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l Paper IF Citations

281 pJcommunityJeffortJtoJassessJandJimproveJdrugJsensitivityJpredictionJalgorithmsXJNaturec
BiotechnologyVJ2014VJbaVJ]a[aW]a 44.5 447

280 ’olecularJsimilarityiJaJkeyJtechniqueJinJmolecularJinformaticsXJOrganiccandcBiomolecularcChemistryVJ
2004VJaVJba[cW]g 3.9 446

279
—nlineJchemicalJmodelingJenvironmentJR—rwt’SiJwebJplatformJforJdataJstorageVJmodelJ
developmentJandJpublishingJofJchemicalJinformationXJJournalcofcComputerqAidedcMolecularcDesignVJ
2011VJadVJdbbWdc

4.2 311

278 RecognizingJpitfallsJinJvirtualJscreeningiJaJcriticalJreviewXJJournalcofcChemicalcInformationcandc
ModelingVJ2012VJdaVJgefWg] 6.1 295

277 xntegratingJhighWcontentJscreeningJandJligandWtargetJpredictionJtoJidentifyJmechanismJofJactionXJ
NaturecChemicalcBiologyVJ2008VJcVJdhWeg 11.7 277

276 SimilarityJsearchingJofJchemicalJdatabasesJusingJatomJenvironmentJdescriptorsJR’—‘PRx–αJasSiJ
evaluationJofJperformanceXJJournalcofcChemicalcInformationcandcComputercSciencesVJ2004VJccVJ]f[gW]g 265

275 pnalysisJofJpharmacologyJdataJandJtheJpredictionJofJadverseJdrugJreactionsJandJoffWtargetJeffectsJ
fromJchemicalJstructureXJChemMedChemVJ2007VJaVJge]Wfb 3.7 251

274 siversityWorientedJsynthesisjJaJspectrumJofJapproachesJandJresultsXJOrganiccandcBiomolecularc
ChemistryVJ2008VJeVJ]]chWdg 3.9 248

273 wowJsimilarJareJsimilarityJsearchingJmethodsnJpJprincipalJcomponentJanalysisJofJmolecularJ
descriptorJspaceXJJournalcofcChemicalcInformationcandcModelingVJ2009VJchVJ][gW]h 6.1 236

272 ’ultiWparameterJphenotypicJprofilingiJusingJcellularJeffectsJtoJcharacterizeJsmallWmoleculeJ
compoundsXJNaturecReviewscDrugcDiscoveryVJ2009VJgVJdefWfg 64.1 227

271 ’olecularJsimilarityJsearchingJusingJatomJenvironmentsVJinformationWbasedJfeatureJselectionVJandJ
aJnaˆflveJqayesianJclassifierXJJournalcofcChemicalcInformationcandcComputercSciencesVJ2004VJccVJ]f[Wg 226

270 uromJinJsilicoJtargetJpredictionJtoJmultiWtargetJdrugJdesigniJcurrentJdatabasesVJmethodsJandJ
applicationsXJJournalcofcProteomicsVJ2011VJfcVJaddcWfc 3.9 214

269 romputationalJpredictionJofJmetabolismiJsitesVJproductsVJSpRVJPcd[JenzymeJdynamicsVJandJ
mechanismsXJJournalcofcChemicalcInformationcandcModelingVJ2012VJdaVJe]fWcg 6.1 212

268 pJcommunityJcomputationalJchallengeJtoJpredictJtheJactivityJofJpairsJofJcompoundsXJNaturec
BiotechnologyVJ2014VJbaVJ]a]bWaa 44.5 184

267 qridgingJchemicalJandJbiologicalJspaceiJLtargetJfishingLJusingJasJandJbsJmolecularJdescriptorsXJ
JournalcofcMedicinalcChemistryVJ2006VJchVJeg[aW][ 8.3 158

266 ’odelingJpromiscuityJbasedJonJinJvitroJsafetyJpharmacologyJprofilingJdataXJChemMedChemVJ2007VJ
aVJgfcWg[ 3.7 156

265 seepSynergyiJpredictingJantiWcancerJdrugJsynergyJwithJseepJ‘earningXJBioinformaticsVJ2018VJbcVJ]dbgW]dce7.2 151
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264
pJdiscussionJofJmeasuresJofJenrichmentJinJvirtualJscreeningiJcomparingJtheJinformationJcontentJofJ
descriptorsJwithJincreasingJlevelsJofJsophisticationXJJournalcofcChemicalcInformationcandcModelingVJ
2005VJcdVJ]behWfd

6.1 145

263 ’appingJadverseJdrugJreactionsJinJchemicalJspaceXJJournalcofcMedicinalcChemistryVJ2009VJdaVJb][bWf 8.3 136

262 xnJsilicoJtargetJfishingiJPredictingJbiologicalJtargetsJfromJchemicalJstructureXJDrugcDiscoverycToday:c
TechnologiesVJ2006VJbVJc]bWca] 7.1 135

261 rharacterizationJofJactivityJlandscapesJusingJasJandJbsJsimilarityJmethodsiJconsensusJactivityJ
cliffsXJJournalcofcChemicalcInformationcandcModelingVJ2009VJchVJcffWh] 6.1 131

260 vainingJinsightJintoJoffWtargetJmediatedJeffectsJofJdrugJcandidatesJwithJaJcomprehensiveJsystemsJ
chemicalJbiologyJanalysisXJJournalcofcChemicalcInformationcandcModelingVJ2009VJchVJb[gW]f 6.1 130

259 ProteochemometricJmodelingJasJaJtoolJtoJdesignJselectiveJcompoundsJandJforJextrapolatingJtoJ
novelJtargetsXJMedChemCommVJ2011VJaVJ]eWb[ 5 124

258
xnJsilicoJtargetJpredictionsiJdefiningJaJbenchmarkingJdataJsetJandJcomparisonJofJperformanceJofJ
theJmulticlassJ–aˆflveJqayesJandJParzenWRosenblattJwindowXJJournalcofcChemicalcInformationcandc
ModelingVJ2013VJdbVJ]hdfWee

6.1 115

257 pntiW’RSpJagentJdiscoveryJusingJdiversityWorientedJsynthesisXJAngewandtecChemiecqcInternationalc
EditionVJ2008VJcfVJag[gW]a 16.4 113

256
sevelopmentJofJaJnovelJazaspiraneJthatJtargetsJtheJyanusJkinaseWsignalJtransducerJandJactivatorJofJ
transcriptionJRSαpαSJpathwayJinJhepatocellularJcarcinomaJinJvitroJandJinJvivoXJJournalcofcBiologicalc
ChemistryVJ2014VJaghVJbcaheWb[f

5.4 111

255 ’eltingJpointJpredictionJemployingJkWnearestJneighborJalgorithmsJandJgeneticJparameterJ
optimizationXJJournalcofcChemicalcInformationcandcModelingVJ2006VJceVJac]aWaa 6.1 111

254 ’odellingJofJcompoundJcombinationJeffectsJandJapplicationsJtoJefficacyJandJtoxicityiJ
stateWofWtheWartVJchallengesJandJperspectivesXJDrugcDiscoverycTodayVJ2016VJa]VJaadWbg 8.8 108

253 PropertiesJandJpredictionJofJmitochondrialJtransitJpeptidesJfromJPlasmodiumJfalciparumXJMolecularc
andcBiochemicalcParasitologyVJ2003VJ]baVJdhWee 1.9 105

252 αheJdiscoveryJofJantibacterialJagentsJusingJdiversityWorientedJsynthesisXJChemicalcCommunicationsVJ
2009VJacceWea 5.8 100

251
LqayesJaffinityJfingerprintsLJimproveJretrievalJratesJinJvirtualJscreeningJandJdefineJorthogonalJ
bioactivityJspaceiJwhenJareJmultitargetJdrugsJaJfeasibleJconceptnXJJournalcofcChemicalcInformationc
andcModelingVJ2006VJceVJaccdWde

6.1 96

250 siversityWorientedJsynthesisJofJmacrocyclicJpeptidomimeticsXJProceedingscofcthecNationalcAcademyc
ofcSciencescofcthecUnitedcStatescofcAmericaVJ2011VJ][gVJefhbWg 11.5 95

249 veneralJmeltingJpointJpredictionJbasedJonJaJdiverseJcompoundJdataJsetJandJartificialJneuralJ
networksXJJournalcofcChemicalcInformationcandcModelingVJ2005VJcdVJdg]Wh[ 6.1 92

248 SkeletalJdiversityJconstructionJviaJaJbranchingJsyntheticJstrategyXJChemicalcCommunicationsVJ2006VJbaheWg5.8 87

247 rhemogenomicJdataJanalysisiJpredictionJofJsmallWmoleculeJtargetsJandJtheJadventJofJbiologicalJ
fingerprintXJCombinatorialcChemistrycandcHighcThroughputcScreeningVJ2007VJ][VJf]hWb] 1.3 84

(2007-2005)
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246 αrisubstitutedWxmidazolesJxnduceJppoptosisJinJwumanJqreastJrancerJrellsJbyJαargetingJtheJ
—ncogenicJPxbzYpktYmα—RJSignalingJPathwayXJPLoScONEVJ2016VJ]]VJe[]db]dd 3.7 84

245 RelatingJvPrRsJpharmacologicalJspaceJbasedJonJligandsJchemicalJsimilaritiesXJJournalcofc
CheminformaticsVJ2013VJdVJ 8.6 78

244 xnJsilicoJtargetJpredictioniJidentificationJofJonWJandJoffWtargetsJforJcropJprotectionJagentsXJJournalc
ofcCheminformaticsVJ2013VJdVJ 8.6 78

243 ‘igandWtargetJpredictionJusingJWinnowJandJnaiveJqayesianJalgorithmsJandJtheJimplicationsJofJ
overallJperformanceJstatisticsXJJournalcofcChemicalcInformationcandcModelingVJ2008VJcgVJab]bWad 6.1 77

242 αargetJpredictionJutilisingJnegativeJbioactivityJdataJcoveringJlargeJchemicalJspaceXJJournalcofc
CheminformaticsVJ2015VJfVJd] 8.6 76

241
SynthesisJofJ]VaWbenzisoxazoleJtetheredJ]VaVbWtriazolesJthatJexhibitJanticancerJactivityJinJacuteJ
myeloidJleukemiaJcellJlinesJbyJinhibitingJhistoneJdeacetylasesVJandJinducingJpa]JandJtubulinJ
acetylationXJBioorganiccandcMedicinalcChemistryVJ2015VJabVJe]dfWed

3.4 74

240 PolypharmacologyJmodellingJusingJproteochemometricsJRPr’SiJrecentJmethodologicalJ
developmentsVJapplicationsJtoJtargetJfamiliesVJandJfutureJprospectsXJMedChemCommVJ2015VJeVJacWd[ 5 74

239 sesignVJsynthesisVJandJbiologicalJevaluationJofJanJallostericJinhibitorJofJwStαJthatJtargetsJcancerJ
cellsJwithJsupernumeraryJcentrosomesXJChemistrycandcBiologyVJ2013VJa[VJ]bhhWc][ 74

238 PredictionJofJtheJpotencyJofJmammalianJcyclooxygenaseJinhibitorsJwithJensembleJ
proteochemometricJmodelingXJJournalcofcCheminformaticsVJ2015VJfVJ] 8.6 70

237 PWglycoproteinJsubstrateJmodelsJusingJsupportJvectorJmachinesJbasedJonJaJcomprehensiveJdataJ
setXJJournalcofcChemicalcInformationcandcModelingVJ2011VJd]VJ]ccfWde 6.1 67

236 ScaffoldJsiversityJpnalysisJofJrompoundJsataJSetsJγsingJanJtntropyWqasedJ’easureXJQSARcandc
CombinatorialcScienceVJ2009VJagVJ]dd]W]de[ 67

235 αheJchallengesJinvolvedJinJmodelingJtoxicityJdataJinJsilicoiJaJreviewXJCurrentcPharmaceuticalcDesignVJ
2012VJ]gVJ]aeeWh] 3.3 67

234 xmprovedJlargeWscaleJpredictionJofJgrowthJinhibitionJpatternsJusingJtheJ–rxe[JcancerJcellJlineJ
panelXJBioinformaticsVJ2016VJbaVJgdWhd 7.2 60

233 sevelopmentsJinJtoxicogenomicsiJunderstandingJandJpredictingJcompoundWinducedJtoxicityJfromJ
geneJexpressionJdataXJMolecularcOmicsVJ2018VJ]cVJa]gWabe 4.4 60

232 γsingJtranscriptomicsJtoJguideJleadJoptimizationJinJdrugJdiscoveryJprojectsiJ‘essonsJlearnedJfromJ
theJïSαpRJprojectXJDrugcDiscoverycTodayVJ2015VJa[VJd[dW]b 8.8 60

231 PlateWbasedJdiversityJselectionJbasedJonJempiricalJwαSJdataJtoJenhanceJtheJnumberJofJhitsJandJ
theirJchemicalJdiversityXJJournalcofcBiomolecularcScreeningVJ2009VJ]cVJeh[Wh 59

230 qenchmarkingJofJproteinJdescriptorJsetsJinJproteochemometricJmodelingJRpartJ]SiJcomparativeJ
studyJofJ]bJaminoJacidJdescriptorJsetsXJJournalcofcCheminformaticsVJ2013VJdVJc] 8.6 58

229 ProspectiveJvalidationJofJaJcomprehensiveJinJsilicoJhtRvJmodelJandJitsJapplicationsJtoJcommercialJ
compoundJandJdrugJdatabasesXJChemMedChemVJ2010VJdVJf]eWah 3.7 57
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228 γnderstandingJfalseJpositivesJinJreporterJgeneJassaysiJinJsilicoJchemogenomicsJapproachesJtoJ
prioritizeJcellWbasedJwαSJdataXJJournalcofcChemicalcInformationcandcModelingVJ2007VJcfVJ]b]hWaf 6.1 57

227 pssessmentJofJstructuralJdiversityJinJcombinatorialJsynthesisXJCurrentcOpinioncincChemicalcBiologyVJ
2005VJhVJb[cWh 9.7 56

226 –ovelJsyntheticJbiscoumarinsJtargetJtumorJnecrosisJfactorW˛–JinJhepatocellularJcarcinomaJinJvitroJ
andJinJvivoXJJournalcofcBiologicalcChemistryVJ2014VJaghVJb]gfhWb]gh[ 5.4 54

225 wowJdiverseJareJdiversityJassessmentJmethodsnJpJcomparativeJanalysisJandJbenchmarkingJofJ
molecularJdescriptorJspaceXJJournalcofcChemicalcInformationcandcModelingVJ2014VJdcVJab[Wca 6.1 53

224 –ovelJsyntheticJcoumarinsJthatJtargetsJ–uW˛”qJinJwepatocellularJcarcinomaXJBioorganiccandcMedicinalc
ChemistrycLettersVJ2015VJadVJghbWf 2.9 52

223 rircularJfingerprintsiJflexibleJmolecularJdescriptorsJwithJapplicationsJfromJphysicalJchemistryJtoJ
ps’tXJIDrugs:cthecInvestigationalcDrugscJournalVJ2006VJhVJ]hhWa[c 51

222 γnderstandingJandJclassifyingJmetaboliteJspaceJandJmetaboliteWlikenessXJPLoScONEVJ2011VJeVJeaghee 3.7 49

221 qenchmarkingJofJproteinJdescriptorJsetsJinJproteochemometricJmodelingJRpartJaSiJmodelingJ
performanceJofJ]bJaminoJacidJdescriptorJsetsXJJournalcofcCheminformaticsVJ2013VJdVJca 8.6 48

220 rhemogenomicsJapproachesJtoJrationalizingJtheJmodeWofWactionJofJtraditionalJrhineseJandJ
pyurvedicJmedicinesXJJournalcofcChemicalcInformationcandcModelingVJ2013VJdbVJee]Wfb 6.1 46

219 SynthesisJandJcharacterizationJofJnovelJaWaminoWchromeneWnitrilesJthatJtargetJqclWaJinJacuteJ
myeloidJleukemiaJcellJlinesXJPLoScONEVJ2014VJhVJe][f]]g 3.7 46

218 ’olecularJsurfaceJpointJenvironmentsJforJvirtualJscreeningJandJtheJelucidationJofJbindingJpatternsJ
R’—‘PRx–αJbsSXJJournalcofcMedicinalcChemistryVJ2004VJcfVJedehWgb 8.3 46

217 WhichJcompoundJtoJselectJinJleadJoptimizationnJProspectivelyJvalidatedJproteochemometricJ
modelsJguideJpreclinicalJdevelopmentXJPLoScONEVJ2011VJeVJeafd]g 3.7 44

216 xdentifyingJnovelJadenosineJreceptorJligandsJbyJsimultaneousJproteochemometricJmodelingJofJratJ
andJhumanJbioactivityJdataXJJournalcofcMedicinalcChemistryVJ2012VJddVJf[][Wa[ 8.3 42

215 rharacterizingJbitternessiJidentificationJofJkeyJstructuralJfeaturesJandJdevelopmentJofJaJ
classificationJmodelXJJournalcofcChemicalcInformationcandcModelingVJ2006VJceVJdehWfe 6.1 42

214 ’odellingJcompoundJcytotoxicityJusingJconformalJpredictionJandJPubrhemJwαSJdataXJToxicologyc
ResearchVJ2017VJeVJfbWg[ 2.6 40

213 pJnovelJchemogenomicsJanalysisJofJvJproteinWcoupledJreceptorsJRvPrRsSJandJtheirJligandsiJaJ
potentialJstrategyJforJreceptorJdeWorphanizationXJBMCcBioinformaticsVJ2010VJ]]VJb]e 3.6 40

212 seepJronfidenceiJpJromputationallyJtfficientJurameworkJforJralculatingJReliableJPredictionJtrrorsJ
forJseepJ–euralJ–etworksXJJournalcofcChemicalcInformationcandcModelingVJ2019VJdhVJ]aehW]ag] 6.1 40

211 plphaJshapesJappliedJtoJmolecularJshapeJcharacterizationJexhibitJnovelJpropertiesJcomparedJtoJ
establishedJshapeJdescriptorsXJJournalcofcChemicalcInformationcandcModelingVJ2009VJchVJaab]Wc] 6.1 39

(2009-2007)
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210 prtificialJintelligenceJinJdrugJdiscoveryiJwhatJisJrealisticVJwhatJareJillusionsnJPartJ]iJWaysJtoJmakeJanJ
impactVJandJwhyJweJareJnotJthereJyetXJDrugcDiscoverycTodayVJ2021VJaeVJd]]Wdac 8.8 39

209 ppplyingJsynergyJmetricsJtoJcombinationJscreeningJdataiJagreementsVJdisagreementsJandJpitfallsXJ
DrugcDiscoverycTodayVJ2019VJacVJaageWaahg 8.8 38

208 xdentificationJofJ–ovelJrlassJofJαriazoloWαhiadiazolesJasJPotentJxnhibitorsJofJwumanJweparanaseJ
andJtheirJpnticancerJpctivityXJBMCcCancerVJ2017VJ]fVJabd 4.8 38

207 SignificantlyJimprovedJwxκJinhibitorJefficacyJpredictionJemployingJproteochemometricJmodelsJ
generatedJfromJantivirogramJdataXJPLoScComputationalcBiologyVJ2013VJhVJe][[aghh 5 38

206 wowJsimilarJareJthoseJmoleculesJafterJallnJγseJtwoJdescriptorsJandJyouJwillJhaveJthreeJdifferentJ
answersXJExpertcOpinionconcDrugcDiscoveryVJ2010VJdVJ]]c]Wd] 6.2 37

205 LκirtualJfragmentJlinkingLiJanJapproachJtoJidentifyJpotentJbindersJfromJlowJaffinityJfragmentJhitsXJ
JournalcofcMedicinalcChemistryVJ2008VJd]VJacg]Wh] 8.3 37

204
ScreeningJofJquinolineVJ]VbWbenzoxazineVJandJ]VbWoxazineWbasedJsmallJmoleculesJagainstJisolatedJ
methionylWtR–pJsynthetaseJandJpdchJandJwrα]]eJcancerJcellsJincludingJanJinJsilicoJbindingJmodeJ
analysisXJOrganiccandcBiomolecularcChemistryVJ2015VJ]bVJhbg]Wf

3.9 36

203 pWringJdihalogenationJincreasesJtheJcellularJactivityJofJcombretastatinWtemplatedJtetrazolesXJACSc
MedicinalcChemistrycLettersVJ2012VJbVJ]ffWg] 4.3 36

202 ulexibleJbsJpharmacophoresJasJdescriptorsJofJdynamicJbiologicalJspaceXJJournalcofcMolecularc
GraphicscandcModellingVJ2007VJaeVJeaaWbb 2.8 36

201 wandbookJofJrhemoinformaticsJplgorithms 35

200 pJlargeJdescriptorJsetJandJaJprobabilisticJkernelWbasedJclassifierJsignificantlyJimproveJdruglikenessJ
classificationXJJournalcofcChemicalcInformationcandcModelingVJ2007VJcfVJ]ffeWge 6.1 34

199 –ovelJpdamantanylWqasedJαhiadiazolylJPyrazolesJαargetingJtvuRJinJαripleW–egativeJqreastJrancerXJ
ACScOmegaVJ2016VJ]VJ]c]aW]cac 3.9 34

198 siscoveryJofJaJsmallWmoleculeJinhibitorJofJspecificJserineJresidueJqpsJphosphorylationXJProceedingsc
ofcthecNationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaVJ2018VJ]]dVJt][d[dWt][d]c 11.5 34

197 pnalysisJofJxterativeJScreeningJwithJStepwiseJrompoundJSelectionJqasedJonJ–ovartisJxnWhouseJwαSJ
sataXJACScChemicalcBiologyVJ2016VJ]]VJ]addWec 4.9 33

196 LPlateJcherryJpickingLiJaJnovelJsemiWsequentialJscreeningJparadigmJforJcheaperVJfasterVJ
informationWrichJcompoundJselectionXJJournalcofcBiomolecularcScreeningVJ2007VJ]aVJba[Wf 33

195 sevelopmentJofJ–ovelJαriazoloWαhiadiazolesJfromJweterogeneousJLvreenLJratalysisJasJProteinJ
αyrosineJPhosphataseJ]qJxnhibitorsXJScientificcReportsVJ2015VJdVJ]c]hd 4.9 32

194 SynthesisJandJcharacterizationJofJnovelJoxazinesJandJdemonstrationJthatJtheyJspecificallyJtargetJ
cyclooxygenaseJaXJBioorganiccandcMedicinalcChemistrycLettersVJ2015VJadVJahb]We 2.9 32

193 ProteochemometricJmodelingJinJaJqayesianJframeworkXJJournalcofcCheminformaticsVJ2014VJeVJbd 8.6 32
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192 pJtwoWdirectionalJstrategyJforJtheJdiversityWorientedJsynthesisJofJmacrocyclicJscaffoldsXJOrganiccandc
BiomolecularcChemistryVJ2012VJ][VJfdcdWd] 3.9 32

191 rhemicallyJpwareJ’odelJquilderJRcambSiJanJRJpackageJforJpropertyJandJbioactivityJmodellingJofJ
smallJmoleculesXJJournalcofcCheminformaticsVJ2015VJfVJcd 8.6 31

190 qayesianJmethodsJinJvirtualJscreeningJandJchemicalJbiologyXJMethodscincMolecularcBiologyVJ2011VJ
efaVJ]fdWhe 1.4 31

189
SupportJvectorJinductiveJlogicJprogrammingJoutperformsJtheJnaiveJqayesJclassifierJandJinductiveJ
logicJprogrammingJforJtheJclassificationJofJbioactiveJchemicalJcompoundsXJJournalcofc
ComputerqAidedcMolecularcDesignVJ2007VJa]VJaehWg[

4.2 31

188 xmprovingJScreeningJtfficiencyJthroughJxterativeJScreeningJγsingJsockingJandJronformalJ
PredictionXJJournalcofcChemicalcInformationcandcModelingVJ2017VJdfVJcbhWccc 6.1 30

187 αowardJγnderstandingJtheJroldVJwotVJandJ–eutralJ–atureJofJrhineseJ’edicinesJγsingJinJSilicoJ
’odeWofWpctionJpnalysisXJJournalcofcChemicalcInformationcandcModelingVJ2017VJdfVJcegWcgb 6.1 30

186 zekuleScopeiJpredictionJofJcancerJcellJlineJsensitivityJandJcompoundJpotencyJusingJconvolutionalJ
neuralJnetworksJtrainedJonJcompoundJimagesXJJournalcofcCheminformaticsVJ2019VJ]]VJc] 8.6 29

185 pdamantylWtetheredWbiphenylicJcompoundsJinduceJapoptosisJinJcancerJcellsJbyJtargetingJqclJ
homologsXJBioorganiccandcMedicinalcChemistrycLettersVJ2016VJaeVJ][deW][e[ 2.9 29

184 pntiW’RSpJpgentJsiscoveryJγsingJsiversityW—rientedJSynthesisXJAngewandtecChemieVJ2008VJ]a[VJagd[Wagdc3.6 29

183 rhemoinformaticsWbasedJclassificationJofJprohibitedJsubstancesJemployedJforJdopingJinJsportXJ
JournalcofcChemicalcInformationcandcModelingVJ2006VJceVJabehWg[ 6.1 29

182 pJprospectiveJcrossWscreeningJstudyJonJvWproteinWcoupledJreceptorsiJlessonsJlearnedJinJvirtualJ
compoundJlibraryJdesignXJJournalcofcMedicinalcChemistryVJ2012VJddVJdb]]Wad 8.3 28

181 ronformalJRegressionJforJïuantitativeJStructureWpctivityJRelationshipJ’odelingWïuantifyingJ
PredictionJγncertaintyXJJournalcofcChemicalcInformationcandcModelingVJ2018VJdgVJ]]baW]]c[ 6.1 27

180 SynergyJ’apsiJexploringJcompoundJcombinationsJusingJnetworkWbasedJvisualizationXJJournalcofc
CheminformaticsVJ2015VJfVJbe 8.6 27

179 ’etrabaseiJaJcheminformaticsJandJbioinformaticsJdatabaseJforJsmallJmoleculeJtransporterJdataJ
analysisJandJRïSSpRJmodelingXJJournalcofcCheminformaticsVJ2015VJfVJb] 8.6 27

178 ’icrowaveWassistedJsynthesisVJcharacterizationJandJcytotoxicJstudiesJofJnovelJestrogenJreceptorJ˛–J
ligandsJtowardsJhumanJbreastJcancerJcellsXJBioorganiccandcMedicinalcChemistrycLettersVJ2015VJadVJ]g[cW]g[f2.9 27

177
ProteochemometricJmodellingJcoupledJtoJinJsilicoJtargetJpredictioniJanJintegratedJapproachJforJtheJ
simultaneousJpredictionJofJpolypharmacologyJandJbindingJaffinityYpotencyJofJsmallJmoleculesXJ
JournalcofcCheminformaticsVJ2015VJfVJ]d

8.6 26

176 xncreasedJdiversityJofJlibrariesJfromJlibrariesiJchemoinformaticJanalysisJofJbisWdiazacyclicJlibrariesXJ
ChemicalcBiologycandcDrugcDesignVJ2011VJffVJbagWca 2.9 26

175 SubstructureJminingJofJvPrRJligandsJrevealsJactivityWclassJspecificJfunctionalJgroupsJinJanJunbiasedJ
mannerXJJournalcofcChemicalcInformationcandcModelingVJ2009VJchVJbcgWe[ 6.1 26

(2009-2012)
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174 uishingJtheJtargetJofJantitubercularJcompoundsiJinJsilicoJtargetJdeconvolutionJmodelJdevelopmentJ
andJvalidationXJJournalcofcProteomecResearchVJ2009VJgVJafggWhg 5.6 26

173
ScreeningJforJdihydrofolateJreductaseJinhibitorsJusingJ’—‘PRx–αJasVJaJfastJfragmentWbasedJ
methodJemployingJtheJnaˆflveJqayesianJclassifieriJlimitationsJofJtheJdescriptorJandJtheJimportanceJofJ
balancedJchemistryJinJtrainingJandJtestJsetsXJJournalcofcBiomolecularcScreeningVJ2005VJ][VJedgWee

26

172 SynthesisJandJinJvitroJevaluationJofJhydrazinylJphthalazinesJagainstJmalariaJparasiteVJPlasmodiumJ
falciparumXJBioorganiccandcMedicinalcChemistrycLettersVJ2016VJaeVJbb[[Wbb[e 2.9 25

171 synamicJclusteringJthresholdJreducesJconformerJensembleJsizeJwhileJmaintainingJaJbiologicallyJ
relevantJensembleXJJournalcofcComputerqAidedcMolecularcDesignVJ2010VJacVJefdWge 4.2 25

170 PredictionJofJpntibioticJxnteractionsJγsingJsescriptorsJserivedJfromJ’olecularJStructureXJJournalcofc
MedicinalcChemistryVJ2017VJe[VJbh[aWbh]a 8.3 24

169 e’olαoxiJpredictionJofJmolecularJtoxicityJwithJconfidenceXJBioinformaticsVJ2018VJbcVJad[gWad[h 7.2 24

168 SynthesisVJbiologicalJevaluationJandJinJsilicoJandJinJvitroJmodeWofWactionJanalysisJofJnovelJ
dihydropyrimidonesJtargetingJPPpRW˛‡XJRSCcAdvancesVJ2014VJcVJcd]cbWcd]ce 3.7 24

167 pJ—neJPotJSynthesisJofJ–ovelJqioactiveJαriWSubstituteWrondensedWxmidazopyridinesJthatJαargetsJ
SnakeJκenomJPhospholipaseJpaXJPLoScONEVJ2015VJ][VJe[]b]ghe 3.7 24

166 pJmultiWlabelJapproachJtoJtargetJpredictionJtakingJligandJpromiscuityJintoJaccountXJJournalcofc
CheminformaticsVJ2015VJfVJac 8.6 23

165 xmprovedJrhemicalJStructureWpctivityJ’odelingJαhroughJsataJpugmentationXJJournalcofcChemicalc
InformationcandcModelingVJ2015VJddVJaegaWha 6.1 23

164
’odellingJligandJselectivityJofJserineJproteasesJusingJintegrativeJproteochemometricJapproachesJ
improvesJmodelJperformanceJandJallowsJtheJmultiWtargetJdependentJinterpretationJofJfeaturesXJ
IntegrativecBiologyclUnitedcKingdommVJ2014VJeVJ][abWbb

3.7 23

163 ronnectingJgeneJexpressionJdataJfromJconnectivityJmapJandJinJsilicoJtargetJpredictionsJforJsmallJ
moleculeJmechanismWofWactionJanalysisXJMolecularcBioSystemsVJ2015VJ]]VJgeWhe 22

162 γnderstandingJrytotoxicityJandJrytostaticityJinJaJwighWαhroughputJScreeningJrollectionXJACSc
ChemicalcBiologyVJ2016VJ]]VJb[[fWb[ab 4.9 22

161 pnalyzingJmultitargetJactivityJlandscapesJusingJproteinWligandJinteractionJfingerprintsiJinteractionJ
cliffsXJJournalcofcChemicalcInformationcandcModelingVJ2015VJddVJad]Wea 6.1 22

160 prtificialJintelligenceJinJdrugJdiscoveryiJwhatJisJrealisticVJwhatJareJillusionsnJPartJaiJaJdiscussionJofJ
chemicalJandJbiologicalJdataXJDrugcDiscoverycTodayVJ2021VJaeVJ][c[W][da 8.8 22

159 sesignVJsynthesisJandJevaluationJofJsemiWsyntheticJtriazoleWcontainingJcaffeicJacidJanaloguesJasJ
dWlipoxygenaseJinhibitorsXJEuropeancJournalcofcMedicinalcChemistryVJ2015VJ][]VJdfbWgb 6.8 21

158 SynthesisJofJStructurallyJsiverseJ–WSubstitutedJïuaternaryWrarbonWrontainingJSmallJ’oleculesJ
fromJ˛–V˛–WsisubstitutedJPropargylJpminoJtstersXJChemistrycqcAcEuropeancJournalVJ2018VJacVJ]beg]W]begf 4.8 21

157 siscoveringJwighlyJPotentJ’oleculesJfromJanJxnitialJSetJofJxnactivesJγsingJxterativeJScreeningXJ
JournalcofcChemicalcInformationcandcModelingVJ2018VJdgVJa[[[Wa[]c 6.1 21
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156
romparingJtheJxnfluenceJofJSimulatedJtxperimentalJtrrorsJonJ]aJ’achineJ‘earningJplgorithmsJinJ
qioactivityJ’odelingJγsingJ]aJsiverseJsataJSetsXJJournalcofcChemicalcInformationcandcModelingVJ
2015VJddVJ]c]bWad

6.1 21

155 SubstructureWbasedJvirtualJscreeningJforJadenosineJpapJreceptorJligandsXJChemMedChemVJ2011VJeVJab[aW]]3.7 21

154 pJnovelJapplicabilityJdomainJtechniqueJforJmappingJpredictiveJreliabilityJacrossJtheJchemicalJspaceJ
ofJaJïSpRiJreliabilityWdensityJneighbourhoodXJJournalcofcCheminformaticsVJ2016VJgVJ 8.6 21

153 PredictionJofJPpRPJxnhibitionJwithJProteochemometricJ’odellingJandJronformalJPredictionXJ
MolecularcInformaticsVJ2015VJbcVJbdfWee 3.8 20

152 rombiningJpggregationJwithJParetoJ—ptimizationiJpJraseJStudyJinJtvolutionaryJ’olecularJsesignXJ
LecturecNotescincComputercScienceVJ2009VJcdbWcef 0.9 20

151 γseJofJligandJbasedJmodelsJforJproteinJdomainsJtoJpredictJnovelJmolecularJtargetsJandJapplicationsJ
toJtriageJaffinityJchromatographyJdataXJJournalcofcProteomecResearchVJ2009VJgVJadfdWgd 5.6 19

150 wowJronsistentJareJPubliclyJReportedJrytotoxicityJsatanJ‘argeWScaleJStatisticalJpnalysisJofJtheJ
roncordanceJofJPublicJxndependentJrytotoxicityJ’easurementsXJChemMedChemVJ2016VJ]]VJdfWf] 3.7 19

149 PredictionJofJsynergisticJdrugJcombinationsXJCurrentcOpinioncincSystemscBiologyVJ2017VJcVJacWag 3.2 18

148 ReliableJPredictionJtrrorsJforJseepJ–euralJ–etworksJγsingJαestWαimeJsropoutXJJournalcofcChemicalc
InformationcandcModelingVJ2019VJdhVJbbb[Wbbbh 6.1 18

147 —rthologueJchemicalJspaceJandJitsJinfluenceJonJtargetJpredictionXJBioinformaticsVJ2018VJbcVJfaWfh 7.2 18

146 ’ultiWobjectiveJevolutionaryJdesignJofJadenosineJreceptorJligandsXJJournalcofcChemicalcInformationc
andcModelingVJ2012VJdaVJ]f]bWa] 6.1 18

145 rhemogenomicsJapproachesJforJreceptorJdeorphanizationJandJextensionsJofJtheJchemogenomicsJ
conceptJtoJphenotypicJspaceXJCurrentcTopicscincMedicinalcChemistryVJ2011VJ]]VJ]hecWff 3 18

144 γsingJ’achineJ‘earningJtoJPredictJSynergisticJpntimalarialJrompoundJrombinationsJWithJ–ovelJ
StructuresXJFrontierscincPharmacologyVJ2018VJhVJ][he 5.6 18

143 WhichJaspectsJofJwαSJareJempiricallyJcorrelatedJwithJdownstreamJsuccessnXJCurrentcOpinioncincDrugc
DiscoverycicDevelopmentVJ2008VJ]]VJbafWbf 18

142
pJ–anoW’g—JandJxonicJ‘iquidWratalyzedJQvreenQJSynthesisJProtocolJforJtheJsevelopmentJofJ
pdamantylWxmidazoloWαhiadiazolesJasJpntiWαuberculosisJpgentsJαargetingJSterolJ]c˛–WsemethylaseJ
RrYPd]SXJPLoScONEVJ2015VJ][VJe[]bhfhg

3.7 17

141 –eighboursJofJcancerWrelatedJproteinsJhaveJkeyJinfluenceJonJpathogenesisJandJcouldJincreaseJtheJ
drugJtargetJspaceJforJanticancerJtherapiesXJNpjcSystemscBiologycandcApplicationsVJ2017VJbVJa 5 16

140 txtendingJinJsilicoJmechanismWofWactionJanalysisJbyJannotatingJtargetsJwithJpathwaysiJapplicationJ
toJcellularJcytotoxicityJreadoutsXJFuturecMedicinalcChemistryVJ2014VJeVJa[ahWde 4.1 16

139 siversityJselectionJofJcompoundsJbasedJonJQproteinJaffinityJfingerprintsQJimprovesJsamplingJofJ
bioactiveJchemicalJspaceXJChemicalcBiologycandcDrugcDesignVJ2013VJgaVJadaWee 2.9 16

(2013-2015)
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138 roncordanceJanalysisJofJmicroarrayJstudiesJidentifiesJrepresentativeJgeneJexpressionJchangesJinJ
ParkinsonQsJdiseaseiJaJcomparisonJofJbbJhumanJandJanimalJstudiesXJBMCcNeurologyVJ2017VJ]fVJdg 3.1 15

137 sataWdrivenJapproachesJusedJforJcompoundJlibraryJdesignVJhitJtriageJandJbioactivityJmodelingJinJ
highWthroughputJscreeningXJBriefingscincBioinformaticsVJ2018VJ]hVJaffWagd 13.4 15

136 γnderstandingJtheJmodeWofWactionJofJrassiaJauriculataJviaJinJsilicoJandJinJvivoJstudiesJtowardsJ
validatingJitJasJaJlongJtermJtherapyJforJtypeJxxJdiabetesXJJournalcofcEthnopharmacologyVJ2017VJ]hfVJe]Wfa 5 15

135 –anoWcuprousJoxideJcatalyzedJoneWpotJsynthesisJofJaJcarbazoleWbasedJSαpαbJinhibitoriJaJfacileJ
approachJviaJintramolecularJrâ��–JbondJformationJreactionsXJRSCcAdvancesVJ2016VJeVJbeffdWbefgd 3.7 15

134 xdentificationJofJ–ovelJpuroraJzinaseJpJRpγRzpSJxnhibitorsJviaJwierarchicalJ‘igandWqasedJκirtualJ
ScreeningXJJournalcofcChemicalcInformationcandcModelingVJ2018VJdgVJbeWcf 6.1 15

133 –ovelJbenzoxazineWbasedJaglyconesJblockJglucoseJuptakeJinJvivoJbyJinhibitingJglycosidasesXJPLoSc
ONEVJ2014VJhVJe][afdh 3.7 14

132
tfficientJcalculationJofJcompoundJsimilarityJbasedJonJmaximumJcommonJsubgraphsJandJitsJ
applicationJtoJpredictionJofJgeneJtranscriptJlevelsXJInternationalcJournalcofcBioinformaticscResearchc
andcApplicationsVJ2013VJhVJc[fWba

0.9 14

131 ’iningJproteinJdynamicsJfromJsetsJofJcrystalJstructuresJusingJLconsensusJstructuresLXJProteinc
ScienceVJ2010VJ]hVJfcaWda 6.3 14

130 pnalysisJofJactivityJspaceJbyJfragmentJfingerprintsVJasJdescriptorsVJandJmultitargetJdependentJ
transformationJofJasJdescriptorsXJJournalcofcChemicalcInformationcandcModelingVJ2006VJceVJ][fgWgb 6.1 14

129 uragmentWqasedJsrugJsiscoveryJofJPhosphodiesteraseJxnhibitorsXJJournalcofcMedicinalcChemistryVJ
2018VJe]VJ]c]dW]cac 8.3 14

128
ïSpRWderivedJaffinityJfingerprintsJRpartJ]SiJfingerprintJconstructionJandJmodelingJperformanceJforJ
similarityJsearchingVJbioactivityJclassificationJandJscaffoldJhoppingXJJournalcofcCheminformaticsVJ
2020VJ]aVJbh

8.6 13

127 txperimentalJconfirmationJofJnewJdrugWtargetJinteractionsJpredictedJbyJsrugJProfileJ’atchingXJ
JournalcofcMedicinalcChemistryVJ2013VJdeVJgbffWgg 8.3 13

126 rheminformaticsXJCommunicationscofcthecACMVJ2012VJddVJedWfd 2.5 13

125 sataWsrivenJserivationJofJanJLxnformerJrompoundJSetLJforJxmprovedJSelectionJofJpctiveJ
rompoundsJinJwighWαhroughputJScreeningXJJournalcofcChemicalcInformationcandcModelingVJ2016VJdeVJ]eaaWb[6.1 13

124 ’aximizingJgainJinJhighWthroughputJscreeningJusingJconformalJpredictionXJJournalcofc
CheminformaticsVJ2018VJ][VJf 8.6 12

123
txtensionsJtoJxnJSilicoJqioactivityJPredictionsJγsingJPathwayJpnnotationsJandJsifferentialJ
PharmacologyJpnalysisiJppplicationJtoJXenopusJlaevisJPhenotypicJReadoutsXJMolecularcInformaticsVJ
2013VJbaVJ][[hWac

3.8 12

122
preJphylogeneticJtreesJsuitableJforJchemogenomicsJanalysesJofJbioactivityJdataJsetsiJtheJ
importanceJofJsharedJactiveJcompoundsJandJchoosingJaJsuitableJdataJembeddingJmethodVJasJ
exemplifiedJonJzinasesXJJournalcofcCheminformaticsVJ2013VJdVJch

8.6 12

121 tncodingJandJdecodingJgraphicalJchemicalJstructuresJasJtwoWdimensionalJRPsuc]fSJbarcodesXJ
JournalcofcChemicalcInformationcandcModelingVJ2005VJcdVJdfaWg[ 6.1 12
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120 pRWpRiJpJnetworkJapproachJforJpredictingJpdverseJsrugJReactionsXJComputerscincBiologycandc
MedicineVJ2016VJegVJ][]Wg 7 11

119 pJsystematicJandJprospectivelyJvalidatedJapproachJforJidentifyingJsynergisticJdrugJcombinationsJ
againstJmalariaXJMalariacJournalVJ2018VJ]fVJ]e[ 3.6 11

118 warvestingJchemicalJinformationJfromJtheJxnternetJusingJaJdistributedJapproachiJrhemXtremeXJ
JournalcofcChemicalcInformationcandcModelingVJ2006VJceVJcdaWe] 6.1 11

117 romputerWaidedJdesignJofJmultiWtargetJligandsJatJpRVJpRJandJPst][pVJkeyJproteinsJinJ
neurodegenerativeJdiseasesXJJournalcofcCheminformaticsVJ2017VJhVJef 8.6 10

116 siscoveryJofJaJnonWtoxicJ[]VaVc]triazolo[]VdWa]pyrimidinWfWoneJRWSW][SJthatJmodulatesJ
pqrq]WmediatedJmultidrugJresistanceJR’sRSXJBioorganiccandcMedicinalcChemistryVJ2018VJaeVJd[[eWd[]f 3.4 10

115 tnhancingJsearchJspaceJdiversityJinJmultiWobjectiveJevolutionaryJdrugJmoleculeJdesignJusingJnichingJ
2009VJ 10

114 rhemogenomicsiJ‘ookingJatJbiologyJthroughJtheJlensJofJchemistryXJStatisticalcAnalysiscandcDatac
MiningVJ2009VJaVJ]chW]e[ 1.4 10

113
sistributedJchemicalJcomputingJusingJrhemStariJanJopenJsourceJjavaJremoteJmethodJinvocationJ
architectureJappliedJtoJlargeJscaleJmolecularJdataJfromJPubrhemXJJournalcofcChemicalcInformationc
andcModelingVJ2008VJcgVJeh]Wf[b

6.1 10

112 rhapterJhJ’olecularJSimilarityiJpdvancesJinJ’ethodsVJppplicationsJandJκalidationsJinJκirtualJ
ScreeningJandJïSpRXJAnnualcReportscincComputationalcChemistryVJ2006VJaVJ]c]W]eg 1.8 10

111 ProspectivelyJκalidatedJProteochemometricJ’odelsJforJtheJPredictionJofJSmallW’oleculeJqindingJ
toJqromodomainJProteinsXJJournalcofcChemicalcInformationcandcModelingVJ2018VJdgVJ]gf[W]ggg 6.1 9

110 rurrentJαrendsJinJsrugJSensitivityJPredictionXJCurrentcPharmaceuticalcDesignVJ2016VJaaVJeh]gWehaf 3.3 9

109 romparisonJofJstructureWJandJligandWbasedJscoringJfunctionsJforJdeepJgenerativeJmodelsiJaJvPrRJ
caseJstudyXJJournalcofcCheminformaticsVJ2021VJ]bVJbh 8.6 9

108
ranJtheJinhibitionJofJcytochromeJPcd[JinJaquaticJinvertebratesJdueJtoJazoleJfungicidesJbeJ
estimatedJwithJinJsilicoJandJinJvitroJmodelsJandJextrapolatedJbetweenJspeciesnXJAquaticcToxicologyVJ
2018VJa[]VJ]]Wa[

5.1 9

107
siversityJselectionVJscreeningJandJquantitativeJstructureWactivityJrelationshipsJofJosmolyteWlikeJ
additiveJeffectsJonJtheJthermalJstabilityJofJaJmonoclonalJantibodyXJEuropeancJournalcofc
PharmaceuticalcSciencesVJ2017VJhfVJ]d]W]df

5.1 8

106 romparisonJofJrhemicalJStructureJandJrellJ’orphologyJxnformationJforJ’ultitaskJqioactivityJ
PredictionsXJJournalcofcChemicalcInformationcandcModelingVJ2021VJe]VJ]cccW]cde 6.1 8

105
PolypharmacologicalJinJSilicoJqioactivityJProfilingJandJtxperimentalJκalidationJγncoversJ
SedativeWwypnoticJtffectsJofJppprovedJandJtxperimentalJsrugsJinJRatXJACScChemicalcBiologyVJ2017VJ
]aVJ]dhbW]e[a

4.9 7

104 xdentificationJofJtheJfirstJsurrogateJagonistsJforJtheJvJproteinWcoupledJreceptorJvPR]baXJRSCc
AdvancesVJ2015VJdVJcgdd]Wcgddf 3.7 7

103 ïSpRWderivedJaffinityJfingerprintsJRpartJaSiJmodelingJperformanceJforJpotencyJpredictionXJJournalc
ofcCheminformaticsVJ2020VJ]aVJc] 8.6 7

(2020-2016)
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102 txperimentalJvalidationJofJinJsilicoJtargetJpredictionsJonJsynergisticJproteinJtargetsXJ
MedChemCommVJ2013VJcVJafgWagg 5 7

101 xmprovingJtheJpredictionJofJorganismWlevelJtoxicityJthroughJintegrationJofJchemicalVJproteinJtargetJ
andJcytotoxicityJqwαSJdataXJToxicologycResearchVJ2016VJdVJggbWghc 2.6 7

100 SystemicJneurotransmitterJresponsesJtoJclinicallyJapprovedJandJexperimentalJneuropsychiatricJ
drugsXJNaturecCommunicationsVJ2018VJhVJcehh 17.4 7

99 SynthesisVJcharacterizationJandJinJvitroJevaluationJofJnovelJenantiomericallyWpureJsulphonamideJ
antimalarialsXJOrganiccandcBiomolecularcChemistryVJ2015VJ]bVJ][eg]Wh[ 3.9 6

98 StructureWbasedJdesignJofJallostericJcalpainW]JinhibitorsJpopulatingJaJnovelJbioactivityJspaceXJ
EuropeancJournalcofcMedicinalcChemistryVJ2018VJ]dfVJ]aecW]afd 6.8 6

97 αriazoleWPyridineJsicarbonitrileJαargetsJPhosphodiesteraseJcJtoJxnduceJrytotoxicityJinJ‘ungJ
rarcinomaJrellsXJChemistrycandcBiodiversityVJ2019VJ]eVJe]h[[abc 2.5 6

96 uastVJïuantitativeJandJκariantJtnabledJ’appingJofJPeptidesJtoJvenomesXJCellcSystemsVJ2017VJdVJ]daW]deXec10.6 6

95 qiofragmentsiJanJapproachJtowardsJpredictingJproteinJfunctionJusingJbiologicallyJrelatedJ
fragmentsJandJitsJapplicationJtoJ’ycobacteriumJtuberculosisJrYP]aeXJChemBioChemVJ2014VJ]dVJdchWdd 3.8 6

94 romparingJglobalJandJlocalJlikelihoodJscoreJthresholdsJinJmulticlassJlaplacianWmodifiedJ–aiveJqayesJ
proteinJtargetJpredictionXJCombinatorialcChemistrycandcHighcThroughputcScreeningVJ2015VJ]gVJbabWb[ 1.3 6

93 αranscriptomicsJpredictsJcompoundJsynergyJinJdrugJandJnaturalJproductJtreatedJglioblastomaJcellsXJ
PLoScONEVJ2020VJ]dVJe[abhdd] 3.7 6

92
vlobalJ’appingJofJαraditionalJrhineseJ’edicineJintoJqioactivityJSpaceJandJPathwaysJpnnotationJ
xmprovesJ’echanisticJγnderstandingJandJsiscoversJRelationshipsJbetweenJαherapeuticJpctionJ
RSubSclassesXJEvidenceqbasedcComplementarycandcAlternativecMedicineVJ2016VJa[]eVJa][eced

2.3 6

91 SimultaneousJPredictionJofJfourJpαPWbindingJrassetteJαransportersQJSubstratesJγsingJ’ultiWlabelJ
ïSpRXJMolecularcInformaticsVJ2016VJbdVJd]cWdag 3.8 6

90 uragmentJProfilingJppproachJtoJxnhibitorsJofJtheJ—rphanJ’XJtuberculosisJPcd[JrYP]ccp]XJ
BiochemistryVJ2017VJdeVJ]ddhW]dfa 3.2 5

89 bsJproteochemometricsiJusingJthreeWdimensionalJinformationJofJproteinsJandJligandsJtoJaddressJ
aspectsJofJtheJselectivityJofJserineJproteasesXJMedChemCommVJ2017VJgVJ][bfW][cd 5 5

88 xnnovationJinJSmallW’oleculeWsruggableJrhemicalJSpaceiJWhereJareJtheJxnitialJ’odulatorsJofJ–ewJ
αargetsJPublishednXJJournalcofcChemicalcInformationcandcModelingVJ2017VJdfVJafc]Wafdb 6.1 5

87 SynthesisJandJbiologicalJevaluationJofJtetrahydropyridinepyrazolesJRâ��PuPsâ��SJasJinhibitorsJofJSαpαbJ
phosphorylationXJMedChemCommVJ2014VJdVJba 5 5

86 ‘inkingJpyurvedaJandJWesternJmedicineJbyJintegrativeJanalysisXJJournalcofcAyurvedacandcIntegrativec
MedicineVJ2013VJcVJ]]fWh 3.3 5

85 PredictionJofJγvαWmediatedJ’etabolismJγsingJtheJ’anuallyJruratedJ’etaïSpRJsatabaseXJACSc
MedicinalcChemistrycLettersVJ2019VJ][VJebbWebg 4.3 5
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84 γnderstandingJandJpredictingJdiseaseJrelationshipsJthroughJsimilarityJfusionXJBioinformaticsVJ2019VJ
bdVJ]a]bW]aa[ 7.2 5

83 PredictionJandJmechanisticJanalysisJofJdrugWinducedJliverJinjuryJRsx‘xSJbasedJonJchemicalJstructureXJ
BiologycDirectVJ2021VJ]eVJe 7.2 5

82 romparisonJofJrellularJ’orphologicalJsescriptorsJandJ’olecularJuingerprintsJforJtheJPredictionJofJ
rytotoxicityWJandJProliferationWRelatedJpssaysXJChemicalcResearchcincToxicologyVJ2021VJbcVJcaaWcbf 4 5

81 ’—‘PRx–αJasWbasedJidentificationJandJsynthesisJofJnovelJchromeneJbasedJsmallJmoleculesJthatJ
targetJP‘paiJvalidationJthroughJchemoWJandJbioinformaticsJapproachesXJRSCcAdvancesVJ2015VJdVJghfhfWghg[g3.7 4

80 γsingJaJwumanJsrugJ–etworkJforJgeneratingJnovelJhypothesesJaboutJdrugsXJIntelligentcDatac
AnalysisVJ2016VJa[VJ]gbW]hf 1.1 4

79 xnJsilicoJtargetJpredictionJforJelucidatingJtheJmodeJofJactionJofJherbicidesJincludingJprospectiveJ
validationXJJournalcofcMolecularcGraphicscandcModellingVJ2017VJf]VJf[Wfh 2.8 4

78 αheJrhallengesJxnvolvedJinJ’odelingJαoxicityJsataJxnJSilicoiJpJReviewXJCurrentcDrugcMetabolismVJ
2012VJ]gVJ]aeeW]ah] 3.5 4

77 romputationalJanalysesJofJmechanismJofJactionJR’opSiJdataVJmethodsJandJintegrationXXJRSCc
ChemicalcBiologyVJ2022VJbVJ]f[Wa[[ 3 4

76 ’achineJ‘earningJ’odelsJforJwumanJPharmacokineticJParametersJwithJxnWwouseJκalidationXJ
MolecularcPharmaceuticsVJ2021VJ]gVJcda[Wcdb[ 5.6 4

75 γsingJ’ultiobjectiveJ—ptimizationJandJtnergyJ’inimizationJtoJsesignJanJxsoformWSelectiveJ‘igandJ
ofJtheJ]cWbWbJProteinXJLecturecNotescincComputercScienceVJ2012VJ]aWac 0.9 4

74 romparisonJofJScalingJ’ethodsJtoJ—btainJralibratedJProbabilitiesJofJpctivityJforJProteinW‘igandJ
PredictionsXJJournalcofcChemicalcInformationcandcModelingVJ2020VJe[VJcdceWcddh 6.1 4

73 SystematicJpnalysisJofJProteinJαargetsJpssociatedJwithJpdverseJtventsJofJsrugsJfromJrlinicalJαrialsJ
andJPostmarketingJReportsXJChemicalcResearchcincToxicologyVJ2021VJbcVJbedWbgc 4 4

72 rombinationJofJvinsenosidesJRbaJandJRgbJPromotesJpngiogenicJPhenotypeJofJwumanJtndothelialJ
rellsJviaJPxbzYpktJandJ’pPzYtRzJPathwaysXJFrontierscincPharmacologyVJ2021VJ]aVJe]gffb 5.6 4

71
‘everagingJheterogeneousJdataJfromJvwSJtoxicityJannotationsVJmolecularJandJproteinJtargetJ
descriptorsJandJαoxa]JassayJreadoutsJtoJpredictJandJrationaliseJacuteJtoxicityXJJournalcofc
CheminformaticsVJ2019VJ]]VJbe

8.6 3

70 tstablishingJvPrRJαargetsJofJh’p—JpctiveJpnthraquinonesJfromJ‘innJSeedsJγsingJandJ’ethodsXJ
ACScOmegaVJ2020VJdVJff[dWff]d 3.9 3

69
–anoW’o—bWmediatedJsynthesisJofJbioactiveJthiazolidinWcWonesJactingJasJantiWbacterialJagentsJandJ
theirJmodeWofWactionJanalysisJusingJinJsilicoJtargetJpredictionVJdockingJandJsimilarityJsearchingXJNewc
JournalcofcChemistryVJ2016VJc[VJa]ghWa]hh

3.6 3

68 txtendingJProteinJαargetJPredictionJ’odelsJtoJxncludeJuunctionalJtffectsXJFrontierscinc
PharmacologyVJ2018VJhVJe]b 5.6 3

67 ppplicationsJofJproteochemometricsJWJfromJspeciesJextrapolationJtoJcellJlineJsensitivityJmodellingXJ
BMCcBioinformaticsVJ2015VJ]eVJ 3.6 3

(2015-2019)
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66 PredictingJvenesJxnvolvedJinJwumanJrancerJγsingJ–etworkJrontextualJxnformationXJJournalcofc
IntegrativecBioinformaticsVJ2012VJhVJccWf] 3.8 3

65 xdentificationJofJxntrinsicJsrugJResistanceJandJxtsJqiomarkersJinJwighWαhroughputJ
PharmacogenomicJandJrRxSPRJScreensXJPatternsVJ2020VJ]VJ][[[ed 5.1 3

64 t’sxPiJpnJtntropyJ’easureJtoJsiscoverJxmportantJProteinsJinJPPxJnetworksXJComputerscincBiologyc
andcMedicineVJ2020VJ]a[VJ][bfc[ 7 3

63 –ewJpssociationsJbetweenJsrugWxnducedJpdverseJtventsJinJpnimalJ’odelsJandJwumansJRevealJ
–ovelJrandidateJSafetyJαargetsXJChemicalcResearchcincToxicologyVJ2021VJbcVJcbgWcd] 4 3

62 xnformationWserivedJ’echanisticJwypothesesJforJStructuralJrardiotoxicityXJChemicalcResearchcinc
ToxicologyVJ2018VJb]VJ]]]hW]]af 4 3

61 approachesJinJorganJtoxicityJhazardJassessmentiJcurrentJstatusJandJfutureJneedsJinJpredictingJliverJ
toxicityXXJComputationalcToxicologyVJ2021VJa[VJ][[]gfW][[]gf 3.1 3

60 tvaluationJguidelinesJforJmachineJlearningJtoolsJinJtheJchemicalJsciencesXJNaturecReviewscChemistryV 34.6 3

59 SulfatedJreriaJratalyzedJSynthesisJofJxmidazopyridinesJandJαheirJxmplementationJasJs–pJ’inorJ
vrooveJqindersXJChemistrycandcBiodiversityVJ2019VJ]eVJe]g[[cbd 2.5 2

58 SynthesisJofJrrVJr–JcoupledJnovelJsubstitutedJdibutylJbenzothiazepinoneJderivativesJandJ
evaluationJofJtheirJthrombinJinhibitoryJactivityXJBioorganiccChemistryVJ2019VJgfVJ]caW]dc 5.1 2

57 pJuastJandJïuantitativeJ’ethodJforJPostWtranslationalJ’odificationJandJκariantJtnabledJ’appingJ
ofJPeptidesJtoJvenomesXJJournalcofcVisualizedcExperimentsVJ2018VJ 1.6 2

56 romparativeJmodeWofWactionJanalysisJfollowingJmanualJandJautomatedJphenotypeJdetectionJinJ
XenopusJlaevisXJMedChemCommVJ2014VJdVJbgeWbhe 5 2

55 αowardsJpredictiveJresistanceJmodelsJforJagrochemicalsJbyJcombiningJchemicalJandJproteinJ
similarityJviaJproteochemometricJmodellingXJJournalcofcChemicalcBiologyVJ2014VJfVJ]]hWab 2

54
αowardsJunderstandingJpolyolJadditiveJeffectsJonJtheJpwJshiftWinducedJaggregationJofJaJ
monoclonalJantibodyJusingJhighJthroughputJscreeningJandJquantitativeJstructureWactivityJmodelingXJ
InternationalcJournalcofcPharmaceuticsVJ2017VJdb[VJ]edW]fa

6.5 2

53 γsingJaJwumanJsiseaseJ–etworkJforJaugmentingJpriorJknowledgeJaboutJdiseasesXJIntelligentcDatac
AnalysisVJ2015VJ]hVJghfWh]e 1.1 2

52 romputationalJmethodsJtoJsupportJhighWcontentJscreeningiJfromJcompoundJselectionJandJdataJ
analysisJtoJpostulatingJtargetJhypothesesXJExpertcOpinionconcDrugcDiscoveryVJ2009VJcVJdW]b 6.2 2

51 ’odelingJPolypharmacologicalJProfilesJbyJpffinityJuingerprintingXJCurrentcPharmaceuticalcDesignVJ
2016VJaaVJeggdWeghc 3.3 2

50 rollaborationWqasedJuunctionJPredictionJinJProteinWProteinJxnteractionJ–etworksXJLecturecNotescinc
ComputercScienceVJ2011VJb]gWbaf 0.9 2

49 pJsystemsJgenomicsJapproachJtoJuncoverJpatientWspecificJpathogenicJpathwaysJandJproteinsJinJaJ
complexJdisease 2
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48 αranscriptionalJdrugJrepositioningJandJcheminformaticsJapproachJforJdifferentiationJtherapyJofJ
leukaemiaJcellsXJScientificcReportsVJ2021VJ]]VJ]adbf 4.9 2

47 pnalysisJofJsifferentialJtfficacyJandJpffinityJofJvpqpJR˛–]Y˛–aSJSelectiveJ’odulatorsXJMolecularc
PharmaceuticsVJ2016VJ]bVJc[[]Wc[]a 5.6 2

46 qioinformaticJppproachesJinJtheJγnderstandingJofJ’echanismJofJpctionJR’opSXJMethodscandc
PrinciplescincMedicinalcChemistryVJ2019VJbabWbeb 0.4 2

45 γnderstandingJronditionalJpssociationsJbetweenJαoxrastJReadoutsJandJtheJwepatotoxicityJofJ
rompoundsJγsingJRuleWqasedJ’ethodsXJChemicalcResearchcincToxicologyVJ2020VJbbVJ]bfW]db 4 2

44 –eurochemicalJunderpinningJofJhemodynamicJresponseJtoJneuropsychiatricJdrugsiJpJmetaWJandJ
clusterJanalysisJofJpreclinicalJstudiesXJJournalcofcCerebralcBloodcFlowcandcMetabolismVJ2021VJc]VJgfcWggd 7.3 2

43 xnJsilicoJapproachesJinJorganJtoxicityJhazardJassessmentiJrurrentJstatusJandJfutureJneedsJforJ
predictingJheartVJkidneyJandJlungJtoxicitiesXJComputationalcToxicologyVJ2021VJa[VJ][[]gg 3.1 2

42 rhemoinformaticsJαakingJqiologyJintoJpccountiJProteochemometricsdfWha 2

41 αowardsJtheJmodeJofJactionJofJStrobilanthesJcrispusJthroughJintegratedJcomputationalJandJ
experimentalJanalysesXJJournalcofcPlantcBiochemistrycandcBiotechnologyVJ2017VJaeVJcd]Wcee 1.6 1

40 αraditionalJrhineseJ’edicineJwerbalJsrugsiJuromJweritageJtoJuutureJsevelopmentsXJAAPScAdvancesc
incthecPharmaceuticalcSciencescSeriesVJ2019VJdhWff 0.5 1

39 rharacterizingJpqrWαransporterJSubstrateW‘ikenessJγsingJaJrleanWSlateJveneticJqackgroundXJ
FrontierscincPharmacologyVJ2019VJ][VJccg 5.6 1

38 StructuralJrhemogenomicsJ2020VJdbWff 1

37 rommonJstructuralJandJpharmacophoricJfeaturesJofJmPvtSW]JandJ‘αrcSXJFuturecMedicinalc
ChemistryVJ2018VJ][VJadhWaeg 4.1 1

36
tlucidatingJrompoundJ’echanismJofJpctionJandJPredictingJrytotoxicityJγsingJ’achineJ‘earningJ
ppproachesVJαakingJPredictionJronfidenceJintoJpccountXJCurrentcProtocolscincChemicalcBiologyVJ2019
VJ]]VJefb

1.8 1

35 PredictingJαoxicJtffectsJofJ’etabolitesXJMethodscandcPrinciplescincMedicinalcChemistryVJ2014VJbhfWc]a 0.4 1

34 γsingJmachineJlearningJtechniquesJforJrationalisingJphenotypicJreadoutsJfromJaJratJsleepingJmodelXJ
JournalcofcCheminformaticsVJ2013VJdVJ 8.6 1

33 pnnotatingJtargetsJwithJpathwaysiJextendingJapproachesJtoJmodeJofJactionJanalysisXJJournalcofc
CheminformaticsVJ2013VJdVJ 8.6 1

32 romputerWaidedJRinJsilicoSJapproachesJinJtheJmodeWofWactionJanalysisJandJsafetyJassessmentJofJ
ostarineJandJcWmethylamphetamineXJHumancPsychopharmacologyVJ2013VJagVJbedWfg 2.3 1

31 ’olecularJsescriptorsJforJqiologicalJSystemsJ2011VJ][fW]cb 1
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30 SPRtpsâ��exploitingJchemicalJfeaturesJthatJcauseJdifferentialJactivityJbehaviorXJStatisticalcAnalysisc
andcDatacMiningVJ2009VJaVJ]]dW]aa 1.4 1

29 znowledgeWqasedJandJromputationalJppproachesJtoJxnJκitroJSafetyJPharmacologyXJMethodscandc
PrinciplescincMedicinalcChemistryVJ2009VJahfWbaa 0.4 1

28 κirtualJpctivityJProfilingJofJqioactiveJ’oleculesJbyJ]sJuingerprintingXJMolecularcInformaticsVJ2010VJ
ahVJffbWh 3.8 1

27 ssRt‘iJuromJdrugWdrugJrelationshipsJtoJdrugJrepurposingXJIntelligentcDatacAnalysisVJ2022VJaeVJaa]Wabf 1.1 1

26 ppplicationsJofJprtificialJxntelligenceJinJsrugJsesigniJ—pportunitiesJandJrhallengesXJMethodscinc
MolecularcBiologyVJ2022VJabh[VJ]Wdh 1.4 1

25 xntegratingJrellJ’orphologyJwithJveneJtxpressionJandJrhemicalJStructureJtoJpidJ’itochondrialJ
αoxicityJsetection 1

24 pJScenarioJxmplementationJinJRJforJSubtypesiscoveryJtxamplifiedJonJrhemoinformaticsJsataXJ
CommunicationscincComputercandcInformationcScienceVJ2008VJeehWegb 0.3 1

23 rancerJrellJ‘ineJProfilerJRrr‘PSiJaJwebserverJforJtheJpredictionJofJcompoundJactivityJacrossJtheJ
–rxe[Jpanel 1

22 WorkflowJαoolsJforJ’anagingJqiologicalJandJrhemicalJsata]fhWa[h 1

21 StructureWbasedJidentificationJofJdualJligandsJatJtheJpRJandJPst][pJwithJantiWproliferativeJeffectsJ
inJlungJcancerJcellWlinesXJJournalcofcCheminformaticsVJ2021VJ]bVJ]f 8.6 1

20 PredictingJandJunderstandingJsynergisticJpairwiseJcompoundJcombinationsJofJShexianJqaoxinJPillJ
RSqPSJusingJnetworkJbiologyXJSynergyVJ2021VJ]]VJ][[[fb 0.9 1

19 romputationalJdrugJrepositioningJforJischemicJstrokeiJneuroprotectiveJdrugJdiscoveryXJFuturec
MedicinalcChemistryVJ2021VJ]bVJ]af]W]agb 4.1 1

18 PredictionJandJidentificationJofJsynergisticJcompoundJcombinationsJagainstJpancreaticJcancerJcellsXJ
IScienceVJ2021VJacVJ][b[g[ 6.1 1

17 qridgingJrhemicalJandJqiologicalJsataiJxmplicationsJforJPharmaceuticalJsrugJsiscoveryadWde 1

16 ’olecularJSimilarityJSearchingJγsingJr—S’—JScreeningJrhargesJRr—S’—YbPPSXJLecturecNotescinc
ComputercScienceVJ2005VJ]fdW]gd 0.9 1

15 PredictingJgenesJinvolvedJinJhumanJcancerJusingJnetworkJcontextualJinformationXJJournalcofc
IntegrativecBioinformaticsVJ2012VJhVJa][ 3.8 1

14 siversityW—rientedJSynthesisbhWdh 0

13 αowardsJunderstandingJantimicrobialJactivityVJcytotoxicityJandJtheJmodeJofJactionJofJdichapetalinsJ
pJandJ’JusingJinJsilicoJandJinJvitroJstudiesXJToxiconVJ2021VJ]hbVJagWbf 2.8 0
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12 ProbabilisticJRandomJuorestJimprovesJbioactivityJpredictionsJcloseJtoJtheJclassificationJthresholdJ
byJtakingJintoJaccountJexperimentalJuncertaintyXJJournalcofcCheminformaticsVJ2021VJ]bVJea 8.6 0

11 pJsystemsJgenomicsJapproachJtoJuncoverJpatientWspecificJpathogenicJpathwaysJandJproteinsJinJ
ulcerativeJcolitisXXJNaturecCommunicationsVJ2022VJ]bVJaahh 17.4 0

10 rheminformaticsJResearchJatJtheJγnileverJrentreJforJ’olecularJScienceJxnformaticsJrambridgeXJ
MolecularcInformaticsVJ2015VJbcVJeaeWebb 3.8

9 ]]thJvermanJronferenceJonJrhemoinformaticsJRvrrJa[]dSJiJuuldaVJvermanyXJgW][J–ovemberJa[]dXJ
JournalcofcCheminformaticsVJ2016VJgVJ]g 8.6

8 vraphsiJulexibleJRepresentationsJofJ’olecularJStructuresJandJqiologicalJ–etworksJ2011VJ]cdW]ff

7 ruttingJedgeJapproachesJtoJdrugJdesignXJBiosilicoVJ2003VJ]VJdbWdc

6 pJïuantitativeJbglJ—peronJ’odelJforJtXJcoliJRequiresJqgluJronformationalJrhangeJforJSugarJ
αransportXJLecturecNotescincComputercScienceVJ2008VJ]Waa 0.9

5 qridgingJrhemicalJandJqiologicalJxnformationiJPublicJznowledgeJSpaces]Wac

4 γsingJrhemicalJStructureJtoJxnferJqiologicalJuunctiona]]Wabg

3 γsingJrhemicalJStructureJasJProbesJforJqiologicalJ–etworksabhWadh

2 rompoundJpctivitiesJinJαimesJofJSystemsJqiologyhbW][e

1 srugJrombinationJ’odelingJ2021VJaehWaga
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