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molecularMfingerprints[MChemicaldBiologydanddDrugdDesignYM2007YMhaYMbjfZcaf 2.9 28

419 yighZresolutionMviewMofMcompoundMpromiscuity[MFxwwwResearchYM2013YMcYMbee 3.6 28

418  ovelMstructuralMhybridsMofMpyrazolobenzothiazinesMwithMbenzimidazolesMasMcholinesteraseM
inhibitors[MEuropeandJournaldofdMedicinaldChemistryYM2014YMhiYMbagZbh 6.8 27

417 zdentificationMofMsulfonicMacidsMasMefficientMectoZfTZnucleotidaseMinhibitors[MEuropeandJournaldofd
MedicinaldChemistryYM2013YMhaYMgifZjb 6.8 27

416 tomprehensiveManalysisMofMsingleZMandMmultiZtargetMactivityMcliffsMformedMbyMcurrentlyMavailableM
bioactiveMcompounds[MChemicaldBiologydanddDrugdDesignYM2011YMhiYMcceZi 2.9 27

415 znhibitionMofMhumanMleukocyteMelastaseMbyMbrunsvicamidesMaZtkMcyanobacterialMcyclicMpeptides[M
ChemMedChemYM2009YMeYMbecfZj 3.7 27

414 uevelopmentMofMaMfingerprintMreductionMapproachMforMsayesianMsimilarityMsearchingMbasedMonM
’ullbackZ–eiblerMdivergenceManalysis[MJournaldofdChemicaldInformationdanddModelingYM2009YMejYMbdehZfi 6.1 27

413 themicalMdatabaseMminingMthroughMentropyZbasedMmolecularMsimilarityMassessmentMofMrandomlyM
generatedMstructuralMfragmentMpopulations[MJournaldofdChemicaldInformationdanddModelingYM2007YMehYMfjZgi6.1 27

412 rctivityZrelevantMsimilarityMvaluesMforMfingerprintsMandMimplicationsMforMsimilarityMsearching[M
FxwwwResearchYM2016YMfYM 3.6 27

411 uesignMandMcharacterizationMofMchemicalMspaceMnetworksMforMdifferentMcompoundMdataMsets[MJournald
ofdComputertAideddMoleculardDesignYM2015YMcjYMbbdZcf 4.2 26

410 SystematicMidentificationMandMclassificationMofMthreeZdimensionalMactivityMcliffs[MJournaldofdChemicald
InformationdanddModelingYM2012YMfcYMbejaZi 6.1 26

409
tombiningMclusterManalysisYMfeatureMselectionMandMmultipleMsupportMvectorMmachineMmodelsMforMtheM
identificationMofMhumanMetherZaZgoZgoMrelatedMgeneMchannelMblockingMcompounds[MChemicaldBiologyd
anddDrugdDesignYM2009YMhdYMbhZcf

2.9 26

408 —ethodsMforMcomputerZaidedMchemicalMbiology[MÏartMbkMuesignMofMaMbenchmarkMsystemMforMtheM
evaluationMofMcompoundMselectivity[MChemicaldBiologydanddDrugdDesignYM2007YMhaYMbicZje 2.9 26

407
—appingMalgorithmsMforMmolecularMsimilarityManalysisMandMligandZbasedMvirtualMscreeningkMdesignMofM
uyna—ruMandMcomparisonMwithM—ruMandMu—t[MJournaldofdChemicaldInformationdanddModelingYM2006YM
egYMbgcdZde

6.1 26

406 SimilarityMsearchMprofilingMrevealsMeffectsMofMfingerprintMscalingMinMvirtualMscreening[MJournaldofd
ChemicaldInformationdanddComputerdSciencesYM2004YMeeYMcadcZj 26

405 rctivityZrelevantMsimilarityMvaluesMforMfingerprintsMandMimplicationsMforMsimilarityMsearching[M
FxwwwResearchYM2016YMfYMfjb 3.6 26

404 —onitoringMtheMÏrogressionMofMStructureZrctivityMβelationshipMznformationMduringM–eadM
Optimization[MJournaldofdMedicinaldChemistryYM2016YMfjYMecdfZee 8.3 25

403 tomputationalMpolypharmacologyManalysisMofMtheMheatMshockMproteinMjaMinteractome[MJournaldofd
ChemicaldInformationdanddModelingYM2015YMffYMghgZig 6.1 25

(2015-2007)
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402 vlucidationMofMstructureZactivityMrelationshipMpathwaysMinMbiologicalMscreeningMdata[MJournaldofd
MedicinaldChemistryYM2009YMfcYMbahfZia 8.3 25

401 rnalogMseriesZbasedMscaffoldskMcomputationalMdesignMandMexplorationMofMaMnewMtypeMofMmolecularM
scaffoldsMforMmedicinalMchemistry[MFuturedSciencedOAYM2016YMcYMwSObej 2.7 24

400 wrequencyMofMoccurrenceMandMpotencyMrangeMdistributionMofMactivityMcliffsMinMbioactiveMcompounds[M
JournaldofdChemicaldInformationdanddModelingYM2012YMfcYMcdeiZfd 6.1 24

399 tomputationalManalysisMofMmultiZtargetMstructureZactivityMrelationshipsMtoMderiveMpreferenceMordersM
forMchemicalMmodificationsMtowardMtargetMselectivity[MChemMedChemYM2010YMfYMiehZfi 3.7 24

398 sitMsilencingMinMfingerprintsMenablesMtheMderivationMofMcompoundMclassZdirectedMsimilarityMmetrics[M
JournaldofdChemicaldInformationdanddModelingYM2008YMeiYMbhfeZj 6.1 24

397 rpparentMasymmetryMinMfingerprintMsimilarityMsearchingMisMaMdirectMconsequenceMofMdifferencesMinMbitM
densitiesMandMmolecularMsize[MChemMedChemYM2007YMcYMbadhZec 3.7 24

396 rMdistanceMfunctionMforMretrievalMofMactiveMmoleculesMfromMcomplexMchemicalMspaceMrepresentations[M
JournaldofdChemicaldInformationdanddModelingYM2006YMegYMbajeZh 6.1 24

395 ÏartitioningMmethodsMforMtheMidentificationMofMactiveMmolecules[MCurrentdMedicinaldChemistryYM2003YM
baYMhahZbf 4.3 24

394 ÏOTZu—tkMrMvirtualMscreeningMmethodMforMtheMidentificationMofMpotentMhits[MJournaldofdMedicinald
ChemistryYM2004YMehYMfgaiZbb 8.3 24

393 ÏredictionMofMtompoundMÏrofilingM—atricesMUsingM—achineM–earning[MACSdOmegaYM2018YMdYMehbdZehcd 3.9 23

392 –essonsMlearnedMfromMtheMdesignMofMchemicalMspaceMnetworksMandMopportunitiesMforMnewM
applications[MJournaldofdComputertAideddMoleculardDesignYM2016YMdaYMbjbZcai 4.2 23

391 rssessingMtheMtargetMdifferentiationMpotentialMofMimidazoleZbasedMproteinMkinaseMinhibitors[MJournald
ofdMedicinaldChemistryYM2012YMffYMbbaghZhb 8.3 23

390 vxplorationMofMduMactivityMcliffsMonMtheMbasisMofMcompoundMbindingMmodesMandMcomparisonMofMcuMandM
duMcliffs[MJournaldofdChemicaldInformationdanddModelingYM2012YMfcYMghaZh 6.1 23

389 uevelopmentMofMaMmethodMtoMconsistentlyMquantifyMtheMstructuralMdistanceMbetweenMscaffoldsMandM
toMassessMscaffoldMhoppingMpotential[MJournaldofdChemicaldInformationdanddModelingYM2011YMfbYMcfahZbe 6.1 23

388
zntroductionMofManMinformationZtheoreticMmethodMtoMpredictMrecoveryMratesMofMactiveMcompoundsMforM
sayesianMinMsilicoMscreeningkMtheoryMandMscreeningMtrials[MJournaldofdChemicaldInformationdandd
ModelingYM2007YMehYMddhZeb

6.1 23

387 —iniZfingerprintsMforMvirtualMscreeningkMdesignMprinciplesMandMgenerationMofMnovelMprototypesMbasedM
onMinformationMtheory[MSARdanddQSARdindEnvironmentaldResearchYM2003YMbeYMchZea 3.5 23

386 vvaluatingMtheMhighZthroughputMscreeningMcomputations[MJournaldofdBiomoleculardScreeningYM2005YM
baYMgejZfc 23

385 rdvancingMtheMactivityMcliffMconceptYMpartMzz[MFxwwwResearchYM2014YMdYMhf 3.6 23
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384 —ultitaskM—achineM–earningMforMtlassifyingMyighlyMandMWeaklyMÏotentM’inaseMznhibitors[MACSdOmegaYM
2019YMeYMedghZedhf 3.9 23

383 rctivityM–andscapesYMznformationMTheoryYMandMStructureMZMrctivityMβelationships[MMoleculard
InformaticsYM2013YMdcYMecbZda 3.8 22

382 VisualizationMandMznterpretationMofMSupportMVectorM—achineMrctivityMÏredictions[MJournaldofd
ChemicaldInformationdanddModelingYM2015YMffYMbbdgZeh 6.1 22

381 uoMmedicinalMchemistsMlearnMfromMactivityMcliffspMrMsystematicMevaluationMofMcliffMprogressionMinM
evolvingMcompoundMdataMsets[MJournaldofdMedicinaldChemistryYM2013YMfgYMdddjZef 8.3 22

380 SystematicMidentificationMofMscaffoldsMrepresentingMcompoundsMactiveMagainstMindividualMtargetsMandM
singleMorMmultipleMtargetMfamilies[MJournaldofdChemicaldInformationdanddModelingYM2013YMfdYMdbcZcg 6.1 22

379 ScaffoldMdistributionsMinMbioactiveMmoleculesYMclinicalMtrialsMcompoundsYMandMdrugs[MChemMedChemYM
2010YMfYMbihZja 3.7 22

378 sayesianMscreeningMforMactiveMcompoundsMinMhighZdimensionalMchemicalMspacesMcombiningMpropertyM
descriptorsMandMmolecularMfingerprints[MChemicaldBiologydanddDrugdDesignYM2008YMhbYMiZbe 2.9 22

377 —olecularMSimilarityMtonceptsMforMznformaticsMrpplications[MMethodsdindMoleculardBiologyYM2017YM
bfcgYMcdbZcef 1.4 21

376
tomprehensiveManalysisMofMthreeZdimensionalMactivityMcliffsMformedMbyMkinaseMinhibitorsMwithM
differentMbindingMmodesMandMcliffMmappingMofMstructuralManalogues[MJournaldofdMedicinaldChemistryYM
2015YMfiYMcfcZge

8.3 21

375 SubstrateMspecificityMofMhumanMmatriptaseZc[MBiochimieYM2014YMjhYMbcbZh 4.6 21

374 rdvancesMinMtomputationalM—edicinalMthemistrykM—atchedM—olecularMÏairMrnalysis[MDrugd
DevelopmentdResearchYM2012YMhdYMfbiZfch 5.1 21

373 ÏredictionMofMcompoundsMwithMcloselyMrelatedMactivityMprofilesMusingMweightedMsupportMvectorM
machineMlinearMcombinations[MJournaldofdChemicaldInformationdanddModelingYM2013YMfdYMhjbZiab 6.1 21

372 rMdataMminingMmethodMtoMfacilitateMSrβMtransfer[MJournaldofdChemicaldInformationdanddModelingYM
2011YMfbYMbifhZgg 6.1 21

371 sayesianMinterpretationMofMaMdistanceMfunctionMforMnavigatingMhighZdimensionalMdescriptorMspaces[M
JournaldofdChemicaldInformationdanddModelingYM2007YMehYMdjZeg 6.1 21

370 SystematicMartifactsMinMsupportMvectorMregressionZbasedMcompoundMpotencyMpredictionMrevealedMbyM
statisticalMandMactivityMlandscapeManalysis[MPLoSdONEYM2015YMbaYMeabbjdab 3.7 21

369 uesignMofManMrctivityZsasedMÏrobeMforMyumanM eutrophilMvlastasekMzmplementationMofMtheM–ossenM
βearrangementMToMznduceMwˆ¶rsterMβesonanceMvnergyMTransfers[MBiochemistryYM2018YMfhYMhecZhfc 3.2 20

368 ÏromiscuityMofMinhibitorsMofMhumanMproteinMkinasesMatMvaryingMdataMconfidenceMlevelsMandMtestM
frequencies[MRSCdAdvancesYM2017YMhYMebcgfZebchb 3.7 20

367 rctivityMprofilesMofManalogMseriesMcontainingMpanMassayMinterferenceMcompounds[MRSCdAdvancesYM2017
YMhYMdfgdiZdfgeh 3.7 20

(2017-2019)
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366
tlassificationMofMcompoundsMwithMdistinctMorMoverlappingMmultiZtargetMactivitiesMandMdiverseM
molecularMmechanismsMusingMemergingMchemicalMpatterns[MJournaldofdChemicaldInformationdandd
ModelingYM2013YMfdYMbchcZib

6.1 20

365
yowMdoMcuMfingerprintsMdetectMstructurallyMdiverseMactiveMcompoundspMβevealingMcompoundM
subsetZspecificMfingerprintMfeaturesMthroughMsystematicMselection[MJournaldofdChemicaldInformationd
anddModelingYM2011YMfbYMccfeZgf

6.1 20

364 βvÏβOVzSZuskMaMbenchmarkMsystemMforMligandZbasedMvirtualMscreeningMderivedMfromMreproducibleM
prospectiveMapplications[MJournaldofdChemicaldInformationdanddModelingYM2011YMfbYMceghZhd 6.1 20

363 SrβMmonitoringMofMevolvingMcompoundMdataMsetsMusingMactivityMlandscapes[MJournaldofdChemicald
InformationdanddModelingYM2011YMfbYMfdcZea 6.1 20

362 βeductionMandMrecombinationMofMfingerprintsMofMdifferentMdesignMincreaseMcompoundMrecallMandMtheM
structuralMdiversityMofMhits[MChemicaldBiologydanddDrugdDesignYM2010YMhfYMbfcZga 2.9 20

361 xlobalMassessmentMofMscaffoldMhoppingMpotentialMforMcurrentMpharmaceuticalMtargets[M
MedChemCommYM2010YMbYMddjZdee 5 20

360 zntroductionMofMaMgenerallyMapplicableMmethodMtoMestimateMretrievalMofMactiveMmoleculesMforM
similarityMsearchingMusingMfingerprints[MChemMedChemYM2007YMcYMbdbbZca 3.7 20

359 —emoryZassistedMreinforcementMlearningMforMdiverseMmolecularMdeMnovoMdesign[MJournaldofd
CheminformaticsYM2020YMbcYMgi 8.6 20

358 rdvancesMinMrctivityMtliffMβesearch[MMoleculardInformaticsYM2016YMdfYMbibZjb 3.8 20

357 —achineM–earningM—odelsMforMrccurateMÏredictionMofM’inaseMznhibitorsMwithMuifferentMsindingM
—odes[MJournaldofdMedicinaldChemistryYM2020YMgdYMihdiZihei 8.3 20

356 vxploringMtheMscaffoldMuniverseMofMkinaseMinhibitors[MJournaldofdMedicinaldChemistryYM2015YMfiYMdbfZdc 8.3 19

355 zsonicotinohydrazonesMasMinhibitorsMofMalkalineMphosphataseMandMectoZfTZnucleotidase[MChemicald
BiologydanddDrugdDesignYM2017YMijYMdgfZdha 2.9 19

354 SystematicMassessmentMofMcompoundMseriesMwithMSrβMtransferMpotential[MJournaldofdChemicald
InformationdanddModelingYM2012YMfcYMdbdiZed 6.1 19

353 ÏredictingMpotentMcompoundsMviaMmodelZbasedMglobalMoptimization[MJournaldofdChemicaldInformationd
anddModelingYM2013YMfdYMffdZj 6.1 19

352
zntroductionMofMtheMconditionalMcorrelatedMsernoulliMmodelMofMsimilarityMvalueMdistributionsMandMitsM
applicationMtoMtheMprospectiveMpredictionMofMfingerprintMsearchMperformance[MJournaldofdChemicald
InformationdanddModelingYM2011YMfbYMcejgZfag

6.1 19

351 tomputationalMmethodologiesMforMcompoundMdatabaseMsearchingMthatMutilizeMexperimentalM
proteinZligandMinteractionMinformation[MChemicaldBiologydanddDrugdDesignYM2010YMhgYMbjbZcaa 2.9 19

350 ueterminationMandMmappingMofMactivityZspecificMdescriptorMvalueMrangesMforMtheMidentificationMofM
activeMcompounds[MJournaldofdMedicinaldChemistryYM2006YMejYMccieZjd 8.3 19

349 TheMTSrβM—atrixTMmethodMandMitsMextensionsMforMapplicationsMinMmedicinalMchemistryMandM
chemogenomics[MFxwwwResearchYM2014YMdYMbbd 3.6 19
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348 ÏhosphonoMsisbenzguanidinesMasMzrreversibleMuipeptidomimeticMznhibitorsMandMrctivityZsasedM
ÏrobesMofM—atriptaseZc[MChemistrydtdAdEuropeandJournalYM2016YMccYMifcfZdf 4.8 19

347 —achineM–earningMuistinguishesMwithMyighMrccuracyMbetweenMÏanZrssayMznterferenceMtompoundsM
ThatMrreMÏromiscuousMorMβepresentMuarkMthemicalM—atter[MJournaldofdMedicinaldChemistryYM2018YMgbYMbacffZbacge8.3 19

346 znfluenceMofMVaryingMTrainingMSetMtompositionMandMSizeMonMSupportMVectorM—achineZsasedM
ÏredictionMofMrctiveMtompounds[MJournaldofdChemicaldInformationdanddModelingYM2017YMfhYMhbaZhbg 6.1 18

345 XZrayMStructuresMofMTargetZ–igandMtomplexesMtontainingMtompoundsMwithMrssayMznterferenceM
Ïotential[MJournaldofdMedicinaldChemistryYM2018YMgbYMbchgZbcie 8.3 18

344
ÏredictionMofMrctivityMtliffsMUsingMtondensedMxraphsMofMβeactionMβepresentationsYMuescriptorM
βecombinationYMSupportMVectorM—achineMtlassificationYMandMSupportMVectorMβegression[MJournaldofd
ChemicaldInformationdanddModelingYM2016YMfgYMbgdbZea

6.1 18

343  eighborhoodZbasedMpredictionMofMnovelMactiveMcompoundsMfromMSrβMmatrices[MJournaldofdChemicald
InformationdanddModelingYM2014YMfeYMiabZj 6.1 18

342 themicalMtransformationsMthatMyieldMcompoundsMwithMdistinctMactivityMprofiles[MACSdMedicinald
ChemistrydLettersYM2011YMcYMfcdZh 4.3 18

341 vxtractingMSrβMznformationMfromMaM–argeMtollectionMofMrntiZ—alarialMScreeningMyitsMbyM SxZSÏTM
rnalysis[MACSdMedicinaldChemistrydLettersYM2011YMcYMcabZg 4.3 18

340 TowardsMUnifiedMtompoundMScreeningMStrategieskMrMtriticalMvvaluationMofMvrrorMSourcesMinM
vxperimentalMandMVirtualMyighZThroughputMScreening[MQSARdanddCombinatorialdScienceYM2006YMcfYMbbfdZbbgb 18

339 uistributionMofM—olecularMScaffoldsMandMβZxroupsMzsolatedMfromM–argeMtompoundMuatabases[M
JournaldofdMoleculardModelingYM1999YMfYMjhZbac 2 18

338
tomparisonMofMbioactiveMchemicalMspaceMnetworksMgeneratedMusingMsubstructureZMandM
fingerprintZbasedMmeasuresMofMmolecularMsimilarity[MJournaldofdComputertAideddMoleculardDesignYM
2015YMcjYMfjfZgai

4.2 17

337 vnMβouteMtoM ewMTherapeuticMOptionsMforMzronMOverloadMuiseaseskM—atriptaseZcMasMaMTargetMforM
’unitzZTypeMznhibitors[MChemBioChemYM2016YMbhYMfjfZgae 3.8 17

336 tombiningMstructuralMandMbioactivityZbasedMfingerprintsMimprovesMpredictionMperformanceMandM
scaffold´ hoppingMcapability[MJournaldofdCheminformaticsYM2019YMbbYMfe 8.6 17

335 serberineMβeducesM eurotoxicityMβelatedMtoM onalcoholicMSteatohepatitisMinMβats[MEvidencetbasedd
ComplementarydanddAlternativedMedicineYM2015YMcabfYMdgbieh 2.3 17

334 zntroducingMtheM–rSSOMgraphMforMcompoundMdataMsetMrepresentationMandMstructureZactivityM
relationshipManalysis[MJournaldofdMedicinaldChemistryYM2012YMffYMffegZfd 8.3 17

333 zdentificationMofMtargetMfamilyMdirectedMbioisostericMreplacements[MMedChemCommYM2011YMcYMgabZgag 5 17

332 tomputationalMapproachesMinMchemogenomicsMandMchemicalMbiologykMcurrentMandMfutureMimpactMonM
drugMdiscovery[MExpertdOpiniondondDrugdDiscoveryYM2008YMdYMbdhbZg 6.2 17

331 —iningMofMrandomlyMgeneratedMmolecularMfragmentMpopulationsMuncoversMactivityZspecificMfragmentM
hierarchies[MJournaldofdChemicaldInformationdanddModelingYM2007YMehYMbeafZbd 6.1 17

(2007-2016)
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330 vxploringMstructureZselectivityMrelationshipsMofMbiogenicMamineMxÏtβMantagonistsMusingMsimilarityM
searchingMandMdynamicMcompoundMmapping[MMoleculardDiversityYM2008YMbcYMcfZea 3.1 17

329 XZrayZStructureZsasedMzdentificationMofMtompoundsMwithMrctivityMagainstMTargetsMfromMuifferentM
wamiliesMandMxenerationMofMTemplatesMforM—ultitargetM–igandMuesign[MACSdOmegaYM2018YMdYMbagZbbb 3.9 16

328 ÏredictionMofMcompoundMpotencyMchangesMinMmatchedMmolecularMpairsMusingMsupportMvectorM
regression[MJournaldofdChemicaldInformationdanddModelingYM2014YMfeYMcgfeZgd 6.1 16

327
rssessingMtheMconfidenceMlevelMofMpublicMdomainMcompoundMactivityMdataMandMtheMimpactMofM
alternativeMpotencyMmeasurementsMonMSrβManalysis[MJournaldofdChemicaldInformationdanddModelingYM
2011YMfbYMdbdbZh

6.1 16

326 rtomZcenteredMinteractingMfragmentsMandMsimilarityMsearchMapplications[MJournaldofdChemicald
InformationdanddModelingYM2010YMfaYMhjZig 6.1 16

325 sayesianMsimilarityMsearchingMinMhighZdimensionalMdescriptorMspacesMcombinedMwithM’ullbackZ–eiblerM
descriptorMdivergenceManalysis[MJournaldofdChemicaldInformationdanddModelingYM2008YMeiYMcehZff 6.1 16

324 SimilarityMsearchingMusingMcompoundMclassZspecificMcombinationsMofMsubstructuresMfoundMinM
randomlyMgeneratedMmolecularMfragmentMpopulations[MChemMedChemYM2008YMdYMghZhd 3.7 16

323 tomputationalMrnalysisMofM’inaseMznhibitorsMzdentifiesMÏromiscuityMtliffsMacrossMtheMyumanM’inome[M
ACSdOmegaYM2018YMdYMbhcjfZbhdai 3.9 16

322 zdentificationMandManalysisMofMpromiscuityMcliffsMformedMbyMbioactiveMcompoundsMandMexperimentalM
implications[MRSCdAdvancesYM2017YMhYMfiZgg 3.7 15

321 zdentificationMofMtompoundsMThatMznterfereMwithMyighZThroughputMScreeningMrssayMTechnologies[M
ChemMedChemYM2019YMbeYMbhjfZbiac 3.7 15

320 senzothiazolylMsubstitutedMiminothiazolidinonesMandMbenzamidoZoxothiazolidinesMasMpotentMandM
partlyMselectiveMaldoseMreductaseMinhibitors[MMedChemCommYM2014YMfYMbdhbZbdia 5 15

319 rMÏerspectiveMonMtomputationalMthemogenomics[MMoleculardInformaticsYM2013YMdcYMbacfZi 3.8 15

318
—olecularMmechanismZbasedMnetworkZlikeMsimilarityMgraphsMrevealMrelationshipsMbetweenMdifferentM
typesMofMreceptorMligandsMandMstructuralMchangesMthatMdetermineMagonisticYMinverseZagonisticYMandM
antagonisticMeffects[MJournaldofdChemicaldInformationdanddModelingYM2011YMfbYMbcibZg

6.1 15

317 UtilizingMtargetZligandMinteractionMinformationMinMfingerprintMsearchingMforMligandsMofMrelatedM
targets[MChemicaldBiologydanddDrugdDesignYM2009YMheYMcfZdc 2.9 15

316 uevelopmentMofMaMcompoundMclassZdirectedMsimilarityMcoefficientMthatMaccountsMforMmolecularM
complexityMeffectsMinMfingerprintMsearching[MJournaldofdChemicaldInformationdanddModelingYM2009YMejYMbdgjZhg6.1 15

315 ShannonMentropyZbasedMfingerprintMsimilarityMsearchMstrategy[MJournaldofdChemicaldInformationdandd
ModelingYM2009YMejYMbgihZjb 6.1 15

314 —olecularMsimilarityMconceptsMandMsearchMcalculations[MMethodsdindMoleculardBiologyYM2008YMefdYMdchZeh 1.4 15

313 —onitoringMdrugMpromiscuityMoverMtime[MFxwwwResearchYM2014YMdYMcbi 3.6 15
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312 znformaticsMforMthemistryYMsiologyYMandMsiomedicalMSciences[MJournaldofdChemicaldInformationdandd
ModelingYM2021YMgbYMcgZdf 6.1 15

311 —appingMofMinhibitorsMandMactivityMdataMtoMtheMhumanMkinomeMandMexploringMpromiscuityMfromMaM
ligandMandMtargetMperspective[MChemicaldBiologydanddDrugdDesignYM2017YMijYMideZief 2.9 14

310 ÏredictionMofMuifferentMtlassesMofMÏromiscuousMandM onpromiscuousMtompoundsMUsingM—achineM
–earningMandM earestM eighborMrnalysis[MACSdOmegaYM2019YMeYMgiidZgija 3.9 14

309 uesignYMcharacterizationMandMcellularMuptakeMstudiesMofMfluorescenceZlabeledMprototypicMcathepsinM
inhibitors[MOrganicdanddBiomoleculardChemistryYM2015YMbdYMbadbaZcd 3.9 14

308 —ethodMforMtheMevaluationMofMstructureZactivityMrelationshipMinformationMassociatedMwithM
coordinatedMactivityMcliffs[MJournaldofdMedicinaldChemistryYM2014YMfhYMgffdZgd 8.3 14

307 uirectedMβZgroupMcombinationMgraphkMaMmethodologyMtoMuncoverMstructureZactivityMrelationshipM
patternsMinMaMseriesMofManalogues[MJournaldofdMedicinaldChemistryYM2012YMffYMbcbfZcg 8.3 14

306 wingerprintMdesignMandMengineeringMstrategieskMrationalizingMandMimprovingMsimilarityMsearchM
performance[MFuturedMedicinaldChemistryYM2012YMeYMbjefZfj 4.1 14

305 rdvancesMinMcuMfingerprintMsimilarityMsearching[MExpertdOpiniondondDrugdDiscoveryYM2010YMfYMfcjZec 6.2 14

304 βelevanceMofMfeatureMcombinationsMforMsimilarityMsearchingMusingMgeneralMorMactivityMclassZdirectedM
molecularMfingerprints[MJournaldofdChemicaldInformationdanddModelingYM2009YMejYMfgbZha 6.1 14

303 ThreeZdimensionalMproteinZligandMinteractionMscalingMofMtwoZdimensionalMfingerprints[MChemicald
BiologydanddDrugdDesignYM2009YMheYMeejZfg 2.9 14

302 vxploringMtargetZselectivityMpatternsMofMmolecularMscaffolds[MACSdMedicinaldChemistrydLettersYM2010YM
bYMfeZi 4.3 14

301 rMdualMfingerprintZbasedMmetricMforMtheMdesignMofMfocusedMcompoundMlibrariesMandManalogs[MJournald
ofdMoleculardModelingYM2001YMhYMbcfZbdb 2 14

300 StructureZÏromiscuityMβelationshipMÏuzzlesZvxtensivelyMrssayedMrnalogsMwithM–argeMuifferencesMinM
TargetMrnnotations[MAAPSdJournalYM2017YMbjYMifgZige 3.7 13

299 ÏromiscuousM–igandsMfromMvxperimentallyMueterminedMStructuresYMsindingMtonformationsYMandM
ÏroteinMwamilyZuependentMznteractionMyotspots[MACSdOmegaYM2019YMeYMbhcjZbhdh 3.9 13

298 zntegratingMtheMStructureâ��rctivityMβelationshipM—atrixM—ethodMwithM—olecularMxridM—apsMandM
rctivityM–andscapeM—odelsMforM—edicinalMthemistryMrpplications[MACSdOmegaYM2019YMeYMhagbZhagj 3.9 13

297 vxploringMSelectivityMofM—ultikinaseMznhibitorsMacrossMtheMyumanM’inome[MACSdOmegaYM2018YMdYMbbehZbbfd3.9 13

296 βationalizingMtheMwormationMofMrctivityMtliffsMinMuifferentMtompoundMuataMSets[MACSdOmegaYM2018YM
dYMhhdgZhhee 3.9 13

295 ÏromiscuityMprofilesMofMbioactiveMcompoundskMpotencyMrangeMandMdifferenceMdistributionsMandMtheM
relationMtoMtargetMnumbersMandMfamilies[MMedChemCommYM2013YMeYMbbjg 5 13

(2013-2021)
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294 SearchingMforMcoordinatedMactivityMcliffsMusingMparticleMswarmMoptimization[MJournaldofdChemicald
InformationdanddModelingYM2012YMfcYMjchZde 6.1 13

293  avigatingMhighZdimensionalMactivityMlandscapeskMdesignMandMapplicationMofMtheMligandZtargetM
differentiationMmap[MJournaldofdChemicaldInformationdanddModelingYM2012YMfcYMbjgcZj 6.1 13

292 tomparisonMofMtwoZMandMthreeZdimensionalMactivityMlandscapeMrepresentationsMforMdifferentM
compoundMdataMsets[MMedChemCommYM2011YMcYMbbdZbbi 5 13

291 vxtractionMofMstructureZactivityMrelationshipMinformationMfromMhighZthroughputMscreeningMdata[M
CurrentdMedicinaldChemistryYM2009YMbgYMeaejZfh 4.3 13

290 SystematicMextractionMofMstructureZactivityMrelationshipMinformationMfromMbiologicalMscreeningMdata[M
ChemMedChemYM2009YMeYMbedbZi 3.7 13

289 —appingMofMpharmacologicalMspace[MExpertdOpiniondondDrugdDiscoveryYM2011YMgYMbZh 6.2 13

288 —onitoringMdrugMpromiscuityMoverMtime[MFxwwwResearchYM2014YMdYMcbi 3.6 13

287 VirtualMScreeningMwithMxenerativeMTopographicM—apskMyowM—anyM—apsMrreMβequiredp[MJournaldofd
ChemicaldInformationdanddModelingYM2019YMfjYMfgeZfhc 6.1 13

286 rpplicationMofMaM ewMScaffoldMtonceptMforMtomputationalMTargetMueconvolutionMofMthemicalM
tancerMtellM–ineMScreens[MACSdOmegaYM2017YMcYMbegdZbegi 3.9 12

285 βecentMÏrogressMinMStructureZsasedMvvaluationMofMtompoundMÏromiscuity[MACSdOmegaYM2019YMeYMchfiZchgf3.9 12

284 βeconcilingMSelectivityMTrendsMfromMaMtomprehensiveM’inaseMznhibitorMÏrofilingMtampaignMwithM
’nownMrctivityMuata[MACSdOmegaYM2018YMdYMdbbdZdbbj 3.9 12

283 βationalizingMÏromiscuityMtliffs[MChemMedChemYM2018YMbdYMejaZeje 3.7 12

282 ÏredictingMbioactiveMconformationsMandMbindingMmodesMofMmacrocycles[MJournaldofdComputertAidedd
MoleculardDesignYM2016YMdaYMiebZiej 4.2 12

281
OneZpotMsynthesisMofMtetrazoleZbYcYfYgZtetrahydronicotinonitrilesMandMcholinesteraseMinhibitionkM
ÏrobingMtheMplausibleMreactionMmechanismMviaMcomputationalMstudies[MBioorganicdChemistryYM2016YM
gfYMdiZeh

5.1 12

280 uesignMofMchemicalMspaceMnetworksMonMtheMbasisMofMTverskyMsimilarity[MJournaldofdComputertAidedd
MoleculardDesignYM2016YMdaYMbZbc 4.2 12

279 —anyMdrugsMcontainMuniqueMscaffoldsMwithMvaryingMstructuralMrelationshipsMtoMscaffoldsMofMcurrentlyM
availableMbioactiveMcompounds[MEuropeandJournaldofdMedicinaldChemistryYM2014YMhgYMechZde 6.8 12

278 zntroductionMofMaMmethodologyMforMvisualizationMandMgraphicalMinterpretationMofMsayesianM
classificationMmodels[MJournaldofdChemicaldInformationdanddModelingYM2014YMfeYMcefbZgi 6.1 12

277 —anyMapprovedMdrugsMhaveMbioactiveManalogsMwithMdifferentMtargetMannotations[MAAPSdJournalYM2014
YMbgYMiehZfj 3.7 12
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276 yeatMshockMproteinMjaMandMserine]threonineMkinaseMsZβafMinhibitorsMhaveMoverlappingMchemicalM
space[MRSCdAdvancesYM2017YMhYMdbagjZdbahe 3.7 12

275 —anyMstructurallyMrelatedMdrugsMbindMdifferentMtargetsMwhereasMdistinctMdrugsMdisplayMsignificantM
targetMoverlap[MRSCdAdvancesYM2012YMcYMdeib 3.7 12

274 xraphMminingMforMSrβMtransferMseries[MJournaldofdChemicaldInformationdanddModelingYM2012YMfcYMjdfZec 6.1 12

273 βepresentationMofMmultiZtargetMactivityMlandscapesMthroughMtargetMpairZbasedMcompoundMencodingM
inMselfZorganizingMmaps[MChemicaldBiologydanddDrugdDesignYM2011YMhiYMhhiZig 2.9 12

272 uesignMandMevaluationMofMbondedMatomMpairMdescriptors[MJournaldofdChemicaldInformationdandd
ModelingYM2010YMfaYMeihZjj 6.1 12

271 tombiningMhorizontalMandMverticalMsubstructureMrelationshipsMinMscaffoldMhierarchiesMforMactivityM
prediction[MJournaldofdChemicaldInformationdanddModelingYM2011YMfbYMceiZfh 6.1 12

270 rdvancedMfingerprintMmethodsMforMsimilarityMsearchingkMbalancingMmolecularMcomplexityMeffects[M
CombinatorialdChemistrydanddHighdThroughputdScreeningYM2010YMbdYMccaZi 1.3 12

269 öuantifyingMtheMtendencyMofMtherapeuticMtargetMproteinsMtoMbindMpromiscuousMorMselectiveM
compounds[MPLoSdONEYM2015YMbaYMeabcgidi 3.7 12

268
ÏredictionMofMtompoundMÏrofilingM—atricesYMÏartMzzkMβelativeMÏerformanceMofM—ultitaskMueepM
–earningMandMβandomMworestMtlassificationMonMtheMsasisMofMVaryingMrmountsMofMTrainingMuata[MACSd
OmegaYM2018YMdYMbcaddZbcaea

3.9 12

267 rMwluorescentZ–abeledMÏhosphonoMsisbenzguanidineMrsManMrctivityZsasedMÏrobeMforM—atriptase[M
ChemistrydtdAdEuropeandJournalYM2017YMcdYMfcafZfcaj 4.8 11

266 SystematicMuataMrnalysisMandMuiagnosticM—achineM–earningMβevealMuifferencesMbetweenM
tompoundsMwithMSingleZMandM—ultitargetMrctivity[MMoleculardPharmaceuticsYM2020YMbhYMegfcZeggg 5.6 11

265 vxploringMrctivityMtliffsMfromMaMthemoinformaticsMÏerspective[MMoleculardInformaticsYM2014YMddYMediZec 3.8 11

264 vxtractionMofMSrβMinformationMfromMactivityMcliffMclustersMviaMmatchingMmolecularMseries[MEuropeand
JournaldofdMedicinaldChemistryYM2014YMihYMefeZga 6.8 11

263 öuantifyingMtheMfingerprintMdescriptorMdependenceMofMstructureZactivityMrelationshipMinformationMonM
aMlargeMscale[MJournaldofdChemicaldInformationdanddModelingYM2013YMfdYMcchfZib 6.1 11

262 ÏredictionMofMindividualMcompoundsMformingMactivityMcliffsMusingMemergingMchemicalMpatterns[M
JournaldofdChemicaldInformationdanddModelingYM2013YMfdYMdbdbZj 6.1 11

261 rctivityMcliffsMinMÏubthemMconfirmatoryMbioassaysMtakingMinactiveMcompoundsMintoMaccount[MJournald
ofdComputertAideddMoleculardDesignYM2013YMchYMbbfZce 4.2 11

260 vvolutionMofMtheMactivityMcliffMconceptMforMstructureZactivityMrelationshipManalysisMandMdrugMdiscovery[M
FuturedMedicinaldChemistryYM2014YMgYMbfefZj 4.1 11

259
—ethodsMforMcomputerZaidedMchemicalMbiology[MÏartMekMselectivityMsearchingMforMionMchannelMligandsM
andMmappingMofMmolecularMfragmentsMasMselectivityMmarkers[MChemicaldBiologydanddDrugdDesignYM2009
YMhdYMchdZic

2.9 11

(2009-2017)
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258 —olecularMwormalMtonceptMrnalysisMforMcompoundMselectivityMprofilingMinMbiologicallyMannotatedM
databases[MJournaldofdChemicaldInformationdanddModelingYM2009YMejYMbdfjZgi 6.1 11

257 StructuralMandMpotencyMrelationshipsMbetweenMscaffoldsMofMcompoundsMactiveMagainstMhumanM
targets[MChemMedChemYM2010YMfYMbgibZf 3.7 11

256 rnalysisMofMthemicalMznformationMtontentMUsingMShannonMvntropy[MReviewsdindComputationald
ChemistryYM2007YMcgdZcij 11

255 βelrttSZwÏkMaMstructuralMminimalistMapproachMtoMfingerprintMdesign[MChemicaldBiologydanddDrugd
DesignYM2008YMhcYMdebZj 2.9 11

254 themicalMspaceMvisualizationkMtransformingMmultidimensionalMchemicalMspacesMintoMsimilarityZbasedM
molecularMnetworks[MFuturedMedicinaldChemistryYM2016YMiYMbhgjZhi 4.1 11

253 tomputationalM—ethodMtoMvvaluateMÏrogressMinM–eadMOptimization[MJournaldofdMedicinaldChemistryYM
2018YMgbYMbaijfZbajaa 8.3 11

252 turrentMTrendsYMOverlookedMzssuesYMandMUnmetMthallengesMinMVirtualMScreening[MJournaldofdChemicald
InformationdanddModelingYM2020YMgaYMebbcZebbf 6.1 10

251 tomputationalMmethodMforMestimatingMprogressionMsaturationMofManalogMseries[[MRSCdAdvancesYM2018YM
iYMfeieZfejc 3.7 10

250 sindingMmodeMsimilarityMmeasuresMforMrankingMofMdockingMposeskMaMcaseMstudyMonMtheMadenosineMrcrM
receptor[MJournaldofdComputertAideddMoleculardDesignYM2016YMdaYMeehZfg 4.2 10

249 zntroducingMaMnewMcategoryMofMactivityMcliffsMwithMchemicalMmodificationsMatMmultipleMsitesMandM
rationalizingMcontributionsMofMindividualMsubstitutions[MBioorganicdanddMedicinaldChemistryYM2019YMchYMdgafZdgbc3.4 10

248 tonditionalMprobabilitiesMofMactivityMlandscapeMfeaturesMforMindividualMcompounds[MJournaldofd
ChemicaldInformationdanddModelingYM2013YMfdYMbgacZbc 6.1 10

247 rctivityMprofileMrelationshipsMbetweenMstructurallyMsimilarMpromiscuousMcompounds[MEuropeand
JournaldofdMedicinaldChemistryYM2013YMgjYMdjdZi 6.8 10

246 vxploringMSrβMcontinuityMinMtheMvicinityMofMactivityMcliffs[MChemicaldBiologydanddDrugdDesignYM2012YMhjYMccZj2.9 10

245 SrβMtransferMacrossMdifferentMtargets[MJournaldofdChemicaldInformationdanddModelingYM2013YMfdYMbfijZje 6.1 10

244 SystematicMminingMofManalogMseriesMwithMrelatedMcoreMstructuresMinMmultiZtargetMactivityMspace[M
JournaldofdComputertAideddMoleculardDesignYM2013YMchYMggfZhe 4.2 10

243 rppliedMVirtualMScreeningkMStrategiesYMβecommendationsYMandMtaveats[MMethodsdanddPrinciplesdind
MedicinaldChemistryYM2011YMcjbZdbi 0.4 10

242 rpplicationMofMznformationâ��TheoreticMtonceptsMinMthemoinformatics[MInformationdnSwitzerlandoYM
2010YMbYMgaZhd 2.6 10

241 βandomMreductionMinMfingerprintMbitMdensityMimprovesMcompoundMrecallMinMsearchMcalculationsMusingM
complexMreferenceMmolecules[MChemicaldBiologydanddDrugdDesignYM2008YMhbYMfbbZh 2.9 10
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240 rctivityMartifactsMinMdrugMdiscoveryMandMdifferentMfacetsMofMcompoundMpromiscuity[MFxwwwResearchYM
2014YMdYMcdd 3.6 10

239 zdentifyingMÏromiscuousMtompoundsMwithMrctivityMagainstMuifferentMTargetMtlasses[MMoleculesYM2019
YMceYM 4.8 10

238 —odelingMTanimotoMSimilarityMValueMuistributionsMandMÏredictingMSearchMβesults[MMoleculard
InformaticsYM2017YMdgYMbgaabdb 3.8 9

237 vxtensionMofMthreeZdimensionalMactivityMcliffMinformationMthroughMsystematicMmappingMofMactiveM
analogs[MRSCdAdvancesYM2015YMfYMedaagZedabf 3.7 9

236 —onitoringMglobalMgrowthMofMactivityMcliffMinformationMoverMtimeMandMassessingMactivityMcliffM
frequenciesMandMdistributions[MFuturedMedicinaldChemistryYM2015YMhYMbfgfZhj 4.1 9

235 zdentificationMandManalysisMofMtheMcurrentlyMavailableMhighZconfidenceMthreeZdimensionalMactivityM
cliffs[MRSCdAdvancesYM2015YMfYMedggaZedggi 3.7 9

234 rnalogvxplorerkMaMnewMmethodMforMgraphicalManalysisMofManalogMseriesMandMassociatedM
structureZactivityMrelationshipMinformation[MJournaldofdMedicinaldChemistryYM2014YMfhYMjbieZje 8.3 9

233 SimilarityMsearchingMforMpotentMcompoundsMusingMfeatureMselection[MJournaldofdChemicaldInformationd
anddModelingYM2013YMfdYMbgbdZj 6.1 9

232 rssessingMScaffoldMuiversityMofM’inaseMznhibitorsMUsingMrlternativeMScaffoldMtonceptsMandM
vstimatingMtheMScaffoldMyoppingMÏotentialMforMuifferentM’inases[MMoleculesYM2017YMccYM 4.8 9

231 wilteringMandMcountingMofMextendedMconnectivityMfingerprintMfeaturesMmaximizesMcompoundMrecallM
andMtheMstructuralMdiversityMofMhits[MChemicaldBiologydanddDrugdDesignYM2009YMheYMjcZi 2.9 9

230 βenderingMconventionalMmolecularMfingerprintsMforMvirtualMscreeningMindependentMofMmolecularM
complexityMandMsizeMeffects[MChemMedChemYM2010YMfYMifjZgi 3.7 9

229 UnderstandingMchemoinformaticskMaMunifyingMapproach[MDrugdDiscoverydTodayYM2004YMjYMbdZe 8.8 9

228 βecentMdevelopmentsMinMSrβMvisualization[MMedChemCommYM2016YMhYMbaefZbaff 5 9

227
ThreeZuimensionalMrctivityM–andscapeM—odelsMofMuifferentMuesignMandMTheirMrpplicationMtoM
tompoundM—appingMandMÏotencyMÏrediction[MJournaldofdChemicaldInformationdanddModelingYM2019YM
fjYMjjdZbaae

6.1 9

226 —O–vtU–rβMSz—z–rβzTYMr r–YSzSdedZdjj 9

225 tompoundMuataM—iningMforMurugMuiscovery[MMethodsdindMoleculardBiologyYM2017YMbfcgYMcehZcfg 1.4 8

224 SystematicMcomputationalMidentificationMofMpromiscuityMcliffMpathwaysMformedMbyMinhibitorsMofMtheM
humanMkinome[MJournaldofdComputertAideddMoleculardDesignYM2019YMddYMffjZfhc 4.2 8

223
rssessingMtheMinformationMcontentMofMstructuralMandMproteinZligandMinteractionMrepresentationsMforM
theMclassificationMofMkinaseMinhibitorMbindingMmodesMviaMmachineMlearningMandMactiveMlearning[M
JournaldofdCheminformaticsYM2020YMbcYMdg

8.6 8

(2020-2014)
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222 —appingMtheMSbMandMSbTMsubsitesMofMcysteineMproteasesMwithMnewMdipeptidylMnitrileMinhibitorsMasM
trypanocidalMagents[MPLoSdNeglecteddTropicaldDiseasesYM2020YMbeYMeaaahhff 4.8 8

221 vxtractingMtompoundMÏrofilingM—atricesMfromMScreeningMuata[MACSdOmegaYM2018YMdYMehagZehbc 3.9 8

220 —aximumMcommonMsubstructureZbasedMTverskyMindexkManMasymmetricMhybridMsimilarityMmeasure[M
JournaldofdComputertAideddMoleculardDesignYM2016YMdaYMfcdZdb 4.2 8

219 rssessingMtheMxrowthMofMsioactiveMtompoundsMandMScaffoldsMoverMTimekMzmplicationsMforM–eadM
uiscoveryMandMScaffoldMyopping[MJournaldofdChemicaldInformationdanddModelingYM2016YMfgYMdaaZh 6.1 8

218 zntroducingMtheMTactiveMsearchTMmethodMforMiterativeMvirtualMscreening[MJournaldofdComputertAidedd
MoleculardDesignYM2015YMcjYMdafZbe 4.2 8

217 —echanismZbasedMbipartiteMmatchingMmolecularMseriesMgraphsMtoMidentifyMstructuralMmodificationsMofM
receptorMligandsMthatMleadMtoMmechanismMhopping[MMedChemCommYM2012YMdYMeeb 5 8

216 zdentificationMofMmultitargetMactivityMridgesMinMhighZdimensionalMbioactivityMspaces[MJournaldofd
ChemicaldInformationdanddModelingYM2012YMfcYMcfhjZig 6.1 8

215 –argeZscaleMSrβManalysis[MDrugdDiscoverydToday:dTechnologiesYM2013YMbaYMeebjZcg 7.1 8

214 ÏotencyZdirectedMsimilarityMsearchingMusingMsupportMvectorMmachines[MChemicaldBiologydanddDrugd
DesignYM2011YMhhYMdaZi 2.9 8

213 βandomMmolecularMfragmentMmethodsMinMcomputationalMmedicinalMchemistry[MCurrentdMedicinald
ChemistryYM2008YMbfYMcbaiZcb 4.3 8

212 tomputationalMdesignMofMnewMmolecularMscaffoldsMforMmedicinalMchemistryYMpartMzzkMgeneralizationMofM
analogMseriesZbasedMscaffolds[MFuturedSciencedOAYM2018YMeYMwSOcgh 2.7 8

211 rnalysisMofMsiologicalMScreeningMtompoundsMwithMSingleZMorM—ultiZTargetMrctivityMviaMuiagnosticM
—achineM–earning[MBiomoleculesYM2020YMbaYM 5.9 8

210 SynthesesYMcholinesterasesMinhibitionYMandMmolecularMdockingMstudiesMofMpyrido[cYdZb]pyrazineM
derivatives[MChemicaldBiologydanddDrugdDesignYM2015YMigYMbbbfZca 2.9 7

209 ueepMSrβMmatrixkMSrβMmatrixMexpansionMforMadvancedManalogMdesignMusingMdeepMlearningM
architectures[MFuturedDrugdDiscoveryYM2020YMcYMwuudg 2 7

208
–imitingMtheM umberMofMÏotentialMsindingM—odesMbyMzntroducingMSymmetryMintoM–igandskM
StructureZsasedMuesignMofMznhibitorsMforMTrypsinZ–ikeMSerineMÏroteases[MChemistrydtdAdEuropeand
JournalYM2016YMccYMgbaZcf

4.8 7

207 tlassificationMofMmatchingMmolecularMseriesMonMtheMbasisMofMSrβMphenotypesMandMstructuralM
relationships[MMedChemCommYM2016YMhYMcdhZceg 5 7

206 SecondZgenerationMactivityMcliffsMidentifiedMonMtheMbasisMofMtargetMsetZdependentMpotencyMdifferenceM
criteria[MFuturedMedicinaldChemistryYM2019YMbbYMdhjZdje 4.1 7

205 vvaluationMofMmolecularMmodelZbasedMdiscoveryMofMectoZfTZnucleotidaseMinhibitorsMonMtheMbasisMofM
XZrayMstructures[MBioorganicdanddMedicinaldChemistryYM2013YMcbYMggbgZcc 3.4 7
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204 SystematicMzdentificationMofM—atchingM—olecularMSeriesMandM—appingMofMScreeningMyits[MMoleculard
InformaticsYM2014YMddYMcfhZgd 3.8 7

203 tompoundMpathwayMmodelMtoMcaptureMSrβMprogressionkMcomparisonMofMactivityMcliffZdependentMandM
ZindependentMpathways[MJournaldofdChemicaldInformationdanddModelingYM2013YMfdYMbaghZhc 6.1 7

202 TargetMfamilyZdirectedMexplorationMofMscaffoldsMwithMdifferentMSrβMprofiles[MJournaldofdChemicald
InformationdanddModelingYM2011YMfbYMdbdiZei 6.1 7

201 vxploringMdifferentialMevolutionMforMinverseMöSrβManalysis[MFxwwwResearchYM2017YMgYMbcif 3.6 7

200 ÏromiscuityMprogressionMofMbioactiveMcompoundsMoverMtime[MFxwwwResearchYM2015YMeYMbbi 3.6 7

199 βationalityMoverMfashionMandMhypeMinMdrugMdesign[MFxwwwResearchYM2021YMbaYM 3.6 7

198 rnalyzingMÏromiscuityMatMtheM–evelMofMrctiveMtompoundsMandMTargets[MMoleculardInformaticsYM2016YM
dfYMfidZfih 3.8 7

197 tomputationalMrssessmentMofMthemicalMSaturationMofMrnalogueMSeriesMunderMVaryingMtonditions[M
ACSdOmegaYM2018YMdYMbfhjjZbfiai 3.9 7

196 uataZurivenMvxplorationMofMSelectivityMandMOffZTargetMrctivitiesMofMuesignatedMthemicalMÏrobes[M
MoleculesYM2018YMcdYM 4.8 7

195 ÏrivilegedMStructuralM—otifMuetectionMandMrnalysisMUsingMxenerativeMTopographicM—aps[MJournaldofd
ChemicaldInformationdanddModelingYM2017YMfhYMbcbiZbcdc 6.1 6

194 rMgeneralMapproachMforMretrosyntheticMmolecularMcoreManalysis[MJournaldofdCheminformaticsYM2019YM
bbYMgb 8.6 6

193
SystematicMassessmentMofMcoordinatedMactivityMcliffsMformedMbyMkinaseMinhibitorsMandMdetailedM
characterizationMofMactivityMcliffMclustersMandMassociatedMSrβMinformation[MEuropeandJournaldofd
MedicinaldChemistryYM2015YMjaYMebeZch

6.8 6

192
XZrayMStructureZsasedMthemoinformaticMrnalysisMzdentifiesMÏromiscuousM–igandsMsindingMtoM
ÏroteinsMfromMuifferentMtlassesMwithMVaryingMShapes[MInternationaldJournaldofdMoleculardSciencesYM
2020YMcbYM

6.3 6

191 uesignMofMaMtripartiteMnetworkMforMtheMpredictionMofMdrugMtargets[MJournaldofdComputertAidedd
MoleculardDesignYM2018YMdcYMdcbZdda 4.2 6

190 vvaluationMofMbisbenzamidinesMasMinhibitorsMforMmatriptaseZc[MBioorganicdanddMedicinaldChemistryd
LettersYM2016YMcgYMdhebZf 2.9 6

189 zmprovingMtheMutilityMofMmolecularMscaffoldsMforMmedicinalMandMcomputationalMchemistry[MFutured
MedicinaldChemistryYM2018YMbaYMbgefZbgei 4.1 6

188 zntroductionMofMtargetMcliffsMasMaMconceptMtoMidentifyMandMdescribeMcomplexMmolecularMselectivityM
patterns[MJournaldofdChemicaldInformationdanddModelingYM2013YMfdYMfefZfc 6.1 6

187 uesignMofMaMthreeZdimensionalMmultitargetMactivityMlandscape[MJournaldofdChemicaldInformationdandd
ModelingYM2012YMfcYMcihgZid 6.1 6

(2012-2014)
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186
—ultiobjectiveMparticleMswarmMoptimizationkMautomatedMidentificationMofMstructureZactivityM
relationshipZinformativeMcompoundsMwithMfavorableMphysicochemicalMpropertyMdistributions[MJournald
ofdChemicaldInformationdanddModelingYM2012YMfcYMcieiZff

6.1 6

185 tomputationalManalysisMofMactivityMandMselectivityMcliffs[MMethodsdindMoleculardBiologyYM2011YMghcYMbbjZdc 1.4 6

184 rpplicationMofMsupportMvectorMmachineZbasedMrankingMstrategiesMtoMsearchMforMtargetZselectiveM
compounds[MMethodsdindMoleculardBiologyYM2011YMghcYMfbhZda 1.4 6

183 yitMexpansionMthroughMcomputationalMselectivityMsearching[MChemMedChemYM2009YMeYMfcZe 3.7 6

182 ÏredictingMtheMperformanceMofMfingerprintMsimilarityMsearching[MMethodsdindMoleculardBiologyYM2011YM
ghcYMbfjZhd 1.4 6

181 wollowZupkMÏrospectiveMcompoundMdesignMusingMtheMâ��SrβM—atrixâ��MmethodMandMmatrixZderivedM
conditionalMprobabilitiesMofMactivity[MFxwwwResearchYeYMhf 3.6 6

180 wollowZupkMÏrospectiveMcompoundMdesignMusingMtheMTSrβM—atrixTMmethodMandMmatrixZderivedM
conditionalMprobabilitiesMofMactivity[MFxwwwResearchYM2015YMeYMhf 3.6 6

179 rnalyzingMcompoundMactivityMrecordsMandMpromiscuityMdegreesMinMlightMofMpublicationMstatistics[M
FxwwwResearchYM2016YMfYM 3.6 6

178 uataMstructuresMforMcomputationalMcompoundMpromiscuityManalysisMandMexemplaryMapplicationsMtoM
inhibitorsMofMtheMhumanMkinome[MJournaldofdComputertAideddMoleculardDesignYM2020YMdeYMbZba 4.2 6

177 tompoundsMwithMmultitargetMactivitykMstructureZbasedManalysisMandMmachineMlearning[MFuturedDrugd
DiscoveryYM2020YMcYMwuuee 2 6

176 —achineMlearningMrevealsMthatMstructuralMfeaturesMdistinguishingMpromiscuousMandMnonZpromiscuousM
compoundsMdependMonMtargetMcombinations[MScientificdReportsYM2021YMbbYMhigd 4.9 6

175 SystematicMrssessmentMofM—olecularMSelectivityMatMtheM–evelMofMTargetsYMsioactiveMtompoundsYMandM
StructuralMrnalogues[MChemMedChemYM2016YMbbYMbdgcZha 3.7 6

174 vxploringMrlternativeMStrategiesMforMtheMzdentificationMofMÏotentMtompoundsMUsingMSupportMVectorM
—achineMandMβegressionM—odeling[MJournaldofdChemicaldInformationdanddModelingYM2019YMfjYMjidZjjc 6.1 6

173 StructureZMandMSimilarityZsasedMSurveyMofMrllostericM’inaseMznhibitorsYMrctivatorsYMandMtloselyM
βelatedMtompounds[MJournaldofdMedicinaldChemistryYM2021YM 8.3 6

172 —ethodMforMSystematicMrnalogueMSearchMUsingMtheM—egaMSrβM—atrixMuatabase[MJournaldofdChemicald
InformationdanddModelingYM2019YMfjYMdhchZdhde 6.1 5

171 tomputationalMchemicalMbiologyMonMtheMrise[MFuturedMedicinaldChemistryYM2019YMbbYMbZd 4.1 5

170 SystematicMidentificationMofMtargetMsetZdependentMactivityMcliffs[MFuturedSciencedOAYM2019YMfYMwSOdgd 2.7 5

169 StructuralMandMrctivityMÏrofileMβelationshipsMsetweenMurugMScaffolds[MAAPSdJournalYM2015YMbhYMgajZbj 3.7 5
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168 rdvancesMinMexploringMactivityMcliffs[MJournaldofdComputertAideddMoleculardDesignYM2020YMdeYMjcjZjec 4.2 5

167 tombiningMSimilarityMSearchingMandM etworkMrnalysisMforMtheMzdentificationMofMrctiveMtompounds[M
ACSdOmegaYM2018YMdYMdhgiZdhhh 3.9 5

166 βedundancyMinMtwoMmajorMcompoundMdatabases[MDrugdDiscoverydTodayYM2018YMcdYMbbidZbbig 8.8 5

165 —odelingMofMcompoundMprofilingMexperimentsMusingMsupportMvectorMmachines[MChemicaldBiologydandd
DrugdDesignYM2014YMieYMhfZif 2.9 5

164 tomputationalMchemistryMinMpharmaceuticalMresearchkMatMtheMcrossroads[MJournaldofdComputertAidedd
MoleculardDesignYM2012YMcgYMbbZc 4.2 5

163 zdentificationMofMznteractionMyotMSpotsMinMStructuresMofMurugMTargetsMonMtheMsasisMofM
ThreeZuimensionalMrctivityMtliffMznformation[MChemicaldBiologydanddDrugdDesignYM2015YMigYMbefiZgf 2.9 5

162 StructuralMandM—odelingMStudiesMonMectoZfTZnucleotidaseMridingMinMznhibitorMuesign[MMinitReviewsdind
MedicinaldChemistryYM2015YMbfYMdeZea 3.2 5

161
ÏredictingMtheMsimilarityMsearchMperformanceMofMfingerprintsMandMtheirMcombinationMwithMmolecularM
propertyMdescriptorsMusingMprobabilisticMandMinformationMtheoreticMmodeling[MStatisticaldAnalysisdandd
DatadMiningYM2009YMcYMbcdZbde

1.4 5

160 tomputationalMscreeningMforMmembraneZdirectedMinhibitorsMofMmastMcellMactivation[MEuropeand
JournaldofdMedicinaldChemistryYM2010YMefYMchaaZe 6.8 5

159 vxploringMpeptideZlikenessMofMactiveMmoleculesMusingMcuMfingerprintMmethods[MJournaldofdChemicald
InformationdanddModelingYM2007YMehYMbdggZhi 6.1 5

158 —atchedMmolecularMpairZbasedMdataMsetsMforMcomputerZaidedMmedicinalMchemistry[MFxwwwResearchYM
2014YMdYMdg 3.6 5

157 —atchedMmolecularMpairZbasedMdataMsetsMforMcomputerZaidedMmedicinalMchemistry[MFxwwwResearchYM
2014YMdYMdg 3.6 5

156 zntroducingMaMnewMcategoryMofMactivityMcliffsMcombiningMdifferentMcompoundMsimilarityMcriteria[MRSCd
MedicinaldChemistryYM2020YMbbYMbdcZbeb 3.5 5

155 wromMöualitativeMtoMöuantitativeMrnalysisMofMrctivityMandMÏropertyM–andscapes[MJournaldofdChemicald
InformationdanddModelingYM2020YMgaYMfihdZfiia 6.1 5

154 rctivityMlandscapeMimageManalysisMusingMconvolutionalMneuralMnetworks[MJournaldofdCheminformaticsYM
2020YMbcYMde 8.6 5

153 weatureMimportanceMcorrelationMfromMmachineMlearningMindicatesMfunctionalMrelationshipsMbetweenM
proteinsMandMsimilarMcompoundMbindingMcharacteristics[MScientificdReportsYM2021YMbbYMbecef 4.9 5

152 ÏredictionMofMÏromiscuityMtliffsMUsingM—achineM–earning[MMoleculardInformaticsYM2021YMeaYMecaaabjg 3.8 5

151 tollectionMofManalogMseriesZbasedMscaffoldsMfromMpublicMcompoundMsources[MFuturedSciencedOAYM2018YM
eYMwSOcih 2.7 5

(2018-2020)
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150 vvolutionMofMSupportMVectorM—achineMandMβegressionM—odelingMinMthemoinformaticsMandMurugM
uiscovery[[MJournaldofdComputertAideddMoleculardDesignYM2022YMb 4.2 5

149 tompoundMβankingMsasedMonMwuzzyMThreeZuimensionalMSimilarityMzmprovesMtheMÏerformanceMofM
uockingMintoMyomologyM—odelsMofMxZÏroteinZtoupledMβeceptors[MACSdOmegaYM2017YMcYMcfidZcfjc 3.9 4

148 TracingMcompoundMpathwaysMusingMchemicalMspaceMnetworks[MMedChemCommYM2017YMiYMdhgZdie 5 4

147 uarkMchemicalMmatterMinMpublicMscreeningMassaysMandMderivationMofMtargetMhypotheses[M
MedChemCommYM2017YMiYMcbaaZcbae 5 4

146 wromMbirdTsMeyeMviewsMtoMmolecularMcommunitieskMtwoZlayeredMvisualizationMofMstructureZactivityM
relationshipsMinMlargeMcompoundMdataMsets[MJournaldofdComputertAideddMoleculardDesignYM2017YMdbYMjgbZjhh4.2 4

145 SystematicMvxplorationMofMrctivityMtliffsMtontainingMÏrivilegedMSubstructures[MMoleculard
PharmaceuticsYM2020YMbhYMjhjZjij 5.6 4

144
TheMSrβM—atrixM—ethodMandManMrrtificiallyMzntelligentMVariantMforMtheMzdentificationMandMStructuralM
OrganizationMofMrnalogMSeriesYMSrβMrnalysisYMandMtompoundMuesign[MMoleculardInformaticsYM2020YM
djYMecaaaaef

3.8 4

143 wromMSrβMuiagnosticsMtoMtompoundMuesignkMuevelopmentMthronologyMofMtheMtompoundM
OptimizationM—onitorMUtO—OVM—ethod[MMoleculardInformaticsYM2020YMdjYMecaaaaeg 3.8 4

142 vxploringMdifferentialMevolutionMforMinverseMöSrβManalysis[MFxwwwResearchYM2017YMgYM 3.6 4

141 yierarchicalMrnalysisMofMsioactiveM—atchedM—olecularMÏairsYMvncodedMthemicalMTransformationsYMandM
rssociatedMSubstructures[MMoleculardInformaticsYM2016YMdfYMeidZeii 3.8 4

140 SystematicMassessmentMofManalogMrelationshipsMbetweenMbioactiveMcompoundsMandMpromiscuityMofM
analogMsets[MMedChemCommYM2016YMhYMcdaZcdg 5 4

139
vvaluationMofMdifferentMvirtualMscreeningMstrategiesMonMtheMbasisMofMcompoundMsetsMwithM
characteristicMcoreMdistributionsMandMdissimilarityMrelationships[MJournaldofdComputertAideddMoleculard
DesignYM2019YMddYMhcjZhed

4.2 4

138 wormationMofMactivityMcliffsMisMaccompaniedMbyMsystematicMincreasesMinMligandMefficiencyMfromMlowlyMtoM
highlyMpotentMcompounds[MAAPSdJournalYM2014YMbgYMddfZeb 3.7 4

137 rctivityMcliffMnetworksMforMmedicinalMchemistry[MDrugdDevelopmentdResearchYM2014YMhfYMcjbZi 5.1 4

136 SystematicMassessmentMofMscaffoldMhoppingMversusMactivityMcliffMformationMacrossMbioactiveM
compoundMclassesMfollowingMaMmolecularMhierarchy[MBioorganicdanddMedicinaldChemistryYM2015YMcdYMdbidZjb3.4 4

135 yitMvxpansionMfromMScreeningMuataMsasedMuponMtonditionalMÏrobabilitiesMofMrctivityMuerivedMfromM
SrβM—atrices[MMoleculardInformaticsYM2015YMdeYMbdeZeg 3.8 4

134 SystematicMassessmentMofMscaffoldMdistancesMinMthv—s–kMprioritizationMofMcompoundMdataMsetsMforM
scaffoldMhoppingManalysisMinMvirtualMscreening[MJournaldofdComputertAideddMoleculardDesignYM2012YMcgYMbbabZj4.2 4

133 —olecularMtestMsystemsMforMcomputationalMselectivityMstudiesMandMsystematicManalysisMofMcompoundM
selectivityMprofiles[MMethodsdindMoleculardBiologyYM2011YMghcYMfadZbf 1.4 4

Jˆ…rgen Bajorath

24



132
rctivityMprofileMsequenceskMaMconceptMtoMaccountMforMtheMprogressionMofMcompoundMactivityMinMtargetM
spaceMandMtoMextractMSrβMinformationMfromManalogueMseriesMwithMmultipleMtargetMannotations[M
ChemMedChemYM2011YMgYMcbfaZe

3.7 4

131 vxtractionMofMdiscontinuousMstructureZactivityMrelationshipsMfromMcompoundMdataMsetsMthroughM
particleMswarmMoptimization[MJournaldofdChemicaldInformationdanddModelingYM2011YMfbYMbfefZfb 6.1 4

130 βationalizingMtheMroleMofMSrβMtoleranceMforMligandZbasedMvirtualMscreening[MJournaldofdChemicald
InformationdanddModelingYM2011YMfbYMidhZec 6.1 4

129 uesignMandMexplorationMofMtargetZselectiveMchemicalMspaceMrepresentations[MJournaldofdChemicald
InformationdanddModelingYM2008YMeiYMbdijZjf 6.1 4

128 rnalysisMofMaMhighZthroughputMscreeningMdataMsetMusingMpotencyZscaledMmolecularMsimilarityM
algorithms[MJournaldofdChemicaldInformationdanddModelingYM2007YMehYMdghZhf 6.1 4

127 uistributionMofMrandomlyMgeneratedMactivityMclassMcharacteristicMsubstructuresMinMdiverseMactiveMandM
databaseMcompounds[MMoleculardDiversityYM2008YMbcYMhhZid 3.1 4

126 TowardsMaMsystematicMassessmentMofMassayMinterferencekMzdentificationMofMextensivelyMtestedM
compoundsMwithMhighMassayMpromiscuity[MFxwwwResearchYM2017YMgYM 3.6 4

125 TowardsMaMsystematicMassessmentMofMassayMinterferencekMzdentificationMofMextensivelyMtestedM
compoundsMwithMhighMassayMpromiscuity[MFxwwwResearchYM2017YMgYMbfaf 3.6 4

124 wollowMupkMtompoundMdataMsetsMandMsoftwareMtoolsMforMchemoinformaticsMandMmedicinalMchemistryM
applicationskMupdateMandMdataMtransfer[MFxwwwResearchYM2014YMdYMgj 3.6 4

123 rnalyzingMcompoundMactivityMrecordsMandMpromiscuityMdegreesMinMlightMofMpublicationMstatistics[M
FxwwwResearchYM2016YMfYMbcch 3.6 4

122 vxploringMsetsMofMmoleculesMfromMpatentsMandMrelationshipsMtoMotherMactiveMcompoundsMinMchemicalM
spaceMnetworks[MJournaldofdComputertAideddMoleculardDesignYM2017YMdbYMhhjZhii 4.2 4

121 rctivityMcliffsMproducedMbyMsingleZatomMmodificationMofMactiveMcompoundskMSystematicMidentificationM
andMrationalizationMbasedMonMXZrayMstructures[MEuropeandJournaldofdMedicinaldChemistryYM2020YMcahYMbbcieg6.8 4

120
ueeptO—OkMfromMstructureZactivityMrelationshipMdiagnosticsMtoMgenerativeMmolecularMdesignMusingM
theMcompoundMoptimizationMmonitorMmethodology[MJournaldofdComputertAideddMoleculardDesignYM
2020YMdeYMbcahZbcbi

4.2 4

119 ÏredictionMofManM——ÏZbMinhibitorMactivityMcliffMusingMtheMSrβMmatrixMapproachMandMitsMexperimentalM
validation[MScientificdReportsYM2020YMbaYMbehba 4.9 4

118 tompoundMoptimizationMmonitorMUtO—OVMmethodMforMcomputationalMevaluationMofMprogressMinM
medicinalMchemistryMprojects[MFuturedDrugdDiscoveryYM2019YMbYMwuubf 2 4

117 ÏredictingMzsoformZSelectiveMtarbonicMrnhydraseMznhibitorsMviaM—achineM–earningMandMβationalizingM
StructuralMweaturesMzmportantMforMSelectivity[MACSdOmegaYM2021YMgYMeaiaZeaij 3.9 4

116 tompoundMdatasetMandMcustomMcodeMforMdeepMgenerativeMmultiZtargetMcompoundMdesign[MFutured
SciencedOAYM2021YMhYMwSOhbf 2.7 4

115 SystematicManalysisMofMstructuralMandMactivityMrelationshipsMbetweenMconventionalMhierarchicalMandM
analogMseriesZbasedMscaffolds[MRSCdAdvancesYM2017YMhYMbihbiZbihcd 3.7 3

(2017-2011)

25



114 zdentifyingMrelationshipsMbetweenMunrelatedMpharmaceuticalMtargetMproteinsMonMtheMbasisMofMsharedM
activeMcompounds[MFuturedSciencedOAYM2017YMdYMwSOcbc 2.7 3

113 StructuralMdiversityMandMpotencyMrangeMdistributionMofMscaffoldsMfromMcompoundsMactiveMagainstM
currentMpharmaceuticalMtargets[MFuturedMedicinaldChemistryYM2015YMhYMbbbZcc 4.1 3

112 zntegratingMcomputationalMleadMoptimizationMdiagnosticsMwithManalogMdesignMandMcandidateM
selection[MFuturedSciencedOAYM2020YMgYMwSOefb 2.7 3

111 tomputationalMmethodMforMtheMidentificationMofMthirdMgenerationMactivityMcliffs[MMethodsXYM2020YMhYMbaahjd1.9 3

110 uataMstructuresMforMcompoundMpromiscuityManalysiskMpromiscuityMcliffsYMpathwaysMandMpromiscuityM
hubsMformedMbyMinhibitorsMofMtheMhumanMkinome[MFuturedSciencedOAYM2019YMfYMwSOeae 2.7 3

109 tomputationalMchemicalMbiologykMidentificationMofMsmallMmolecularMprobesMthatMdiscriminateM
betweenMmembersMofMtargetMproteinMfamilies[MChemicaldBiologydanddDrugdDesignYM2012YMhjYMdgjZhf 2.9 3

108 wromMactivityMcliffsMtoMpromiscuityMcliffs[MFuturedSciencedOAYM2017YMdYMwSOcch 2.7 3

107 rctiveMSiteM—appingMofMyumanMtathepsinMwMwithMuipeptideM itrileMznhibitors[MChemMedChemYM2015YM
baYMbdgfZhh 3.7 3

106 tompoundMoptimizationMthroughMdataMsetZdependentMchemicalMtransformations[MJournaldofd
ChemicaldInformationdanddModelingYM2013YMfdYMbcgdZhb 6.1 3

105 wragmentMformalMconceptManalysisMaccuratelyMclassifiesMcompoundsMwithMcloselyMrelatedMbiologicalM
activities[MChemMedChemYM2009YMeYMbbheZib 3.7 3

104 –ipidZlikeMsulfoxidesMandMamineMoxidesMasMinhibitorsMofMmastMcellMactivation[MEuropeandJournaldofd
MedicinaldChemistryYM2011YMegYMcbehZfb 6.8 3

103 rdaptationMofMformalMconceptManalysisMforMtheMsystematicMexplorationMofMstructureZactivityMandM
structureZselectivityMrelationships[MJournaldofdCheminformaticsYM2010YMcYM 8.6 3

102 rnalogvxplorercMZMStereochemistryMsensitiveMgraphicalManalysisMofMlargeManalogMseries[M
FxwwwResearchYM2015YMeYM 3.6 3

101 ccbmlibMZMaMÏythonMpackageMforMmodelingMTanimotoMsimilarityMvalueMdistributions[MFxwwwResearchYM
2020YMjYM 3.6 3

100 zmpactMofMrrtificialMzntelligenceMonMtompoundMuiscoveryYMuesignYMandMSynthesis[[MACSdOmegaYM2021YM
gYMddcjdZddcjj 3.9 3

99 wreelyMavailableMcompoundMdataMsetsMandMsoftwareMtoolsMforMchemoinformaticsMandMcomputationalM
medicinalMchemistryMapplications[MFxwwwResearchYM2012YMbYMbb 3.6 3

98 ÏromiscuityManalysisMofMaMkinaseMpanelMscreenMwithMdesignatedMpdiMalphaMinhibitors[MEuropeand
JournaldofdMedicinaldChemistryYM2020YMbihYMbbcaae 6.8 3

97 xlobalMrssessmentMofMSubstituentsMonMtheMsasisMofMrnalogueMSeries[MJournaldofdMedicinaldChemistryYM
2020YMgdYMbfabdZbfaca 8.3 3
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96 rdaptingMtheMueepSrβ—MapproachMforMdualZtargetMligandMdesign[MJournaldofdComputertAidedd
MoleculardDesignYM2021YMdfYMfihZgaa 4.2 3

95 tomputationalMchemistryMandMcomputerZaidedMdrugMdiscoverykMÏartMzz[MFuturedMedicinaldChemistryYM
2016YMiYMbhjjZbiaa 4.1 3

94 uevelopmentMofMcurcuminZbasedMamyloidM˛†MaggregationMinhibitorsMforMrlzheimerTsMdiseaseMusingMtheM
SrβMmatrixMapproach[MBioorganicdanddMedicinaldChemistryYM2021YMegYMbbgdfh 3.4 3

93 SystematicMmappingMofMβZgroupMspaceMenablesMtheMgenerationMofManMβZgroupMreplacementMsystemM
forMmedicinalMchemistry[MEuropeandJournaldofdMedicinaldChemistryYM2021YMccfYMbbdhhb 6.8 3

92 zsMscaffoldMhoppingMaMreliableMindicatorMforMtheMabilityMofMcomputationalMmethodsMtoMidentifyM
structurallyMdiverseMactiveMcompoundsp[MJournaldofdComputertAideddMoleculardDesignYM2017YMdbYMgadZgai 4.2 2

91 uesignMofMuiverseMandMwocusedMtompoundM–ibrariesM2017YMidZbab 2

90 –argeZScaleMtomparisonMofMrlternativeMSimilarityMSearchMStrategiesMwithMVaryingMthemicalM
znformationMtontents[MACSdOmegaYM2019YMeYMbfdaeZbfdbb 3.9 2

89 VisualizationMofMmultiZpropertyMlandscapesMforMcompoundMselectionMandMoptimization[MJournaldofd
ComputertAideddMoleculardDesignYM2015YMcjYMgjfZhaf 4.2 2

88 zncreasingMtheMpublicMactivityMcliffMknowledgeMbaseMwithMnewMcategoriesMofMactivityMcliffs[MFutured
SciencedOAYM2020YMgYMwSOehc 2.7 2

87 vvaluationMofM’inaseMznhibitorMSelectivityMUsingMtellZbasedMÏrofilingMuata[MMoleculardInformaticsYM
2018YMdhYMebiaaace 3.8 2

86 SystematicMdesignMofManalogsMofMactiveMcompoundsMcoveringMmoreMthanMbaaaMtargets[M
MedChemCommYM2016YMhYMifjZigd 5 2

85 rMyybridMVirtualMScreeningMÏrotocolMsasedMonMsindingM—odeMSimilarity[MMethodsdindMoleculardBiology
YM2018YMbiceYMbgfZbhf 1.4 2

84 worwardZlookingMperspectiveMonMpublishingMinMdrugMdiscovery[MFuturedDrugdDiscoveryYM2019YMbYMwuuc 2 2

83 –argeZscaleMassessmentMofMactivityMlandscapeMfeatureMprobabilitiesMofMbioactiveMcompounds[MJournald
ofdChemicaldInformationdanddModelingYM2014YMfeYMeecZfa 6.1 2

82 vxploringMStructuralMβelationshipsMbetweenMsioactiveMandMtommercialMthemicalMSpaceMandM
uevelopingMTargetMyypothesesMforMtompoundMrcquisition[MACSdOmegaYM2017YMcYMhhgaZhhgg 3.9 2

81 zdentificationMofMorthologousMtargetMpairsMwithMsharedMactiveMcompoundsMandMcomparisonMofM
organismZspecificMactivityMpatterns[MChemicaldBiologydanddDrugdDesignYM2015YMigYMbbafZbe 2.9 2

80 βationalizingMstructureMandMtargetMrelationshipsMbetweenMcurrentMdrugs[MAAPSdJournalYM2012YMbeYMhgeZhb 3.7 2

79 SearchingMforMcloselyMrelatedMligandsMwithMdifferentMmechanismsMofMactionMusingMmachineMlearningM
andMmappingMalgorithms[MJournaldofdChemicaldInformationdanddModelingYM2013YMfdYMccfcZhe 6.1 2

(2013-2021)
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78 VisualizationMofMrctivityM–andscapesMandMthemogenomicsMuata[MMoleculardInformaticsYM2013YMdcYMjfeZgd 3.8 2

77 βationalizationMofMtheMperformanceMandMtargetMdependenceMofMsimilarityMsearchingMincorporatingM
proteinZligandMinteractionMinformation[MJournaldofdChemicaldInformationdanddModelingYM2010YMfaYMbaecZfc 6.1 2

76
—ethodsMforMcomputerZaidedMchemicalMbiology[MÏartMfkMrationalizingMtheMselectivityMofMcathepsinM
inhibitorsMonMtheMbasisMofMmolecularMfragmentsMandMtopologicalMfeatureMdistributions[MChemicald
BiologydanddDrugdDesignYM2009YMheYMbcjZeb

2.9 2

75 vnteringMnewMpublicationMterritoryMinMchemoinformaticsMandMchemicalMinformationMscience[M
FxwwwResearchYM2015YMeYMdf 3.6 2

74 ccbmlibMâ��MaMÏythonMpackageMforMmodelingMTanimotoMsimilarityMvalueMdistributions[MFxwwwResearchYM
2020YMjYMbaa 3.6 2

73 rM ovelMuescriptorMyistogramMwilteringM—ethodMforMuatabaseM—iningMandMtheMzdentificationMofM
rctiveM—olecules[MLettersdindDrugdDesigndanddDiscoveryYM2007YMeYMcigZcjc 0.8 2

72 vxploringMstructureZpromiscuityMrelationshipsMusingMdualZsiteMpromiscuityMcliffsMandMcorrespondingM
singleZsiteManalogs[MBioorganicdanddMedicinaldChemistryYM2020YMciYMbbfcdi 3.4 2

71  ZSulfonylMdipeptideMnitrilesMasMinhibitorsMofMhumanMcathepsinMSkMznMsilicoMdesignYMsynthesisMandM
biochemicalMcharacterization[MBioorganicdanddMedicinaldChemistrydLettersYM2020YMdaYMbcheca 2.9 2

70 SystematicMcomparisonMofMcompetitiveMandMallostericMkinaseMinhibitorsMrevealsMcommonMstructuralM
characteristics[MEuropeandJournaldofdMedicinaldChemistryYM2021YMcbeYMbbdcag 6.8 2

69 wineZtuningMofMaMgenerativeMneuralMnetworkMforMdesigningMmultiZtargetMcompounds[MJournaldofd
ComputertAideddMoleculardDesignYM2021YMb 4.2 2

68 StructuralMcharacteristicsMofMcompoundsMwithMmultitargetMactivity[MFuturedDrugdDiscoveryYM2021YMdYMwuuga2 2

67 vvaluationMofMmultiZtargetMdeepMneuralMnetworkMmodelsMforMcompoundMpotencyMpredictionMunderM
increasinglyMchallengingMtestMconditions[MJournaldofdComputertAideddMoleculardDesignYM2021YMdfYMcifZcjf 4.2 2

66 SrβM—atrixM—ethodMforM–argeZScaleMrnalysisMofMtompoundMStructureZrctivityMβelationshipsMandM
vxplorationMofM—ultitargetMrctivityMSpaces[MMethodsdindMoleculardBiologyYM2018YMbicfYMddjZdfc 1.4 2

65 vxploringMensemblesMofMbioactiveMorMvirtualManalogsMofMXZrayMligandsMforMshapeMsimilarityMsearching[M
JournaldofdComputertAideddMoleculardDesignYM2018YMdcYMhfjZhgh 4.2 2

64 tyv—O—vTβztMrÏÏ–ztrTzO SMOwM rˆ�VvMsrYvSzr M—Ouv–SMz MuβUxMuzStOVvβYbdbZbei 2

63 vxplainableM—achineM–earningMforMÏropertyMÏredictionsMinMtompoundMOptimization[[MJournaldofd
MedicinaldChemistryYM2021YMgeYMbhheeZbhhfc 8.3 2

62 vxplorationMofMTargetMSynergyMinMtancerMTreatmentMbyMtellZsasedMScreeningMrssayMandM etworkM
ÏropagationMrnalysis[MJournaldofdChemicaldInformationdanddModelingYM2019YMfjYMdahcZdahj 6.1 1

61 SimplifiedMactivityMcliffMnetworkMrepresentationsMwithMhighMinterpretabilityMandMimmediateMaccessMtoM
SrβMinformation[MJournaldofdComputertAideddMoleculardDesignYM2020YMdeYMjedZjfc 4.2 1
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60 siologicalMrctivityMÏrofilesMofM—ultitargetM–igandsMfromMXZrayMStructures[MMoleculesYM2020YMcfYM 4.8 1

59 tomputationalM—ethodMforMStructureZsasedMrnalysisMofMSrβMTransfer[MJournaldofdMedicinald
ChemistryYM2020YMgdYMbdiiZbdjg 8.3 1

58 zdentificationMofMeZarylZbyZpyrrole[cYdZb]pyridineMderivativesMforMtheMdevelopmentMofMnewMsZβafM
inhibitors[MChemicaldBiologydanddDrugdDesignYM2018YMjcYMbdicZbdig 2.9 1

57 SeriesMofMscreeningMcompoundsMwithMhighMhitMratesMforMtheMexplorationMofMmultiZtargetMactivitiesMandM
assayMinterference[MFuturedSciencedOAYM2018YMeYMwSOchj 2.7 1

56 vxploringM—olecularMÏromiscuityMfromMaM–igandMandMTargetMÏerspective[MACSdSymposiumdSeriesYM2016
YMbjZde 0.4 1

55 uesignMofMmultiZtargetMactivityMlandscapesMthatMcaptureMhierarchicalMactivityMcliffMdistributions[M
JournaldofdCheminformaticsYM2012YMeYM 8.6 1

54 —olecularMcrimeMsceneMinvestigationMZMdustingMforMfingerprints[MDrugdDiscoverydToday:dTechnologiesYM
2013YMbaYMeejbZi 7.1 1

53
—ethodMforMSystematicMrssessmentMofMthemicalMthangesMinM—olecularMScaffoldsMwithMtonservedM
TopologyMandMrpplicationMtoMtheMrnalysisMofMScaffoldZrctivityMβelationships[MMoleculardInformaticsYM
2015YMdeYMfdbZej

3.8 1

52 uesignMofManMactivityMlandscapeMviewMtakingMcompoundZbasedMfeatureMprobabilitiesMintoMaccount[M
JournaldofdComputertAideddMoleculardDesignYM2014YMciYMjbjZcg 4.2 1

51 ÏotencyZdirectedMsimilarityMsearchingMusingMsupportMvectorMmachines[MJournaldofdCheminformaticsYM
2012YMeYM 8.6 1

50 Structureâ��rctivityMβelationshipMuataMrnalysiskMrctivityM–andscapesMandMrctivityMtliffsM2013YMfahZfdb 1

49 znhibitorsMofMcathepsinsM’MandMSMidentifiedMusingMtheMuyna—ruMvirtualMscreeningMalgorithm[M
ChemMedChemYM2010YMfYMgbZe 3.7 1

48
zterativeMShannonMvntropyMZMaM—ethodologyMtoMöuantifyMtheMznformationMtontentMofMValueMβangeM
uependentMuataMuistributions[MrpplicationMtoMuescriptorMandMtompoundMSelectivityMÏrofiling[M
MoleculardInformaticsYM2010YMcjYMedcZea

3.8 1

47 uesignMofMchemicalMspaceMnetworksMincorporatingMcompoundMdistanceMrelationships[MFxwwwResearchYM
2016YMfYM 3.6 1

46 OnMdataMsharingMinMcomputationalMdrugMdiscoveryMandMtheMneedMforMdataMnotes[MFxwwwResearchYM2014
YMdYMcia 3.6 1

45 OnMtheMevolvingMopenMpeerMreviewMcultureMforMchemicalMinformationMscience[MFxwwwResearchYM2015YM
eYM 3.6 1

44 vxplainableMmachineMlearningMpredictionsMofMdualZtargetMcompoundsMrevealMcharacteristicMstructuralM
features[MScientificdReportsYM2021YMbbYMcbfje 4.9 1

43 öuantitativeMtomparisonMofMThreeZuimensionalMrctivityM–andscapesMofMtompoundMuataMSetsMsasedM
uponMTopologicalMweatures[MACSdOmegaYM2020YMfYMcebbbZcebbh 3.9 1

(2020-2020)
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42 zdentifyingMrepresentativeMkinasesMforMinhibitorMevaluationMviaMsystematicManalysisMofM
compoundZbasedMtargetMrelationships[MEuropeandJournaldofdMedicinaldChemistryYM2020YMcaeYMbbcgeb 6.8 1

41 ’inaseMinhibitorMdataMsetMforMsystematicManalysisMofMrepresentativeMkinasesMacrossMtheMhumanM
kinome[MDatadindBriefYM2020YMdcYMbagbij 1.2 1

40 tomputationalM—ethodMforMöuantitativeMtomparisonMofMrctivityM–andscapesMonMtheMsasisMofMzmageM
uata[MMoleculesYM2020YMcfYM 4.8 1

39 ÏredictionMofMactivityMcliffsMonMtheMbasisMofMimagesMusingMconvolutionalMneuralMnetworks[MJournaldofd
ComputertAideddMoleculardDesignYM2021YMdfYMbbfhZbbge 4.2 1

38 uataMsetMofMcompetitiveMandMallostericMproteinMkinaseMinhibitorsMconfirmedMbyMXZrayMcrystallography[M
DatadindBriefYM2021YMdfYMbagibg 1.2 1

37 StructuredMdataMsetsMofMcompoundsMwithMmultiZtargetMandMcorrespondingMsingleZtargetMactivityMfromM
biologicalMassays[MFuturedSciencedOAYM2021YMhYMwSOgif 2.7 1

36 SystematicMassessmentMofMstructureZpromiscuityMrelationshipsMbetweenMdifferentMtypesMofMkinaseM
inhibitors[MBioorganicdanddMedicinaldChemistryYM2021YMebYMbbgccg 3.4 1

35  etworkMVariantsMforMrnalyzingMTargetZ–igandMznteractions[MACSdSymposiumdSeriesYM2016YMdfZfb 0.4 1

34 tomputationalMchemistryMandMcomputerZaidedMdrugMdiscoverykMpartMb[MFuturedMedicinaldChemistryYM
2016YMiYMbhafZg 4.1 1

33 zntroducingMtheMmetacoreMconceptMforMmultiZtargetMligandMdesign[MRSCdMedicinaldChemistryYM2021YMbcYMgciZgdf3.5 1

32 —appingMsiologicalMrctivitiesMtoMuifferentMTypesMofM—olecularMScaffoldskMvxemplaryMrpplicationMtoM
ÏroteinM’inaseMznhibitors[MMethodsdindMoleculardBiologyYM2018YMbicfYMdchZddh 1.4 1

31 βZgroupMreplacementMdatabaseMforMmedicinalMchemistry[MFuturedSciencedOAYM2021YMhYMwSOhec 2.7 1

30 uataM—iningMrpproachesMforMtompoundMSelectionMandMzterativeMScreeningbbdZbed 1

29 STrsz–zTYMz M—O–vtU–rβMwz xvβÏβz TMtO—ÏrβzSO jhZbbc 1

28 ScaffoldM—iningMofMÏubliclyMrvailableMtompoundMuata[MMethodsdanddPrinciplesdindMedicinaldChemistry
YM2013YMgbZic 0.4 0

27 –earningMwunctionalMxroupMthemistryMfromM—olecularMzmagesM–eadsMtoMrccurateMÏredictionMofM
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