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k Paper IF Citations

139 TheLriseLofLdeepLlearningLinLdrugLdiscoveryZLDruglDiscoverylTodayXL2018XLbcXLabdaYabe] 8.8 650

138 ·olecularLdeYnovoLdesignLthroughLdeepLreinforcementLlearningZLJournalloflCheminformaticsXL2017XL
iXLdh 8.6 352

137 rpplicationLofLxenerativeLrutoencoderLinLueLüovoL·olecularLuesignZLMolecularlInformaticsXL2018XL
cgXLag]]abc 3.8 174

136 rccurateLzntermolecularLαotentialsL−btainedLfromL·olecularLWaveLwunctionskLsridgingLtheLxapL
betweenLQuantumLthemistryLandL·olecularLSimulationsZLChemicallReviewsXL2000XLa]]XLd]hgYa]h 68.1 160

135 StructureLandLvibrationalLdynamicsLofLtheLbenzeneLdimerZLJournalloflChemicallPhysicsXL1999XLaaaXLegbYehb3.9 140

134 tharacterizationLofLaLconservedLstructuralLdeterminantLcontrollingLproteinLkinaseLsensitivityLtoL
selectiveLinhibitorsZLChemistrylandlBiologyXL2004XLaaXLfiaYg]a 114

133 −nLtheLzntegrationLofLurugLuesignL·ethodsLforLurugLRepurposingZLFrontierslinlPharmacologyXL2017XL
hXLbih 5.6 109

132 UracilLuimerkLLαotentialLvnergyLandLwreeLvnergyLSurfacesZLrbLznitioLbeyondLyartreeâ��wockLandL
vmpiricalLαotentialLStudiesZLJournalloflPhysicallChemistrylAXL1998XLa]bXLfibaYfibf 2.8 100

131
seyondLsizeXLionizationLstateXLandLlipophilicitykLinfluenceLofLmolecularLtopologyLonLabsorptionXL
distributionXLmetabolismXLexcretionXLandLtoxicityLforLdruglikeLcompoundsZLJournalloflMedicinall
ChemistryXL2012XLeeXLcffgYgg

8.3 96

130
·olecularLmodelingLofLtheLsecondLextracellularLloopLofLxYproteinLcoupledLreceptorsLandLitsL
implicationLonLstructureYbasedLvirtualLscreeningZLProteins:lStructure,lFunctionlandlBioinformaticsXL
2008XLgaXLeiiYfb]

4.2 89

129 tomputationalLpredictionLofLchemicalLreactionskLcurrentLstatusLandLoutlookZLDruglDiscoverylTodayXL
2018XLbcXLab]cYabah 8.8 83

128 yTSLexplorerZLJournalloflCheminformaticsXL2014XLfXL 8.6 78

127 yitLseriesLselectionLinLnoisyLyTSLdatakLclusteringLtechniquesXLstatisticalLtestsLandLdataLvisualisationsZL
JournalloflCheminformaticsXL2014XLfXL 8.6 78

126
senzeneLtrimerLandLbenzeneLtetramerkLStructuresLandLpropertiesLdeterminedLbyLtheLnonempiricalL
modelLTüv·−ULpotentialLcalibratedLfromLtheLttSuTTULbenzeneLdimerLenergiesZLJournalloflChemicall
PhysicsXL1999XLaa]XLegehYegfb

3.9 78

125 rLdeLnovoLmolecularLgenerationLmethodLusingLlatentLvectorLbasedLgenerativeLadversarialLnetworkZL
JournalloflCheminformaticsXL2019XLaaXLgd 8.6 78

124 TargetLpredictionLutilisingLnegativeLbioactivityLdataLcoveringLlargeLchemicalLspaceZLJournallofl
CheminformaticsXL2015XLgXLea 8.6 76

123 RandomizedLS·zLvSLstringsLimproveLtheLqualityLofLmolecularLgenerativeLmodelsZLJournallofl
CheminformaticsXL2019XLaaXLga 8.6 74
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122 ·inimumLinformationLaboutLaLbioactiveLentityLT·zrsvUZLNaturelReviewslDruglDiscoveryXL2011XLa]XLffaYi 64.1 69

121 vxploringLtheLxusYacLchemicalLspaceLusingLdeepLgenerativeLmodelsZLJournalloflCheminformaticsXL
2019XLaaXLb] 8.6 67

120 ·ultifingerprintLbasedLsimilarityLsearchesLforLtargetedLclassLcompoundLselectionZLJournallofl
ChemicallInformationlandlModelingXL2006XLdfXLab]aYac 6.1 59

119 ·olecularLrepresentationsLinLrzYdrivenLdrugLdiscoverykLaLreviewLandLpracticalLguideZLJournallofl
CheminformaticsXL2020XLabXLef 8.6 59

118 szxtyv·kLthallengesLandL−pportunitiesLforLsigLuataLrnalysisLinLthemistryZLMolecularlInformaticsXL
2016XLceXLfaeYfba 3.8 59

117 vxtrαvYuskLanLintegratedLlargeLscaleLdatasetLfacilitatingLsigLuataLanalysisLinLchemogenomicsZL
JournalloflCheminformaticsXL2017XLiXLag 8.6 56

116 turrentLandLwutureLRolesLofLrrtificialLzntelligenceLinL·edicinalLthemistryLSynthesisZLJournallofl
MedicinallChemistryXL2020XLfcXLhffgYhfhb 8.3 53

115 suildingLattentionLandLedgeLmessageLpassingLneuralLnetworksLforLbioactivityLandLphysicalYchemicalL
propertyLpredictionZLJournalloflCheminformaticsXL2020XLabXLa 8.6 51

114 znvestigationLofLtheLrelationshipLbetweenLtopologyLandLselectivityLforLdruglikeLmoleculesZLJournall
oflMedicinallChemistryXL2010XLecXLgg]iYad 8.3 50

113 tomparisonLofLmolecularLfingerprintLmethodsLonLtheLbasisLofLbiologicalLprofileLdataZLJournallofl
ChemicallInformationlandlModelingXL2009XLdiXLcchYdg 6.1 48

112 znLsilicoLpredictionLofLunboundLbrainYtoYplasmaLconcentrationLratioLusingLmachineLlearningL
algorithmsZLJournalloflMolecularlGraphicslandlModellingXL2011XLbiXLiheYie 2.8 48

111 zntermolecularLαotentialLforLtheLaXbYuimethoxyethaneâ��WaterLtomplexZLThelJournalloflPhysicall
ChemistryXL1996XLa]]XLfie]Yfieg 48

110 uirectLsteeringLofLdeLnovoLmolecularLgenerationLwithLdescriptorLconditionalLrecurrentLneuralL
networksZLNaturelMachinelIntelligenceXL2020XLbXLbedYbfe 22.5 47

109 S·zLvSYbasedLdeepLgenerativeLscaffoldLdecoratorLforLdeYnovoLdrugLdesignZLJournallofl
CheminformaticsXL2020XLabXLch 8.6 45

108 −nLtheLoriginLofLtheLgaucheLeffectZLrLquantumLchemicalLstudyLofLaXbYdifluoroethaneZLChemicall
PhysicslLettersXL1997XLbfeXLaiYbc 2.5 45

107 αredictionLofLtüSLactivityLofLcompoundLlibrariesLusingLsubstructureLanalysisZLJournalloflChemicall
InformationlandlComputerlSciencesXL2003XLdcXLaeeYf] 43

106 yighYthroughputXLinLsilicoLpredictionLofLaqueousLsolubilityLbasedLonLoneYLandLtwoYdimensionalL
descriptorsZLJournalloflChemicallInformationlandlComputerlSciencesXL2002XLdbXLabdgYi 43

105 RvzüVvüTLbZ]kLrnLrzLToolLforLueLüovoLurugLuesignZLJournalloflChemicallInformationlandlModelingXL
2020XLf]XLeiahYeibb 6.1 42

(2020-2011)
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104 rpplyingL·ondrianLtrossYtonformalLαredictionLToLvstimateLαredictionLtonfidenceLonLLargeL
zmbalancedLsioactivityLuataLSetsZLJournalloflChemicallInformationlandlModelingXL2017XLegXLaeiaYaeih 6.1 38

103 rdsorptionLofLwaterLonLtheLüatlT]]aULsurfaceZLzzzZL·onteLtarloLsimulationsLatLambientL
temperaturesZLJournalloflChemicallPhysicsXL2000XLaabXLfhbgYfhcc 3.9 38

102 LigandYbasedLtargetLpredictionLwithLsignatureLfingerprintsZLJournalloflChemicallInformationlandl
ModelingXL2014XLedXLbfdgYec 6.1 35

101 uatasetsLandLtheirLinfluenceLonLtheLdevelopmentLofLcomputerLassistedLsynthesisLplanningLtoolsLinL
theLpharmaceuticalLdomainZLChemicallScienceXL2020XLaaXLaedYafh 9.4 35

100 rLmethodLtoLcalculateLtheLprobabilityLdistributionLforLsystemsLwithLlargeLenergyLbarriersZLChemicall
PhysicsXL1996XLbacXLfcYgf 2.3 34

99 riZynthwinderkLaLfastXLrobustLandLflexibleLopenYsourceLsoftwareLforLretrosyntheticLplanningZLJournall
oflCheminformaticsXL2020XLabXLg] 8.6 34

98 yeartLregenerationkLopportunitiesLandLchallengesLforLdrugLdiscoveryLwithLnovelLchemicalLandL
therapeuticLmethodsLorLagentsZLAngewandtelChemiel-lInternationallEditionXL2014XLecXLd]efYge 16.4 32

97 rLfastLvirtualLscreeningLfilterLforLcytochromeLαde]LcrdLinhibitionLliabilityLofLcompoundLlibrariesZL
QSARlandlCombinatoriallScienceXL2002XLbaXLbdiYbef 32

96 rdsorptionLofLwaterLonLüatlT]]aUZLzZLzntermolecularLpotentialsLandLlowLtemperatureLstructuresZL
JournalloflChemicallPhysicsXL1999XLaa]XLab]hiYab]if 3.9 32

95 αhysicochemicalLpropertyLprofilesLofLmarketedLdrugsXLclinicalLcandidatesLandLbioactiveLcompoundsZL
BioorganiclandlMedicinallChemistrylLettersXL2009XLaiXLfidcYg 2.9 31

94 rLcomparativeLanalysisLofLtheLmolecularLtopologiesLforLdrugsXLclinicalLcandidatesXLnaturalLproductsXL
humanLmetabolitesLandLgeneralLbioactiveLcompoundsZLMedChemCommXL2012XLcXLcabYcba 5 30

93 rdsorptionLofLwaterLonLtheL·g−T]]aULsurfaceZLSurfacelScienceXL1999XLdcgXLbciYbdh 1.8 29

92 rnnotatingLyumanLαYxlycoproteinLsioassayLuataZLMolecularlInformaticsXL2012XLcaXLeiiYf]i 3.8 27

91 uevelopmentsLinLcomputationalLstudiesLofLcrystallizationLandLmorphologyLappliedLtoLureaZLPhysicall
ChemistrylChemicallPhysicsXL2000XLbXLc]agYc]bg 3.6 27

90
yoogsteenLandLStackedLStructuresLofLtheLiY·ethyladenine´•´•´•aY·ethylthymineLαairLrreLαopulatedL
vquallyLatLvxperimentalLtonditionskLLrbLznitioLandL·olecularLuynamicsLStudyZLJournalloflPhysicall
ChemistrylAXL2001XLa]eXLaaigYab]b

2.8 27

89 SmallLmoleculeLinducersLofLrstraLandLapovLthatLactLthroughLindirectLactivationLofLtheLLXRL
pathwayZLJournalloflLipidlResearchXL2018XLeiXLhc]Yhdb 6.3 26

88 rpplicationsLofLueepYLearningLinLvxploitingLLargeYScaleLandLyeterogeneousLtompoundLuataLinL
zndustrialLαharmaceuticalLResearchZLFrontierslinlPharmacologyXL2019XLa]XLac]c 5.6 26

87 vxploringLinLsilicoLpredictionLofLtheLunboundLbrainYtoYplasmaLdrugLconcentrationLratiokLmodelL
validationXLrenewalXLandLinterpretationZLJournalloflPharmaceuticallSciencesXL2015XLa]dXLaaigYb]f 3.9 24
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86 UnderstandingLtytotoxicityLandLtytostaticityLinLaLyighYThroughputLScreeningLtollectionZLACSl
ChemicallBiologyXL2016XLaaXLc]]gYc]bc 4.9 22

85 ·onteLtarloLSimulationLStudyLofLShortLαolyTethyleneLoxideULthainsLatLuifferentLtoncentrationsZL
JournalloflPhysicallChemistrylBXL1997XLa]aXLafcaYafcc 3.4 22

84 theminformaticsLinLurugLuiscoveryXLanLzndustrialLαerspectiveZLMolecularlInformaticsXL2018XLcgXLeah]]]da3.8 22

83 yasLurugLuesignLrugmentedLbyLrrtificialLzntelligenceLsecomeLaLRealitypZLTrendslinlPharmacologicall
SciencesXL2019XLd]XLh]fYh]i 13.2 20

82 ·emoryYassistedLreinforcementLlearningLforLdiverseLmolecularLdeLnovoLdesignZLJournallofl
CheminformaticsXL2020XLabXLfh 8.6 20

81 ·olecularLtopologyLanalysisLofLtheLdifferencesLbetweenLdrugsXLclinicalLcandidateLcompoundsXLandL
bioactiveLmoleculesZLJournalloflChemicallInformationlandlModelingXL2010XLe]XLbadaYe] 6.1 19

80 −rthologueLchemicalLspaceLandLitsLinfluenceLonLtargetLpredictionZLBioinformaticsXL2018XLcdXLgbYgi 7.2 18

79 xraphLnetworksLforLmolecularLdesignZLMachinelLearning:lSciencelandlTechnologyXL2021XLbXL]be]bc 5.1 18

78 tombiningLstructuralLandLbioactivityYbasedLfingerprintsLimprovesLpredictionLperformanceLandL
scaffold´ hoppingLcapabilityZLJournalloflCheminformaticsXL2019XLaaXLed 8.6 17

77 αhenotypicLScreenLforLtardiacLRegenerationLzdentifiesL·oleculesLwithLuifferentialLrctivityLinL
yumanLvpicardiumYuerivedLtellsLversusLtardiacLwibroblastsZLACSlChemicallBiologyXL2017XLabXLacbYada 4.9 16

76 uoesLSsigLuataSLexistLinLmedicinalLchemistryXLandLifLsoXLhowLcanLitLbeLharnessedpZLFuturelMedicinall
ChemistryXL2016XLhXLah]aYah]f 4.1 15

75 zdentificationLofLtompoundsLThatLznterfereLwithLyighYThroughputLScreeningLrssayLTechnologiesZL
ChemMedChemXL2019XLadXLagieYah]b 3.7 15

74 −penLαyrtTSLcomputationalLprotocolsLforLtargetLvalidationLofLcellularLphenotypicLscreenskL
knowingLtheLknownsZLMedChemCommXL2016XLgXLabcgYabdd 5 15

73 RetrosyntheticLaccessibilityLscoreLTRrscoreULYLrapidLmachineLlearnedLsynthesizabilityLclassificationL
fromLrzLdrivenLretrosyntheticLplanningZLChemicallScienceXL2021XLabXLccciYccdi 9.4 15

72 −nLtheLRelationshipLbetweenL·olecularLyitLRatesLinLyighYThroughputLScreeningLandL·olecularL
uescriptorsZLJournalloflBiomolecularlScreeningXL2014XLaiXLgbgYcg 14

71 ·ethylatedLuracilLdimerskLpotentialLenergyLandLfreeLenergyLsurfacesZLPhysicallChemistrylChemicall
PhysicsXL2000XLbXLbdaiYbdbd 3.6 14

70 rzYassistedLsynthesisLpredictionZLDruglDiscoverylToday:lTechnologiesXL2019XLcbYccXLfeYgb 7.1 14

69 rpplicationLofLsioactivityLαrofileYsasedLwingerprintsLforLsuildingL·achineLLearningL·odelsZLJournall
oflChemicallInformationlandlModelingXL2019XLeiXLifbYigb 6.1 14

(2019-2016)
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68 TheLconvergenceLofLartificialLintelligenceLandLchemistryLforLimprovedLdrugLdiscoveryZLFuturel
MedicinallChemistryXL2018XLa]XLbegcYbegf 4.1 14

67 UsingLtheLsiorssayL−ntologyLforLanalyzingLhighYthroughputLscreeningLdataZLJournalloflBiomolecularl
ScreeningXL2015XLb]XLd]bYae 13

66 znvestigatingLαharmacologicalLSimilarityLbyLthartingLthemicalLSpaceZLJournalloflChemicall
InformationlandlModelingXL2015XLeeXLbcgeYi] 6.1 13

65 SystematicLexplorationLofLdualYactingLmodulatorsLfromLaLcombinedLmedicinalLchemistryLandL
biologyLperspectiveZLJournalloflMedicinallChemistryXL2013XLefXLaaigYba] 8.3 13

64 αroSrRkLaLnewLmethodologyLforLcombinatorialLlibraryLdesignZLJournalloflChemicallInformationlandl
ModelingXL2009XLdiXLf]cYad 6.1 12

63 rL·onteLtarloLsimulationLstudyLofLtheLtemperatureLdependenceLforLtheLconformationLdistributionL
ofLaXbYdimethoxyethaneLinLwaterZLJournalloflChemicallPhysicsXL1997XLa]fXLbdaaYbdag 3.9 12

62
TheoreticalLstudyLofLintermolecularLpotentialLenergyLsurfaceLforLytlLdimerkLvxampleLofL
nonsphericalLatomâ��atomLexchangeLrepulsionLinteractionZLJournalloflComputationallChemistryXL1998XL
aiXLahafYahbe

3.5 12

61 zndustryYscaleLapplicationLandLevaluationLofLdeepLlearningLforLdrugLtargetLpredictionZLJournallofl
CheminformaticsXL2020XLabXLbf 8.6 12

60 rrtificialLintelligenceLandLautomationLinLcomputerLaidedLsynthesisLplanningZLReactionlChemistrylandl
EngineeringXL2021XLfXLbgYea 4.9 11

59 ·olecularLoptimizationLbyLcapturingLchemistSsLintuitionLusingLdeepLneuralLnetworksZLJournallofl
CheminformaticsXL2021XLacXLbf 8.6 11

58 UncertaintyLquantificationLinLdrugLdesignZLDruglDiscoverylTodayXL2021XLbfXLdgdYdhi 8.8 10

57 NRingLsreakerNkLüeuralLüetworkLurivenLSynthesisLαredictionLofLtheLRingLSystemLthemicalLSpaceZL
JournalloflMedicinallChemistryXL2020XLfcXLhgiaYhh]h 8.3 9

56 TheLRoleLofLyistoricalLsioactivityLuataLinLtheLueconvolutionLofLαhenotypicLScreensZLJournallofl
BiomolecularlScreeningXL2014XLaiXLfifYg]f 9

55 tomparativeLStudyLofLueepLxenerativeL·odelsLonLthemicalLSpaceLtoverageZLJournalloflChemicall
InformationlandlModelingXL2021XLfaXLbegbYbeha 6.1 9

54
UtilityLofLResazurinXLyorseradishLαeroxidaseXLandLü·RLrssaysLtoLzdentifyLRedoxYRelatedL
walseYαositiveLsehaviorLinLyighYThroughputLScreensZLAssaylandlDruglDevelopmentlTechnologiesXL
2018XLafXLagaYaia

2.1 8

53 TheoryLofLαolyTethyleneLglycolULinLSolutionZLACSlSymposiumlSeriesXL1997XLafYc] 0.4 8

52 tomparisonLofLthemicalLStructureLandLtellL·orphologyLznformationLforL·ultitaskLsioactivityL
αredictionsZLJournalloflChemicallInformationlandlModelingXL2021XLfaXLadddYadef 6.1 8

51 rLcomparisonLbetweenLtheLüv·−LintermolecularLwaterLpotentialLandLabLinitioLquantumLchemicalL
calculationsLforLtheLwaterLtrimerLtetramerZLMolecularlPhysicsXL1997XLi]XLbggYbhg 1.7 7
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50 yighYcontentLphenotypicLassayLforLproliferationLofLhumanLiαStYderivedLcardiomyocytesLidentifiesL
LYtypeLcalciumLchannelsLasLtargetsZLJournalloflMolecularlandlCellularlCardiologyXL2019XLabgXLb]dYbad 5.8 7

49 ·ultisolventL·odelsLforLSolvationLwreeLvnergyLαredictionsLUsingLcuYRzS·LyydrationL
ThermodynamicLuescriptorsZLJournalloflChemicallInformationlandlModelingXL2020XLf]XLbiggYbihh 6.1 6

48 znnovationLinLSmallY·oleculeYuruggableLthemicalLSpacekLWhereLareLtheLznitialL·odulatorsLofLüewL
TargetsLαublishedpZLJournalloflChemicallInformationlandlModelingXL2017XLegXLbgdaYbgec 6.1 5

47 rccurateLyitLvstimationLforLzterativeLScreeningLUsingLVennYrsvRSLαredictorsZLJournalloflChemicall
InformationlandlModelingXL2019XLeiXLabc]Yabcg 6.1 5

46 tompoundLαropertiesLandLtheirLznfluenceLonLurugLQualityL2015XLcgiYcic 5

45 αracticalLnotesLonLbuildingLmolecularLgraphLgenerativeLmodelsZLAppliedlAIlLettersXL2020XLaXL 1.2 5

44 rxlLreceptorLtyrosineLkinaseLisLaLregulatorLofLapolipoproteinLvZLMolecularlBrainXL2020XLacXLff 4.5 5

43 TransporterLassaysLandLassayLontologieskLusefulLtoolsLforLdrugLdiscoveryZLDruglDiscoverylToday:l
TechnologiesXL2014XLabXLedgYed 7.1 4

42 tomparisonLofLScalingL·ethodsLtoL−btainLtalibratedLαrobabilitiesLofLrctivityLforLαroteinYLigandL
αredictionsZLJournalloflChemicallInformationlandlModelingXL2020XLf]XLdedfYdeei 6.1 4

41 tollaborativeLvirtualLscreeningLtoLelaborateLanLimidazo[aXbY]pyridineLhitLseriesLforLvisceralL
leishmaniasisZLRSClMedicinallChemistryXL2021XLabXLchdYcic 3.5 4

40 vxtendingLαroteinLTargetLαredictionL·odelsLtoLzncludeLwunctionalLvffectsZLFrontierslinl
PharmacologyXL2018XLiXLfac 5.6 3

39 ·iningL·olecularLαharmacologicalLvffectsLfromLsiomedicalLTextkLaLtaseLStudyLforLvlicitingL
rntiY−besity[uiabetesLvffectsLofLthemicalLtompoundsZLMolecularlInformaticsXL2014XLccXLccbYdb 3.8 3

38
−nLtheLRelationLbetweenLRetentionLzndexesLandLtheLznteractionLbetweenLtheLSoluteLandLtheL
tolumnLinLxasâ��LiquidLthromatographyZLJournalloflChemicallInformationlandlComputerlSciencesXL
1996XLcfXLaaecYaafa

3

37 üovelLendosomolyticLcompoundsLenableLhighlyLpotentLdeliveryLofLantisenseLoligonucleotidesZZL
CommunicationslBiologyXL2022XLeXLahe 6.7 3

36 vvaluationLguidelinesLforLmachineLlearningLtoolsLinLtheLchemicalLsciencesZLNaturelReviewslChemistryX 34.6 3

35 yerzregenerationkLthancenLundLrufgabenLfˆ…rLdieLWirkstoffYworschungLmitLneuartigenLchemischenL
undLtherapeutischenL·ethodenLoderLrgentienZLAngewandtelChemieXL2014XLabfXLdachYdaei 3.6 2

34 ·ergedL·ultipleLLigandsZLMethodslandlPrincipleslinlMedicinallChemistryXL2017XLbdgYbgd 0.4 2

33 tombinatorialLlibraryLdesignLfromLreagentLpharmacophoreLfingerprintsZLMethodslinlMolecularl
BiologyXL2011XLfheXLaceYeb 1.4 2

(2011-2019)
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32 yasLrrtificialLzntelligenceLzmpactedLurugLuiscoverypZLMethodslinlMolecularlBiologyXL2022XLbci]XLaecYagf 1.4 2

31 S·zLvSYsasedLueepLxenerativeLScaffoldLuecoratorLforLueYüovoLurugLuesign 2

30 rLueLüovoL·olecularLxenerationL·ethodLUsingLLatentLVectorLsasedLxenerativeLrdversarialLüetwork 2

29 rLueLüovoL·olecularLxenerationL·ethodLUsingLLatentLVectorLsasedLxenerativeLrdversarialLüetwork 2

28 uirectLSteeringLofLdeLnovoL·olecularLxenerationLusingLuescriptorLtonditionalLRecurrentLüeuralL
üetworksLTcRüüsU 2

27 uirectLSteeringLofLdeLnovoL·olecularLxenerationLusingLuescriptorLtonditionalLRecurrentLüeuralL
üetworksLTcRüüsU 2

26 suildingLrttentionLandLvdgeLtonvolutionLüeuralLüetworksLforLsioactivityLandLαhysicalYthemicalL
αropertyLαrediction 2

25 vxploringLtheLxusYacLthemicalLSpaceLUsingLueepLxenerativeL·odels 2

24 RandomizedLS·zLvSLStringsLzmproveLtheLQualityLofL·olecularLxenerativeL·odels 2

23 riZynthwinderkLrLwastLRobustLandLwlexibleL−penYSourceLSoftwareLforLRetrosyntheticLαlanning 2

22
αluripotentLStemLtellYuerivedLyepatocytesLαhenotypicLScreeningLRevealsLSmallL·oleculesL
TargetingLtheLtu b[dYt[vsα˛–[uxrTbLαathwayLαreventingLvRYStressLznducedLLipidLrccumulationZL
InternationallJournalloflMolecularlSciencesXL2020XLbaXL

6.3 2

21 sioinformaticLrpproachesLinLtheLUnderstandingLofL·echanismLofLrctionLT·orUZLMethodslandl
PrincipleslinlMedicinallChemistryXL2019XLcbcYcfc 0.4 2

20 αublicYαrivateLαartnershipskLtompoundLandLuataLSharingLinLurugLuiscoveryLandLuevelopmentZLSLASl
DiscoveryXL2021XLbfXLf]dYfai 3.4 2

19 TransformerYbasedLmolecularLoptimizationLbeyondLmatchedLmolecularLpairsZZLJournallofl
CheminformaticsXL2022XLadXLah 8.6 2

18 znLSilicoLToolsLforLαredictingLsrainLvxposureLofLurugsL2015XLafgYahg 1

17 uesigningLaLtombinatorialLLibraryLbyLUsingLReagentLαharmacophoreLwingerprintZLQSARlandl
CombinatoriallScienceXL2009XLbhXLhd]Yhdd 1

16 uockStreamkLaLdockingLwrapperLtoLenhanceLdeLnovoLmolecularLdesignZLJournalloflCheminformaticsXL
2021XLacXLhi 8.6 1

15 rttentionLandLvdgeL·emoryLtonvolutionLforLsioactivityLαredictionZLLecturelNoteslinlComputerl
ScienceXL2019XLgebYgeg 0.9 1
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14 üeuralLüetworkLxuidedLTreeYSearchLαoliciesLforLSynthesisLαlanningZLLecturelNoteslinlComputerl
ScienceXL2019XLgbaYgbd 0.9 1

13 zmprovingLueepLxenerativeL·odelsLwithLRandomizedLS·zLvSZLLecturelNoteslinlComputerlScienceXL
2019XLgdgYgea 0.9 1

12 ueLnovoLdesignLwithLdeepLgenerativeLmodelsLbasedLonLcuLsimilarityLscoringZLBioorganiclandl
MedicinallChemistryXL2021XLddXLaafc]h 3.4 1

11 znvestigationLofLtheLinfluenceLofLmolecularLtopologyLonLligandLbindingZLJournalloflMolecularl
GraphicslandlModellingXL2013XLd]XLbbYi 2.8 0

10 wastLpredictionLofLdistancesLbetweenLsyntheticLroutesLwithLdeepLlearningZLMachinelLearning:l
SciencelandlTechnologyXL2022XLcXL]ae]ah 5.1 0

9 rrtificialLapplicabilityLlabelsLforLimprovingLpoliciesLinLretrosynthesisLpredictionZLMachinelLearning:l
SciencelandlTechnologyXL2021XLbXL]ag]]a 5.1 0

8 tlusteringLofLSyntheticLRoutesLUsingLTreeLvditLuistanceZLJournalloflChemicallInformationlandl
ModelingXL2021XLfaXLchiiYci]g 6.1 0

7 αrobabilisticLRandomLworestLimprovesLbioactivityLpredictionsLcloseLtoLtheLclassificationLthresholdL
byLtakingLintoLaccountLexperimentalLuncertaintyZLJournalloflCheminformaticsXL2021XLacXLfb 8.6 0

6 aathLxermanLtonferenceLonLthemoinformaticsLTxttLb]aeULkLwuldaXLxermanyZLhYa]LüovemberLb]aeZL
JournalloflCheminformaticsXL2016XLhXLah 8.6

5 ShouldnStLenantiomericLpurityLbeLincludedLinLtheLSminimumLinformationLaboutLaLbioactiveLentitypL
ResponseLfromLtheL·zrsvLgroupZLNaturelReviewslDruglDiscoveryXL2012XLaaXLgc]Ygc] 64.1

4 rnLznvestigationLofLtheLRelationshipLsetweenL·olecularLTopologyLandLtYαcrdLznhibitionLforL
urugYlikeLtompoundsZLMolecularlInformaticsXL2012XLcaXLgaiYbc 3.8

3 themistryYurivenLTargetLzdentificationZLMethodslandlPrincipleslinlMedicinallChemistryXL2016XLfcYib 0.4

2 rnLzntroductionLtoLSystemsL·edicineLrppliedLtoLurugLuiscoveryL2021XLabh

1 αarallelLtapsuleLüetworksLforLtlassificationLofLWhiteLsloodLtellsZLLecturelNoteslinlComputerlScience
XL2021XLgdcYgeb 0.9

List of Publications

9


