscM
ELifeaM2017aMkaM 8.9 28

50 yiscoveryMofMLysinebTargetedMeIαizMInhibitorsMthroughMxovalentMyockingcMJournalkofkthekAmericank
ChemicalkSocietyaM2020aMfigaMinkebinki 16.4 26

49 LargebscaleMidentificationMandManalysisMofMsuppressiveMdrugMinteractionscMChemistrykandkBiologyaM2014
aMgfaMjifbjjf 25

48 SelectivityMxhallengesMinMyockingMScreensMforMβPxRMTargetsMandMvntitargetscMJournalkofkMedicinalk
ChemistryaM2018aMkfaMkmhebkmij 8.3 24

47 StructuresMofMtheMˇ�MreceptorMenableMdockingMforMbioactiveMligandMdiscoverycMNatureaM2021aM 50.4 24

46 StableMxolloidalMyrugMvggregatesMxatchMandMReleaseMvctiveMznzymescMACSkChemicalkBiologyaM2016aM
ffaMnngbfeee 4.9 23

45 InteractionMenergiesMbetweenMbetablactamMantibioticsMandMzcMcoliMpenicillinbbindingMproteinMjMbyM
reversibleMthermalMdenaturationcMProteinkScienceaM2001aMfeaMfgjibn 6.3 23

44 NoncovalentMinteractionMenergiesMinMcovalentMcomplexesoMTzMbfMbetablactamaseMandMbetablactamscM
Proteins:kStructure,kFunctionkandkBioinformaticsaM2002aMilaMmkbnk 4.2 23

43
βvINMdomainbmediatedMcleavageMisMrequiredMforMactivationMofMβMproteinbcoupledMreceptorMjkM
UβPRjkVMbyMitsMnaturalMligandsMandMaMsmallbmoleculeMagonistcMJournalkofkBiologicalkChemistryaM2019aM
gniaMfngikbfngji

5.4 22

42 RebexaminingMtheMroleMofMLysklMinMclassMxMbetablactamaseMcatalysiscMProteinkScienceaM2009aMfmaMkkgbn 6.3 22

41 PredictionMofMenzymaticMpathwaysMbyMintegrativeMpathwayMmappingcMELifeaM2018aMlaM 8.9 22

40 InternalMStructureMandMPreferentialMProteinMwindingMofMxolloidalMvggregatescMACSkChemicalkBiologyaM
2017aMfgaMgmgbgne 4.9 19

39 SmallbMoleculeMvllostericMModulatorsMofMtheMProteinMKinaseMPyKfMfromMStructurebwasedMyockingcM
JournalkofkMedicinalkChemistryaM2015aMjmaMmgmjbmgnf 8.3 19

38 vMNewMSpinMonMvntibodybyrugMxonjugatesoMTrastuzumabbαulvestrantMxolloidalMyrugMvggregatesM
TargetMσzRgbPositiveMxellscMACSkAppliedkMaterialskramp;kInterfacesaM2017aMnaMfgfnjbfggeg 9.5 18

37 RolesMforMorderedMandMbulkMsolventMinMligandMrecognitionMandMdockingMinMtwoMrelatedMcavitiescMPLoSk
ONEaM2013aMmaMeknfjh 3.7 18

36 InMVitroMandMInMVivoMxharacterizationMofMtheMvlkaloidMNuciferinecMPLoSkONEaM2016aMffaMeefjekeg 3.7 18
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35 yesignaMSynthesisaMandMwiologicalMzvaluationMofMNovelMTetrahydroprotoberberineMyerivativesM
UTσPwsVMasMSelectiveM˛–bvdrenoceptorMvntagonistscMJournalkofkMedicinalkChemistryaM2016aMjnaMnimnbnjeg 8.3 17

34 StructurebwasedMyesignMandMyiscoveryMofMNewMMMReceptorMvgonistscMJournalkofkMedicinalkChemistryaM
2017aMkeaMnghnbngje 8.3 16

33 xolloidalMyrugMvggregateMStabilityMinMσighMSerumMxonditionsMandMPharmacokineticMxonsequencecM
ACSkChemicalkBiologyaM2019aMfiaMljfbljl 4.9 16

32 vnMallostericMmodulatorMbindsMtoMaMconformationalMhubMinMtheM˛†MadrenergicMreceptorcMNaturek
ChemicalkBiologyaM2020aMfkaMlinbljj 11.7 16

31
wacterialMmetabolismMrescuesMtheMinhibitionMofMintestinalMdrugMabsorptionMbyMfoodMandMdrugM
additivescMProceedingskofkthekNationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2020aM
fflaMfkeenbfkefm

11.5 15

30 StructureaMfunctionMandMpharmacologyMofMhumanMitchMβPxRscMNatureaM2021aMkeeaMflebflj 50.4 15

29 LeveragingMxolloidalMvggregationMforMyrugbRichMNanoparticleMαormulationscMMoleculark
PharmaceuticsaM2017aMfiaMfmjgbfmke 5.6 14

28 xhemicalMinformaticsMuncoversMaMnewMroleMforMmoexiprilMasMaMnovelMinhibitorMofMcvMPM
phosphodiesterasebiMUPyziVcMBiochemicalkPharmacologyaM2013aMmjaMfgnlbhej 6 14

27 ThermodynamicMcycleManalysisMandMinhibitorMdesignMagainstMbetablactamasecMBiochemistryaM2003aMigaMfiimhbnf3.2 13

26 IdentificationMofMNovelMSmoothenedMLigandsMUsingMStructurebwasedMyockingcMPLoSkONEaM2016aMffaMeefkehkj3.7 13

25 InteractionsMofMOralMMolecularMzxcipientsMwithMwreastMxancerMResistanceMProteinaMwxRPcMMoleculark
PharmaceuticsaM2020aMflaMlimbljk 5.6 12

24 zfficientMzxplorationMofMxhemicalMSpaceMwithMyockingMandMyeepMLearningcMJournalkofkChemicalk
TheorykandkComputationaM2021aMflaMlfekblffn 6.4 12

23 PropertybUnmatchedMyecoysMinMyockingMwenchmarkscMJournalkofkChemicalkInformationkandkModelingaM
2021aMkfaMknnblfi 6.1 10

22 αarMawayMfromMtheMlamppostcMPLoSkBiologyaM2018aMfkaMeheeeekl 9.7 10

21 ProteinMStabilityMzffectsMinMvggregatebwasedMznzymeMInhibitioncMJournalkofkMedicinalkChemistryaM
2019aMkgaMnjnhbnjnn 8.3 9

20 NoMfreeMenergyMlunchcMNaturekBiotechnologyaM2007aMgjaMffenbfe 44.5 9

19 αunctionalMannotationMandMstructuralMcharacterizationMofMaMnovelMlactonaseMhydrolyzingM
ybxylonobfaiblactonebjbphosphateMandMLbarabinobfaiblactonebjbphosphatecMBiochemistryaM2014aMjhaMilglbhm3.2 8

18 αunctionalMannotationMandMthreebdimensionalMstructureMofManMincorrectlyMannotatedMdihydroorotaseM
fromMcoghnkiMinMtheMamidohydrolaseMsuperfamilycMBiochemistryaM2013aMjgaMggmbhm 3.2 8

(2013-2016)
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17 LigandMStrainMznergyMinMLargeMLibraryMyockingcMJournalkofkChemicalkInformationkandkModelingaM2021aM
kfaMihhfbihif 6.1 8

16 TheMimpactMofMintroducingMaMhistidineMintoManMapolarMcavityMsiteMonMdockingMandMligandMrecognitioncM
JournalkofkMedicinalkChemistryaM2013aMjkaMgmlibmi 8.3 7

15 LigandMSimilarityMxomplementsMSequenceaMPhysicalMInteractionaMandMxobzxpressionMforMβeneM
αunctionMPredictioncMPLoSkONEaM2016aMffaMeefkeenm 3.7 6

14 αragmentMwindingMtoMtheMNsphMMacrodomainMofMSvRSbxoVbgMIdentifiedMThroughMxrystallographicM
ScreeningMandMxomputationalMyockingM2020aM 6

13 TriggeredMReleaseMznhancesMtheMxytotoxicityMofMStableMxolloidalMyrugMvggregatescMACSkChemicalk
BiologyaM2019aMfiaMfjelbfjfi 4.9 5

12 xolloidalMvggregatorsMinMwiochemicalMSvRSbxoVbgMRepurposingMScreenscMJournalkofkMedicinalk
ChemistryaM2021aMkiaMfljhebfljhn 8.3 5

11 xrystalMstructuresMofMtheMˇ�gMreceptorMtemplateMlargeblibraryMdockingMforMselectiveMchemotypesM
activeMinMvivo 5

10 yifferentialMRolesMofMzxtracellularMσistidineMResiduesMofMβPRkmMforMProtonbSensingMandMvllostericM
ModulationMbyMyivalentMMetalMIonscMBiochemistryaM2020aMjnaMhjnibhkfi 3.2 3

9 LigandMStrainMznergyMinMLargeMLibraryMyocking 3

8 vMxrowdingMwarrierMtoMProteinMInhibitionMinMxolloidalMvggregatescMJournalkofkMedicinalkChemistryaM
2021aMkiaMifenbiffk 8.3 3

7 StructurebwasedMyesignMofMaMxhemicalMProbeMSetMforMtheMjbσTMSerotoninMReceptorccMJournalkofk
MedicinalkChemistryaM2022aM 8.3 3

6 TheMRecognitionMofMUnrelatedMLigandsMbyMIdenticalMProteinscMACSkChemicalkBiologyaM2018aMfhaMgjggbgjhh 4.9 2

5 znergyMpenaltiesMenhanceMflexibleMreceptorMdockingMinMaMmodelMcavitycMProceedingskofkthekNationalk
AcademykofkScienceskofkthekUnitedkStateskofkAmericaaM2021aMffmaM 11.5 2

4 PhospholipidosisMisMaMsharedMmechanismMunderlyingMtheMantiviralMactivityMofMmanyMrepurposedMdrugsM
againstMSvRSbxoVbgM2021aM 1

3 LigandMsolvationMinMmolecularMdockingM1999aMhiaMi 1

2 yrugMbuildingMblocksMandMlibrariesMatMriskMinMUkrainecMScienceaM2022aMhlkaMngnbngn 33.3 1

1 MolecularMyockingMandMStructurebwasedMyesignfbgh 0
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