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l Paper IF Citations

265 uinfonyXXcombiningKπpenKSourceKcheminformaticsKtoolkitsKbehindKaKcommonKinterfaceYKChemistryh
CentralhJournalWK2008WKdWKdf 33

264 xsxXvrugsdlKfreeKsvαwatoxKfilteringKtoolKtoKassistKdrugKdiscoveryKandKchemicalKbiologyKprojectsYK
2008WKkWKekh 192

263 uhemmineRlKaKcompoundKminingKframeworkKforKRYK2008WKdfWKcieeXf 204

262 RecombiningKanglesKinKvifferentialKwvolutionYK2009WK

261 αappingKdrugXtargetKinteractionKnetworksYK2009WKdbbkWKdeehXk 6

260 uRwvπlKaKproteinXligandKinteractionKdatabaseKforKdrugKdiscoveryYK2009WKieWKcgiXhi 64

259 sKlargeKscaleKanalysisKofKinformationXtheoreticKnetworkKcomplexityKmeasuresKusingKchemicalK
structuresYKPLoShONEWK2009WKfWKejbgi 3.7 33

258 xirstXprinciplesKthermochemistryKforKsiliconKspeciesKinKtheKdecompositionKofKtetraethoxysilaneYK
2009WKcceWKkbfcXk 34

257 βovelKtopologicalKdescriptorsKforKanalyzingKbiologicalKnetworksYK2010WKcbWKcj 26

256 –nsightsKintoKtheKinKvitroKantitumorKmechanismKofKactionKofKaKnewKpyranoxanthoneYK2010WKihWKfeXgj 36

255 xirstXprinciplesKthermochemistryKforKgasKphaseKspeciesKinKanKindustrialKrutileKchlorinatorYK2010WKccfWKccjdgXed 7

254 vesigningKfocusedKchemicalKlibrariesKenrichedKinKproteinXproteinKinteractionKinhibitorsKusingK
machineXlearningKmethodsYKPLoShComputationalhBiologyWK2010WKhWKecbbbhkg 5 94

253 YK2011WK 10

252 αiningKsmallXmoleculeKscreensKtoKrepurposeKdrugsYKBriefingshinhBioinformaticsWK2011WKcdWKediXeg 13.4 59

251 xlashKPointKandKuetaneKβumberKPredictionsKforKxuelKuompoundsKUsingKQuantitativeKStructureK
PropertyKRelationshipKSQSPRTKαethodsYK2011WKdgWKekbbXekbj 94

250 uomputationalKvesignKandKSelectionKofKπptimalKπrganicKPhotovoltaicKαaterialsYK2011WKccgWKchdbbXchdcb 123

249 PreparingKandKxilteringKuompoundKvatabasesKforKVirtualKandKwxperimentalKScreeningYK2011WKegXgk 6
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248 πpenKtabellKsnKopenKchemicalKtoolboxYK2011WKeWKee 3717

247 uonfabKXKSystematicKgenerationKofKdiverseKlowXenergyKconformersYK2011WKeWKj 152

246 vevelopmentKandKuomparisonKofKhwRyKtlockerKulassifierslKsssessmentKonKvifferentKvatasetsK
YieldsKαarkedlyKvifferentKResultsYKMolecularhInformaticsWK2011WKebWKffeXgj 3.8 34

245 αappingKdrugKarchitectureKbyKαoSttiovatlKrapidKscreeningKofKintramolecularKhydrogenKbondedK
motifsKinKcatecholsYK2011WKidWKdbkXdcj 4

244 PysvxXXaKscriptingKframeworkKforKmultiscaleKquantumKchemistryYK2011WKedWKdedjXej 53

243 xirstXprinciplesKthermochemistryKforKtheKcombustionKofKTiulfKinKaKmethaneKflameYK2011WKeeWKfkeXgbb 14

242 uhemαineKtoolslKanKonlineKserviceKforKanalyzingKandKclusteringKsmallKmoleculesYKNucleichAcidsh
ResearchWK2011WKekWKWfjhXkc 20.1 246

241 TheKxsxXvrugsdKserverlKaKmultistepKengineKtoKprepareKelectronicKchemicalKcompoundKcollectionsYK
2011WKdiWKdbcjXdb 70

240 RxnxinderlKbiochemicalKreactionKsearchKenginesKusingKmolecularKstructuresWKmolecularKfragmentsK
andKreactionKsimilarityYK2011WKdiWKdfhgXi 29

239 hwRysPvbaselKaKdatabaseKdocumentingKhwRyKchannelKinhibitoryKpotentialsKandKsPvXprolongationK
activitiesKofKchemicalKcompoundsYK2011WKdbccWKbarbci 10

238 PartialKverivativeKxittedKTaylorKwxpansionlKanKefficientKmethodKforKcalculatingKgasaliquidKequilibriaK
inKatmosphericKaerosolKparticlesKâ��KPartKdlKπrganicKcompoundsYK2011WK 1

237 PartialKverivativeKxittedKTaylorKwxpansionlKanKefficientKmethodKforKcalculatingKgasaliquidKequilibriaK
inKatmosphericKaerosolKparticlesKâ��KPartKdlKπrganicKcompoundsYK2012WKgWKcXce 13

236 uvRUylKaKwebKserverKforKpredictingKanticancerKactivityKofKchemicalKcompoundsYK2012WKdjWKeeefXg 33

235 SuR–PvtlKaKportalKforKeasyKaccessKtoKsynthesesWKchemicalsKandKreactionsKinKpatentsYKNucleichAcidsh
ResearchWK2012WKfbWKvfdjXee 20.1 16

234 xreelyKavailableKconformerKgenerationKmethodslKhowKgoodKareKtheyqYKJournalhofhChemicalh
InformationhandhModelingWK2012WKgdWKccfhXgj 6.1 128

233 uhiralKnanoKheterobimetallicKvβsKreceptorslK–n´ vitroKbindingKstudiesWKcleavageKactivityKandKvβsK
condensationKstudiesKSTwαKandKsxαKimagingTYK2012WKiceWKcdeXcee 8

232 TheKsemanticsKofKuhemicalKαarkupKLanguageKSuαLTKforKcomputationalKchemistryKlKuompuhemYK
2012WKfWKcg 18

231 vrugKrepositioningKthroughKincompleteKbiXcliquesKinKanKintegratedKdrugXtargetXdiseaseKnetworkYK
2012WKfWKiijXjj 41

(2012-2011)
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230 sutomatedKidentificationKofKbindingKsitesKforKphosphorylatedKligandsKinKproteinKstructuresYK2012WK
jbWKdefiXgj 2

229 SimpleKslternativeKtoKβeuralKβetworksKforKPredictingKSublimationKwnthalpiesKfromKxragmentK
uontributionsYKIndustrialhpamp;hEngineeringhChemistryhResearchWK2012WKgcWKdjcfXdjck 3.9 30

228 vecoyxinderlKanKeasyXtoXuseKpythonKyU–KapplicationKforKbuildingKtargetXspecificKdecoyKsetsYK2012WK
djWKchhcXd 127

227 zitKclusteringKcanKimproveKvirtualKfragmentKscreeninglKuv dKandKPsRPcKcaseKstudiesYK2012WKcjWKdggeXhh 6

226 vualKinhibitorsKofKPXglycoproteinKandKtumorKcellKgrowthlKSreTdiscoveringKthioxanthonesYK2012WKjeWKgiXhj 93

225 sKtandemKregressionXoutlierKanalysisKofKaKligandKcellularKsystemKforKkeyKstructuralKmodificationsK
aroundKligandKbindingYK2013WKgWKdc

224 TheKvwwRKdatabaselKaKbridgeKconnectingKdrugsWKenvironmentalKeffectsWKandKregulationsYK2013WKgdbWKkjXcbg 6

223 QVibeplotlKsKProgramKToKVisualizeKαolecularKVibrationsKinKTwoKvimensionsYK2013WKkbWKkffXkfh 25

222 αet–vtlKaKpubliclyKaccessibleKdatabaseKofKpredictedKandKexperimentalKczKβαRKspectraKofK
flavonoidsYK2013WKjgWKjibbXi 22

221 RubabellKwrappingKopenKtabelKwithKRubyYK2013WKgWKeg 7

220 uβsKwebKserverlKrigidityKtheoryXbasedKthermalKunfoldingKsimulationsKofKproteinsKforKlinkingK
structureWKSthermoXTstabilityWKandKfunctionYKNucleichAcidshResearchWK2013WKfcWKWefbXj 20.1 97

219 fmcsRlKmismatchKtolerantKmaximumKcommonKsubstructureKsearchingKinKRYK2013WKdkWKdikdXf 36

218 sKcaseXbasedKmetaXlearningKalgorithmKboostsKtheKperformanceKofKstructureXbasedKvirtualKscreeningYK
2013WK

217 αolecularKdockingKstudiesKofKtheKinteractionKbetweenKpropargylicKenolKethersKandKhumanKvβsK
topoisomeraseK––˛–YK2013WKdeWKgejdXf 3

216 snKaugmentedKvolumeXbasedKmodelKofKtheKglassKtransitionKtemperatureKofKdbkKmolecularKliquidsYK
2013WKcbdWKckibXckjb 5

215 πxidationXinducedKphotoluminescenceKofKconjugatedKpolymersYK2013WKcciWKfgdjXeg 11

214 vevelopingKandK–mplementingKaKuombinedKuhemistryKandK–nformaticsKuurriculumKforK
UndergraduateKandKyraduateKStudentsKinKtheKuzechKRepublicYK2013WKkbWKecgXeck 2

213 uriticalKassessmentKofKliquidKdensityKestimationKmethodsKforKmultifunctionalKorganicKcompoundsK
andKtheirKuseKinKatmosphericKscienceYK2013WKcciWKefdjXfc 12
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212 sKαoduleKsnalysisKspproachKtoK–nvestigateKαolecularKαechanismKofKTuαKxormulalKsKTrialKonK
ShuXfengXjieXduKxormulaYK2013WKdbceWKieceib 14

211 SulfatedKsmallKmoleculesKtargetingKetVKinKturkittKlymphomalKfromKinKsilicoKscreeningKtoKtheK
evidenceKofKinKvitroKeffectKonKviralKepisomalKvβsYK2013WKjcWKhecXff 8

210 RecentKsdvancesKinKtheKπpenKsccessKuheminformaticsKToolkitsWKSoftwareKToolsWKWorkflowK
wnvironmentsWKandKvatabasesYK2014WKdgiXdkh 4

209 SequenceKαatterslKveterminingKtheKSequenceKwffectKofKwlectronicKStructureKPropertiesKinK
ˇ�XuonjugatedKPolymersYK2014WKeikXeke 4

208 SharingKchemicalKrelationshipsKdoesKnotKrevealKstructuresYKJournalhofhChemicalhInformationhandh
ModelingWK2014WKgfWKeiXfj 6.1 7

207 voesKaKmoreKpreciseKchemicalKdescriptionKofKproteinXligandKcomplexesKleadKtoKmoreKaccurateK
predictionKofKbindingKaffinityqYKJournalhofhChemicalhInformationhandhModelingWK2014WKgfWKkffXgg 6.1 108

206 uhemwdKXKvatalKwxposingKStudentsKtoKπpenKScientificKvataKforKzigherXπrderKThinkingKandK
SelfXRegulatedKLearningYK2014WKkcWKcgbcXcgbf 5

205 uomplexKuhemicalKReactionKβetworksKfromKzeuristicsXsidedKQuantumKuhemistryYKJournalhofh
ChemicalhTheoryhandhComputationWK2014WKcbWKjkiXkbi 6.4 73

204 wndocrineKdisruptomeXXanKopenKsourceKpredictionKtoolKforKassessingKendocrineKdisruptionKpotentialK
throughKnuclearKreceptorKbindingYKJournalhofhChemicalhInformationhandhModelingWK2014WKgfWKcdgfXhi 6.1 73

203 ivruglKaKwebXaccessibleKandKinteractiveKdrugKdiscoveryKandKdesignKplatformYK2014WKhWKdj 27

202
wxploringKtheKroleKofKdXchloroXhXfluoroKsubstitutionKinK
dXalkylthioXhXbenzylXgXalkylpyrimidinXfSezTXoneslKeffectsKinKz–VXcXinfectedKcellsKandKinKz–VXcKreverseK
transcriptaseKenzymesYK2014WKgiWKgdcdXdg

15

201 –nvestigationKofKtheKmolecularKsimilarityKinKcloselyKrelatedKproteinKsystemslKTheKPrPKcaseKstudyYK
2015WKjeWKcigcXhg 9

200 UniversalKStructureKuonversionKαethodKforKπrganicKαoleculeslKxromKstomicKuonnectivityKtoK
ThreeXvimensionalKyeometryYK2015WKehWKcihkXciii 18

199 SecurelyKmeasuringKtheKoverlapKbetweenKprivateKdatasetsKwithKcryptosetsYKPLoShONEWK2015WKcbWKebccijkj3.7 5

198 sKmodularityXbasedKmethodKrevealsKmixedKmodulesKfromKchemicalXgeneKheterogeneousKnetworkYK
PLoShONEWK2015WKcbWKebcdggjg 3.7 2

197
PotentialKuompoundsKforKπralKuancerKTreatmentlKResveratrolWKβimbolideWKLovastatinWKtortezomibWK
VorinostatWKterberineWKPterostilbeneWKveguelinWKsndrographolideWKandKuolchicineYKPLoShONEWK2015WK
cbWKebcfcick

3.7 28

196 sKnovelKapproachKtoKidentifyKsharedKfragmentsKinKdrugsKandKnaturalKproductsYK2015WK

195 xsxXvrugselKaKwebKserverKforKcompoundKpropertyKcalculationKandKchemicalKlibraryKdesignYKNucleich
AcidshResearchWK2015WKfeWKWdbbXi 20.1 192

(2015-2013)
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194 uhemozartlKaKwebXbasedKevKmolecularKstructureKeditorKandKvisualizerKplatformYK2015WKiWKgh 7

193 αodelingKwpoxidationKofKvrugXlikeKαoleculesKwithKaKveepKαachineKLearningKβetworkYK2015WKcWKchjXjb 102

192 PL–PlKfullyKautomatedKproteinXligandKinteractionKprofilerYKNucleichAcidshResearchWK2015WKfeWKWffeXi 20.1 846

191 αanyK–nuh–sKandKquiteKsomeKfeatYK2015WKdkWKhjcXkf 14

190 sKmultiXmodelKPythonKwrapperKforKoperationalKoilKspillKtransportKforecastsYK2015WKjWKbcfbbf 5

189 wpivtaselKaKmanuallyKcuratedKdatabaseKforKsmallKmoleculeKmodulatorsKofKepigeneticKlandscapeYK
2015WKdbcgWK 13

188 αolecularKdynamicsKtoKenhanceKstructureXbasedKvirtualKscreeningKonKcathepsinKtYK2015WKdkWKibiXcd 13

187
ProteochemometricKmodellingKcoupledKtoKinKsilicoKtargetKpredictionlKanKintegratedKapproachKforKtheK
simultaneousKpredictionKofKpolypharmacologyKandKbindingKaffinityapotencyKofKsmallKmoleculesYK
2015WKiWKcg

26

186 SiteKofKreactivityKmodelsKpredictKmolecularKreactivityKofKdiverseKchemicalsKwithKglutathioneYK2015WK
djWKikiXjbk 54

185 uommunicationlKsccurateKhydrationKfreeKenergiesKatKaKwideKrangeKofKtemperaturesKfromKevXR–SαYK
JournalhofhChemicalhPhysicsWK2015WKcfdWKbkccbg 3.9 53

184 α–βwslKopenKaccessKdatabasesKofKcomputationallyKpredictedKenzymeKpromiscuityKproductsKforK
untargetedKmetabolomicsYK2015WKiWKff 137

183 L–yS–xTlKanKopenXsourceKtoolKforKligandKstructuralKalignmentKandKvirtualKscreeningYK2015WKecWKgekXff 31

182 wfficientKsearchingKandKannotationKofKmetabolicKnetworksKusingKchemicalKsimilarityYK2015WKecWKcbchXdf 41

181 UαanSysPropKvcYblKanKonlineKandKopenXsourceKfacilityKforKmolecularKpropertyKpredictionKandK
atmosphericKaerosolKcalculationsYK2016WKkWKjkkXkcf 54

180 αetabolicKuomplementationKinKtacterialKuommunitieslKβecessaryKuonditionsKandKπptimalityYK2016WK
iWKcgge 13

179 xragmentXtasedKsnalysisKofKLigandKvockingsK–mprovesKulassificationKofKsctivesYKJournalhofhChemicalh
InformationhandhModelingWK2016WKghWKcgkiXhbi 6.1 3

178 ThreeXvimensionalKuhemicalKStructureKSearchKUsingKtheKuonformationalKuodeKforKπrganicK
αoleculesKSuuπαTKProgramYK2016WKdjWKeibXg 3

177 viscoveryKofKαycobacteriumKtuberculosisK–nhsK–nhibitorsKbyKtindingKSitesKuomparisonKandKLigandsK
PredictionYK2016WKgkWKccbhkXccbij 21
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176 –nKsilicoKidentificationKofKantiXcancerKcompoundsKandKplantsKfromKtraditionalKuhineseKmedicineK
databaseYK2016WKhWKdgfhd 29

175 ualculationKofKdistributionKcoefficientsKinKtheKSsαPLgKchallengeKfromKatomicKsolvationKparametersK
andKsurfaceKareasYK2016WKebWKcbikXcbjh 3

174 πpenKsourceKmolecularKmodelingYK2016WKhkWKcdiXfe 64

173 αodelingKReactivityKtoKtiologicalKαacromoleculesKwithKaKveepKαultitaskKβetworkYK2016WKdWKgdkXei 56

172 –dentifyingKenrichedKdrugKfragmentsKasKpossibleKcandidatesKforKmetabolicKengineeringYK2016WKkK
SupplKdWKfh 2

171 –nteractingKwithKyPuRslKUsingK–nteractionKxingerprintsKforKVirtualKScreeningYKJournalhofhChemicalh
InformationhandhModelingWK2016WKghWKdbgeXdbhb 6.1 12

170 –nteractionKwithKspecificKzSPkbKresiduesKasKaKscoringKfunctionlKvalidationKinKtheKveRKyrandK
uhallengeKdbcgYK2016WKebWKiecXifd 2

169 TechnicalKβotelKvevelopmentKofKchemoinformaticKtoolsKtoKenumerateKfunctionalKgroupsKinK
moleculesKforKorganicKaerosolKcharacterizationYK2016WKchWKffbcXffdd 11

168 αodelâ��measurementKcomparisonKofKfunctionalKgroupKabundanceKinKQltmiQgtm˛–QltmaiQgtmXpineneKandK
cWeWgXtrimethylbenzeneKsecondaryKorganicKaerosolKformationYK2016WKchWKjidkXjifi 7

167 βewKbasisKsetKforKtheKpredictionKofKtheKspecificKrotationKinKflexibleKbiologicalKmoleculesYK2016WKhWKckjkiXckkbd 8

166 TheKrecentKprogressKinKproteochemometricKmodellinglKfocusingKonKtargetKdescriptorsWKcrossXtermK
descriptorsKandKapplicationKscopeYKBriefingshinhBioinformaticsWK2017WKcjWKcdgXceh 13.4 28

165 veepKLearningKtoKPredictKtheKxormationKofKQuinoneKSpeciesKinKvrugKαetabolismYK2017WKebWKhfdXhgh 43

164 SdRSLvtlKaKcomprehensiveKmanuallyKcuratedWKinternetXaccessibleKdatabaseKofKtheKsigmaXdKreceptorK
selectiveKligandsYK2017WKkWKe 25

163 wvaluationKofKvifferentKαethodsKforK–dentificationKofKStructuralKslertsKUsingKuhemicalKsmesK
αutagenicityKvataKSetKasKaKtenchmarkYK2017WKebWKceggXcehf 39

162 QSsRXdrivenKdesignWKsynthesisKandKdiscoveryKofKpotentKchalconeKderivativesKwithKantitubercularK
activityYK2017WKceiWKcdhXcej 65

161 wxcelsutomatlKaKtoolKforKsystematicKprocessingKofKfilesKasKappliedKtoKquantumKchemicalK
calculationsYK2017WKecWKhhiXhie 12

160 TowardsKtheKRevivalKofK–nterpretableKQSsRKαodelsYK2017WKeXgg 10

159 LeveragingKuheminformaticsKStrategiesKforK–norganicKviscoverylKspplicationKtoKRedoxKPotentialK
vesignYKIndustrialhpamp;hEngineeringhChemistryhResearchWK2017WKghWKfjkjXfkcb 3.9 36
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158 predictionKofKchemicalKsubcellularKlocalizationKmultiXclassificationKmethodsYK2017WKjWKcddgXcdef 11

157 SequenceKwffectsKinKvonorâ��scceptorKπligomericKSemiconductorsKuomprisingKtenzothiadiazoleKandK
PhenylenevinyleneKαonomersYK2017WKgbWKcgcXchc 24

156 ˛–XylucosidaseKinhibitionKbyKflavonoidslKanKinKvitroKandKinKsilicoKstructureXactivityKrelationshipKstudyYK
2017WKedWKcdchXcddj 153

155 PredictingKnovelKsubstratesKforKenzymesKwithKminimalKexperimentalKeffortKwithKactiveKlearningYK
2017WKffWKcicXcjc 15

154 uomparisonKofKtheKPredictiveKPerformanceKandK–nterpretabilityKofKRandomKxorestKandKLinearK
αodelsKonKtenchmarkKvataKSetsYKJournalhofhChemicalhInformationhandhModelingWK2017WKgiWKciieXcikd 6.1 52

153 xunctionalKannotationKofKchemicalKlibrariesKacrossKdiverseKbiologicalKprocessesYK2017WKceWKkjdXkke 48

152 zemeKπxygenaseKvatabaseKSzemeπxvtTKandKQSsRKsnalysisKofK–soformKcK–nhibitorsYK2017WKcdWKcjieXcjjc 27

151 –mprovingKscoringXdockingXscreeningKpowersKofKproteinXligandKscoringKfunctionsKusingKrandomK
forestYK2017WKejWKchkXcii 115

150 eTπXKsLL–wSlKanKautomatedKpipeLineKforKlinearKinteractionKenergyXbasedKsimulationsYK2017WKkWKgj 6

149 αultidrugKresistanceXassociatedKproteinKfKisKaKbileKtransporterKofKulonorchisKsinensisKsimulatedKbyKinK
silicoKdockingYK2017WKcbWKgij 5

148 TheKdyeXsensitizedKsolarKcellKdatabaseYK2018WKcbWKcj 31

147 visruptorKofKtelomericKsilencingKcXlikeKSvπTcLTlKdisclosingKaKnewKclassKofKnonXnucleosideKinhibitorsK
byKmeansKofKligandXbasedKandKstructureXbasedKapproachesYK2018WKedWKfegXfgj 11

146 pywxPlKsutomaticKdecompositionKofKtheKcomplexKmolecularKsystemsKintoKrigidKpolarizableK
fragmentsYK2018WKekWKjbiXjcf 3

145 xilTerKtaSelKsKwebKaccessibleKchemicalKdatabaseKforKsmallKcompoundKlibrariesYK2018WKjbWKkgXcbe 6

144
SystematicKanalysesKofKdrugsKandKdiseaseKindicationsKinKRepurposevtKrevealKpharmacologicalWK
biologicalKandKepidemiologicalKfactorsKinfluencingKdrugKrepositioningYKBriefingshinhBioinformaticsWK
2018WKckWKhghXhij

13.4 48

143 wffectKofKpomegranateKpeelKextractKonKshelfKlifeKofKstrawberrieslKcomputationalKchemistryK
approachesKtoKassessKantifungalKmechanismsKinvolvedYK2018WKggWKdibdXdicc 10

142 wfficientKpredictionKofKreactionKpathsKthroughKmolecularKgraphKandKreactionKnetworkKanalysisYK2018WK
kWKjdgXjeg 53

141
αolecularKtuildingKtlockXtasedKwlectronicKuhargesKforKzighXThroughputKScreeningKofK
αetalXπrganicKxrameworksKforKsdsorptionKspplicationsYKJournalhofhChemicalhTheoryhandh
ComputationWK2018WKcfWKehgXeih

6.4 16
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140 sKstrategyKtoKfindKnovelKcandidateKantiXslzheimerRsKdiseaseKdrugsKbyKconstructingKinteractionK
networksKbetweenKdrugKtargetsKandKnaturalKcompoundsKinKmedicalKplantsYK2018WKhWKefigh 5

139 yXβetworksKtoKPredictKtheKπutcomeKofKSensingKofKToxicityYK2018WKcjWK 2

138 βeuralKnetworkKforKpredictionKofKceuKβαRKchemicalKshiftsKofKfullereneKuhbKmonoXadductsYK2018WK
edWKeebei 2

137 sdaptivelyKscceleratingKReactiveKαolecularKvynamicsKUsingKtoxedKαolecularKvynamicsKinKwnergyK
SpaceYKJournalhofhChemicalhTheoryhandhComputationWK2018WKcfWKfgfcXfggd 6.4 10

136 TheKαuYTaYLigYKuhemothecalKsKuommunityXPopulatedKαolecularKvatabaseKforKαultiXTargetKLigandsK
–dentificationKandKuompoundXRepurposingYKFrontiershinhChemistryWK2018WKhWKceb 5 6

135 svαwTlablKaKplatformKforKsystematicKsvαwTKevaluationKbasedKonKaKcomprehensivelyKcollectedK
svαwTKdatabaseYK2018WKcbWKdk 209

134 sutomatedKcomputationalKthermochemistryKforKbutaneKoxidationlKsKpreludeKtoKpredictiveK
automatedKcombustionKkineticsYK2019WKeiWKeheXeic 37

133 wTαXvtlKintegratedKwthiopianKtraditionalKherbalKmedicineKandKphytochemicalsKdatabaseYK2019WKckWKdcd 12

132 wxpandingKtheKScopeKofKRβsKαetabolicKLabelingKwithKVinylKβucleosidesKandK–nverseK
wlectronXvemandKvielsXslderKuhemistryYK2019WKcfWKchkjXcibi 19

131 uhemicalKinKvitroKbioactivityKprofilesKareKnotKinformativeKaboutKtheKlongXtermKinKvivoKendocrineK
mediatedKtoxicityYK2019WKcdWKcbbbkj 4

130 sKcuratedKknowledgebaseKonKendocrineKdisruptingKchemicalsKandKtheirKbiologicalKsystemsXlevelK
perturbationsYKSciencehofhthehTotalhEnvironmentWK2019WKhkdWKdjcXdkh 10.2 29

129 uomparisonKofKaffinityKrankingKusingKsutovockXyPUKandKααXytSsKscoresKforKtsuwXcKinhibitorsKinK
theKveRKyrandKuhallengeKfYK2019WKeeWKcbccXcbdb 22

128 –dentificationKSchemesKforKαetalâ��πrganicKxrameworksKToKwnableKRapidKSearchKandK
uheminformaticsKsnalysisYK2019WKckWKhhjdXhhki 59

127 scceleratingKvrugKviscoveryKbyKwarlyKProteinKvrugKTargetKPredictionKtasedKonKaKαultiXxingerprintK
SimilarityKSearchYK2019WKdfWK 22

126 TowardsKcreatingKanKextendedKmetabolicKmodelKSwααTKforKwYKcoliKusingKenzymeKpromiscuityK
predictionKandKmetabolomicsKdataYK2019WKcjWKcbk 9

125 tayesianKoptimizationKforKconformerKgenerationYK2019WKccWKed 20

124 vβsmodlKtheKvβsKmodificationKdatabaseYK2019WKccWKeb 29

123 TrainingKβeuralKβetsKToKLearnKReactiveKPotentialKwnergyKSurfacesKUsingK–nteractiveKQuantumK
uhemistryKinKVirtualKRealityYK2019WKcdeWKffjhXffkk 41

(2019-2018)
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122 LearningKfromKxailurelKPredictingKwlectronicKStructureKualculationKπutcomesKwithKαachineKLearningK
αodelsYKJournalhofhChemicalhTheoryhandhComputationWK2019WKcgWKdeecXdefg 6.4 45

121 wxtendingKmolecularKdockingKdesktopKapplicationsKwithKcloudKcomputingKsupportKandKanalysisKofK
resultsYK2019WKkiWKjcfXjdf 2

120 evXQSsRKforKbindingKconstantsKofK˛†XcyclodextrinKhostXguestKcomplexesKbyKutilisingKspectrophoresK
asKmolecularKdescriptorsYK2019WKddgWKcegXcej 6

119 vesigningKinKtheKxaceKofKUncertaintylKwxploitingKwlectronicKStructureKandKαachineKLearningKαodelsK
forKviscoveryKinK–norganicKuhemistryYKInorganichChemistryWK2019WKgjWKcbgkdXcbhbh 5.1 56

118 zighXthroughputKscreeningKandKtayesianKmachineKlearningKforKcopperXdependentKinhibitorsKofK
StaphylococcusKaureusYK2019WKccWKhkhXibh 24

117 wvaluationKofKaKflavonoidsKlibraryKforKinhibitionKofKpancreaticK˛–XamylaseKtowardsKaKstructureXactivityK
relationshipYK2019WKefWKgiiXgjj 53

116 αetaboliteK–dentificationKUsingKsrtificialKβeuralKβetworkYK2019WK 5

115 wpigeneticKdrugKdiscoverylKsystematicKassessmentKofKchemicalKspaceYK2019WKccWKdjbeXdjck 4

114 PredictionKofKscuteKπralKSystemicKToxicityKUsingKaKαultifingerprintKSimilarityKspproachYK2019WKchiWKfjfXfkg 20

113 yeneralizedKmolecularKsolvationKinKnonXaqueousKsolutionsKbyKaKsingleKparameterKimplicitKsolvationK
schemeYKJournalhofhChemicalhPhysicsWK2019WKcgbWKbfcicb 3.9 17

112 sKβewKspproachKforKvrugKTargetKandKtioactivityKPredictionlKTheKαultifingerprintKSimilarityKSearchK
slgorithmKSαuSSeLTYKJournalhofhChemicalhInformationhandhModelingWK2019WKgkWKgjhXgkh 6.1 36

111 wnumerationKofKdeKnovoKinorganicKcomplexesKforKchemicalKdiscoveryKandKmachineKlearningYK2020WKgWKcekXcgd 15

110 αvαSlKSoftwareKxacilitatingKPerformingKαolecularKvynamicsKSimulationsYK2020WKfcWKdhhXdic 1

109 –nhibitionKofKporcineKpancreaticK˛–XamylaseKactivityKbyKchlorogenicKacidYK2020WKhfWKcbegji 48

108 –αPRwSS–πβKXKpredictionKofKβαRKparametersKforKeXdimensionalKchemicalKstructuresKusingKmachineK
learningKwithKnearKquantumKchemicalKaccuracyYK2020WKccWKgbjXgcg 34

107 vevelopmentKofKaKcheminformaticsKplatformKforKselectivityKanalysesKofKcarbonicKanhydraseK
inhibitorsYK2020WKegWKehgXeic 10

106 P–αvlKsnK–ntegrativeKspproachKforKvrugKRepositioningKUsingKαultipleKuharacterizationKxusionYK
2020WKcjWKghgXgjc 3

105 αetx–vlKartificialKneuralKnetworkXbasedKcompoundKfingerprintKpredictionKforKmetaboliteK
annotationYK2020WKchWKcbf 10
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104 sugmentedKbaseKpairingKnetworksKencodeKRβsXsmallKmoleculeKbindingKpreferencesYKNucleichAcidsh
ResearchWK2020WKfjWKihkbXihkk 20.1 5

103 tuildingKScienceKyatewaysKforKsnalysingKαolecularKvockingKResultsKUsingKaKyenericKxrameworkKandK
αethodologyYK2020WKcjWKgdkXgfh

102 LargeXscaleKcomparisonKofKedKandKfdKtransitionKmetalKcomplexesKilluminatesKtheKreducedKeffectKofK
exchangeKonKsecondXrowKspinXstateKenergeticsYK2020WKddWKckedhXckefc 13

101 TrainingKatomicKneuralKnetworksKusingKfragmentXbasedKdataKgeneratedKinKvirtualKrealityYKJournalhofh
ChemicalhPhysicsWK2020WKcgeWKcgfcbg 3.9 4

100 spyrmsdlKsymmetryXcorrectedKRαSvKcalculationsKinKPythonYK2020WKcdWKfk 4

99 wxploringKuocrystallizedKsromaticKuageKtindersKtoKTargetKzistoneKαethylationKReaderKProteinsYK
JournalhofhChemicalhInformationhandhModelingWK2020WKhbWKgddgXgdee 6.1 3

98 WhyKuonventionalKvesignKRulesKforKuâ��zKsctivationKxailKforKπpenXShellKTransitionXαetalKuatalystsYK
ACShCatalysisWK2020WKcbWKcgbeeXcgbfi 13.1 12

97 –mmunoinformaticsKandKStructuralKsnalysisKforK–dentificationKofK–mmunodominantKwpitopesKinK
SsRSXuoVXdKasKPotentialKVaccineKTargetsYK2020WKjWK 34

96 βewKspproachKuombiningKαolecularKxingerprintsKandKαachineKLearningKtoKwstimateKRelativeK
–onizationKwfficiencyKinKwlectrosprayK–onizationYKACShOmegaWK2020WKgWKkgcbXkgch 3.9 5

95 sKveepXLearningKspproachKtowardKRationalKαolecularKvockingKProtocolKSelectionYK2020WKdgWK 6

94 UncoveringKslternateKPathwaysKtoKβafionKαembraneKvegradationKinKxuelKuellsKwithKxirstXPrinciplesK
αodelingYK2020WKcdfWKcgbkfXcgcbh 3

93 TeachingKandKLearningKuomputationalKvrugKvesignlKStudentK–nvestigationsKofKevKQuantitativeK
StructureXsctivityKRelationshipsKthroughKWebKspplicationsYK2020WKkiWKckddXckeb 12

92 uomplexityKReductionKinKvensityKxunctionalKTheoryKualculationsKofKLargeKSystemslKSystemK
PartitioningKandKxragmentKwmbeddingYKJournalhofhChemicalhTheoryhandhComputationWK2020WKchWKdkgdXdkhf6.4 10

91 PhytetytelKidentificationKofKfoodsKcontainingKcompoundsKwithKspecificKpharmacologicalKpropertiesYK
2020WKdcWKdej 3

90 –dentifyingKnewKliverKXKreceptorKalphaKmodulatorsKandKdistinguishingKbetweenKagonistsKandK
antagonistsKbyKcrystalKligandKpocketKscreeningYK2020WKcdWKcddiXcdei 0

89 squeousKvielsXslderKreactionsKforKthermochemicalKstorageKandKheatKtransferKfluidsKidentifiedKusingK
densityKfunctionalKtheoryYK2020WKfcWKdceiXdcgb 3

88 tπ w–lKtayesianKoptimizationKusingKknowledgeKofKcorrelatedKtorsionsKandKexpectedKimprovementK
forKconformerKgenerationYK2020WKddWKgdccXgdck 6

87 αachineXLearningXsssistedKveKβovoKvesignKofKπrganicKαoleculesKandKPolymerslKπpportunitiesKandK
uhallengesYK2020WKcdWK 51
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86 vomainXadversarialKmultiXtaskKframeworkKforKnovelKtherapeuticKpropertyKpredictionKofKcompoundsYK
2020WKehWKdjfjXdjgg 4

85 sssessmentKofKpropertyKestimationKmethodsKforKtheKthermodynamicsKofKcarbonKdioxideXbasedK
productsYK2020WKdccWKccdigh 4

84 αechanismXtasedKRationalKviscoveryKandKwvaluationKofKβovelKαicrotubuleKStabilizingKsgentsKwithK
βonXTaxolXuompetitiveKsctivityYKJournalhofhChemicalhInformationhandhModelingWK2020WKhbWKedbfXedce 6.1 4

83 vensityKxunctionalKTheoryKinKtheKPredictionKofKαutagenicitylKsKPerspectiveYK2021WKefWKcikXcjj 3

82 sssessingKconformerKenergiesKusingKelectronicKstructureKandKmachineKlearningKmethodsYK2021WKcdcWKedhejc 23

81 vT–XαLuvlKpredictingKdrugXtargetKinteractionsKusingKmultiXlabelKlearningKwithKcommunityKdetectionK
methodYKBriefingshinhBioinformaticsWK2021WKddWK 13.4 23

80 wxploringKtheK–mpactsKofKuonformerKSelectionKαethodsKonK–onKαobilityKuollisionKurossKSectionK
PredictionsYK2021WKkeWKejebXejej 1

79 WhatRsKLeftKforKaKuomputationalKuhemistKToKvoKinKtheKsgeKofKαachineKLearningqYK 1

78 usTαoSlKuollaborativeKscuteKToxicityKαodelingKSuiteYK2021WKcdkWKfibce 14

77 spplicationsKofKVirtualKScreeningKinKtioprospectinglKxactsWKShiftsWKandKPerspectivesKtoKwxploreKtheK
uhemoXStructuralKviversityKofKβaturalKProductsYKFrontiershinhChemistryWK2021WKkWKhhdhjj 5 10

76 VirtualKscreeningKxvsKapprovedKdrugsKagainstKmultipleKtargetsKofKSsRSXuoVXdYK2021WKcfWKccdeXcced 5

75 sKαachineKLearningKαodelKtoKPredictKvrugKTransferKscrossKtheKzumanKPlacentaKtarrierYKFrontiershinh
ChemistryWK2021WKkWKicfhij 5 1

74 TheKwffectKofKzartreeXxockKwxchangeKonKScalingKRelationsKandKReactionKwnergeticsKforKuâ��zK
sctivationKuatalystsYKc 3

73 uhemvyαwlK ineticallyKSteeredWKsutomatedKαechanismKyenerationKthroughKuombinedKαolecularK
vynamicsKandKαasterKwquationKualculationsYKJournalhofhChemicalhTheoryhandhComputationWK2021WKciWKfkbcXfkcd6.4 5

72 αolsv–lKsKWebKServerKforKsutomaticKsnalysisKofKProteinXSmallKαoleculeKvynamicK–nteractionsYK2021
WKdhWK 1

71 LearningKproteinXligandKbindingKaffinityKwithKatomicKenvironmentKvectorsYK2021WKceWKgk 6

70 QuantumKchemicalKcalculationsKofKlithiumXionKbatteryKelectrolyteKandKinterphaseKspeciesYKScientifich
DataWK2021WKjWKdbe 8.2 7

69 RecentKsdvancesKinK–nKSilicoKTargetKxishingYK2021WKdhWK 4
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68 βeurotox bKcYblKuompilationWKcurationKandKexplorationKofKaKknowledgebaseKofKenvironmentalK
neurotoxicantsKspecificKtoKmammalsYK2021WKdijWKcebeji 1

67 PUResβetlKpredictionKofKproteinXligandKbindingKsitesKusingKdeepKresidualKneuralKnetworkYK2021WKceWKhg 4

66 βeurotox blKcompilationWKcurationKandKexplorationKofKaKknowledgebaseKofKenvironmentalK
neurotoxicantsKspecificKtoKmammalsYK

65 sKcomputationalKfragmentXbasedKdeKnovoKdesignKprotocolKguidedKbyKligandKefficiencyKindicesKSLw–TYK
MethodshinhMolecularhBiologyWK2015WKcdjkWKjkXcbb 1.4 3

64 uhapterKcilπpenKSourceKToolsKforKReadXscrossKandKuategoryKxormationYKIssueshinhToxicologyWK2010WKfbjXffg0.3 14

63 vβsmodlKtheKvβsKmodificationKdatabaseYK 6

62 ogsgpylKsKPythonXsP–KforKtheKπpenyeoSysKgKScientificKαodelingKPackageYKGroundhWaterWK2021WKgkWKcciXcdd2.4 5

61 zydrophobicityKandKchargeKshapeKcellularKmetaboliteKconcentrationsYKPLoShComputationalhBiologyWK
2011WKiWKecbbdchh 5 54

60 vrugKPromiscuityKinKPvtlKProteinKtindingKSiteKSimilarityK–sK eyYKPLoShONEWK2013WKjWKehgjkf 3.7 101

59 –ntegratedKuomputationalKSolutionKforKPredictingKSkinKSensitizationKPotentialKofKαoleculesYKPLoSh
ONEWK2016WKccWKebcggfck 3.7 6

58 TechnicalKβotelKvevelopmentKofKchemoinformaticKtoolsKtoKenumerateKfunctionalKgroupsKinK
moleculesKforKorganicKaerosolKcharacterizationYK 1

57 eQuilibratorKeYblKaKdatabaseKsolutionKforKthermodynamicKconstantKestimationYKNucleichAcidsh
ResearchWK2021WK 20.1 3

56 UαanSysProplKanKonlineKfacilityKforKmolecularKpropertyKpredictionKandKatmosphericKaerosolK
calculationsYK 0

55 αetabolicKcomplementationKinKbacterialKcommunitieslKnecessaryKconditionsKandKoptimalityYK

54 wfficientKrepositioningKofKapprovedKdrugsKasKantiXz–VKagentsKusingKsntiXz–VXPredictorYK

53 xunctionalKsnnotationKofKuhemicalKLibrariesKacrossKviverseKtiologicalKProcessesYK 1

52 sntiXz–VKactivityKpredictionKandKenrichmentKidentifyKnovelKhumanKtargetsKforKsntiXz–VKtherapyYK

51 PrioritizingKSmallKαoleculeKasKuandidatesKforKvrugKRepositioningKusingKαachineKLearningYK
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50 LeadKαoleculeKPredictionKandKuharacterizationKforKvesigningKαwRSXuoVKeuXlikeKProteaseK–nhibitorslK
snK–nKsilicoKspproachYKCurrenthComputeryAidedhDrughDesignWK2019WKcgWKjdXjj 1.4 1

49 TowardsKcreatingKanKextendedKmetabolicKmodelKSwααTKforKwYKcoliKusingKenzymeKpromiscuityK
predictionKandKmetabolomicsKdataYK

48 sKcuratedKknowledgebaseKenablingKaKnetworkKperspectiveKonKendocrineKdisruptingKchemicalsKandK
theirKbiologicalKsystemsXlevelKperturbationsYK

47 sugmentedKbaseKpairingKnetworksKencodeKRβsXsmallKmoleculeKbindingKpreferencesYK

46 PhytetytelK–dentificationKofKfoodsKcontainingKcompoundsKwithKspecificKpharmacologicalKpropertiesYK

45 PredictingKdrugXtargetKinteractionsKusingKmultiXlabelKlearningKwithKcommunityKdetectionKmethodK
SvT–XαLuvTYK 1

44 SwisstioisostereKdbdclKupdatedKstructuralWKbioactivityKandKphysicochemicalKdataKdeliveredKbyKaK
reshapedKwebKinterfaceYKNucleichAcidshResearchWK2021WK 20.1 2

43 srouagevtlKsKWebXtasedKResourceKforKsromaticKuageKtindingKSitesKandKTheirK–ntrinsicKLigandsYK
JournalhofhChemicalhInformationhandhModelingWK2021WKhcWKgediXgeeb 6.1

42 uhallengingKReverseKScreeninglKsKtenchmarkKStudyKforKuomprehensiveKwvaluationYKMolecularh
InformaticsWK2021WKedcbbbhe 3.8

41 αRlogPlKTransferKLearningKwnablesKsccurateKlogPKPredictionKUsingKSmallKwxperimentalKTrainingK
vatasetsYKProcessesWK2021WKkWKdbdk 2.9 0

40 snKatlasKofKfragranceKchemicalsKinKchildrenRsKproductsYKSciencehofhthehTotalhEnvironmentWK2021WKcgchjd 10.2 1

39 snKenhancedKcascadeXbasedKdeepKforestKmodelKforKdrugKcombinationKpredictionYYKBriefingshinh
BioinformaticsWK2022WK 13.4 0

38 sccurateKPredictionKofK–nhibitorKtindingKtoKz–VXcKProteaseKUsingKusβvπu YYKFrontiershinhChemistryWK
2021WKkWKiiggce 5 0

37 RepresentationsKandKstrategiesKforKtransferableKmachineKlearningKimproveKmodelKperformanceKinK
chemicalKdiscoveryYYKJournalhofhChemicalhPhysicsWK2022WKcghWKbifcbc 3.9 1

36 uomputationalKScalingKRelationshipsKPredictKwxperimentalKsctivityKandKRateXLimitingKtehaviorKinK
zomogeneousKWaterKπxidationYYKInorganichChemistryWK2022WK 5.1 1

35 ScreeningKofKantibacterialKcompoundsKwithKnovelKstructureKfromKtheKxvsKapprovedKdrugsKusingK
machineKlearningKmethodsYYKAgingWK2022WKcfWK 5.6 0

34 xlavobacteriumKjohnsoniaeKTyrosineKsmmoniaKLyaseKSxjTsLTKinXsilicoKStructureKPredictionKandK
αolecularKvockingKtoKLXtyrosineWKpXcoumaricKacidKSpzusTKandKuaffeicKscidYK

33
αolecularKvesignKLearnedKfromKtheKβaturalKProductKPorphyraXeeflKαolecularKyenerationKviaK
uhemicalKVariationalKsutoencoderKversusKvatabaseKαiningKviaKSimilarityKSearchWKsKuomparativeK
StudyYYKACShOmegaWK2022WKiWKjgjcXjgkb

3.9 0
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32 wlucidatingKtheKSynergisticKwffectKofKαultipleKuhineseKzerbalKPrescriptionsKinKtheKTreatmentKofK
PostXstrokeKβeurologicalKvamageYYKFrontiershinhPharmacologyWK2022WKceWKijfdfd 5.6 0

31 απxSimplifyWKmachineKlearningKmodelsKwithKextractedKstabilityKdataKofKthreeKthousandK
metalXorganicKframeworksYYKScientifichDataWK2022WKkWKif 8.2 1

30 fingeRβstKXKaKnovelKtoolKforKhighXthroughputKanalysisKofKnucleicKacidXligandKinteractionsYK

29 sreKVanadiumK–ntermediatesKSuitableKαimicsKinKβonXzemeK–ronKwnzymesqKsnKwlectronicKStructureK
snalysisYKACShCatalysisWK2022WKcdWKgfjkXggbc 13.1 0

28 wvaluationKofKveepKLearningKsrchitecturesKforKsqueousKSolubilityKPredictionYYKACShOmegaWK2022WKiWKcghkgXcgicb3.9 1

27 βewKStrategiesKforKvirectKαethaneXtoXαethanolKuonversionKfromKsctiveKLearningKwxplorationKofKchK
αillionKuatalystsYKJacshAuWK 4

26 fingeRβstâ��sKnovelKtoolKforKhighXthroughputKanalysisKofKnucleicKacidXligandKinteractionsYKPLoSh
ComputationalhBiologyWK2022WKcjWKecbbkije 5 1

25 wfficientKwnumerationKofKtranchedKβovelKtiochemicalKPathwaysKUsingKaKProbabilisticKTechniqueYK
Industrialhpamp;hEngineeringhChemistryhResearchWK 3.9

24 urystalKstructureKofKttr WKaKdecarboxylaseKinvolvedKinKtheKSSTXfXaminoXdXhydroxybutyrateKSsztsTK
formationKduringKbutirosinKbiosynthesisYKJournalhofhMolecularhStructureWK2022WKceegih 3.4

23 ThinkingKlikeKaKstructuralKbiologistlKsKpocketXbasedKevKmoleculeKgenerativeKmodelKfueledKbyK
electronKdensityYK

22 αachineKLearningKαodelsKPredictKualculationKπutcomesKwithKtheKTransferabilityKβecessaryKforK
uomputationalKuatalysisYKJournalhofhChemicalhTheoryhandhComputationWK 6.4 1

21 uonvolutionalKβeuralKβetworkXtasedKuompoundKxingerprintKPredictionKforKαetaboliteKsnnotationYK
MetabolitesWK2022WKcdWKhbg 5.6

20 TheKheterogeneousKpharmacologicalKmedicalKbiochemicalKnetworkKPharαet–βetYKScientifichDataWK
2022WKkWK 8.2

19 sKpocketXbasedKevKmoleculeKgenerativeKmodelKfueledKbyKexperimentalKelectronKdensityYK2022WKcdWK 0

18 TargetXSpecificKαachineKLearningKScoringKxunctionK–mprovedKStructureXtasedKVirtualKScreeningK
PerformanceKforKSsRSXuoVXdKvrugsKvevelopmentYK2022WKdeWKccbbe 3

17 ulusteringKsnalysisWKStructureKxingerprintKsnalysisWKandKQuantumKuhemicalKualculationsKofK
uompoundsKfromKwssentialKπilsKofKSunflowerKSzelianthusKannuusKLYTKReceptaclesYK2022WKdeWKcbchk 0

16 –dentificationKofKaKnovelKfamilyKofKbenzimidazoleKspeciesXselectiveKuomplexK–KinhibitorsKasKpotentialK
anthelminticsYK 0

15 snKautomatedKmethodKforKgraphXbasedKchemicalKspaceKexplorationKandKtransitionKstateKfindingYK 1
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14 LigandKadditivityKrelationshipsKenableKefficientKexplorationKofKtransitionKmetalKchemicalKspaceYK 0

13 wxploringKαolecularKTargetsKandKαechanismsKofKspigeninKinKtheKTreatmentKofKPapillaryKThyroidK
uarcinomaKtasedKonKβetworkKPharmacologyKandKαolecularKvockingKsnalysisYK2022WKciWKckefgijXddccegf 0

12 –nformedKclassificationKofKsweetenersabitterantsKcompoundsKviaKexplainableKmachineKlearningYK
2022WK 0

11 vataXdrivenKligandKfieldKexplorationKofKxeSivTâ��oxoKsitesKforKuâ��zKactivationYK 0

10 αachineKlearningKmodelsKtoKpredictKsweetnessKofKmoleculesYK2023WKcgdWKcbhffc 0

9 sssessingKzowKResidualKwrrorsKofKScoringKxunctionsKuorrelateKtoKLigandKStructuralKxeaturesYK2022WK
deWKcgbcj 0

8 –nKSilicoK–dentificationKofKsntiXSsRSXuoVXdKαedicinalKPlantsKUsingKuheminformaticsKandKαachineK
LearningYK2023WKdjWKdbj 0

7 SimilarityKvownselectionlKxindingKtheKnKαostKvissimilarKαolecularKuonformersKforKReferenceXxreeK
αetabolomicsYK2023WKceWKcbg 0

6 –dentificationKofKaKSmallKαoleculeKwithKStrongKsntiX–nflammatoryKsctivityKinKwxperimentalK
sutoimmuneKwncephalomyelitisKandKSepsisKthroughKtlockingKyasderminKvKsctivationYK2022WKdbkWKjdbXjdj 0

5 xorceKfieldXinspiredKmolecularKrepresentationKlearningKforKpropertyKpredictionYK2023WKcgWK 0

4 πpenXSourceKuhromatographicKvataKsnalysisKforKReactionKπptimizationKandKScreeningYK 0

3 sKhybridKdeepKforestXbasedKmethodKforKpredictingKsynergisticKdrugKcombinationsYK2023WKeWKcbbfcc 0

2 SsRSXuoVdKbillionXcompoundKdockingYK2023WKcbWK 0

1 zsuXβetlKsKzybridKsttentionXtasedKuonvolutionalKβeuralKβetworkKforKzighlyKsccurateK
Proteinâ��LigandKtindingKsffinityKPredictionYK2023WKheWKckfiXckhb 0
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