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m Paper IF Citations

249 βhiftingLfromLtheLsingleLtoLtheLmultitargetLparadigmLinLdrugLdiscovery[LDrugeDiscoveryeTodayXL2013XL
biXLejfYfab 8.8 321

248 αecognizingLpitfallsLinLvirtualLscreeningkLaLcriticalLreview[LJournaleofeChemicaleInformationeande
ModelingXL2012XLfcXLighYib 6.1 295

247 NovelLandLselectiveLuNrLmethyltransferaseLinhibitorskLuockingYbasedLvirtualLscreeningLandL
experimentalLevaluation[LBioorganiceandeMedicinaleChemistryXL2010XLbiXLiccYj 3.4 138

246 NanaomycinLrLselectivelyLinhibitsLuN—γdsLandLreactivatesLsilencedLtumorLsuppressorLgenesLinL
humanLcancerLcells[LMoleculareCancereTherapeuticsXL2010XLjXLdabfYcd 6.1 133

245 βynthesisLandLbiochemicalLevaluationLofL˛·TcUYisoxazolineLderivativesLasLuNrLmethyltransferaseLbL
inhibitors[LJournaleofeMedicinaleChemistryXL2011XLfeXLhggdYhh 8.3 131

244 tharacterizationLofLactivityLlandscapesLusingLcuLandLduLsimilarityLmethodskLconsensusLactivityL
cliffs[LJournaleofeChemicaleInformationeandeModelingXL2009XLejXLehhYjb 6.1 131

243 themoinformaticLanalysisLofLcombinatorialLlibrariesXLdrugsXLnaturalLproductsXLandLmolecularL
librariesLsmallLmoleculeLrepository[LJournaleofeChemicaleInformationeandeModelingXL2009XLejXLbabaYce 6.1 131

242 vxpandingLtheLmedicinallyLrelevantLchemicalLspaceLwithLcompoundLlibraries[LDrugeDiscoveryeTodayXL
2012XLbhXLhbiYcg 8.8 118

241 NaturalLproductsLasLuNrLmethyltransferaseLinhibitorskLaLcomputerYaidedLdiscoveryLapproach[L
MoleculareDiversityXL2011XLbfXLcjdYdae 3.1 117

240 VisualizationLofLtheLthemicalLβpaceLinLurugLuiscovery[LCurrenteComputeruAidedeDrugeDesignXL2008XL
eXLdccYddd 1.4 107

239 rctivityLcliffsLinLdrugLdiscoverykLurL{ekyllLorL—rLyydep[LDrugeDiscoveryeTodayXL2014XLbjXLbagjYia 8.8 103

238
βtrategiesLforLtheLuseLofLmixtureYbasedLsyntheticLcombinatorialLlibrarieskLscaffoldLrankingXLdirectL
testingLinLvivoXLandLenhancedLdeconvolutionLbyLcomputationalLmethods[LACSeCombinatorialeScienceXL
2008XLbaXLdYbj

100

237 —olecularLmodelingLandLmolecularLdynamicsLstudiesLofLhydralazineLwithLhumanLuNrL
methyltransferaseLb[LChemMedChemXL2009XLeXLhjcYj 3.7 94

236
rLcomparativeLstudyLofLflavonoidLanaloguesLonLstreptozotocinYnicotinamideLinducedLdiabeticLratskL
quercetinLasLaLpotentialLantidiabeticLagentLactingLviaLbbbetaYhydroxysteroidLdehydrogenaseLtypeLbL
inhibition[LEuropeaneJournaleofeMedicinaleChemistryXL2010XLefXLcgagYbc

6.8 89

235 rntidiabeticLactivityLofLsomeLpentacyclicLacidLtriterpenoidsXLroleLofLáγáYbskLinLvitroXLinLsilicoXLandLinL
vivoLapproaches[LEuropeaneJournaleofeMedicinaleChemistryXL2011XLegXLccedYfb 6.8 86

234 zntegratingLvirtualLscreeningLandLcombinatorialLchemistryLforLacceleratedLdrugLdiscovery[L
CombinatorialeChemistryeandeHigheThroughputeScreeningXL2011XLbeXLehfYih 1.3 80

233 rctivityYdifferenceLmapsLandLconsensusLsimilarityLmeasureLcharacterizeLstructureYactivityL
relationships[LJournaleofeCheminformaticsXL2012XLeXL 8.6 78
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232 tomputerYguidedLdiscoveryLofLepigeneticsLdrugskLmolecularLmodelingLandLidentificationLofL
inhibitorsLofLuN—γb[LJournaleofeCheminformaticsXL2012XLeXL 8.6 78

231 rdvancesLinLtheLcomputationalLdevelopmentLofLuNrLmethyltransferaseLinhibitors[LDrugeDiscoverye
TodayXL2011XLbgXLebiYcf 8.8 72

230 γheLmanyLrolesLofLmolecularLcomplexityLinLdrugLdiscovery[LDrugeDiscoveryeTodayXL2017XLccXLbcaYbcg 8.8 71

229 —olecularLdynamicsLsimulationsLofLhumanLuNrLmethyltransferaseLdsLwithLselectiveLinhibitorL
nanaomycinLr[LJournaleofeStructuraleBiologyXL2011XLbhgXLbifYjb 3.4 69

228 βtructureâ��activityLrelationshipsLofLbenzimidazoleLderivativesLasLantiparasiticLagentskLuualL
activityYdifferenceLTuruULmaps[LMedChemCommXL2011XLcXLeeYej 5 67

227 rLsimilarityYbasedLdataYfusionLapproachLtoLtheLvisualLcharacterizationLandLcomparisonLofLcompoundL
databases[LChemicaleBiologyeandeDrugeDesignXL2007XLhaXLdjdYebc 2.9 65

226 yomologyLmodelingXLdockingLandLstructureYbasedLpharmacophoreLofLinhibitorsLofLuNrL
methyltransferase[LJournaleofeComputeruAidedeMoleculareDesignXL2011XLcfXLfffYgh 4.2 64

225 γheLprinceLandLtheLpauper[LrLtaleLofLanticancerLtargetedLagents[LMoleculareCancerXL2008XLhXLic 42.1 63

224 γowardLdrugLrepurposingLinLepigeneticskLolsalazineLasLaLhypomethylatingLcompoundLactiveLinLaL
cellularLcontext[LChemMedChemXL2014XLjXLfgaYf 3.7 60

223 tombinatorialL–ibrariesLrsLaLγoolLforLtheLuiscoveryLofLNovelXLsroadYβpectrumLrntibacterialLrgentsL
γargetingLtheLvβ}rávLáathogens[LJournaleofeMedicinaleChemistryXL2015XLfiXLddeaYff 8.3 56

222 —olecularLscaffoldLanalysisLofLnaturalLproductsLdatabasesLinLtheLpublicLdomain[LChemicaleBiologye
andeDrugeDesignXL2012XLiaXLhbhYce 2.9 56

221 tonsensusLmodelsLofLactivityLlandscapesLwithLmultipleLchemicalXLconformerXLandLpropertyL
representations[LJournaleofeChemicaleInformationeandeModelingXL2011XLfbXLbcfjYha 6.1 56

220 γowardsLaLsystematicLcharacterizationLofLtheLantiprotozoalLactivityLlandscapeLofLbenzimidazoleL
derivatives[LBioorganiceandeMedicinaleChemistryXL2010XLbiXLhdiaYjb 3.4 54

219
βcanningLstructureYactivityLrelationshipsLwithLstructureYactivityLsimilarityLandLrelatedLmapskLfromL
consensusLactivityLcliffsLtoLselectivityLswitches[LJournaleofeChemicaleInformationeandeModelingXL2012XL
fcXLceifYjd

6.1 52

218 —ultitargetLstructureYactivityLrelationshipsLcharacterizedLbyLactivityYdifferenceLmapsLandL
consensusLsimilarityLmeasure[LJournaleofeChemicaleInformationeandeModelingXL2011XLfbXLcechYdj 6.1 50

217 VisualizationLofLmolecularLfingerprints[LJournaleofeChemicaleInformationeandeModelingXL2011XLfbXLbffcYgd 6.1 50

216
—olecularLmodelingLofLinhibitorsLofLhumanLuNrLmethyltransferaseLwithLaLcrystalLstructurekL
discoveryLofLaLnovelLuN—γbLinhibitor[LAdvanceseineProteineChemistryeandeStructuraleBiologyXL2012XL
ihXLcbjYeh

5.3 45

215 vffectsLofLcyclicLlipodepsipeptideLstructuralLmodulationLonLstabilityXLantibacterialLactivityXLandL
humanLcellLtoxicity[LChemMedChemXL2012XLhXLihbYic 3.7 44

(2012-2012)
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214 —olecularLmodelingLstudiesLofLtheLnovelLinhibitorsLofLuNrLmethyltransferasesLβxzYbachLandL
tstbckLimplicationsLforLtheLmechanismLofLinhibitionLofLuN—γs[LPLoSeONEXL2013XLiXLegcbfc 3.7 44

213 ru—v]γoxLárofilingLofLNaturalLároductskLrLwocusLonLszOwrtñδz—[LACSeOmegaXL2020XLfXLbgahgYbgaie 3.9 43

212 rctivityLcliffskLfactsLorLartifactsp[LChemicaleBiologyeandeDrugeDesignXL2013XLibXLffdYg 2.9 42

211 znhibitorsLofLy—xYtorLαeductasekLturrentLandLwutureLárospects[LMiniuReviewseineMedicinale
ChemistryXL2009XLjXLbchcYid 3.2 42

210 uiscoveryLandLdevelopmentLofLuNrLmethyltransferaseLinhibitorsLusingLinLsilicoLapproaches[LDruge
DiscoveryeTodayXL2015XLcaXLfgjYhh 8.8 41

209 γheLimpactLofLchemoinformaticsLonLdrugLdiscoveryLinLtheLpharmaceuticalLindustry[LExperteOpinione
oneDrugeDiscoveryXL2020XLbfXLcjdYdag 6.2 41

208 —olecularLbasisLforLbenzimidazoleLresistanceLfromLaLnovelL˛†YtubulinLbindingLsiteLmodel[LJournaleofe
MoleculareGraphicseandeModellingXL2013XLefXLcgYdh 2.8 40

207 tonsensusLuiversityLálotskLaLglobalLdiversityLanalysisLofLchemicalLlibraries[LJournaleofe
CheminformaticsXL2016XLiXLgd 8.6 40

206 senzotriazolesLandLindazolesLareLscaffoldsLwithLbiologicalLactivityLagainstLvntamoebaLhistolytica[L
JournaleofeBiomoleculareScreeningXL2011XLbgXLigcYi 38

205 salancingLnoveltyLwithLconfinedLchemicalLspaceLinLmodernLdrugLdiscovery[LExperteOpinioneoneDruge
DiscoveryXL2014XLjXLbfbYgf 6.2 37

204 βystematicLvxtractionLofLrnalogueLβeriesLfromL–argeLtompoundLtollectionsLδsingLaLNewL
tomputationalLtompoundYtoreLαelationshipL—ethod[LACSeOmegaXL2019XLeXLbachYbadc 3.9 36

203 rLcriticalLoverviewLofLcomputationalLapproachesLemployedLforLtOVzuYbjLdrugLdiscovery[LChemicale
SocietyeReviewsXL2021XLfaXLjbcbYjbfb 58.5 36

202 uataWarriorkLanLevaluationLofLtheLopenYsourceLdrugLdiscoveryLtool[LExperteOpinioneoneDruge
DiscoveryXL2019XLbeXLddfYdeb 6.2 34

201 themoinformaticLanalysisLofLxαrβLTxenerallyLαecognizedLasLβafeULflavorLchemicalsLandLnaturalL
products[LPLoSeONEXL2012XLhXLefahji 3.7 34

200 αesveratrolYsalicylateLderivativesLasLselectiveLuN—γdLinhibitorsLandLanticancerLagents[LJournaleofe
EnzymeeInhibitioneandeMedicinaleChemistryXL2016XLdbXLgjfYhad 5.6 33

199
γowardsLtheLidentificationLofLtheLbindingLsiteLofLbenzimidazolesLtoL˛†YtubulinLofLγrichinellaLspiraliskL
insightsLfromLcomputationalLandLexperimentalLdata[LJournaleofeMoleculareGraphicseandeModellingXL
2013XLebXLbcYj

2.8 32

198 αibavirinLasLaLtriYtargetedLantitumorLrepositionedLdrug[LOncologyeReportsXL2015XLddXLcdieYjc 3.5 31

197 szOwrtñδz—kLrL—exicanLtompoundLuatabaseLofLNaturalLároducts[LBiomoleculesXL2019XLjXL 5.9 31
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196 zvermectinLasLanLinhibitorLofLcancerLstemYlikeLcells[LMoleculareMedicineeReportsXL2018XLbhXLddjhYdead 2.9 30

195 βcaffoldLuiversityLofLwungalL—etabolites[LFrontierseinePharmacologyXL2017XLiXLbia 5.6 30

194 rLsyntheticLcombinatorialLstrategyLforLdevelopingLalphaYconotoxinLanalogsLasLpotentLalphahL
nicotinicLacetylcholineLreceptorLantagonists[LJournaleofeBiologicaleChemistryXL2010XLcifXLbiajYcb 5.4 30

193 βingleLnucleotideLpolymorphismsLinLtheLpromoterLregionLofLtheLvYcadherinLgeneLinLgastricLcancerkL
caseYcontrolLstudyLinLaLyoungL—exicanLpopulation[LAnnalseofeSurgicaleOncologyXL2007XLbeXLccegYj 3.1 30

192 OpenLchemoinformaticLresourcesLtoLexploreLtheLstructureXLpropertiesLandLchemicalLspaceLofL
molecules[LRSCeAdvancesXL2017XLhXLfebfdYfebgd 3.7 30

191 themoinformaticLexpeditionLofLtheLchemicalLspaceLofLfungalLproducts[LFutureeMedicinaleChemistryXL
2016XLiXLbdjjYebc 4.1 30

190 tomputationalLurugLuesignL—ethodsâ��turrentLandLwutureLáerspectivesL2019XLbjYee 29

189
uesignXLsynthesisXLandLdockingLofLhighlyLhypolipidemicLagentskLβchizosaccharomycesLpombeLasLaL
newLmodelLforLevaluatingLalphaYasaroneYbasedLy—xYtorLreductaseLinhibitors[LBioorganiceande
MedicinaleChemistryXL2010XLbiXLecdiYei

3.4 29

188 znterrogatingLNovelLrreasLofLthemicalLβpaceLforLurugLuiscoveryLusingLthemoinformatics[LDruge
DevelopmenteResearchXL2012XLhdXLedaYedi 5.1 28

187
VasorelaxantLactivityLofLsomeLstructurallyLrelatedLtriterpenicLacidsLfromLáhoradendronL
reichenbachianumLTViscaceaeULmainlyLbyLNOLproductionkLexLvivoLandLinLsilicoLstudies[LFˆ‹toterapˆ‹ˆ¢XL
2012XLidXLbacdYj

3.2 28

186 themicalLβpaceLandLuiversityLofLtheLNussvLuatabasekLrLthemoinformaticLtharacterization[LJournale
ofeChemicaleInformationeandeModelingXL2019XLfjXLheYif 6.1 28

185 uensityLwunctionalLγheoryLandLvlectrochemicalLβtudieskLβtructureYvfficiencyLαelationshipLonL
torrosionLznhibition[LJournaleofeChemicaleInformationeandeModelingXL2015XLffXLcdjbYeac 6.1 27

184 znsightsLfromLpharmacologicalLsimilarityLofLepigeneticLtargetsLinLepipolypharmacology[LDruge
DiscoveryeTodayXL2018XLcdXLbebYbfa 8.8 27

183 uatabaseLfingerprintLTuwáUkLanLapproachLtoLrepresentLmolecularLdatabases[LJournaleofe
CheminformaticsXL2017XLjXLj 8.6 26

182 βystematicLminingLofLgenerallyLrecognizedLasLsafeLTxαrβULflavorLchemicalsLforLbioactiveL
compounds[LJournaleofeAgriculturaleandeFoodeChemistryXL2013XLgbXLhfahYbe 5.7 26

181 zdentifyingLrctivityLtliffLxeneratorsLofLáárαL–igandsLδsingLβrβL—aps[LMoleculareInformaticsXL2012XL
dbXLidhYeg 3.8 26

180
sioactivityLlandscapeLmodelingkLchemoinformaticLcharacterizationLofLstructureYactivityL
relationshipsLofLcompoundsLtestedLacrossLmultipleLtargets[LBioorganiceandeMedicinaleChemistryXL
2012XLcaXLfeedYfc

3.4 26

179 zncreasedLdiversityLofLlibrariesLfromLlibrarieskLchemoinformaticLanalysisLofLbisYdiazacyclicLlibraries[L
ChemicaleBiologyeandeDrugeDesignXL2011XLhhXLdciYec 2.9 26

(2011-2018)
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178 βystemicLñβrαLandLphenotypicLvirtualLscreeningkLchasingLbutterfliesLinLdrugLdiscovery[LDruge
DiscoveryeTodayXL2017XLccXLjjeYbaah 8.8 25

177 vpigeneticLrelevantLchemicalLspacekLaLchemoinformaticLcharacterizationLofLinhibitorsLofLuNrL
methyltransferases[LRSCeAdvancesXL2015XLfXLihegfYihehg 3.7 25

176 rnalysisLofLaLlargeLfoodLchemicalLdatabasekLchemicalLspaceXLdiversityXLandLcomplexity[L
FyxxxResearchXL2018XLhXLjjd 3.6 25

175 sicyclicLacetalskLbiologicalLrelevanceXLscaffoldLanalysisXLandLapplicationsLinLdiversityYorientedL
synthesis[LOrganiceandeBiomoleculareChemistryXL2019XLbhXLbadhYbafc 3.9 24

174 álatformLforLδnifiedL—olecularLrnalysiskLáδ—r[LJournaleofeChemicaleInformationeandeModelingXL2017XL
fhXLbhdfYbhea 6.1 24

173 xettingLβ—rαtLinLdrugLdiscoverykLchemoinformaticsLapproachesLforLminingLstructureâ��multipleL
activityLrelationships[LRSCeAdvancesXL2017XLhXLgdcYgeb 3.7 23

172 rctivityLandLpropertyLlandscapeLmodelingLisLatLtheLinterfaceLofLchemoinformaticsLandLmedicinalL
chemistry[LFutureeMedicinaleChemistryXL2015XLhXLbbjhYcbb 4.1 23

171 rLchemicalLspaceLodysseyLofLinhibitorsLofLhistoneLdeacetylasesLandLbromodomains[LRSCeAdvancesXL
2016XLgXLfgccfYfgcdj 3.7 23

170 rntiYinflammatoryLandLantioxidantLpropertiesLofLaLnovelLresveratrolYsalicylateLhybridLanalog[L
BioorganiceandeMedicinaleChemistryeLettersXL2016XLcgXLbebbYf 2.9 23

169 uataLminingLofLproteinYbindingLprofilingLdataLidentifiesLstructuralLmodificationsLthatLdistinguishL
selectiveLandLpromiscuousLcompounds[LJournaleofeChemicaleInformationeandeModelingXL2012XLfcXLcefeYgb6.1 23

168 uiscoveryXLsynthesisLandLinLcomboLstudiesLofLaLtetrazoleLanalogueLofLclofibricLacidLasLaLpotentL
hypoglycemicLagent[LBioorganiceandeMedicinaleChemistryeLettersXL2013XLcdXLdceeYh 2.9 23

167 βelectiveLagonistsLandLantagonistsLofLformylpeptideLreceptorskLduplexLflowLcytometryLandL
mixtureYbasedLpositionalLscanningLlibraries[LMolecularePharmacologyXL2013XLieXLdbeYce 4.3 23

166 tharacterizationLofLaLcomprehensiveLflavorLdatabase[LJournaleofeChemometricsXL2011XLcfXLffaYfga 1.6 23

165 znhibitorsLofLuNrLmethyltransferaseskLinsightsLfromLcomputationalLstudies[LCurrenteMedicinale
ChemistryXL2012XLbjXLdehfYih 4.3 23

164 znhibitorsLofLuNrL—ethyltransferasesLwromLNaturalLβourceskLrLtomputationalLáerspective[L
FrontierseinePharmacologyXL2018XLjXLbbee 5.6 23

163
znLsearchLofLr}γLkinaseLinhibitorsLasLanticancerLagentskLstructureYbasedLdesignXLdockingXLandL
molecularLdynamicsLstudiesLofLcXeXgYtrisubstitutedLpyridines[LJournaleofeBiomoleculareStructureeande
DynamicsXL2018XLdgXLecdYeec

3.6 22

162 rnalyzingLmultitargetLactivityLlandscapesLusingLproteinYligandLinteractionLfingerprintskLinteractionL
cliffs[LJournaleofeChemicaleInformationeandeModelingXL2015XLffXLcfbYgc 6.1 22

161 αationalizationLofLactivityLcliffsLofLaLsulfonamideLinhibitorLofLuNrLmethyltransferasesLwithL
inducedYfitLdocking[LInternationaleJournaleofeMoleculareSciencesXL2014XLbfXLdcfdYgb 6.3 22
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160
tomparativeLmolecularLfieldLanalysisLTto—wrULandLcomparativeLmolecularLsimilarityLindicesLanalysisL
Tto—βzrULofLsomeLbenzimidazoleLderivativesLwithLtrichomonicidalLactivity[LEuropeaneJournaleofe
MedicinaleChemistryXL2011XLegXLdejjYfai

6.8 22

159 rctivityL–andscapeLálotterkLrLWebYsasedLrpplicationLforLtheLrnalysisLofLβtructureYrctivityL
αelationships[LJournaleofeChemicaleInformationeandeModelingXL2017XLfhXLdjhYeac 6.1 20

158 rctivityLcliffsLandLactivityLcliffLgeneratorsLbasedLonLchemotypeYrelatedLactivityLlandscapes[L
MoleculareDiversityXL2015XLbjXLbacbYdf 3.1 20

157 γrimethylaurintricarboxylicLacidLinhibitsLhumanLuNrLmethyltransferaseLbkLinsightsLfromLenzymaticL
andLmolecularLmodelingLstudies[LJournaleofeMoleculareModelingXL2012XLbiXLbfidYj 2 20

156 vxtendedLconnectivityLinteractionLfeatureskLimprovingLbindingLaffinityLpredictionLthroughLchemicalL
description[LBioinformaticsXL2021XLdhXLbdhgYbdic 7.2 20

155 vxploringLtheLchemicalLspaceLandLtheLbioactivityLprofileLofLlactamskLaLchemoinformaticLstudy[[LRSCe
AdvancesXL2019XLjXLchbafYchbbg 3.7 19

154 windingLtonstellationsLinLthemicalLβpaceLγhroughLtoreLrnalysis[LFrontierseineChemistryXL2019XLhXLfba 5 19

153 βynthesisXLinLvitroLandLinLsilicoLstudiesLofLaLáárα˛‡LandLx–δγYeLmodulatorLwithLhypoglycemicLeffect[L
BioorganiceandeMedicinaleChemistryeLettersXL2014XLceXLefhfYefhj 2.9 19

152 tonformationYopioidLactivityLrelationshipsLofLbicyclicLguanidinesLfromLduLsimilarityLanalysis[L
BioorganiceandeMedicinaleChemistryXL2008XLbgXLfjdcYi 3.4 19

151 uockingYbasedLto—wrLandLto—βzrLstudiesLofLnonYnucleosideLreverseLtranscriptaseLinhibitorsLofL
theLpyridinoneLderivativeLtype[LJournaleofeComputeruAidedeMoleculareDesignXL2004XLbiXLdefYga 4.2 19

150 βynthesisLandLhighlyLpotentLhypolipidemicLactivityLofLalphaYasaroneYLandLfibrateYbasedLcYacylLandL
cYalkylLphenolsLasLy—xYtorLreductaseLinhibitors[LBioorganiceandeMedicinaleChemistryXL2014XLccXLfihbYic 3.4 18

149
βynthesisXLinLvitroLandLinLsilicoLscreeningLofLethylLcYTgYsubstitutedL
benzo[d]thiazolYcYylaminoUYcYoxoacetatesLasLproteinYtyrosineLphosphataseLbsLinhibitors[LEuropeane
JournaleofeMedicinaleChemistryXL2012XLfdXLdegYff

6.8 18

148 theminformaticLcharacterizationLofLnaturalLproductsLfromLáanama[LMoleculareDiversityXL2017XLcbXLhhjYhij3.1 18

147 rLcellYbasedLfascinLbioassayLidentifiesLcompoundsLwithLpotentialLantiYmetastasisLorL
cognitionYenhancingLfunctions[LDMMeDiseaseeModelseandeMechanismsXL2013XLgXLcbhYdf 4.1 18

146 wromLflamingoLdanceLtoLTdesirableULdrugLdiscoverykLaLnatureYinspiredLapproach[LDrugeDiscoverye
TodayXL2017XLccXLbeijYbfac 8.8 17

145 αeachingLforLtheLbrightLβtrαsLinLchemicalLspace[LDrugeDiscoveryeTodayXL2019XLceXLcbgcYcbgj 8.8 17

144
βynthesisLofLcY{cY[T˛–]˛†YnaphthalenYbYylsulfonylUamino]YbXdYthiazolYeYyl}LacetamidesLwithL
bb˛†YhydroxysteroidLdehydrogenaseLinhibitionLandLinLcomboLantidiabeticLactivities[LEuropeane
JournaleofeMedicinaleChemistryXL2014XLheXLbhjYig

6.8 17

143
γheLinterplayLbetweenLmolecularLmodelingLandLchemoinformaticsLtoLcharacterizeLproteinYligandL
andLproteinYproteinLinteractionsLlandscapesLforLdrugLdiscovery[LAdvanceseineProteineChemistryeande
StructuraleBiologyXL2014XLjgXLbYdh

5.3 17

(2014-2011)
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142 rctivityLlandscapeLmodelingLofLáárαLligandsLwithLdualYactivityLdifferenceLmaps[LBioorganiceande
MedicinaleChemistryXL2012XLcaXLdfcdYdc 3.4 17

141 rntihyperglycemicLandLsubYchronicLantidiabeticLactionsLofLmorolicLandLmoronicLacidsXLinLvitroLandLinL
silicoLinhibitionLofLbb˛†YyβuLb[LPhytomedicineXL2013XLcaXLfhbYg 6.5 17

140 uockingLofLaLnovelLuNrLmethyltransferaseLinhibitorLidentifiedLfromLhighYthroughputLscreeningkL
insightsLtoLunveilLinhibitorsLinLchemicalLdatabases[LMoleculareDiversityXL2013XLbhXLddhYee 3.1 17

139 them—apskLγowardsLanLapproachLforLvisualizingLtheLchemicalLspaceLbasedLonLadaptiveLsatelliteL
compounds[LFyxxxResearchXL2017XLgXLbbde 3.6 17

138 —olecularLmodelingLandLvirtualLscreeningLofLuNrLmethyltransferaseLinhibitors[LCurrente
PharmaceuticaleDesignXL2013XLbjXLcbdiYeh 3.3 17

137 theminformaticsLtoLtharacterizeLáharmacologicallyLrctiveLNaturalLároducts[LBiomoleculesXL2020XL
baXL 5.9 17

136 rctivityLlandscapeLsweepingkLinsightsLintoLtheLmechanismLofLinhibitionLandLoptimizationLofLuN—γbL
inhibitors[LRSCeAdvancesXL2015XLfXLgdiicYgdijf 3.7 16

135 rctivityLlandscapeLofLuNrLmethyltransferaseLinhibitorsLbridgesLchemoinformaticsLwithLepigeneticL
drugLdiscovery[LExperteOpinioneoneDrugeDiscoveryXL2015XLbaXLbafjYha 6.2 16

134 ároteinYároteinLznteractionL—odulatorsLforLvpigeneticLγherapies[LAdvanceseineProteineChemistryeande
StructuraleBiologyXL2018XLbbaXLgfYie 5.3 16

133 uiscoveryLofLaLnovelLproteinLkinaseLsLinhibitorLbyLstructureYbasedLvirtualLscreening[LBioorganiceande
MedicinaleChemistryeLettersXL2009XLbjXLegdeYi 2.9 16

132 them—apskLγowardsLanLapproachLforLvisualizingLtheLchemicalLspaceLbasedLonLadaptiveLsatelliteL
compounds[LFyxxxResearchXL2017XLgXL 3.6 16

131 tonformationYdependentLñβrαLapproachLforLtheLpredictionLofLinhibitoryLactivityLofLbromodomainL
modulators[LSAReandeQSAReineEnvironmentaleResearchXL2017XLciXLebYfi 3.5 15

130 αapidLscanningLstructureYactivityLrelationshipsLinLcombinatorialLdataLsetskLidentificationLofLactivityL
switches[LJournaleofeChemicaleInformationeandeModelingXL2013XLfdXLbehfYif 6.1 15

129 themoinformaticsYapplicationsLinLfoodLchemistry[LAdvanceseineFoodeandeNutritioneResearchXL2009XL
fiXLddYfg 6 15

128 znformaticsLforLthemistryXLsiologyXLandLsiomedicalLβciences[LJournaleofeChemicaleInformationeande
ModelingXL2021XLgbXLcgYdf 6.1 15

127 tonsensusLvirtualLscreeningLofLdarkLchemicalLmatterLandLfoodLchemicalsLuncoverLpotentialL
inhibitorsLofLβrαβYtoVYcLmainLprotease[[LRSCeAdvancesXL2020XLbaXLcfaijYcfajj 3.7 15

126 uesignLandLsynthesisLofL˛–YconotoxinLxzuLanaloguesLasLselectiveL˛–e˛†cLnicotinicLacetylcholineL
receptorLantagonists[LBiopolymersXL2014XLbacXLhiYih 2.2 14

125 tonsensusL—odelsLofLrctivityL–andscapesL2012XLdahYdcg 14
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124 rnalysisLofLaLlargeLfoodLchemicalLdatabasekLchemicalLspaceXLdiversityXLandLcomplexity[L
FyxxxResearchXL2018XLhXL 3.6 14

123 αecentLprogressLonLcheminformaticsLapproachesLtoLepigeneticLdrugLdiscovery[LDrugeDiscoverye
TodayXL2020XLcfXLccgiYcchg 8.8 14

122 urugLαepurposingLforLvpigeneticLγargetsLxuidedLbyLtomputationalL—ethodsL2016XLdchYdfh 14

121 rLwragmentL–ibraryLofLNaturalLároductsLandLitsLtomparativeLthemoinformaticLtharacterization[L
MoleculareInformaticsXL2020XLdjXLecaaaafa 3.8 14

120 wlavonoidsLasLáutativeLvpiY—odulatorskLznsightLintoLγheirLsindingL—odeLwithLsαueLsromodomainsL
δsingL—olecularLuockingLandLuynamics[LBiomoleculesXL2018XLiXL 5.9 13

119 zntegratingLvirtualLandLbiochemicalLscreeningLforLproteinLtyrosineLphosphataseLinhibitorLdiscovery[L
MethodsXL2014XLgfXLcbjYci 4.6 13

118 rcoplamientoL—olecularkLrvancesLαecientesLyLαetos[LTIPeRevistaeEspecializadaeEneCienciase
Quˆ›micouBiolˆ‡gicasXcbXL 13

117 themoinformaticsYbasedLenumerationLofLchemicalLlibrarieskLaLtutorial[LJournaleofeCheminformaticsXL
2020XLbcXLge 8.6 13

116 tomputationalLstudyLonLtheLinhibitionLmechanismLofLcruzainLbyLnitrileYcontainingLmolecules[L
JournaleofeMoleculareGraphicseandeModellingXL2012XLdfXLciYdf 2.8 12

115 themoselectiveLfluorinationLandLchemoinformaticLanalysisLofLgriseofulvinkLNaturalLvsLfluorinatedL
fungalLmetabolites[LBioorganiceandeMedicinaleChemistryXL2017XLcfXLfcdiYfceg 3.4 12

114 theminformaticsLvxplorationsLofLNaturalLároducts[LProgresseinetheeChemistryeofeOrganiceNaturale
ProductsXL2019XLbbaXLbYdf 1.9 12

113 wragmentL–ibraryLofLNaturalLároductsLandLtompoundLuatabasesLforLurugLuiscovery[LBiomoleculesXL
2020XLbaXL 5.9 12

112 γowardsLaLunifiedL–atinLrmericanLNaturalLároductsLuatabasekL–rNaáu[LFutureeScienceeOAXL2020XLgXLwβOegi2.7 12

111 rctivityL–andscapeLandL—olecularL—odelingLtoLvxploreLtheLβrαLofLuualLvpigeneticLznhibitorskLrL
wocusLonLxjaLandLuN—γb[LMoleculesXL2018XLcdXL 4.8 12

110 γowardsLtheLunderstandingLofLtheLactivityLofLxjaLinhibitorskLanLactivityLlandscapeLandLmolecularL
modelingLapproach[LJournaleofeComputeruAidedeMoleculareDesignXL2020XLdeXLgfjYggj 4.2 11

109 rdvancesLinLtheLdevelopmentLofLpyridinoneLderivativesLasLnonYnucleosideLreverseLtranscriptaseL
inhibitors[LRSCeAdvancesXL2016XLgXLcbbjYcbda 3.7 11

108 trβvLplotsLforLtheLchemotypeYbasedLactivityLandLselectivityLanalysiskLaLtrβvLstudyLofL
cyclooxygenaseLinhibitors[LChemicaleBiologyeandeDrugeDesignXL2012XLiaXLhfcYgc 2.9 11

107 uockingLofLproteinLkinaseLsLinhibitorskLimplicationsLinLtheLstructureYbasedLoptimizationLofLaLnovelL
scaffold[LChemicaleBiologyeandeDrugeDesignXL2010XLhgXLcgjYhg 2.9 11

(2010-2018)
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106 zdentificationXLstructureYactivityLrelationshipsLandLmolecularLmodelingLofLpotentLtriamineLandL
piperazineLopioidLligands[LBioorganiceandeMedicinaleChemistryXL2009XLbhXLffidYjh 3.4 11

105 NaturalLproductLdrugLdiscoveryLinLtheLartificialLintelligenceLera[[LChemicaleScienceXL2022XLbdXLbfcgYbfeg 9.4 11

104 wunctionalLgroupLandLdiversityLanalysisLofLszOwrtñδz—kLrL—exicanLnaturalLproductLdatabase[L
FyxxxResearchXL2019XLiXLcahb 3.6 11

103 –essonsLfromLvxploringLthemicalLβpaceLandLthemicalLuiversityLofLáropolisLtomponents[L
InternationaleJournaleofeMoleculareSciencesXL2020XLcbXL 6.3 11

102 uesignLandLsynthesisLofLNYbenzoylLaminoLacidLderivativesLasLuNrLmethylationLinhibitors[LChemicale
BiologyeandeDrugeDesignXL2016XLiiXLggeYghg 2.9 11

101 themoinformaticskLaLperspectiveLfromLanLacademicLsettingLinL–atinLrmerica[LMoleculareDiversityXL
2018XLccXLcehYcfi 3.1 11

100 tonformalLpredictionLofLyurtLinhibitors[LSAReandeQSAReineEnvironmentaleResearchXL2019XLdaXLcgfYchh 3.5 10

99 yowLtoLValorizeLsiodiversitypL–etSsLxoLyashingXLvxtractingXLwilteringXL—iningXLwishing[LPlantaeMedicaXL
2015XLibXLedgYej 3.1 10

98 themoinformaticLcharacterizationLofLactivityLandLselectivityLswitchesLofLantiprotozoalLcompounds[L
FutureeMedicinaleChemistryXL2014XLgXLcibYje 4.1 10

97 uNrL—ethyltransferaseLznhibitorsLforLtancerLγherapyL2015XLcgfYcja 10

96 γransientLpocketsLonLXzráYszαckLtowardLtheLcharacterizationLofLputativeLbindingLsitesLofL
smallYmoleculeLXzráLinhibitors[LJournaleofeMoleculareModelingXL2012XLbiXLcadbYec 2 10

95 γowardsLtheLchemoinformaticYbasedLidentificationLofLuNrLmethyltransferaseLinhibitorskLcuYLandL
duYsimilarityLprofileLofLscreeningLlibraries[LCurrenteComputeruAidedeDrugeDesignXL2012XLiXLdbhYcj 1.4 10

94 themicalLuiversityLofLtyanobacterialLtompoundskLrLthemoinformaticsLrnalysis[LACSeOmegaXL2019XL
eXLgccjYgcdh 3.9 9

93 rnalysisLofLstructureYtacoYcLpermeabilityLrelationshipsLusingLaLpropertyLlandscapeLapproach[L
MoleculareDiversityXL2014XLbiXLfjjYgba 3.1 9

92 OnLtheLvalidityLversusLutilityLofLactivityLlandscapeskLareLallLactivityLcliffsLstatisticallyLsignificantp[L
JournaleofeCheminformaticsXL2014XLgXLbb 8.6 9

91 tonditionalLprobabilisticLanalysisLforLpredictionLofLtheLactivityLlandscapeLandLrelativeLcompoundL
activities[LJournaleofeChemicaleInformationeandeModelingXL2013XLfdXLcgbdYcf 6.1 9

90 βystematicLcharacterizationLofLstructureYactivityLrelationshipsLandLru—vγLcompliancekLaLcaseLstudy[L
DrugeDiscoveryeTodayXL2013XLbiXLhdcYj 8.8 9

89 árogressLinLtheLVisualizationLandL—iningLofLthemicalLandLγargetLβpaces[LMoleculareInformaticsXL2013
XLdcXLjecYfd 3.8 9
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88 —O–vtδ–rαLβz—z–rαzγYLrNr–YβzβdedYdjj 9

87 uiscoveryLandLuevelopmentLofL–eadLtompoundsLfromLNaturalLβourcesLδsingLtomputationalL
rpproachesL2015XLeffYehf 8

86 themoinformaticsLinLwoodLβcienceL2018XLfabYfcf 8

85
znsightsLintoLtheLstructureLandLinhibitionLofLxiardiaLintestinalisLarginineLdeiminasekLhomologyL
modelingXLdockingXLandLmolecularLdynamicsLstudies[LJournaleofeBiomoleculareStructureeandeDynamics
XL2016XLdeXLhdcYei

3.6 8

84 wunctionalLgroupLandLdiversityLanalysisLofLszOwrtñδz—kLrL—exicanLnaturalLproductLdatabase[L
FyxxxResearchXL2019XLiXL 3.6 8

83 βynthesisXLβcreeningLandLinLsilicoLβimulationsLofLrntiYáarasiticLáropamidine]senzimidazoleL
uerivatives[LMedicinaleChemistryXL2017XLbdXLbdhYbei 1.8 8

82 uiaNatYuskLaLmolecularLdatabaseLofLantidiabeticLcompoundsLfromLmedicinalLplants[[LRSCeAdvancesXL
2021XLbbXLfbhcYfbhi 3.7 8

81
βynthesisLandLantitubercularLactivityLofLnewL
NY[fYTeYchlorophenylUYbXdXeYoxadiazolYcYyl]YTnitroheteroarylUcarboxamides[LHeterocyclice
CommunicationsXL2019XLcfXLfcYfj

1.7 7

80 uimericLphenalenonesLfromLγalaromycesLsp[LTzñYdbdULinhibitLháγábskLznsightsLintoLmechanisticL
kineticsLfromLinLvitroLandLinLsilicoLstudies[LBioorganiceChemistryXL2020XLbabXLbadijd 5.1 7

79
znLsilicoLtoolsLtoLstudyLmolecularLtargetsLofLneglectedLdiseaseskLinhibitionLofLγcβircrpdXLanL
epigeneticLenzymeLofLγrypanosomaLcruzi[LAdvanceseineProteineChemistryeandeStructuraleBiologyXL
2020XLbccXLcadYccj

5.3 7

78 —etronidazoleLandLβecnidazoleLtarbamateskLβynthesisXLrntiprotozoalLrctivityXLandL—olecularL
uynamicsLβtudies[LMoleculesXL2020XLcfXL 4.8 7

77 rctivityLlandscapeLanalysisLofLnovelLf˛–YreductaseLinhibitors[LMoleculareDiversityXL2016XLcaXLhhbYia 3.1 7

76 uevelopmentalLuNrLmethyltransferaseLinhibitorsLinLtheLtreatmentLofLgynecologicLcancers[LExperte
OpinioneonePharmacotherapyXL2016XLbhXLdcdYdi 4 7

75 uescubrimientoLyLdesarrolloLdeLfˆ¡rmacoskLunLenfoqueLcomputacionalL2017XLciXLfbYfi 7

74 tomputationalLmethodsLforLtheLdiscoveryLofLmoodLdisorderLtherapies[LExperteOpinioneoneDruge
DiscoveryXL2011XLgXLbcchYef 6.2 7

73 γracelessLsolidYphaseLsynthesisLofLNYsubstitutedLdXfYbisTsubstitutedYideneUpiperidinYeYoneL
derivatives[LTetrahedroneLettersXL2010XLfbXLfaadYfaae 2 7

72 thartingLtheLsromodomainLsαuekLγowardsLtheLzdentificationLofLNovelLznhibitorsLwithL—olecularL
βimilarityLandLαeceptorL—apping[LLetterseineDrugeDesigneandeDiscoveryXL2018XLbfXLbaacYbabb 0.8 7

71 vxpandingLtheLβtructuralLuiversityLofLuNrL—ethyltransferaseLznhibitors[LPharmaceuticalsXL2020XLbeXL 5.2 7

(2020-)
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70 αationalityLoverLfashionLandLhypeLinLdrugLdesign[LFyxxxResearchXL2021XLbaXL 3.6 7

69 themicalLspaceLofLnaturallyLoccurringLcompounds[LPhysicaleScienceseReviewsXL2019XLeXL 1.4 7

68 rLgeneralLapproachLforLretrosyntheticLmolecularLcoreLanalysis[LJournaleofeCheminformaticsXL2019XL
bbXLgb 8.6 6

67 senzoicLrcidLuerivativesLwithLγrypanocidalLrctivitykLvnzymaticLrnalysisLandL—olecularLuockingL
βtudiesLtowardLγransYβialidase[LMoleculesXL2017XLccXL 4.8 6

66 vxploringLtheLchemicalLspaceLofLpeptidesLforLdrugLdiscoverykLaLfocusLonLlinearLandLcyclicL
pentaYpeptides[LMoleculareDiversityXL2018XLccXLcfjYcgh 3.1 6

65 áarallelLsynthesisLofLnovelLantitumorLagentskLbXcXdYtriazolesLbearingLbiologicallyLactiveLsulfonamideL
moietyLandLtheirLduYñβrα[LMoleculareDiversityXL2011XLbfXLjchYeg 3.1 6

64 vpigeneticLγargetLwishingLwithLrccurateL—achineL–earningL—odels[LJournaleofeMedicinaleChemistryXL
2021XLgeXLicaiYicca 8.3 6

63 vpigeneticLγargetLárofilerkLrLWebLβerverLtoLáredictLvpigeneticLγargetsLofLβmallL—olecules[LJournale
ofeChemicaleInformationeandeModelingXL2021XLgbXLbffaYbffe 6.1 6

62 árogressLonLopenLchemoinformaticLtoolsLforLexpandingLandLexploringLtheLchemicalLspace[LJournale
ofeComputeruAidedeMoleculareDesignXL2021XLb 4.2 6

61 βtatisticalYbasedLdatabaseLfingerprintkLchemicalLspaceLdependentLrepresentationLofLcompoundL
databases[LJournaleofeCheminformaticsXL2018XLbaXLff 8.6 6

60 themicalLspaceXLdiversityLandLactivityLlandscapeLanalysisLofLestrogenLreceptorLbinders[[LRSCe
AdvancesXL2018XLiXLdiccjYdicdh 3.7 6

59 γheLrcid]saseLárofileLofLaL–argeLwoodLthemicalLuatabase[LMoleculareInformaticsXL2019XLdiXLebiaabhb 3.8 5

58 árogressLinLtheLanalysisLofLmultipleLactivityLprofileLofLscreeningLdataLusingLcomputationalL
approaches[LDrugeDevelopmenteResearchXL2014XLhfXLdbdYcd 5.1 5

57 zntegratingLcomputationalLandLmixtureYbasedLscreeningLofLcombinatorialLlibraries[LJournaleofe
MoleculareModelingXL2011XLbhXLbehdYic 2 5

56 árobingLtheLyypothesisLofLβrαLtontinuityLαestorationLbyLtheLαemovalLofLrctivityLtliffsLxeneratorsL
inLñβrα[LCurrentePharmaceuticaleDesignXL2016XLccXLfaedYfafg 3.3 5

55 tomputationalYaidedLdesignLofLaLlibraryLofLlactamsLthroughLaLdiversityYorientedLsynthesisLstrategy[L
BioorganiceandeMedicinaleChemistryXL2020XLciXLbbffdj 3.4 5

54 wromLñualitativeLtoLñuantitativeLrnalysisLofLrctivityLandLáropertyL–andscapes[LJournaleofeChemicale
InformationeandeModelingXL2020XLgaXLfihdYfiia 6.1 5

53 rnalysisLofLtheLrcid]saseLárofileLofLNaturalLároductsLfromLuifferentLβources[LMoleculareInformaticsXL
2020XLdjXLebjaaajj 3.8 5
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52 tonsistentLtellYselectiveLrnalogLβeriesLasLtonstellationL–uminariesLinLthemicalLβpace[LMoleculare
InformaticsXL2020XLdjXLecaaaagb 3.8 4

51 βtatisticalLcorrelationLofLnonconservativeLsubstitutionsLofLyzVLgpebLvariableLaminoLacidLresiduesL
withLtheLαfXeLyzVYbLphenotype[LVirologyeJournalXL2016XLbdXLci 6.1 4

50 βystematicLsearchLforLbenzimidazoleLcompoundsLandLderivativesLwithLantileishmanialLeffects[L
MoleculareDiversityXL2018XLccXLhhjYhja 3.1 4

49 urugLuiscoveryLwithLNovelLthemicalL–ibraries[LDrugeDesigning:eOpeneAccessXL2012XLbXL 4

48 γowardLanLefficientLapproachLtoLidentifyLmolecularLscaffoldsLpossessingLselectiveLorLpromiscuousL
compounds[LChemicaleBiologyeandeDrugeDesignXL2013XLicXLdghYhf 2.9 4

47 tonsensusLVirtualLβcreeningLofLuarkLthemicalL—atterLandLwoodLthemicalsLδncoverLáotentialL
znhibitorsLofLβrαβYtoVYcL—ainLárotease 4

46 γoxicityLrssessmentLofLβtructurallyLαelevantLNaturalLároductsLfromL—exicanLálantsLwithL
rntinociceptiveLrctivityL2017XLgbXL 4

45 ñuantitativeLβtructureYvpigeneticLrctivityLαelationships[LChallengeseandeAdvanceseineComputationale
ChemistryeandePhysicsXL2017XLdadYddi 0.7 4

44 uesignXLsynthesisLandLevaluationLofLtheLantibacterialLactivityLofLnewL–inezolidLdipeptideYtypeL
analogues[LBioorganiceChemistryXL2020XLjfXLbadeid 5.1 4

43 themicalLspaceLandLdiversityLofLseaweedLmetaboliteLdatabaseLTβW—uUkLrLcheminformaticsLstudy[L
JournaleofeMoleculareGraphicseandeModellingXL2020XLbaaXLbahhac 2.8 4

42 γubulinLznhibitorskLrLthemoinformaticLrnalysisLδsingLtellYsasedLuata[LMoleculesXL2021XLcgXL 4.8 4

41
—olecularL—odelingLandLthemoinformaticsLtoLrdvanceLtheLuevelopmentLofL—odulatorsLofL
vpigeneticLγargetskLrLwocusLonLuNrL—ethyltransferases[LAdvanceseineProteineChemistryeande
StructuraleBiologyXL2016XLbafXLbYcg

5.3 4

40 tomputationalL—ethodsLtoLuiscoverLtompoundsLforLtheLγreatmentLofLthagasLuisease[LAdvanceseine
ProteineChemistryeandeStructuraleBiologyXL2018XLbbdXLbbjYbec 5.3 4

39 βynthesisLofLNβtLbagaieLandLNβtLbehhiLandLevaluationLofLtheirLuN—γLinhibitoryLactivity[L
BioorganiceandeMedicinaleChemistryeLettersXL2019XLcjXLicgYidb 2.9 3

38 rvancesLenLelLdiseˆ–oLdeLfˆ¡rmacosLasistidoLporLcomputadoraL2015XLcgXLbiaYbig 3

37 uYáeptideLsuilderkLrLWebLβerviceLtoLvnumerateXLrnalyzeXLandLVisualizeLtheLthemicalLβpaceLofL
tombinatorialLáeptideL–ibraries[LMoleculareInformaticsXL2020XLdjXLecaaaadf 3.8 3

36 themoinformaticsLapproachesLtoLassessLchemicalLdiversityLandLcomplexityLofLsmallLmoleculesL2020XLidYbac 3

35 tomputationalL—ethodsLforLvpigeneticLurugLuiscoverykLrLwocusLonLrctivityL–andscapeL—odeling[L
AdvanceseineProteineChemistryeandeStructuraleBiologyXL2018XLbbdXLgfYid 5.3 3

(2018-2020)
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34 tyclicLβystemsLuistributionLrlongLβimilarityL—easureskLznsightsLforLanLrpplicationLtoLrctivityL
–andscapeL—odeling[LMoleculareInformaticsXL2013XLdcXLbhjYja 3.8 3

33 βoftwareLandLOnlineLαesourceskLáerspectivesLandLáotentialLrpplicationsL2014XLcddYcei 3

32 árogressLonLtheLtomputationalLuevelopmentLofLvpigeneticL—odulatorsLofLuNrL—ethyltransferasesL
drLandLdsL2017XLgbXL 3

31 uiversityLandLthemicalL–ibraryLNetworksLofL–argeLuataLβets[LJournaleofeChemicaleInformationeande
ModelingXL2021XL 6.1 3

30 znteractionLwingerprintsLandLγheirLrpplicationsLtoLzdentifyLyotLβpots[LMethodseineMoleculareBiologyXL
2015XLbddfXLdbdYce 1.4 3

29 ñuinazolinesLasLinhibitorsLofLchromatinYassociatedLproteinsLinLhistones[LMedicinaleChemistrye
ResearchXL2019XLciXLdjfYebg 2.2 2

28 szOwrtñδz—kLrL—exicanLtompoundLuatabaseLofLNaturalLároducts 2

27 themoinformaticsLrnalysisLandLβtructuralLβimilarityLβtudiesLofLwoodYαelatedLuatabasesL2014XLjhYbba 2

26 zntroductionLofLvpigeneticLγargetsLinLurugLuiscoveryLandLturrentLβtatusLofLvpiYurugsLandL
vpiYárobesL2016XLbYca 2

25 themoinformaticLrpproachkLγheLtaseLofLNaturalLároductsLofLáanamaL2020XL 2

24 turrentLadvancesLonLtheLdevelopmentLofLsvγLinhibitorskLinsightsLfromLcomputationalLmethods[L
AdvanceseineProteineChemistryeandeStructuraleBiologyXL2020XLbccXLbchYbia 5.3 2

23 NovelL–inezolidLanaloguesLwithLantiparasiticLactivityLagainstLyymenolepisLnana[LBioorganice
ChemistryXL2020XLbafXLbaedfj 5.1 2

22 γheLαoadLrheadLofLtheLvpiYznformaticsLwieldL2016XLdjjYebi 2

21 rdvancesLinLtheLvxplorationLofLtheLvpigeneticLαelevantLthemicalLβpace[LACSeOmegaXL2021XLgXLccehiYcceig3.9 2

20 –atinLrmericanLdatabasesLofLnaturalLproductskLbiodiversityLandLdrugLdiscoveryLagainstLβrαβYtoVYc[[L
RSCeAdvancesXL2021XLbbXLbgafbYbgage 3.7 2

19 vxplorationLofLγargetLβynergyLinLtancerLγreatmentLbyLtellYsasedLβcreeningLrssayLandLNetworkL
áropagationLrnalysis[LJournaleofeChemicaleInformationeandeModelingXL2019XLfjXLdahcYdahj 6.1 1

18 theminformaticsLrpproachesLtoLβtudyLurugLáolypharmacology[LMethodseinePharmacologyeande
ToxicologyXL2018XLdYcf 1.1 1

17 rLlargeLscaleLclassificationLofLmolecularLfingerprintsLforLtheLchemicalLspaceLrepresentationLandLβrαL
analysis[LJournaleofeCheminformaticsXL2012XLeXL 8.6 1
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16 rLcellYbasedLfascinLbioassayLidentifiesLcompoundsLwithLpotentialLantiYmetastasisLorL
cognitionYenhancingLfunctions[LJournaleofeCelleScienceXL2013XLbcgXLebYeb 5.3 1

15 themoinformaticLαesourcesLforLOrganometallicLurugLuiscovery[LComputationaleMoleculare
BioscienceXL2020XLbaXLbYbb 1.1 1

14 γheLrcid]saseLtharacterizationLofL—oleculesLwithLvpigeneticLrctivity[LChemMedChemXL2021XLbgXLbheeYbhfd3.7 1

13
ñβrαL—odelingLδsingLñuantumLthemicalLuescriptorsLofLsenzimidazoleLrnaloguesLWithL
rntiparasiticLároperties[LInternationaleJournaleofeQuantitativeeStructureuPropertyeRelationshipsXL2018
XLdXLgbYhj

1.2 1

12 tomputationalLrpplicationsLinLβecondaryL—etaboliteLuiscoveryLTtriβ—uUkLanLonlineLworkshop[L
JournaleofeCheminformaticsXL2021XLbdXLge 8.6 1

11 themoinformaticLtharacterizationLofLβyntheticLβcreeningL–ibrariesLwocusedLonLvpigeneticLγargets[[L
MoleculareInformaticsXL2021XLecbaacif 3.8 1

10 themoinformaticLrnalysisLofLzsothiocyanateskLγheirLzmpactLinLNatureLandL—edicine[LMoleculare
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