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46 xNreviewNofNinNsilicoNtoxicologyNapproachesNtoNsupportNtheNsafetyNassessmentNofNcosmeticsdrelatedN
materialseNComputationalhToxicologycN2022cNihcNhggihj 3.1 1

45 xNmatterNofNtrustqNLearningNlessonsNaboutNcausalityNwillNmakeNqxOPsNcredibleeeNComputationalh
ToxicologycN2022cNihcNhggigl 3.1 1

44 PharmacokineticNToolsNandNxpplicationseeNMethodshinhMolecularhBiologycN2022cNikilcNlndoj 1.4

43 ProbabilisticNmodellingNofNdevelopmentalNneurotoxicityNbasedNonNaNsimplifiedNadverseNoutcomeN
pathwayNnetworkeeNComputationalhToxicologycN2022cNihcNhggigm 3.1 1

42 xNSystematicNReviewNofNPublishedNPhysiologicallydbasedNKineticNModelsNandNanNxssessmentNofNtheirN
zhemicalNSpaceNzoverageeNATLAhAlternativeshTohLaboratoryhAnimalscN2021cNkpcNhpndigo 2.1 2

41 xssessmentNofNtheNpredictiveNcapacityNofNaNphysiologicallyNbasedNkineticNmodelNusingNaNreaddacrossN
approacheNComputationalhToxicologycN2021cNhocNhgghlp 3.1 5

40
 eterminationNofNPfitnessdfordpurposePNofNquantitativeNstructuredactivityNrelationshipNVQSxRWN
modelsNtoNpredictNVecodWtoxicologicalNendpointsNforNregulatoryNuseeNRegulatoryhToxicologyhandh
PharmacologycN2021cNhijcNhgkplm

3.4 3

39 xNmechanisticNmodelNtoNstudyNtheNkineticsNandNtoxicityNofNsalicylicNacidNinNtheNkidneyNofNfourNvirtualN
individualseNComputationalhToxicologycN2021cNhpcNhgghni 3.1 2

38 QuantitativeNadverseNoutcomeNpathwayNVqxOPWNmodelsNforNtoxicityNpredictioneNArchiveshofh
ToxicologycN2020cNpkcNhkpndhlhg 5.8 38

37 KeyNreadNacrossNframeworkNcomponentsNandNbiologyNbasedNimprovementseNMutationhResearchhxh
GenetichToxicologyhandhEnvironmentalhMutagenesiscN2020cNoljcNlgjhni 3 9

36 xNReviewNofNToolsNasNxlternativesNtoNxnimalNTestingqNPrinciplescNResourcesNandNxpplicationseNATLAh
AlternativeshTohLaboratoryhAnimalscN2020cNkocNhkmdhni 2.1 37

35
 evelopmentNofNyaselineNQuantitativeNStructuredxctivityNRelationshipsNVQSxRsWNforNtheNEffectsNofN
xctiveNPharmaceuticalNIngredientsNVxPIsWNtoNxquaticNSpecieseNMethodshinhPharmacologyhandh
ToxicologycN2020cNjjhdjlm

1.1 1

34  evelopmentNandNanalysisNofNanNadverseNoutcomeNpathwayNnetworkNforNhumanNneurotoxicityeN
ArchiveshofhToxicologycN2019cNpjcNinlpdinni 5.8 33

33 PredictingNproteindligandNbindingNaffinityNandNcorrectingNcrystalNstructuresNwithNquantumN
mechanicalNcalculationsqNlactateNdehydrogenaseNxeNChemicalhSciencecN2019cNhgcNiihodiiin 9.4 7

32 UnlockingNtheNpotentialNofNchemicalNsafetyNassessmentNdNxNreportNonNaNcrossdsectorNsymposiumNonN
currentNopportunitiesNandNfutureNchallengeseNComputationalhToxicologycN2019cNhgcNjodkj 3.1 16

31 InNsilicoNresourcesNtoNassistNinNtheNdevelopmentNandNevaluationNofNphysiologicallydbasedNkineticN
modelseNComputationalhToxicologycN2019cNhhcNjjdkp 3.1 28

30 ToxicologyN ataNResourcesNtoNSupportNReaddxcrossNandNVQWSxReNFrontiershinhPharmacologycN2019cN
hgcNlmh 5.6 38

Judith C Madden

2



29 xdvancesNinNtheNpredictionNofNgastrointestinalNabsorptionqNQuantitativeNStructuredxctivityN
RelationshipNVQSxRWNmodellingNofNPxMPxNpermeabilityeNComputationalhToxicologycN2019cNhgcNlhdlp 3.1 7

28 xssessmentNandNReproducibilityNofNQuantitativeNStructuredxctivityNRelationshipNModelsNbyNtheN
NonexperteNJournalhofhChemicalhInformationhandhModelingcN2018cNlocNmnjdmoi 6.1 25

27 xNcriticalNreviewNofNadverseNeffectsNtoNtheNkidneyqNmechanismscNdataNsourcescNandNinNsilicoNtoolsNtoN
assistNpredictioneNExperthOpinionhonhDrughMetabolismhandhToxicologycN2018cNhkcNhiildhilj 5.5 5

26 ValidationNofNaNFragmentdyasedNProfilerNforNThiolNReactivityNforNtheNPredictionNofNToxicityqNSkinN
SensitizationNandNTetrahymenaNpyriformiseNChemicalhResearchhinhToxicologycN2017cNjgcNmgkdmhj 4 3

25 TurbochargingNMatchedNMolecularNPairNxnalysisqNOptimizingNtheNIdentificationNandNxnalysisNofNPairseN
JournalhofhChemicalhInformationhandhModelingcN2017cNlncNikikdikjm 6.1 9

24 PredictionNofNOrganNLevelNToxicityqNLinkingNzhemistryNtoNxdverseNEffectseNToxicologicalhResearchcN
2017cNjjcNhnjdhoi 3.7 20

23
LinkingNexistingNin´ vitroNdermalNabsorptionNdataNtoNphysicochemicalNpropertiesqNzontributionNtoNtheN
designNofNaNweightdofdevidenceNapproachNforNtheNsafetyNevaluationNofNcosmeticNingredientsNwithNlowN
dermalNbioavailabilityeNRegulatoryhToxicologyhandhPharmacologycN2016cNnmcNnkdo

3.4 20

22
xdverseNOutcomeNPathwayNVxOPWNInformedNModelingNofNxquaticNToxicologyqNQSxRscNReaddxcrosscN
andNInterspeciesNVerificationNofNModesNofNxctioneNEnvironmentalhSciencehpamp;hTechnologycN2016cN
lgcNjppldkggn

10.3 34

21  evelopmentNofNaNFragmentdyasedNinNSilicoNProfilerNforNMichaelNxdditionNThiolNReactivityeNChemicalh
ResearchhinhToxicologycN2016cNipcNhgnjdoh 4 12

20 InvestigationNofNzriticalNyodyNResiduesNandNModesNofNToxicNxctionNyasedNonNInjectionNandNxquaticN
ExposureNinNFisheNWaterwhAirwhandhSoilhPollutioncN2015cNiimcNh 2.6 11

19  evelopmentNofNcomputationalNmodelsNforNtheNpredictionNofNtheNtoxicityNofNnanomaterialseN
PerspectiveshinhSciencecN2015cNjcNindip 0.8 17

18 EnsuringNconfidenceNinNpredictionsqNxNschemeNtoNassessNtheNscientificNvalidityNofNinNsilicoNmodelseN
AdvancedhDrughDeliveryhReviewscN2015cNomcNhghdhh 18.5 13

17  evelopmentNofNanNinNSilicoNProfilerNforNMitochondrialNToxicityeNChemicalhResearchhinhToxicologycN
2015cNiocNhophdpgi 4 36

16  ataNQualityNinNtheNHumanNandNEnvironmentalNHealthNSciencesqNUsingNStatisticalNzonfidenceNScoringN
toNImproveNQSxRfQSPRNModelingeNJournalhofhChemicalhInformationhandhModelingcN2015cNllcNhnjpdkm 6.1 10

15 InvestigationNofNtheNVerhaarNschemeNforNpredictingNacuteNaquaticNtoxicityqNimprovingNpredictionsN
obtainedNfromNToxtreeNvereNiemeNChemospherecN2015cNhjpcNhkmdlk 8.4 31

14 MethodsNforNassigningNconfidenceNtoNtoxicityNdataNwithNmultipleNvaluesddIdentifyingNexperimentalN
outlierseNSciencehofhthehTotalhEnvironmentcN2014cNkoidkojcNjlodml 10.2 13

13 zomparativeNmetabolismNasNaNkeyNdriverNofNwildlifeNspeciesNsensitivityNtoNhumanNandNveterinaryN
pharmaceuticalseNPhilosophicalhTransactionshofhthehRoyalhSocietyhB:hBiologicalhSciencescN2014cNjmpcN 5.8 42

12  evelopmentNofNanNinNsilicoNprofilerNforNrespiratoryNsensitisationeNATLAhAlternativeshTohLaboratoryh
AnimalscN2014cNkicNjmndnl 2.1 8
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11
xpplicationNofNinNsilicoNandNinNvitroNmethodsNinNtheNdevelopmentNofNadverseNoutcomeNpathwayN
constructsNinNwildlifeeNPhilosophicalhTransactionshofhthehRoyalhSocietyhB:hBiologicalhSciencescN2014cN
jmpcN

5.8 20

10 TowardsNaNFuzzyNExpertNSystemNonNToxicologicalN ataNQualityNxssessmenteNMolecularhInformaticscN
2013cNjicNmldno 3.8 22

9 StrategiesNforNtheNoptimisationNofNinNvivoNexperimentsNinNaccordanceNwithNtheNjRsNphilosophyeN
RegulatoryhToxicologyhandhPharmacologycN2012cNmjcNhkgdlk 3.4 24

8
RobustnessNofNanNImmobilizedNxrtificialNMembraneNHighdPerformanceNLiquidNzhromatographyN
MethodNforNtheN eterminationNofNLipophilicityeNJournalhofhChemicalhpamp;hEngineeringhDatacN2012cN
lncNjmpmdjngg

2.8 4

7 InNSilicoNxpproachesNforNPredictingNxdmeNPropertieseNChallengeshandhAdvanceshinhComputationalh
ChemistryhandhPhysicscN2010cNiojdjgk 0.7 19

6 UsingNInNSilicoNToolsNinNaNWeightNofNEvidenceNxpproachNtoNxidNToxicologicalNxssessmenteNMolecularh
InformaticscN2010cNipcNpndhhg 3.8 24

5 PharmaceuticalsNinNtheNenvironmentqNgoodNpracticeNinNpredictingNacuteNecotoxicologicalNeffectseN
ToxicologyhLetterscN2009cNholcNoldhgh 4.4 70

4 StudentsUNresponseNtoNtraditionalNandNcomputerdassistedNformativeNfeedbackqNxNcomparativeNcaseN
studyeNBritishhJournalhofhEducationalhTechnologycN2008cNjpcNkomdlgg 4.3 59

3
FormationNofNcategoriesNfromNstructuredactivityNrelationshipsNtoNallowNreaddacrossNforNriskN
assessmentqNtoxicityNofNalphacbetadunsaturatedNcarbonylNcompoundseNChemicalhResearchhinh
ToxicologycN2008cNihcNijggdhi

4 65

2 StructuredbasedNmethodsNforNtheNpredictionNofNdrugNmetabolismeNExperthOpinionhonhDrugh
MetabolismhandhToxicologycN2006cNicNlkldln 5.5 30

1 VQWSxRNModelsNofNxdverseNResponsesqNxcuteNSystemicNToxicityippdjhk
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