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receptorsIbuαZrIandIbuαZsWIJournalfoffChemicalfInformationfandfModelingUI2008UIaeUIffdVZYZ] 6.1 31

121 sreeIrnergiesIforIsoldingIandI”efoldingIofIsourIαypesIofIWbetaWIαurnsgI–imulationIofItheI”oleIofIqXyI
phiralityWIJournalfoffthefAmericanfChemicalfSocietyUI1995UIZZdUIdbf[Vdbff 16.4 30

120 ponditionalIαoxicityIγalueIQpαγRIPredictorgInnInpproachIforIteneratingI“uantitativeI”iskIrstimatesI
forIphemicalsWIEnvironmentalfHealthfPerspectivesUI2018UIZ[cUIYbdYYe 8.4 30

119
phemicalItoxicityIpredictionIforImajorIclassesIofIindustrialIchemicalsgIvsIitIpossibleItoIdevelopI
universalImodelsIcoveringIcosmeticsUIdrugsUIandIpesticideslWIFoodfandfChemicalfToxicologyUI2018UI
ZZ[UIb[cVb]a

4.7 29

118 pomputerVaidedIdesignIofIliposomalIdrugsgIvnIsilicoIpredictionIandIexperimentalIvalidationIofIdrugI
candidatesIforIliposomalIremoteIloadingWIJournalfoffControlledfReleaseUI2014UIZd]UIZ[bV]Z 11.7 29

117 ”eproducibilityUIsharingIandIprogressIinInanomaterialIdatabasesWINaturefNanotechnologyUI2017UIZ[UIZZZZVZZZa28.7 29

116 PublicIQ“R–n”I–ervicesUIvntegratedIzodelingIrnvironmentsUIandIzodelI”epositoriesIonItheIWebgI
–tateIofItheInrtIandIPerspectivesIforIsutureIqevelopmentWIMolecularfInformaticsUI2017UI]cUIZcYYYe[ 3.8 29

115 qiscreteImolecularIdynamicsIdistinguishesInativelikeIbindingIposesIfromIdecoysIinIdifficultItargetsWI
BiophysicalfJournalUI2012UIZY[UIZaaVbZ 2.9 28

114
nnIefficientIprojectionIprotocolIforIchemicalIdatabasesgIsingularIvalueIdecompositionIcombinedI
withItruncatedVnewtonIminimizationWIJournalfoffChemicalfInformationfandfComputerfSciencesUI2000UI
aYUIZcdVdd

28

113 nntitumorIngentsWIZe]Wâ� I–ynthesesUIponformationalInnalysesUIandInntitubulinInctivityIofI
nllothiocolchicinoidsWIJournalfoffOrganicfChemistryUI1998UIc]UIaYZeVaY[b 4.2 28

112 “–n”ImodelsIofIhumanIdataIcanIenrichIorIreplaceIyy†nItestingIforIhumanIskinIsensitizationWIGreenf
ChemistryUI2016UIZeUIcbYZVcbZb 10 28

111 PvαPsIasItargetsIforIselectivelyIinterferingIwithIphosphoinositideIsignalingIinIcellsWINaturefChemicalf
BiologyUI2014UIZYUIdcVea 11.7 27

Alexander Tropsha
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110
†ovelIligandsIforItheIhumanIhistamineIuZIreceptorgIsynthesisUIpharmacologyUIandIcomparativeI
molecularIfieldIanalysisIstudiesIofI[VdimethylaminoVbVQcRVphenylVZU[U]UaVtetrahydronaphthalenesWI
BioorganicfandfMedicinalfChemistryUI2006UIZaUIccaYVbe

3.4 27

109
“uantitativeIstructureVpharmacokineticIparametersIrelationshipsIQ“–Px”RIanalysisIofIantimicrobialI
agentsIinIhumansIusingIsimulatedIannealingIkVnearestVneighborIandIpartialIleastVsquareIanalysisI
methodsWIJournalfoffPharmaceuticalfSciencesUI2004UIf]UI[b]bVaa

3.9 27

108
zultiVqescriptorI”eadIncrossIQzuq”nRgInI–impleIandIαransparentInpproachIforIqevelopingI
nccurateI“uantitativeI–tructureVnctivityI”elationshipIzodelsWIJournalfoffChemicalfInformationfandf
ModelingUI2018UIbeUIZ[ZaVZ[[]

6.1 27

107 qoIcrystalIstructuresIobviateItheIneedIforItheoreticalImodelsIofItPp”sIforIstructureVbasedIvirtualI
screeninglWIProteins:fStructureufFunctionfandfBioinformaticsUI2012UIeYUIZbY]V[Z 4.2 26

106 –implicialIneighborhoodIanalysisIofIproteinIpackingIQ–†nPPRgIaIcomputationalIgeometryIapproachI
toIstudyingIproteinsWIMethodsfinfEnzymologyUI2003UI]daUIbYfVaa 1.7 26

105 αheIâ��randomVcoilâ��IstateIofIproteinsgIpomparisonIofIdatabaseIstatisticsIandImolecularIsimulationsWI
Proteins:fStructureufFunctionfandfBioinformaticsUI1999UI]cUIaYdVaZe 4.2 25

104 pomputerVaidedIdesignIofIcarbonInanotubesIwithItheIdesiredIbioactivityIandIsafetyIprofilesWI
NanotoxicologyUI2016UIZYUI]daVe] 5.3 24

103 qevelopmentIofIk††I“–n”IzodelsIforI]VnrylisoquinolineInntitumorIngentsWIBulletinfoffthefKoreanf
ChemicalfSocietyUI2011UI][UI[]fdV[aYa 1.2 24

102 PredictionIofIbindingIaffinityIandIefficacyIofIthyroidIhormoneIreceptorIligandsIusingI“–n”IandI
structureVbasedImodelingImethodsWIToxicologyfandfAppliedfPharmacologyUI2014UI[eYUIZddVef 4.6 23

101
pombinedIapplicationIofIcheminformaticsVIandIphysicalIforceIfieldVbasedIscoringIfunctionsI
improvesIbindingIaffinityIpredictionIforIp–n”IdataIsetsWIJournalfoffChemicalfInformationfandf
ModelingUI2011UIbZUI[Y[dV]b

6.1 23

100 qiversityIandIcoverageIofIstructuralIsublibrariesIselectedIusingItheI–ntrIandI–pnIalgorithmsWI
JournalfoffChemicalfInformationfandfComputerfSciencesUI2001UIaZUIZadYVd 23

99 WhyIacademicIdrugIdiscoveryImakesIsenseWIScienceUI2006UI]Z]UIZ[]bVc 33.3 22

98 pheminformaticsVdrivenIdiscoveryIofIpolymericImicelleIformulationsIforIpoorlyIsolubleIdrugsWI
SciencefAdvancesUI2019UIbUIeaavfdea 14.3 21

97 pomputerVnidedIqiscoveryIandIpharacterizationIofI†ovelIrbolaIγirusIvnhibitorsWIJournalfoff
MedicinalfChemistryUI2018UIcZUI]be[V]bfa 8.3 21

96 zaterialIinformaticsIdrivenIdesignIandIexperimentalIvalidationIofIleadItitanateIasIanIaqueousIsolarI
photocathodeWIMaterialsfDiscoveryUI2016UIcUIfVZc 21

95 nIPerspectiveIandIaI†ewIvntegratedIpomputationalI–trategyIforI–kinI–ensitizationInssessmentWIACSf
SustainablefChemistryfandfEngineeringUI2018UIcUI[eabV[ebf 8.3 20

94 PredictingIbindingIaffinityIofIp–n”IligandsIusingIbothIstructureVbasedIandIligandVbasedI
approachesWIJournalfoffChemicalfInformationfandfModelingUI2013UIb]UIZfZbV[[ 6.1 20

93 zodelingIofIp]eImitogenVactivatedIproteinIkinaseIinhibitorsIusingItheIpatalystIuypotenIandI
kVnearestIneighborI“–n”ImethodsWIJournalfoffMolecularfGraphicsfandfModellingUI2004UI[]UIZ[fV]e 2.8 20

(2004-2006)
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92 phemotextgInIPubliclyInvailableIWebI–erverIforIziningIqrugVαargetVqiseaseI”elationshipsIinI
PubzedWIJournalfoffChemicalfInformationfandfModelingUI2018UIbeUI[Z[V[Ze 6.1 19

91
npplicationIofIquantitativeIstructureVactivityIrelationshipImodelsIofIbVuαZnIreceptorIbindingItoI
virtualIscreeningIidentifiesInovelIandIpotentIbVuαZnIligandsWIJournalfoffChemicalfInformationfandf
ModelingUI2014UIbaUIc]aVad

6.1 18

90 rxpandingItheIscopeIofIdrugIrepurposingIinIpediatricsgItheIphildrenPsIPharmacyIpollaborativeWIDrugf
DiscoveryfTodayUI2014UIZfUIZcfcVZcfe 8.8 17

89 –heddingItheIyightIonIPostVγaccineIzyocarditisIandIPericarditisIinIpOγvqVZfIandI†onVpOγvqVZfI
γaccineI”ecipientsWIVaccinesUI2021UIfUI 5.3 17

88 βsingItraphIvndicesIforItheInnalysisIandIpomparisonIofIphemicalIqatasetsWIMolecularfInformaticsUI
2013UI][UIe[dVa[ 3.8 15

87 rnergeticIdecompositionIofItheIalphaVhelixVcoilIequilibriumIofIaIdynamicImodelIsystemWI
BiopolymersUI1996UI]fUIadfVef 2.2 15

86 pomparativeInnalysisIofI“–n”VbasedIvsWIphemicalI–imilarityIoasedIPredictorsIofItPp”sIoindingI
nffinityWIMolecularfInformaticsUI2016UI]bUI]cVaZ 3.8 15

85 αargetVspecificInativeXdecoyIposeIclassifierIimprovesItheIaccuracyIofIligandIrankingIinItheIp–n”I
[YZ]IbenchmarkWIJournalfoffChemicalfInformationfandfModelingUI2015UIbbUIc]VdZ 6.1 14

84 ”OoOxOPgIanIabstractionIlayerIandIuserIinterfaceIforIknowledgeIgraphsItoIsupportIquestionI
answeringWIBioinformaticsUI2019UI]bUIb]e[Vb]ea 7.2 14

83
nIsystemsIchemicalIbiologyIstudyIofImalateIsynthaseIandIisocitrateIlyaseIinhibitionIinI
zycobacteriumItuberculosisIduringIactiveIandI†”PIgrowthWIComputationalfBiologyfandfChemistryUI
2013UIadUIZcdVeY

3.6 14

82 phapterIdIγariableI–electionI“–n”IzodelingUIzodelIγalidationUIandIγirtualI–creeningWIAnnualf
ReportsfinfComputationalfChemistryUI2006UI[UIZZ]VZ[c 1.8 14

81 vntegrativeIapproachesIforIpredictingIinIvivoIeffectsIofIchemicalsIfromItheirIstructuralIdescriptorsI
andItheIresultsIofIshortVtermIbiologicalIassaysWICurrentfTopicsfinfMedicinalfChemistryUI2014UIZaUIZ]bcVca 3 14

80 ”ecentIprogressIonIcheminformaticsIapproachesItoIepigeneticIdrugIdiscoveryWIDrugfDiscoveryf
TodayUI2020UI[bUI[[ceV[[dc 8.8 14

79 pnαzo–gIpollaborativeIncuteIαoxicityIzodelingI–uiteWIEnvironmentalfHealthfPerspectivesUI2021UI
Z[fUIadYZ] 8.4 14

78
qockingIandI–coringIwithIαargetV–pecificIPoseIplassifierI–ucceedsIinI†ativeVyikeIPoseIvdentificationI
outI†otIoindingInffinityIPredictionIinItheIp–n”I[YZaIoenchmarkIrxerciseWIJournalfoffChemicalf
InformationfandfModelingUI2016UIbcUIZY][VaZ

6.1 14

77 ”ationalIprinciplesIofIcompoundIselectionIforIcombinatorialIlibraryIdesignWICombinatorialfChemistryf
andfHighfThroughputfScreeningUI2002UIbUIZZZV[] 1.3 13

76 teneratingIfoldedIproteinIstructuresIwithIaIlatticeIchainIgrowthIalgorithmWIJournalfoffChemicalf
PhysicsUI2000UIZZ]UIbbZZ 3.9 13

75 OpenphemgInIqeepIyearningIαoolkitIforIpomputationalIphemistryIandIqrugIqesignWIJournalfoff
ChemicalfInformationfandfModelingUI2021UIcZUIdVZ] 6.1 13
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74
nInovelIapproachIforIexposingIandIsharingIclinicalIdatagItheIαranslatorIvntegratedIplinicalIandI
rnvironmentalIrxposuresI–erviceWIJournalfoffthefAmericanfMedicalfInformaticsfAssociation:fJAMIAUI
2019UI[cUIZYcaVZYd]

8.6 12

73 pomputerVnssistedIqecisionI–upportIforI–tudentIndmissionsIoasedIonIαheirIPredictedIncademicI
PerformanceWIAmericanfJournalfoffPharmaceuticalfEducationUI2017UIeZUIac 2.5 12

72 –hortIcommunicationgIcheminformaticsIanalysisItoIidentifyIpredictorsIofIantiviralIdrugIpenetrationI
intoItheIfemaleIgenitalItractWIAIDSfResearchfandfHumanfRetrovirusesUI2014UI]YUIZYbeVca 1.6 12

71 zolecularIsimulationIofIalkylIboronicIacidsgIzolecularImechanicsIandIsolvationIfreeIenergyI
calculationsWIJournalfoffComputationalfChemistryUI1994UIZbUI]]]V]ab 3.5 12

70 PredV–kingInIWebIPortalIforInccurateIPredictionIofIuumanI–kinI–ensitizersWIChemicalfResearchfinf
ToxicologyUI2021UI]aUI[beV[cd 4 12

69 pheminformaticsVaidedIpharmacovigilancegIapplicationItoI–tevensVwohnsonI–yndromeWIJournalfoff
thefAmericanfMedicalfInformaticsfAssociation:fJAMIAUI2016UI[]UIfceVde 8.6 11

68
”ationalIdesignIofIaIthreeVheptadIcoiledVcoilIproteinIandIcomparisonIbyImolecularIdynamicsI
simulationIwithItheItp†aIcoiledIcoilgIpresenceIofIinteriorIthreeVcenterIhydrogenIbondsWIProteinf
ScienceUI1994UI]UI]abVbb

6.3 11

67 qv–αn†prVon–rqIvqr†αvsvpnαvO†IOsI–α”βpαβ”rIzOαvs–Iv†IP”Oαrv†–Iβ–v†tIpO†–α”nv†rqI
s”r“βr†αI–βot”nPuIzv†v†tI2006UI 11

66
OyIγeyJInIpommentIonIKzachineIyearningIofIαoxicologicalIoigIqataIrnablesI”eadVncrossI–tructureI
nctivityI”elationshipsIOutperformingInnimalIαestI”eproducibilityKWIToxicologicalfSciencesUI2019UI
ZcdUI]Va

4.4 11

65 PredictiveI“–n”IzodelinggIzethodsIandInpplicationsIinIqrugIqiscoveryIandIphemicalI”iskI
nssessmentI2012UIZ]YfVZ]a[ 10

64
qistributedIchemicalIcomputingIusingIphem–targIanIopenIsourceIjavaIremoteImethodIinvocationI
architectureIappliedItoIlargeIscaleImolecularIdataIfromIPubphemWIJournalfoffChemicalfInformationf
andfModelingUI2008UIaeUIcfZVdY]

6.1 10

63 yearningIfromIhistorygIdoInotIflattenItheIcurveIofIantiviralIresearchJWIDrugfDiscoveryfTodayUI2020UI
[bUIZcYaVZcZ] 8.8 10

62 –pnzIqetectivegInccurateIPredictorIofI–mallUIpolloidallyInggregatingIzoleculesWIJournalfoff
ChemicalfInformationfandfModelingUI2020UIcYUIaYbcVaYc] 6.1 10

61 ”OoOxOPIxtIandIxtogIvntegratedIxnowledgeItraphsIfromIsederatedI–ourcesWIJournalfoffChemicalf
InformationfandfModelingUI2019UIbfUIafceVafd] 6.1 10

60 PredictiveI“–n”IzodelinggIzethodsIandInpplicationsIinIqrugIqiscoveryIandIphemicalI”iskI
nssessmentI2017UI[]Y]V[]aY 9

59
–ynthesisIandI–tructureVnctivityI”elationshipsIofIqpyxZIxinaseIvnhibitorsIoasedIonIaI
bUZZVqihydroVcVbenzo[]pyrimido[bUaV][ZUa]diazepinVcVoneI–caffoldWIJournalfoffMedicinalfChemistryUI
2020UIc]UIdeZdVde[c

8.3 9

58 yOpnyIxr”†ryIpn†O†vpnyIpO””rynαvO†In†nyY–v–IWvαuInPPyvpnαvO†IαOIγv”αβnyIq”βtI
–p”rr†v†tWIAnnalsfoffAppliedfStatisticsUI2011UIbUI[ZcfV[Zfc 2.1 9

57 nIturningIpointIforIbloodVbrainIbarrierImodelingWIPharmaceuticalfResearchUI2009UI[cUIZ[e]Va 4.5 9

(2009-2019)
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56
rvaluationIofItheIrelativeIstabilityIofIligandedIversusIligandVfreeIproteinIconformationsIusingI
–implicialI†eighborhoodInnalysisIofIProteinIPackingIQ–†nPPRImethodWIProteins:fStructureufFunctionf
andfBioinformaticsUI2004UIbcUIe[eV]e

4.2 9

55 PseudotorsionalIOppOIbackboneIangleIasIaIsingleIdescriptorIofIproteinIsecondaryIstructureWI
ProteinfScienceUI1995UIaUIZc]]Va] 6.3 9

54 “uantitativeIhighVthroughputIphenotypicIscreeningIofIpediatricIcancerIcellIlinesIidentifiesImultipleI
opportunitiesIforIdrugIrepurposingWIOncotargetUI2018UIfUIadbeVadd[ 3.3 9

53 yargeV–caleIzodelingIofIzultispeciesIncuteIαoxicityIrndIPointsIβsingIponsensusIofIzultitaskIqeepI
yearningIzethodsWIJournalfoffChemicalfInformationfandfModelingUI2021UIcZUIcb]Vcc] 6.1 9

52 prossVvalidatedI”[IguidedIregionIselectionIforIpozsnIstudiesWIJournalfoffComputerfvfAidedf
MolecularfDesignUI1998UIZ[XZaUIbdVcf 8

51 ”ecentItrendsIinIstatisticalI“–n”ImodelingIofIenvironmentalIchemicalItoxicityWIExsUI2012UIZYZUI]eZVaZZ 8

50 sunctionalIneighborsgIinferringIrelationshipsIbetweenInonhomologousIproteinIfamiliesIusingI
familyVspecificIpackingImotifsWIIEEEfTransactionsfonfInformationfTechnologyfinfBiomedicineUI2010UIZaUIZZ]dVa] 7

49 uvγVZIproteaseIfunctionIandIstructureIstudiesIwithItheIsimplicialIneighborhoodIanalysisIofIproteinI
packingImethodWIProteins:fStructureufFunctionfandfBioinformaticsUI2008UId]UIda[Vb] 4.2 7

48 vdentificationIofI–equenceV–pecificIαertiaryIPackingIzotifsIinIProteinI–tructuresIusingIqelaunayI
αessellationWILecturefNotesfinfComputationalfSciencefandfEngineeringUI2002UIaddVafa 0.3 7

47
nnIatypicalIheterotrimericIt˛–IproteinIhasIsubstantiallyIreducedInucleotideIbindingIbutIretainsI
nucleotideVindependentIinteractionsIwithIitsIcognateI”t–IproteinIandIt˛†˛‡IdimerWIJournalfoff
BiomolecularfStructurefandfDynamicsUI2020UI]eUIb[YaVb[Ze

3.6 7

46 pomputerVnidedIqiscoveryIofI†ewI–olubilityVrnhancingIqrugIqeliveryI–ystemWIBiomoleculesUI2020UI
ZYUI 5.9 6

45 ”ecentIndvancesIinIqevelopmentUIγalidationUIandIrxploitationIofI“–n”IzodelsI2010UIbYbVb]a 6

44 nI–ystemsIoiologyIWorkflowIforIqrugIandIγaccineI”epurposinggIvdentifyingI–mallVzoleculeIoptI
zimicsItoI”educeIorIPreventIpOγvqVZfIzortalityWIPharmaceuticalfResearchUI2020UI]dUI[Z[ 4.5 6

43
puratedIqataIvnIVIαrustworthyIzodelsIOutgIαheIvmpactIofIqataI“ualityIonItheI”eliabilityIofInrtificialI
vntelligenceIzodelsIasInlternativesItoInnimalIαestingWIATLAfAlternativesfTofLaboratoryfAnimalsUI
2021UIafUId]Ve[

2.1 6

42 pOγvqVxOPgIintegratingIemergingIpOγvqVZfIdataIwithItheI”OoOxOPIdatabaseWIBioinformaticsUI
2021UI]dUIbecVbed 7.2 6

41 αheItransformationalIroleIofItPβIcomputingIandIdeepIlearningIinIdrugIdiscoveryWINaturefMachinef
IntelligenceUI2022UIaUI[ZZV[[Z 22.5 6

40 PaulingIsilegIαowardIaIuolisticIγiewI2019UIbbVZYc 5

39 qrugI–ideIrffectIProfilesIasIzolecularIqescriptorsIforIPredictiveIzodelingIofIαargetIoioactivityWI
MolecularfInformaticsUI2015UI]aUIZcYVdY 3.8 5
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38 “–n”IinIdrugIdiscoveryZbZVZca 5

37 palculationIofItheI”elativeIoindingInffinityIofIrnzymeIvnhibitorsIβsingItheIteneralizedIyinearI
”esponseIzethodWIJournalfoffChemicalfTheoryfandfComputationUI2006UI[UIZa]bVa] 6.4 5

36 teneralizedIlinearIresponseImethodgInpplicationItoIhydrationIfreeIenergyIcalculationsWIJournalfoff
ComputationalfChemistryUI1999UI[YUIdafVdbf 3.5 5

35 vnterVzodularIyinkersIplayIaIcrucialIroleIinIgoverningItheIbiosynthesisIofInonVribosomalIpeptidesWI
BioinformaticsUI2019UI]bUI]beaV]bfZ 7.2 5

34 “–n”X“–P”I”evisitedacbVafb 5

33 ”ationalIdesignIofIaItargetedIcombinatorialIchemicalIlibraryIwithIopiatelikeIactivityWIInternationalf
JournalfoffQuantumfChemistryUI1998UIcfUIcbVdb 2.1 4

32 γisualizationIrnvironmentIforIsederatedIxnowledgeItraphsgIqevelopmentIofIanIvnteractiveI
oiomedicalI“ueryIyanguageIandIWebInpplicationIvnterfaceWIJMIRfMedicalfInformaticsUI2020UIeUIeZdfca 3.6 4

31 phemistryVWideInssociationI–tudiesIQpWn–RgInI†ovelIsrameworkIforIvdentifyingIandIvnterpretingI
–tructureVnctivityI”elationshipsWIJournalfoffChemicalfInformationfandfModelingUI2018UIbeUI[[Y]V[[Z] 6.1 4

30 “uantitativeI–tructureVPriceI”elationshipIQ“–M”RIzodelingIandItheIqevelopmentIofIrconomicallyI
seasibleIqrugIqiscoveryIProjectsWIJournalfoffChemicalfInformationfandfModelingUI2019UIbfUIZ]YcVZ]Z] 6.1 3

29
αheIqevelopmentIofI†ovelIphemicalIsragmentVoasedIqescriptorsIβsingIsrequentIpommonI
–ubgraphIziningInpproachIandIαheirInpplicationIinI“–n”IzodelingWIMolecularfInformaticsUI2014UI
]]UI[YZVZb

3.8 3

28 PredictiveI“–n”IzodelinggIzethodsIandInpplicationsIinIqrugIqiscoveryIandIphemicalI”iskI
nssessmentI2016UIZVae 3

27 yearningIqrugVqiseaseVαargetIrmbeddingIQqqαrRIfromIknowledgeIgraphsItoIinformIdrugI
repurposingIhypothesesWIJournalfoffBiomedicalfInformaticsUI2021UIZZfUIZY]e]e 10.2 3

26 αheIvnorganicIprystalI–tructureIqatabaseIQvp–qRgInIαoolIforIzaterialsI–ciencesI2019UIaZVba 2

25 sromIαopologicalIqescriptorsItoIrxpertI–ystemsgInI”outeItoIPredictableIzaterialsI2019UIZYdVZad 2

24 zachineIyearningIvnteratomicIPotentialsIforItlobalIOptimizationIandIzolecularIqynamicsI
–imulationI2019UI[b]V[ee 2

23 nctivityIpredictionIandIidentificationIofImisVannotatedIchemicalIcompoundsIusingIextremeI
descriptorsWIJournalfoffChemometricsUI2016UI]YUIffVZYe 1.6 2

22 PredictingIndverseIqrugIrffectsIfromIyiteratureVIandIqatabaseVzinedInssertionsWIDrugfSafetyUI
2018UIaZUIZYbfVZYd[ 5.1 2

21 PredictiveI“–n”IzodelinggIzethodsIandInpplicationsIinIqrugIqiscoveryIandIphemicalI”iskI
nssessmentI2016UIZV]e 2

(2016-)
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20 vdentificationIofIαumorV–pecificIz”vIoiomarkersIβsingIzachineIyearningIQzyRWIDiagnosticsUI2021UI
ZZUI 3.8 2

19 pomputationalIαoolsIforInqzrαIProfilingI2018UI[ZZV[aa 1

18 zodelingIzaterialsI“uantumIPropertiesIwithIzachineIyearningI2019UIZdZVZdf 1

17 prystallographyIOpenIqatabasegIuistoryUIqevelopmentUIandIPerspectivesI2019UIZV]f 1

16 nutomatedIpomputationIofIzaterialsIPropertiesI2019UIZeZV[[[ 1

15 nIuighVαhroughputIpomputationalI–tudyIqrivenIbyItheIniiqnIzaterialsIvnformaticsIsrameworkIandI
theIPnβyv†tIsvyrIasI”eferenceIqatabaseI2019UIZafVZdY 1

14 –emiVempiricalIcalculationsIofIintramolecularIacylItransferIinIcisVenolsIofIOVaroylIacetylacetonesWI
ComputationalfandfTheoreticalfChemistryUI1995UI]][UIebVfZ 1

13 Zv†pIrxpressgInIγirtualInssistantIforIPurchasingIpompoundsInnnotatedIinItheIZv†pIqatabaseWI
JournalfoffChemicalfInformationfandfModelingUI2021UIcZUIZY]]VZY]c 6.1 1

12 ”ecentIndvancesIinIqevelopmentUIγalidationUIandIrxploitationIofI“–n”IzodelsZV]Y 1

11
nIoiomedicalIxnowledgeItraphI–ystemItoIProposeIzechanisticIuypothesesIforI”ealVWorldI
rnvironmentalIuealthIObservationsgIpohortI–tudyIandIvnformaticsInpplicationWIJMIRfMedicalf
InformaticsUI2021UIfUIe[cdZa

3.6 1

10 nllostericIbindersIofInpr[IareIpromisingIantiV–n”–VpoγV[IagentsWI2022UI 1

9 –αopαoxgInnInlternativeItoInnimalIαestingIforIncuteI–ystemicIandIαopicalIαoxicityWWIEnvironmentalf
HealthfPerspectivesUI2022UIZ]YUI[dYZ[ 8.4 1

8 †ovelIcomputationalImodelsIofferIalternativesItoIanimalItestingIforIassessingIeyeIirritationIandI
corrosionIpotentialIofIchemicalsWIArtificialfIntelligencefinfthefLifefSciencesUI2021UIZUIZYYY[e 0

7 βncommonIqataI–ourcesIforI“–n”IzodelingI2018UI]fbVaY]

6 pognitiveIphemistrygIαheIzarriageIofIzachineIyearningIandIphemistryItoInccelerateIzaterialsI
qiscoveryI2019UI[[]V[bZ

5 qatasetIzodelabilityIbyI“–n”gIpontinuousI”esponseIγariableI2022UI[]]V[b]

4 pomputerVaidedIcombinatorialIchemistryIandIcheminformaticsWIPacificfSymposiumfonfBiocomputingf
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