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493 qosSo JmodelsJforJdevelopmentalJtoxicityXJChemistryVCentralVJournalVJ2010VJbJSupplJ[VJSb 802

492 olternativeJRnonWanimalSJmethodsJforJcosmeticsJtestinghJcurrentJstatusJandJfutureJprospectsW]Z[ZXJ
ArchivesVofVToxicologyVJ2011VJfcVJadeWbfc 5.8 398

491 qs o””hJqollaborativeJsstrogenJ eceptorJoctivityJ”redictionJ”rojectXJEnvironmentalVHealthV
PerspectivesVJ2016VJ[]bVJ[Z]aWaa 8.4 206

490 uenotoxicityJofJmetalJoxideJnanomaterialshJreviewJofJrecentJdataJandJdiscussionJofJpossibleJ
mechanismsXJNanoscaleVJ2015VJeVJ][cbWgf 7.7 135

489 uuidanceJonJtheJuseJofJtheJweightJofJevidenceJapproachJinJscientificJassessmentsXJEFSAVJournalVJ
2017VJ[cVJeZbge[ 2.3 128

488 oJsuropeanJperspectiveJonJalternativesJtoJanimalJtestingJforJenvironmentalJhazardJidentificationJ
andJriskJassessmentXJRegulatoryVToxicologyVandVPharmacologyVJ2013VJdeVJcZdWaZ 3.4 121

487 –So JasJaJrandomJeventhJmodelingJofJnanoparticlesJuptakeJinJ”aqa]JcancerJcellsXJChemosphereVJ
2013VJg]VJa[We 8.4 114

486 oJcombinedJapproachJtoJinvestigateJtheJtoxicityJofJanJindustrialJlandfillQsJleachatehJchemicalJ
analysesVJriskJassessmentJandJinJvitroJassaysXJEnvironmentalVResearchVJ2011VJ[[[VJdZaW[a 7.9 107

485 uuidanceJonJharmonisedJmethodologiesJforJhumanJhealthVJanimalJhealthJandJecologicalJriskJ
assessmentJofJcombinedJexposureJtoJmultipleJchemicalsXJEFSAVJournalVJ2019VJ[eVJeZcdab 2.3 100

484 wnterpretationJofJquantitativeJstructureWpropertyJandJWactivityJrelationshipsXJJournalVofVChemicalV
InformationVandVComputerVSciencesVJ2001VJb[VJdegWfc 100

483 reterminationJofJaromaticJaminesJbyJsolidWphaseJmicroextractionJandJgasJchromatographyâ��massJ
spectrometryJinJwaterJsamplesXJJournalVofVChromatographyVAVJ1997VJeg[VJ]][W]aZ 4.5 96

482 wnJvivoJexposureJofJcarpJtoJgradedJconcentrationsJofJbisphenolJoXJGeneralVandVComparativeV
EndocrinologyVJ2007VJ[caVJ[cW]b 3 96

481 outomaticJknowledgeJextractionJfromJchemicalJstructureshJtheJcaseJofJmutagenicityJpredictionXJ
SARVandVQSARVinVEnvironmentalVResearchVJ2013VJ]bVJadcWfa 3.5 95

480 ondrogenicJandJantiandrogenicJactivitiesJinJwaterJandJsedimentJsamplesJfromJtheJriverJzambroVJ
wtalyVJdetectedJbyJyeastJandrogenJscreenJandJchemicalJanalysesXJChemosphereVJ2007VJdeVJ[ZfZWe 8.4 92

479
TheJexpandingJroleJofJpredictiveJtoxicologyhJanJupdateJonJtheJR–SSo JmodelsJforJmutagensJandJ
carcinogensXJJournalVofVEnvironmentalVScienceVandVHealthiVPartVCxVEnvironmentalVCarcinogenesisVandV
EcotoxicologyVReviewsVJ2007VJ]cVJcaWge

4.5 92

478 qomputationalJpredictiveJprogramsJRexpertJsystemsSJinJtoxicologyXJToxicologyVJ1997VJ[[gVJ][aW]c 4.4 86

477
”redictiveJmodelsJforJcarcinogenicityJandJmutagenicityhJframeworksVJstateWofWtheWartVJandJ
perspectivesXJJournalVofVEnvironmentalVScienceVandVHealthiVPartVCxVEnvironmentalVCarcinogenesisVandV
EcotoxicologyVReviewsVJ2009VJ]eVJceWgZ

4.5 85
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476 NewJpublicJ–So JmodelJforJcarcinogenicityXJChemistryVCentralVJournalVJ2010VJbJSupplJ[VJSa 85

475 oJnewJhybridJsystemJofJ–So JmodelsJforJpredictingJbioconcentrationJfactorsJRpqtSXJChemosphereVJ
2008VJeaVJ[eZ[We 8.4 82

474 q“ ozhJquantitativeJstructureWactivityJrelationshipJmodelsJforJestimatingJtoxicityJofJorganicJ
compoundsJinJratsXJJournalVofVComputationalVChemistryVJ2011VJa]VJ]e]eWaa 3.5 80

473 ”redictingJlog”JofJpesticidesJusingJdifferentJsoftwareXJChemosphereVJ2003VJcaVJ[[ccWdb 8.4 80

472 NovelJapplicationJofJtheJq“ ozJsoftwareJtoJmodelJcytotoxicityJofJmetalJoxideJnanoparticlesJtoJ
bacteriaJsscherichiaJcoliXJChemosphereVJ2012VJfgVJ[ZgfW[Z] 8.4 78

471 VolatileJorganicJcompoundsJproducedJduringJtheJaerobicJbiologicalJprocessingJofJmunicipalJsolidJ
wasteJinJaJpilotJplantXJChemosphereVJ2005VJcgVJb]aWaZ 8.4 72

470 qoM”o ohJqollaborativeJModelingJ”rojectJforJondrogenJ eceptorJoctivityXJEnvironmentalVHealthV
PerspectivesVJ2020VJ[]fVJ]eZZ] 8.4 70

469 sxposureJtoJ”t“oJandJ”t“SJandJfetalJgrowthhJaJcriticalJmergingJofJtoxicologicalJandJ
epidemiologicalJdataXJCriticalVReviewsVinVToxicologyVJ2017VJbeVJbf]WcZf 5.7 69

468 qomparisonJofJinJsilicoJmodelsJforJpredictionJofJmutagenicityXJJournalVofVEnvironmentalVScienceVandV
HealthiVPartVCxVEnvironmentalVCarcinogenesisVandVEcotoxicologyVReviewsVJ2013VJa[VJbcWdd 4.5 68

467 sstrogenicityJprofileJandJestrogenicJcompoundsJdeterminedJinJriverJsedimentsJbyJchemicalJ
analysisVJszwSoJandJyeastJassaysXJChemosphereVJ2008VJeaVJ[ZefWfg 8.4 68

466
ScreeningJofJendocrineWdisruptingJphenolsVJherbicidesVJsteroidJestrogensVJandJestrogenicityJinJ
drinkingJwaterJfromJtheJwaterworksJofJacJwtalianJcitiesJandJfromJ”sTWbottledJmineralJwaterXJ
EnvironmentalVScienceVandVPollutionVResearchVJ2013VJ]ZVJ[dbgWdZ

5.1 65

465
onalysisJofJsomeJpesticidesJinJwaterJsamplesJusingJsolidWphaseJmicroextractionWgasJ
chromatographyJwithJdifferentJmassJspectrometricJtechniquesXJJournalVofVChromatographyVAVJ1999VJ
fcgVJ[gaW]Z[

4.5 63

464 qomparisonJofJinJsilicoJtoolsJforJevaluatingJratJoralJacuteJtoxicityXJSARVandVQSARVinVEnvironmentalV
ResearchVJ2015VJ]dVJ[W]e 3.5 62

463 oJgeneralizableJdefinitionJofJchemicalJsimilarityJforJreadWacrossXJJournalVofVCheminformaticsVJ2014VJ
dVJag 8.6 61

462
”redictiveJcarcinogenicityhJaJmodelJforJaromaticJcompoundsVJwithJnitrogenWcontainingJsubstituentsVJ
basedJonJmolecularJdescriptorsJusingJanJartificialJneuralJnetworkXJJournalVofVChemicalVInformationV
andVComputerVSciencesVJ1999VJagVJ[ZedWfZ

60

461
outomatedJsampleJpreparationJwithJextractionJcolumnsJfollowedJbyJliquidJ
chromatographyWionsprayJmassJspectrometryJinterferencesVJdeterminationJandJdegradationJofJ
polarJorganophosphorusJpesticidesJinJwaterJsamplesXJJournalVofVChromatographyVAVJ1996VJeaeVJbeWcf

4.5 59

460 wnJsilicoJmethodsJtoJpredictJdrugJtoxicityXJCurrentVOpinionVinVPharmacologyVJ2013VJ[aVJfZ]Wd 5.1 58

459 SterolsJinJsedimentJsamplesJfromJVeniceJzagoonVJwtalyXJChemosphereVJ1996VJaaVJ]afaW]aga 8.4 58

(1996-2010)
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458 SimultaneousJanalysisJofJcZJpesticidesJinJwaterJsamplesJbyJsolidJphaseJextractionJandJuqWMSXJ
ChemosphereVJ1990VJ][VJ[b[[W[b][ 8.4 58

457
qonsensusJ–So JmodelingJofJtoxicityJofJpharmaceuticalsJtoJdifferentJaquaticJorganismshJ ankingJ
andJprioritizationJofJtheJrrugpankJdatabaseJcompoundsXJEcotoxicologyVandVEnvironmentalVSafetyVJ
2019VJ[dfVJ]feW]ge

7 57

456  soqvJandJinJsilicoJmethodshJanJattractiveJopportunityJforJmedicinalJchemistsXJDrugVDiscoveryV
TodayVJ2014VJ[gVJ[eceW[edf 8.8 55

455 ”atternsJandJSourcesJofJ”olychlorinatedJribenzoWpWdioxinsJandJribenzofuransJinJSedimentsJfromJ
theJVeniceJzagoonVJwtalyXJEnvironmentalVScienceVcampyVTechnologyVJ1997VJa[VJ[eeeW[efb 10.3 53

454 wmprovementJofJquantitativeJstructureWactivityJrelationshipJR–So SJtoolsJforJpredictingJomesJ
mutagenicityhJoutcomesJofJtheJomesY–So JwnternationalJqhallengeJ”rojectXJMutagenesisVJ2019VJabVJaW[d2.8 53

453 oquaticJtoxicityJofJseveralJtextileJdyeJformulationshJocuteJandJchronicJassaysJwithJraphniaJmagnaJ
andJ aphidocelisJsubcapitataXJEcotoxicologyVandVEnvironmentalVSafetyVJ2017VJ[bbVJegWfe 7 52

452 zevelsJofJ”qrrYtJandJdioxinWlikeJ”qpJinJpalticJfishJofJdifferentJageJandJgenderXJChemosphereVJ2008VJ
e[VJadgWef 8.4 49

451
svaluationJofJ–So JmodelsJforJtheJpredictionJofJamesJgenotoxicityhJaJretrospectiveJexerciseJonJtheJ
chemicalJsubstancesJregisteredJunderJtheJsïJ soqvJregulationXJJournalVofVEnvironmentalVScienceV
andVHealthiVPartVCxVEnvironmentalVCarcinogenesisVandVEcotoxicologyVReviewsVJ2014VJa]VJ]eaWgf

4.5 48

450 –So JmodelingJofJraphniaJmagnaJandJfishJtoxicitiesJofJbiocidesJusingJ]rJdescriptorsXJChemosphere
VJ2019VJ]]gVJfW[e 8.4 47

449 ”qrrYtsJandJ”qpsJinJambientJairJinJaJhighlyJindustrializedJcityJinJnorthernJwtalyXJChemosphereVJ2013VJ
gZVJ]ac]We 8.4 47

448 q“ ozhJ–So JmodelingJofJtoxicityJofJorganicJchemicalsJtowardsJraphniaJmagnaXJChemometricsVandV
IntelligentVLaboratoryVSystemsVJ2012VJ[[ZVJ[eeW[f[ 3.8 47

447 wnvestigatingJtheJestrogenicJriskJalongJtheJriverJ”oJandJitsJintermediateJsectionXJArchivesVofV
EnvironmentalVContaminationVandVToxicologyVJ2006VJc[VJdb[Wc[ 3.2 47

446 wnvestigatingJlandfillJleachateJtoxicityJinJvitrohJoJreviewJofJcellJmodelsJandJendpointsXJEnvironmentV
InternationalVJ2019VJ[]]VJ][WaZ 12.9 46

445 q“ ozhJbuildingJupJtheJmodelJforJbioconcentrationJfactorJandJdefiningJitQsJapplicabilityJdomainXJ
EuropeanVJournalVofVMedicinalVChemistryVJ2011VJbdVJ[bZZWa 6.8 45

444 Tox eadhJaJtoolJtoJassistJinJreadJacrossJandJitsJuseJtoJassessJmutagenicityJofJchemicalsXJSARVandV
QSARVinVEnvironmentalVResearchVJ2014VJ]cVJgggW[Z[[ 3.5 44

443
rescriptionJofJtheJelectronicJstructureJofJorganicJchemicalsJusingJsemiempiricalJandJabJinitioJ
methodsJforJdevelopmentJofJtoxicologicalJ–So sXJJournalVofVChemicalVInformationVandVModelingVJ
2005VJbcVJ[ZdW[b

6.1 44

442 ValidationJofJcounterJpropagationJneuralJnetworkJmodelsJforJpredictiveJtoxicologyJaccordingJtoJ
theJ“sqrJprincipleshJaJcaseJstudyXJSARVandVQSARVinVEnvironmentalVResearchVJ2006VJ[eVJ]dcWfb 3.5 44

441 ”olychlorinatedJdibenzoWpWdioxinsJR”qrrSJandJpolychlorinatedJdibenzofuransJR”qrtSJinJemissionsJ
fromJanJurbanJincineratopXJ[XJoverageJandJpeakJvaluesXJChemosphereVJ1982VJ[[VJceeWcfa 8.4 44
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440 wntegratingJinJsilicoJmodelsJandJreadWacrossJmethodsJforJpredictingJtoxicityJofJchemicalshJoJ
stepWwiseJstrategyXJEnvironmentVInternationalVJ2019VJ[a[VJ[ZcZdZ 12.9 43

439 SMwzsSJasJanJalternativeJtoJtheJgraphJinJ–So JmodellingJofJbeeJtoxicityXJComputationalVBiologyVandV
ChemistryVJ2007VJa[VJceWdZ 3.6 43

438 odditiveJSMwzsSWbasedJoptimalJdescriptorsJinJ–So JmodellingJbeeJtoxicityhJïsingJrareJSMwzsSJ
attributesJtoJdefineJtheJapplicabilityJdomainXJBioorganicVandVMedicinalVChemistryVJ2008VJ[dVJbfZ[Wg 3.4 43

437 –So JmodelsJforJpredictingJacuteJtoxicityJofJpesticidesJinJrainbowJtroutJusingJtheJq“ ozJsoftwareJ
andJstSoQsJ“pentoodToxJdatabaseXJEnvironmentalVToxicologyVandVPharmacologyVJ2017VJcaVJ[cfW[da 5.8 42

436 ModelingJtoxicityJbyJusingJsupervisedJkohonenJneuralJnetworksXJJournalVofVChemicalVInformationV
andVComputerVSciencesVJ2003VJbaVJbfcWg] 42

435 ossessmentJandJvalidationJofJtheJqosSo JpredictiveJmodelJforJbioconcentrationJfactorJRpqtSJinJ
fishXJChemistryVCentralVJournalVJ2010VJbJSupplJ[VJS[ 41

434 –So JmodelingJofJmeasuredJbindingJaffinityJforJfullereneWbasedJvwVW[J” JinhibitorsJbyJq“ ozXJ
JournalVofVMathematicalVChemistryVJ2010VJbfVJgcgWgfe 2.1 40

433 SMwzsSJinJ–S” Y–So JModelinghJresultsJandJperspectivesXJCurrentVDrugVDiscoveryVTechnologiesVJ
2007VJbVJeeW[[d 1.5 40

432 â��reJnovoâ��JsynthesisJofJ”qrrVJ”qrtVJ”qpVJ”qNJandJ”ovJinJaJpilotJincineratorXJChemosphereVJ1991VJ
]]VJ[ZbcW[Zc] 8.4 40

431
qomparisonJofJSMwzsSJandJmolecularJgraphsJasJtheJrepresentationJofJtheJmolecularJstructureJforJ
–So JanalysisJforJmutagenicJpotentialJofJpolyaromaticJaminesXJChemometricsVandVIntelligentV
LaboratoryVSystemsVJ2011VJ[ZgVJgbW[ZZ

3.8 39

430 pinaryJclassificationJmodelsJforJendocrineJdisrupterJeffectsJmediatedJthroughJtheJestrogenJ
receptorXJSARVandVQSARVinVEnvironmentalVResearchVJ2008VJ[gVJdgeWeaa 3.5 38

429 wncreasedJconcentrationsJofJnitrophenolsJinJleavesJfromJaJdamagedJforestalJsiteXJChemosphereVJ
1999VJafVJ[bgcW[cZa 8.4 38

428 –So JModelingJofJToxqastJossaysJ elevantJtoJtheJMolecularJwnitiatingJsventsJofJo“”sJzeadingJtoJ
vepaticJSteatosisXJJournalVofVChemicalVInformationVandVModelingVJ2018VJcfVJ[cZ[W[c[e 6.1 38

427 ocuteJphytotoxicityJofJsevenJmetalsJaloneJandJinJmixturehJoreJwtalianJsoilJthresholdJconcentrationsJ
suitableJforJplantJprotectionmXJEnvironmentalVResearchVJ2015VJ[bZVJ[Z]W[[ 7.9 37

426 SMwzsSWbasedJoptimalJdescriptorshJ–So JanalysisJofJfullereneWbasedJvwVW[J” JinhibitorsJbyJmeansJ
ofJbalanceJofJcorrelationsXJJournalVofVComputationalVChemistryVJ2010VJa[VJaf[Wg] 3.5 37

425 –So JmodelsJforJraphniaJtoxicityJofJpesticidesJbasedJonJcombinationsJofJtopologicalJparametersJ
ofJmolecularJstructuresXJBioorganicVandVMedicinalVChemistryVJ2006VJ[bVJ]eegWff 3.4 37

424 ”redictingJacuteJcontactJtoxicityJofJpesticidesJinJhoneybeesJRopisJmelliferaSJthroughJaJkWnearestJ
neighborJmodelXJChemosphereVJ2017VJ[ddVJbafWbbb 8.4 36

423 –uantitativeJconsensusJofJbioaccumulationJmodelsJforJintegratedJtestingJstrategiesXJEnvironmentV
InternationalVJ2012VJbcVJc[Wf 12.9 36

(2012-2019)
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422 qomparisonJofJgenisteinJmetabolismJinJratsJandJhumansJusingJliverJmicrosomesJandJhepatocytesXJ
FoodVandVChemicalVToxicologyVJ2008VJbdVJgagWbf 4.7 36

421 –So JmodelJforJpredictingJpesticideJaquaticJtoxicityXJJournalVofVChemicalVInformationVandVModelingVJ
2005VJbcVJ[edeWeb 6.1 36

420
qomparativeJstudiesJofJtheJleachateJofJanJindustrialJlandfillJbyJgasJchromatographyWmassJ
spectrometryVJliquidJchromatographyWnuclearJmagneticJresonanceJandJliquidJchromatographyWmassJ
spectrometryXJJournalVofVChromatographyVAVJ1999VJfa[VJ]baWcd

4.5 36

419 onJalternativeJ–So WbasedJapproachJforJpredictingJtheJbioconcentrationJfactorJforJregulatoryJ
purposesXJALTEXxVAlternativesVToVAnimalVExperimentationVJ2014VJa[VJ]aWad 4.3 36

418 scotoxicologicalJassessmentJofJpharmaceuticalsJandJpersonalJcareJproductsJusingJpredictiveJ
toxicologyJapproachesXJGreenVChemistryVJ2020VJ]]VJ[bcfW[c[d 10 36

417 oJcomparativeJsurveyJofJchemistryWdrivenJinJsilicoJmethodsJtoJidentifyJhazardousJsubstancesJunderJ
 soqvXJRegulatoryVToxicologyVandVPharmacologyVJ2013VJddVJaZ[W[b 3.4 35

416 SMwzsSWbasedJoptimalJdescriptorshJ–So JmodelingJofJcarcinogenicityJbyJbalanceJofJcorrelationsJ
withJidealJslopesXJEuropeanVJournalVofVMedicinalVChemistryVJ2010VJbcVJacf[We 6.8 35

415 uqWMSJanalysisJofJdichlobenilJandJitsJmetabolitesJinJgroundwaterXJTalantaVJ2005VJdfVJ[bdWcb 6.2 35

414 –So JinJecotoxicityhJanJoverviewJofJmodernJclassificationJtechniquesXJJournalVofVChemicalV
InformationVandVComputerVSciencesVJ2004VJbbVJ[ZcW[] 35

413 TheJimportanceJofJscalingJinJdataJminingJforJtoxicityJpredictionXJJournalVofVChemicalVInformationVandV
ComputerVSciencesVJ2002VJb]VJ[]cZWc 35

412 So JandJ–So JmodelingJofJaJlargeJcollectionJofJzrJratJacuteJoralJtoxicityJdataXJJournalVofV
CheminformaticsVJ2019VJ[[VJcf 8.6 34

411 MetaWanalysisJofJtoxicityJandJteratogenicityJofJ[aaJchemicalsJfromJzebrafishJdevelopmentalJtoxicityJ
studiesXJReproductiveVToxicologyVJ2013VJb[VJgfW[Zf 3.4 34

410 odditiveJSMwzsSWbasedJcarcinogenicityJmodelshJ”robabilisticJprinciplesJinJtheJsearchJforJrobustJ
predictionsXJInternationalVJournalVofVMolecularVSciencesVJ2009VJ[ZVJa[ZdW]e 6.3 34

409 oJnewJsemiWautomatedJworkflowJforJchemicalJdataJretrievalJandJqualityJcheckingJforJmodelingJ
applicationsXJJournalVofVCheminformaticsVJ2018VJ[ZVJdZ 8.6 34

408 NanoW–So hJModelJofJmutagenicityJofJfullereneJasJaJmathematicalJfunctionJofJdifferentJconditionsXJ
EcotoxicologyVandVEnvironmentalVSafetyVJ2016VJ[]bVJa]Wad 7 33

407 scotoxicologicalJ–So JmodelingJofJendocrineJdisruptorJchemicalsXJJournalVofVHazardousVMaterialsVJ
2019VJadgVJeZeWe[f 12.8 33

406 “ptimalJnanoWdescriptorsJasJtranslatorsJofJeclecticJdataJintoJpredictionJofJtheJcellJmembraneJ
damageJbyJmeansJofJnanoJmetalWoxidesXJEnvironmentalVScienceVandVPollutionVResearchVJ2015VJ]]VJebcWce 5.1 33

405
wnvestigatingJcombinedJtoxicityJofJbinaryJmixturesJinJbeeshJMetaWanalysisJofJlaboratoryJtestsVJ
modellingVJmechanisticJbasisJandJimplicationsJforJriskJassessmentXJEnvironmentVInternationalVJ2019VJ
[aaVJ[Zc]cd

12.9 33
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404
wndividualJbreastJmilkJconsumptionJandJexposureJtoJ”qpsJandJ”qrrYtsJinJvungarianJinfantshJaJ
timeWcourseJanalysisJofJtheJfirstJthreeJmonthsJofJlactationXJScienceVofVtheVTotalVEnvironmentVJ2013VJ
bbgVJaadWbb

10.2 33

403 TheJToxpankJrataJ₂arehousehJSupportingJtheJ eplacementJofJwnJVivoJ epeatedJroseJSystemicJ
ToxicityJTestingXJMolecularVInformaticsVJ2013VJa]VJbeWda 3.8 33

402
qoWevolutionsJofJcorrelationsJforJ–So JofJtoxicityJofJorganometallicJandJinorganicJsubstanceshJonJ
unexpectedJgoodJpredictionJbasedJonJaJmodelJthatJseemsJuntrustworthyXJChemometricsVandV
IntelligentVLaboratoryVSystemsVJ2011VJ[ZcVJ][cW][g

3.8 33

401 ”qrrVJ”qrtVJ”qpVJ”ovVJcadmiumJandJleadJinJroadsideJsoilhJrelationshipJbetweenJroadJdistanceJandJ
concentrationXJChemosphereVJ1992VJ]bVJ[ZeeW[Zfa 8.4 32

400 wnJsilicoJmodelsJforJpredictingJreadyJbiodegradabilityJunderJ soqvhJaJcomparativeJstudyXJScienceVofV
theVTotalVEnvironmentVJ2013VJbdaWbdbVJ[d[Wf 10.2 31

399 –So JmodelJasJaJrandomJeventhJoJcaseJofJratJtoxicityXJBioorganicVandVMedicinalVChemistryVJ2015VJ]aVJ[]]aWaZ3.4 31

398 svaluationJandJcomparisonJofJbenchmarkJ–So JmodelsJtoJpredictJaJrelevantJ soqvJendpointhJTheJ
bioconcentrationJfactorJRpqtSXJEnvironmentalVResearchVJ2015VJ[aeVJagfWbZg 7.9 31

397 ”qrrYtsJinJambientJairJinJnorthWeastJwtalyhJtheJroleJofJaJMS₂wJinsideJanJindustrialJareaXJChemosphere
VJ2009VJeeVJ[]]bWg 8.4 31

396 –So JmodelJforJpredictingJcellJviabilityJofJhumanJembryonicJkidneyJcellsJexposedJtoJSi“â��J
nanoparticlesXJChemosphereVJ2016VJ[bbVJggcW[ZZ[ 8.4 30

395 qomparisonJofJinJsilicoJmodelsJforJpredictionJofJraphniaJmagnaJacuteJtoxicityXJSARVandVQSARVinV
EnvironmentalVResearchVJ2014VJ]cVJdeaWgb 3.5 30

394 q“ ozhJ–S” JmodelJofJwaterJsolubilityJbasedJonJlocalJandJglobalJSMwzsSJattributesXJChemosphereVJ
2013VJgZVJfeeWfZ 8.4 30

393 qombiningJunsupervisedJandJsupervisedJartificialJneuralJnetworksJtoJpredictaquaticJtoxicityXJ
JournalVofVChemicalVInformationVandVComputerVSciencesVJ2004VJbbVJ[fgeWgZ] 30

392 tactorsJinfluencingJpredictiveJmodelsJforJtoxicologyXJSARVandVQSARVinVEnvironmentalVResearchVJ
2001VJ[]VJcgaWdZa 3.5 30

391 coralJSoftwarehJ–So JforJonticancerJogentsXJChemicalVBiologyVandVDrugVDesignVJ2011VJeeVJbe[Wd 2.9 29

390 wnJsilicoWaidedJpredictionJofJbiologicalJpropertiesJofJchemicalshJoestrogenJreceptorWmediatedJ
effectsXJChemicalVSocietyVReviewsVJ2008VJaeVJbb[WcZ 58.5 29

389
rirectionsJinJ–So JmodelingJforJregulatoryJusesJinJ“sqrJmemberJcountriesVJsïJandJinJ ussiaXJ
JournalVofVEnvironmentalVScienceVandVHealthiVPartVCxVEnvironmentalVCarcinogenesisVandVEcotoxicologyV
ReviewsVJ2008VJ]dVJ]Z[Wad

4.5 29

388 qomparativeJquantitativeJstructureWactivityWactivityJrelationshipsJforJtoxicityJtoJTetrahymenaJ
pyriformisJandJ”imephalesJpromelasXJATLAVAlternativesVToVLaboratoryVAnimalsVJ2007VJacVJ[cW]b 2.1 29

387 –S” JmodelingJforJenthalpiesJofJformationJofJorganometallicJcompoundsJbyJmeansJofJ
SMwzsSWbasedJoptimalJdescriptorsXJChemicalVPhysicsVLettersVJ2008VJbd[VJabaWabe 2.5 29

(2008-2013)
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386
wnvolvementJofJaJserineJproteaseJinJtheJsynthesisJofJplateletWactivatingJfactorJbyJendothelialJcellsJ
stimulatedJbyJtumorJnecrosisJfactorWalphaJorJinterleukinW[JalphaXJEuropeanVJournalVofVImmunologyVJ
1994VJ]bVJa[a[Wg

6.1 29

385 ScreeningJofJ][JpesticidesJinJwaterJbyJsingleJextractionJwithJq[fJsilicaJbondedJphaseJcolumnsJandJ
v uqWMSXJChemosphereVJ1988VJ[eVJcgWdc 8.4 29

384 qhemometricJmodelingJofJraphniaJmagnaJtoxicityJofJagrochemicalsXJChemosphereVJ2019VJ]]bVJbeZWbeg 8.4 28

383 odditiveJwnqhwWbasedJoptimalJdescriptorshJ–S” JmodelingJofJfullereneJqJdZJsolubilityJinJorganicJ
solventsXJJournalVofVMathematicalVChemistryVJ2009VJbdVJ[]a]W[]c[ 2.1 28

382 oJnewJinJsilicoJclassificationJmodelJforJreadyJbiodegradabilityVJbasedJonJmolecularJfragmentsXJ
ChemosphereVJ2014VJ[ZfVJ[ZWd 8.4 27

381 q“ ozhJ–S” JmodelsJforJsolubilityJofJ[qdZ]JandJ[qeZ]JfullereneJderivativesXJMolecularVDiversityVJ
2011VJ[cVJ]bgWcd 3.1 27

380 oJnewJbioconcentrationJfactorJmodelJbasedJonJSMwzsSJandJindicesJofJpresenceJofJatomsXJEuropeanV
JournalVofVMedicinalVChemistryVJ2010VJbcVJbaggWbZ] 6.8 27

379 TheJproposalJofJarchitectureJforJchemicalJsplittingJtoJoptimizeJ–So JmodelsJforJaquaticJtoxicityXJ
ChemosphereVJ2008VJe]VJee]WfZ 8.4 27

378 qlassificationJofJpotentialJendocrineJdisruptersJonJtheJbasisJofJmolecularJstructureJusingJaJ
nonlinearJmodelingJmethodXJJournalVofVChemicalVInformationVandVComputerVSciencesVJ2004VJbbVJaZZWg 27

377 oJ”“zo wZoTw“NJtzï“ sSqsNqsJwMMïN“oSSoYJt“ JTvsJvs pwqwrsJ” “”oNwzXJAnalyticalV
LettersVJ2001VJabVJ]]fcW]aZ[ 2.2 27

376 wnternationalizationJofJreadWacrossJasJaJvalidatedJnewJapproachJmethodJRNoMSJforJregulatoryJ
toxicologyXJALTEXxVAlternativesVToVAnimalVExperimentationVJ2020VJaeVJcegWdZd 4.3 27

375 TheJapplicationJofJnewJvo rWdescriptorJavailableJfromJtheJq“ ozJsoftwareJtoJbuildingJupJN“oszJ
modelsXJFoodVandVChemicalVToxicologyVJ2018VJ[[]VJcbbWccZ 4.7 26

374 wdentificationJofJstructuralJalertsJforJliverJandJkidneyJtoxicityJusingJrepeatedJdoseJtoxicityJdataXJ
ChemistryVCentralVJournalVJ2015VJgVJd] 26

373 –So JmodelingJofJendpointsJforJpeptidesJwhichJisJbasedJonJrepresentationJofJtheJmolecularJ
structureJbyJaJsequenceJofJaminoJacidsXJStructuralVChemistryVJ2012VJ]aVJ[fg[W[gZb 1.8 26

372 MetabolitesJofJolachlorJinJ₂aterhJJwdentificationJbyJMassJSpectrometryJandJqhemicalJSynthesisXJ
EnvironmentalVScienceVcampyVTechnologyVJ1997VJa[VJadaeWadbd 10.3 26

371 –So JmodelsJofJquailJdietaryJtoxicityJbasedJonJtheJgraphJofJatomicJorbitalsXJBioorganicVandV
MedicinalVChemistryVLettersVJ2006VJ[dVJ[gb[Wa 2.9 26

370 –So JmodellingJofJaldehydeJtoxicityJbyJmeansJofJoptimisationJofJcorrelationJweightsJofJnearestJ
neighbouringJcodesXJComputationalVandVTheoreticalVChemistryVJ2004VJdedVJ[dcW[dg 26

369 smergingJorganicJcontaminantsJinJleachatesJfromJindustrialJwasteJlandfillsJandJindustrialJeffluentXJ
TrACVkVTrendsVinVAnalyticalVChemistryVJ2003VJ]]VJeceWedc 14.6 26
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368 V“qJexposuresJinJqaliforniaJearlyJchildhoodJeducationJenvironmentsXJIndoorVAirVJ2017VJ]eVJdZgWd][ 5.4 25

367 ”redictingJpersistenceJinJtheJsedimentJcompartmentJwithJaJnewJautomaticJsoftwareJbasedJonJtheJ
kWNearestJNeighborJRkWNNSJalgorithmXJChemosphereVJ2016VJ[bbVJ[d]bWaZ 8.4 25

366 –S” JmodelingJbioconcentrationJfactorJRpqtSJbyJbalanceJofJcorrelationsXJEuropeanVJournalVofV
MedicinalVChemistryVJ2009VJbbVJ]cbbWc[ 6.8 25

365 wnqhwWbasedJoptimalJdescriptorshJ–So JanalysisJofJfullerene[qdZ]WbasedJvwVW[J” JinhibitorsJbyJ
correlationJbalanceXJEuropeanVJournalVofVMedicinalVChemistryVJ2010VJbcVJ[afeWgb 6.8 25

364 ”redictingJtoxicityJthroughJcomputershJaJchangingJworldXJChemistryVCentralVJournalVJ2007VJ[VJa] 25

363 VirtualJscreeningJforJarylJhydrocarbonJreceptorJbindingJpredictionXJJournalVofVMedicinalVChemistryVJ
2006VJbgVJceZ]Wg 8.3 25

362 oJ–So JStudyJofJovianJ“ralJToxicityJusingJSupportJVectorJMachinesJandJueneticJolgorithmsXJQSARV
andVCombinatorialVScienceVJ2006VJ]cVJd[dWd]f 25

361
sVozïoTw“NJ“tJS“zwrJ”voSsJMwq “sαT oqTw“Nâ��uoSJqv “MoT“u o”vYJwNJTvsJoNozYSwSJ
“tJS“MsJ”sSTwqwrsSJ₂wTvJrwtts sNTJMoSSJS”sqT “MsT wqJTsqvNw–ïsShJo””zwqoTw“NJT“J
sNVw “NMsNTozJ₂oTs SJoNrJt““rJSoM”zsSXJAnalyticalVLettersVJ2002VJacVJa]eWaaf

2.2 25

360 –So JmodelsJforJoqsWinhibitorJactivityJofJtriWpeptidesJbasedJonJrepresentationJofJtheJmolecularJ
structureJbyJgraphJofJatomicJorbitalsJandJSMwzsSXJStructuralVChemistryVJ2012VJ]aVJ[feaW[fef 1.8 24

359 onalysisJofJtheJcoWevolutionsJofJcorrelationsJasJaJtoolJforJ–So WmodelingJofJcarcinogenicityhJanJ
unexpectedJgoodJpredictionJbasedJonJaJmodelJthatJseemsJuntrustworthyXJOpenVChemistryVJ2011VJgVJ[dcW[eb1.6 24

358
occeleratedJsolventJextractionJthenJliquidJchromatographyJcoupledJwithJmassJspectrometryJforJ
determinationJofJbWtWoctylphenolVJbWnonylphenolsVJandJbisphenolJoJinJfishJliverXJChromatographiaVJ
2002VJcdVJbdaWbde

2.1 24

357
MolecularJspeciesJanalysisJofJphospholipidsJbyJnegativeJionJfastJatomJbombardmentJmassJ
spectrometryhJapplicationJofJsurfaceJprecipitationJtechniqueXJBiomedicalVcVEnvironmentalVMassV
SpectrometryVJ1989VJ[fVJ[Zc[Wd

24

356 ”hysicochemicalJandJanalyticalJcharacteristicsJofJamiodaroneXJJournalVofVPharmaceuticalVSciencesVJ
1984VJeaVJf]gWa[ 3.9 24

355 qhemicalJcharacterizationJandJecotoxicityJofJthreeJsoilJfoamingJagentsJusedJinJmechanizedJ
tunnelingXJJournalVofVHazardousVMaterialsVJ2015VJ]gdVJ][ZW]]Z 12.8 23

354 oJknowledgeWbasedJexpertJruleJsystemJforJpredictingJmutagenicityJRomesJtestSJofJaromaticJaminesJ
andJazoJcompoundsXJToxicologyVJ2016VJaeZVJ]ZWaZ 4.4 23

353 ”olychlorinatedJdibenzoWpWdioxinsJandJdibenzofuransJinJ iverJ”oJsedimentsXJChemosphereVJ2002VJ
bgVJebgWcb 8.4 23

352 tractionationJandJtoxicityJevaluationJofJwasteJwatersXJJournalVofVChromatographyVAVJ2000VJffgVJ[bgWcb 4.5 23

351 wdentificationJofJanJacidicJmetaboliteJofJNWnitrosodiethanolamineJisolatedJfromJratJurineXJ
BiomedicalVMassVSpectrometryVJ1983VJ[ZVJaabWe 23

(1983-2017)
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350
”olychlorinatedJdibenzoWpWdioxinsJR”qrrSJandJpolychlorinatedJdibenzofuransJR”qrtSJinJemissionsJ
fromJanJurbanJincineratorXJ]XJqorrelationJbetweenJconcentrationJofJmicropollutantsJandJ
combustionJconditionsXJChemosphereVJ1983VJ[]VJ[[c[W[[ce

8.4 23

349 wntegratingJinJsilicoJmodelsJtoJenhanceJpredictivityJforJdevelopmentalJtoxicityXJToxicologyVJ2016VJ
aeZVJ[]eW[ae 4.4 23

348 scotoxicologicalJ–So JmodelingJofJorganicJcompoundsJagainstJfishhJopplicationJofJfragmentJbasedJ
descriptorsJinJfeatureJanalysisXJAquaticVToxicologyVJ2019VJ][]VJ[d]W[eb 5.1 22

347 wntegratedJinJsilicoJstrategyJforJ”pTJassessmentJandJprioritizationJunderJ soqvXJEnvironmentalV
ResearchVJ2016VJ[c[VJbefWbg] 7.9 22

346
“ptimalJdescriptorJasJaJtranslatorJofJeclecticJinformationJintoJtheJpredictionJofJmembraneJdamagehJ
theJcaseJofJaJgroupJofJZn“JandJTi“]JnanoparticlesXJEcotoxicologyVandVEnvironmentalVSafetyVJ2014VJ
[ZfVJ]ZaWg

7 22

345 oJquasiW–S” JmodellingJforJtheJphotocatalyticJdecolourizationJrateJconstantsJandJcellularJviabilityJ
RqVOSJofJnanoparticlesJbyJq“ ozXJSARVandVQSARVinVEnvironmentalVResearchVJ2015VJ]dVJ]gWbZ 3.5 22

344 qoncentrationsJofJ”qrrY”qrtJinJsoilJcloseJtoJaJsecondaryJaluminumJsmelterXJChemosphereVJ2011VJ
fcVJ[e[gW]b 8.4 22

343
qomparisonJandJpossibleJuseJofJinJsilicoJtoolsJforJcarcinogenicityJwithinJ soqvJlegislationXJJournalV
ofVEnvironmentalVScienceVandVHealthiVPartVCxVEnvironmentalVCarcinogenesisVandVEcotoxicologyVReviews
VJ2011VJ]gVJaZZW]a

4.5 22

342 qorrelationJweightingJofJvalenceJshellsJinJ–So JanalysisJofJtoxicityXJBioorganicVandVMedicinalV
ChemistryVJ2006VJ[bVJag]aWf 3.4 22

341 oJuqWMSJmethodJforJtheJanalysisJofJfecalJandJplantJsterolsJinJsedimentJsamplesXJChemosphereVJ1994
VJ]gVJ[agaW[bZc 8.4 22

340 ureenJqhemistryJinJtheJSynthesisJofJ”harmaceuticalsXXJChemicalVReviewsVJ2021VJ 68.1 22

339 oJNewJStructureWoctivityJ elationshipJRSo SJModelJforJ”redictingJrrugWwnducedJziverJwnjuryVJpasedJ
onJStatisticalJandJsxpertWpasedJStructuralJolertsXJFrontiersVinVPharmacologyVJ2016VJeVJbb] 5.6 22

338 rockingWbasedJclassificationJmodelsJforJexploratoryJtoxicologyJstudiesJonJhighWqualityJestrogenicJ
experimentalJdataXJFutureVMedicinalVChemistryVJ2015VJeVJ[g][Wad 4.1 21

337 ”erspectivesJfromJtheJNanoSafetyJModellingJqlusterJonJtheJvalidationJcriteriaJforJR–SSo JmodelsJ
usedJinJnanotechnologyXJFoodVandVChemicalVToxicologyVJ2018VJ[[]VJbefWbgb 4.7 21

336 qhemicalWbasedJriskJassessmentJandJinJvitroJmodelsJofJhumanJhealthJeffectsJinducedJbyJorganicJ
pollutantsJinJsoilsJfromJtheJ“lonaJValleyXJScienceVofVtheVTotalVEnvironmentVJ2013VJbdaWbdbVJegZWfZ[ 10.2 21

335 q“ ozhJModelsJofJtoxicityJofJbinaryJmixturesXJChemometricsVandVIntelligentVLaboratoryVSystemsVJ
2012VJ[[gVJagWba 3.8 21

334
SMwzsSWbasedJ–So JapproachesJforJcarcinogenicityJandJanticancerJactivityhJcomparisonJofJ
correlationJweightsJforJidenticalJSMwzsSJattributesXJAntikCancerVAgentsVinVMedicinalVChemistryVJ2011VJ
[[VJgebWf]

2.2 21

333 “ptimisationJofJcorrelationJweightsJofJSMwzsSJinvariantsJforJmodellingJoralJquailJtoxicityXJEuropeanV
JournalVofVMedicinalVChemistryVJ2007VJb]VJdZdW[a 6.8 21

Emilio Benfenati

10



332 TuningJneuralJandJfuzzyWneuralJnetworksJforJtoxicityJmodelingXJJournalVofVChemicalVInformationVandV
ComputerVSciencesVJ2003VJbaVJc[aWf 21

331 qoncentrationsJofJ”qrrJandJ”qrtJinJdifferentJpointsJofJaJmodernJrefuseJincineratorXJChemosphereVJ
1990VJ][VJcZeWc[e 8.4 21

330 ”redictingJacuteJcontactJtoxicityJofJorganicJbinaryJmixturesJinJhoneyJbeesJRoXJmelliferaSJthroughJ
innovativeJ–So JmodelsXJScienceVofVtheVTotalVEnvironmentVJ2020VJeZbVJ[acaZ] 10.2 21

329
q“ ozhJ”redictionsJofJrateJconstantsJofJhydroxylJradicalJreactionJusingJrepresentationJofJtheJ
molecularJstructureJobtainedJbyJcombinationJofJSMwzsSJandJuraphJapproachesXJChemometricsVandV
IntelligentVLaboratoryVSystemsVJ2012VJ[[]VJdcWeZ

3.8 20

328 qomparingJinJvivoVJinJvitroJandJinJsilicoJmethodsJandJintegratedJstrategiesJforJchemicalJassessmenthJ
problemsJandJprospectsXJATLAVAlternativesVToVLaboratoryVAnimalsVJ2010VJafVJ[caWdd 2.1 20

327 TheJqosSo JprojectJforJinJsilicoJmodelsJforJtheJ soqvJlegislationXJChemistryVCentralVJournalVJ2010VJ
bJSupplJ[VJw[ 20

326 TopWpriorityJfragmentJ–So JapproachJinJpredictingJpesticideJaquaticJtoxicityXJChemicalVResearchVinV
ToxicologyVJ2006VJ[gVJ[caaWg 4 20

325 onalysisJofJchlorinatedJ[VaWbutadienesJbyJsolidWphaseJmicroextractionJandJgasJ
chromatographyWmassJspectrometryXJJournalVofVChromatographyVAVJ1996VJeaeVJfcWg[ 4.5 20

324 ïsingJtoxicologicalJevidenceJfromJ–So JmodelsJinJpracticeXJALTEXxVAlternativesVToVAnimalV
ExperimentationVJ2013VJaZVJ[gWbZ 4.3 20

323 NewJ–uantitativeJStructureWoctivityJ elationshipJModelsJwmproveJ”redictabilityJofJomesJ
MutagenicityJforJoromaticJozoJqompoundsXJToxicologicalVSciencesVJ2016VJ[caVJa[dW]d 4.4 19

322 TheJdefinitionJofJtheJmolecularJstructureJforJpotentialJantiWmalariaJagentsJbyJtheJMonteJqarloJ
methodXJStructuralVChemistryVJ2013VJ]bVJ[adgW[af[ 1.8 19

321 wntegrationJofJ–So JmodelsJforJbioconcentrationJsuitableJforJ soqvXJScienceVofVtheVTotalV
EnvironmentVJ2013VJbcdWbceVJa]cWa] 10.2 19

320 onalysisJofJorganicJmicropollutantsJinJsedimentJsamplesJofJtheJVeniceJzagoonVJwtalyXJWateriVAiriVandV
SoilVPollutionVJ1997VJggVJ]aeW]bb 2.6 19

319  egulatoryJperspectivesJinJtheJuseJandJvalidationJofJ–So XJoJcaseJstudyhJrsMsT oJmodelJforJ
raphniaJtoxicityXJEnvironmentalVScienceVcampyVTechnologyVJ2008VJb]VJbg[Wd 10.3 19

318
oJprotocolJtoJselectJhighJqualityJdatasetsJofJecotoxicityJvaluesJforJpesticidesXJJournalVofV
EnvironmentalVScienceVandVHealthVkVPartVBVPesticidesiVFoodVContaminantsiVandVAgriculturalVWastesVJ
2004VJagVJdb[Wc]

2.2 19

317 rictyosteliumJcellsJproduceJplateletWactivatingJfactorJinJresponseJtoJcoM”XJFEBSVJournalVJ1991VJ[gdVJdZgW[c 19

316 onalysisJofJatrazineJinJundergroundJwatersJatJpartJperJtrillionJlevelsJasJanJearlyJwarningJmethodJforJ
contaminationJandJforJsoilJdistributionJstudiesXJChemosphereVJ1987VJ[dVJ[b]cW[baZ 8.4 19

315
wnJSilicoJModelsJforJ epeatedWroseJToxicityJR rTShJ”redictionJofJtheJNoJ“bservedJodverseJsffectJ
zevelJRN“oszSJandJzowestJ“bservedJodverseJsffectJzevelJRz“oszSJforJrrugsXJMethodsVinVMolecularV
BiologyVJ2016VJ[b]cVJ[daWed

1.4 19

(2016-2003)
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314 stSoQsJ“pentoodToxhJonJopenJsourceJtoxicologicalJdatabaseJonJchemicalsJinJfoodJandJfeedJandJitsJ
futureJdevelopmentsXJEnvironmentVInternationalVJ2021VJ[bdVJ[Zd]ga 12.9 19

313 –So JmodelsJforJbiocideshJTheJexampleJofJtheJpredictionJofJacuteJtoxicityXJSARVandVQSARVinV
EnvironmentalVResearchVJ2020VJa[VJ]]eW]ba 3.5 18

312 –So JmodellingJofJcarcinogenicityJbyJbalanceJofJcorrelationsXJMolecularVDiversityVJ2009VJ[aVJadeWea 3.1 18

311 onJautomatedJgroupJcontributionJmethodJinJpredictingJaquaticJtoxicityhJtheJdiatomicJfragmentJ
approachXJChemicalVResearchVinVToxicologyVJ2005VJ[fVJebZWd 4 18

310
wdentificationJofJtheJstructuralJrequirementsJofJtheJreceptorWbindingJaffinityJofJdiphenolicJazolesJtoJ
estrogenJreceptorsJalphaJandJbetaJbyJthreeWdimensionalJquantitativeJstructureWactivityJrelationshipJ
andJstructureWactivityJrelationshipJanalysisXJJournalVofVMedicinalVChemistryVJ2005VJbfVJed]fWad

8.3 18

309 wdentificationJofJorganicJcontaminantsJinJleachatesJfromJindustrialJwasteJlandfillsXJTrACVkVTrendsVinV
AnalyticalVChemistryVJ1996VJ[cVJaZcWa[Z 14.6 18

308 SynthesisJandJdestructionJofJ”qrrJandJ”qrtJinsideJaJmunicipalJsolidJwasteJincineratorXJ
ChemosphereVJ1991VJ]aVJe[cWe]] 8.4 18

307 MigrationJofJvinylJchlorideJintoJ”VqWbottledJdrinkingWwaterJassessedJbyJgasJchromatographyWmassJ
spectrometryXJFoodVandVChemicalVToxicologyVJ1991VJ]gVJ[a[Wb 4.7 18

306 –uasiWSMwzsSJasJaJtoolJtoJutilizeJeclecticJdataJforJpredictingJtheJbehaviorJofJnanomaterialsXJ
NanoImpactVJ2016VJ[VJdZWdb 5.6 18

305 qouldJdeepJlearningJinJneuralJnetworksJimproveJtheJ–So JmodelsmXJSARVandVQSARVinVEnvironmentalV
ResearchVJ2019VJaZVJd[eWdb] 3.5 17

304 svaluationJofJ–So JmodelsJforJpredictingJtheJpartitionJcoefficientJRlogJ”SJofJchemicalsJunderJtheJ
 soqvJregulationXJEnvironmentalVResearchVJ2015VJ[baVJ]dWa] 7.9 17

303 uenotoxicityJinducedJbyJmetalJoxideJnanoparticleshJaJweightJofJevidenceJstudyJandJeffectJofJ
particleJsurfaceJandJelectronicJpropertiesXJNanotoxicologyVJ2018VJ[]VJ[[[aW[[]g 5.3 17

302 –So JmodelJforJcytotoxicityJofJSi“]JnanoparticlesJonJhumanJlungJfibroblastsXJJournalVofV
NanoparticleVResearchVJ2014VJ[dVJ[ 2.3 17

301 wmmunofluorescenceJdetectionJandJlocalizationJofJp[a]”JandJTqrrJinJearthwormJtissuesXJ
ChemosphereVJ2014VJ[ZeVJ]f]W]fg 8.4 17

300 q“ ozhJ–So JmodelsJforJacuteJtoxicityJinJfatheadJminnowJR”imephalesJpromelasSXJJournalVofV
ComputationalVChemistryVJ2012VJaaVJ[][fW]a 3.5 17

299 q“ ozhJMonteJqarloJMethodJasJaJToolJforJtheJ”redictionJofJtheJpioconcentrationJtactorJofJ
wndustrialJ”ollutantsXJMolecularVInformaticsVJ2013VJa]VJ[bcWcb 3.8 17

298
SimplifiedJmolecularJinputJlineJentryJsystemWbasedJoptimalJdescriptorshJquantitativeJ
structureWactivityJrelationshipJmodelingJmutagenicityJofJnitratedJpolycyclicJaromaticJhydrocarbonsXJ
ChemicalVBiologyVandVDrugVDesignVJ2009VJeaVJc[cW]c

2.9 17

297 sndocrineJmodulationVJinhibitionJofJovarianJdevelopmentJandJhepaticJalterationsJinJrainbowJtroutJ
exposedJtoJpollutedJriverJwaterXJEnvironmentalVPollutionVJ2010VJ[cfVJadecWfa 9.3 17
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296 refinitionJandJdetectionJofJoutliersJinJchemicalJspaceXJJournalVofVChemicalVInformationVandVModeling
VJ2008VJbfVJ[cg]WdZ[ 6.1 17

295
–So JmodellingJofJaldehydeJtoxicityJagainstJaJprotozoanVJTetrahymenaJpyriformisJbyJoptimizationJ
ofJcorrelationJweightsJofJnearestJneighboringJcodesXJComputationalVandVTheoreticalVChemistryVJ
2004VJdegVJ]]cW]]f

17

294 ”redictingJToxicityJagainstJtheJfatheadJMinnowJbyJodaptiveJtuzzyJ”artitionXJQSARVandV
CombinatorialVScienceVJ2003VJ]]VJ][ZW][g 17

293 olachlorJandJitsJmetabolitesJinJsurfaceJwaterXJChemosphereVJ1996VJa]VJ]]gW]ae 8.4 17

292 ïrinaryJexcretionJofJplateletJactivatingJfactorJinJpatientsJwithJimmuneWmediatedJ
glomerulonephritisXJKidneyVInternationalVJ1993VJbaVJb]dWg 9.9 17

291  esultsJofJaJroundWrobinJexerciseJonJreadWacrossXJSARVandVQSARVinVEnvironmentalVResearchVJ2016VJ
]eVJae[Wfb 3.5 17

290 revelopmentVJvalidationJandJintegrationJofJinJsilicoJmodelsJtoJidentifyJandrogenJactiveJchemicalsXJ
ChemosphereVJ2019VJ]]ZVJ]ZbW][c 8.4 17

289 TowardsJaJsystematicJuseJofJeffectJbiomarkersJinJpopulationJandJoccupationalJbiomonitoringXJ
EnvironmentVInternationalVJ2021VJ[bdVJ[Zd]ce 12.9 17

288 wdealizationJofJcorrelationsJbetweenJoptimalJsimplifiedJmolecularJinputWlineJentryJsystemWbasedJ
descriptorsJandJskinJsensitizationXJSARVandVQSARVinVEnvironmentalVResearchVJ2019VJaZVJbbeWbcc 3.5 16

287 TheJusingJofJtheJwndexJofJwdealityJofJqorrelationJRwwqSJtoJimproveJpredictiveJpotentialJofJmodelsJofJ
waterJsolubilityJforJpesticidesXJEnvironmentalVScienceVandVPollutionVResearchVJ2020VJ]eVJ[aaagW[aabe 5.1 16

286
NewJcluesJonJcarcinogenicityWrelatedJsubstructuresJderivedJfromJminingJtwoJlargeJdatasetsJofJ
chemicalJcompoundsXJJournalVofVEnvironmentalVScienceVandVHealthiVPartVCxVEnvironmentalV
CarcinogenesisVandVEcotoxicologyVReviewsVJ2016VJabVJgeW[[a

4.5 16

285 –So JmodelsJforJtoxicityJofJorganicJsubstancesJtoJraphniaJmagnaJbuiltJupJbyJusingJtheJq“ ozJ
freewareXJChemicalVBiologyVandVDrugVDesignVJ2012VJegVJaa]Wf 2.9 16

284 ToxicologicalJevaluationJofJurbanJwasteJincineratorJemissionsXJChemosphereVJ1983VJ[]VJccgWcdb 8.4 16

283 oJcomparisonJofJthreeJmethodsJofJsoftJionizationJmassJspectrometryJofJcrudeJphospholipidJ
extractsXJBiologicalVMassVSpectrometryVJ1985VJ[]VJdbaWc[ 16

282 MetabolicJstudiesJofJaJpodophyllotoxinJderivativeJRV”[dSJinJtheJisolatedJperfusedJliverXJXenobioticaVJ
1985VJ[cVJabaWcZ 2 16

281 sxploringJ–So JmodelingJofJtoxicityJofJchemicalsJonJearthwormXJEcotoxicologyVandVEnvironmentalV
SafetyVJ2020VJ[gZVJ[[ZZde 7 16

280 StructuresJofJsndocrineWrisruptingJqhemicalsJretermineJpindingJtoJandJoctivationJofJtheJsstrogenJ
 eceptorJ˛–JandJondrogenJ eceptorXJEnvironmentalVScienceVcampyVTechnologyVJ2020VJcbVJ[[b]bW[[baa 10.3 16

279 ”hytotoxicityJofJwearJdebrisJfromJtraditionalJandJinnovativeJbrakeJpadsXJEnvironmentVInternationalVJ
2019VJ[]aVJ[cdW[da 12.9 16

(2019-2008)

13



278 q“ ozhJmodelJforJnoJobservedJadverseJeffectJlevelJRN“oszSXJMolecularVDiversityVJ2015VJ[gVJcdaWec 3.1 15

277 qomparisonJbetweenJbioconcentrationJfactorJRpqtSJdataJprovidedJbyJindustryJtoJtheJsuropeanJ
qhemicalsJogencyJRsqvoSJandJdataJderivedJfromJ–So JmodelsXJEnvironmentalVResearchVJ2015VJ[b]VJc]gWab7.9 15

276 wntegratingJ–So JandJreadWacrossJforJenvironmentalJassessmentXJSARVandVQSARVinVEnvironmentalV
ResearchVJ2015VJ]dVJdZcW[f 3.5 15

275 q“ ozhJpredictionJofJbindingJaffinityJandJefficacyJofJthyroidJhormoneJreceptorJligandsXJEuropeanV
JournalVofVMedicinalVChemistryVJ2015VJ[Z[VJbc]Wd[ 6.8 15

274 oJnewJintegratedJinJsilicoJstrategyJforJtheJassessmentJandJprioritizationJofJpersistenceJofJchemicalsJ
underJ soqvXJEnvironmentVInternationalVJ2016VJffVJ]cZW]dZ 12.9 15

273 q“ ozhJpuildingJupJ–So JmodelsJforJtheJchromosomeJaberrationJtestXJSaudiVJournalVofVBiologicalV
SciencesVJ2019VJ]dVJ[[Z[W[[Zd 4 15

272 ossessmentJofJinJsilicoJmodelsJforJacuteJaquaticJtoxicityJtowardsJfishJunderJ soqvJregulationXJSARV
andVQSARVinVEnvironmentalVResearchVJ2015VJ]dVJgeeWggg 3.5 15

271 –So WmodelingJofJtoxicityJofJorganometallicJcompoundsJbyJmeansJofJtheJbalanceJofJcorrelationsJ
forJwnqhwWbasedJoptimalJdescriptorsXJMolecularVDiversityVJ2010VJ[bVJ[faWg] 3.1 15

270 –So JmodelsJforJraphniaJmagnaJtoxicityJpredictionJofJbenzoxazinoneJallelochemicalsJandJtheirJ
transformationJproductsXJJournalVofVAgriculturalVandVFoodVChemistryVJ2006VJcbVJ[[[[Wc 5.7 15

269 ”redictiveJmodelsJforJaquaticJtoxicityJofJaldehydesJdesignedJforJvariousJmodelJchemistriesXJJournalV
ofVChemicalVInformationVandVComputerVSciencesVJ2004VJbbVJgedWfb 15

268 ”olychlorinatedJdibenzoWpWdioxinsJandJdibenzofuransJinJtheJairJofJSevesoVJwtalyVJ]dJyearsJafterJtheJ
explosionXJEnvironmentalVScienceVcampyVTechnologyVJ2003VJaeVJ[cZaWf 10.3 15

267 R–SSo JtoolsJforJpriorityJsettinghJoJcaseJstudyJwithJprintedJpaperJandJboardJfoodJcontactJmaterialJ
substancesXJFoodVandVChemicalVToxicologyVJ2017VJ[Z]VJ[ZgW[[g 4.7 14

266 SoilJqualityJinJtheJzomellinaJareaJusingJinJvitroJmodelsJandJecotoxicologicalJassaysXJEnvironmentalV
ResearchVJ2014VJ[aaVJ]]ZWa[ 7.9 14

265
svaluatingJtheJapplicabilityJdomainJinJtheJcaseJofJclassificationJpredictiveJmodelsJforJ
carcinogenicityJbasedJonJtheJcounterJpropagationJartificialJneuralJnetworkXJJournalVofV
ComputerkAidedVMolecularVDesignVJ2011VJ]cVJ[[beWcf

4.2 14

264 ossessingJtheJenvironmentalJrisksJassociatedJwithJcontaminatedJsiteshJrefinitionJofJanJ
scotoxicologicalJqlassificationJindexJforJlandfillJareasJRsq wSSXJChemosphereVJ2010VJfZVJdZWd 8.4 14

263
arW–So JandJmolecularJmechanicsJstudyJforJtheJdifferencesJinJtheJazoleJactivityJagainstJyeastlikeJ
andJfilamentousJfungiJandJtheirJrelationJtoJ”bcZrMJinhibitionXJ[XJ
aWsubstitutedWbRavSWquinazolinonesXJJournalVofVChemicalVInformationVandVModelingVJ2005VJbcVJdabWbb

6.1 14

262  eactionJofJ]WaminoW]WdeoxyWrWglucoseJandJlysinehJisolationJandJcharacterizationJofJ
]VcWbisRtetrahydroxybutylSpyrazineXJCarbohydrateVResearchVJ1988VJ[fbVJdeWec 2.9 14

261
wdentificationJandJquantitationJofJ[WarylpiperazinesVJmetabolitesJresultingJfromJsideWchainJcleavageJ
ofJRbWsubstitutedJarylW[WpiperazinylSalkylJheterocyclicJderivativesJinJratJplasmaJandJbrainXJJournalVofV
ChromatographyVAVJ1984VJ]faVJ][[W][

4.5 14
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260 tirstJreportJonJaJclassificationWbasedJ–So JmodelJforJchemicalJtoxicityJtoJearthwormXJJournalVofV
HazardousVMaterialsVJ2020VJafdVJ[][ddZ 12.8 14

259 qoTMoShJqollaborativeJocuteJToxicityJModelingJSuiteXJEnvironmentalVHealthVPerspectivesVJ2021VJ
[]gVJbeZ[a 8.4 14

258 –So JmodellingJtoxicityJtowardJratsJofJinorganicJsubstancesJbyJmeansJofJq“ ozXJOpenVChemistryVJ
2011VJgVJecWfc 1.6 13

257 –So JmodelJforJtheJpredictionJofJbioWconcentrationJfactorJusingJaqueousJsolubilityJandJdescriptorsJ
consideringJvariousJelectronicJeffectsXJSARVandVQSARVinVEnvironmentalVResearchVJ2010VJ][VJe[[W]g 3.5 13

256 –S” JmodelingJofJoctanolJwaterJpartitionJcoefficientJofJplatinumJcomplexesJbyJwnqhwWbasedJ
optimalJdescriptorsXJJournalVofVMathematicalVChemistryVJ2009VJbdVJ[ZdZW[Zea 2.1 13

255 –S” JmodelingJofJoctanolYwaterJpartitionJcoefficientJofJantineoplasticJagentsJbyJbalanceJofJ
correlationsXJEuropeanVJournalVofVMedicinalVChemistryVJ2010VJbcVJ[dagWbe 6.8 13

254 –So JmodellingJofJtheJtoxicityJtoJTetrahymenaJpyriformisJbyJbalanceJofJcorrelationsXJMolecularV
DiversityVJ2010VJ[bVJf][We 3.1 13

253
StructuralJfeaturesJofJdiverseJligandsJinfluencingJbindingJaffinitiesJtoJestrogenJalphaJandJestrogenJ
betaJreceptorsXJ”artJwwXJMolecularJdescriptorsJcalculatedJfromJconformationJofJtheJligandsJinJtheJ
complexJresultingJfromJpreviousJdockingJstudyXJMolecularVDiversityVJ2007VJ[[VJ[e[Wf[

3.1 13

252
oJcombinationJofJarW–So VJdockingVJlocalWbindingJenergyJRzpsSJandJu wrJstudyJofJtheJspeciesJ
differencesJinJtheJcarcinogenicityJofJbenzeneJderivativesJchemicalsXJJournalVofVMolecularVGraphicsV
andVModellingVJ2008VJ]eVJ[beWdZ

2.8 13

251 scotoxicityJpredictionJbyJadaptiveJfuzzyJpartitioninghJcomparingJdescriptorsJcomputedJonJ]rJandJ
arJstructuresXJSARVandVQSARVinVEnvironmentalVResearchVJ2006VJ[eVJ]]cWc[ 3.5 13

250 wncreasedJurinaryJexcretionJofJplateletJactivatingJfactorJinJmiceJwithJlupusJnephritisXJLifeVSciencesVJ
1991VJbfVJ[b]gWae 6.8 13

249 uridJqomputingJforJtheJsstimationJofJToxicityhJocuteJToxicityJonJtatheadJMinnowJR”imephalesJ
promelasSJ2007VJdZWeb 13

248 TheJindexJofJidealityJofJcorrelationhJmodelsJforJflammabilityJofJbinaryJliquidJmixturesXJChemicalV
PapersVJ2020VJebVJdZ[WdZg 1.9 13

247 ”hysiologicallyJbasedJpharmacokineticJmodelingJofJperfluoroalkylJsubstancesJinJtheJhumanJbodyXJ
ToxicologicalVandVEnvironmentalVChemistryVJ2015VJgeVJf[bWf]e 1.4 12

246
wntegratingJ–So JmodelsJpredictingJacuteJcontactJtoxicityJandJmodeJofJactionJprofilingJinJhoneyJ
beesJRoXJmelliferaShJrataJcurationJusingJopenJsourceJdatabasesVJperformanceJtestingJandJvalidationXJ
ScienceVofVtheVTotalVEnvironmentVJ2020VJeacVJ[ag]ba

10.2 12

245 vomologyJModelingJofJtheJvumanJ”WglycoproteinJRopqp[SJandJwnsightsJintoJzigandJpindingJ
throughJMolecularJrockingJStudiesXJInternationalVJournalVofVMolecularVSciencesVJ2020VJ][VJ 6.3 12

244 oJlargeJcomparisonJofJintegratedJSo Y–So JmodelsJofJtheJomesJtestJforJmutagenicityXJSARVandV
QSARVinVEnvironmentalVResearchVJ2018VJ]gVJcg[Wd[[ 3.5 12

243 ValidationJofJquantitativeJstructureWactivityJrelationshipJmodelsJtoJpredictJwaterWsolubilityJofJ
organicJcompoundsXJScienceVofVtheVTotalVEnvironmentVJ2013VJbdaWbdbVJef[Wg 10.2 12

(2013-2020)
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242 opplicationJofJs wqoJindexJtoJevaluationJofJsoilJecosystemJhealthJaccordingJtoJsustainabilityJ
thresholdJforJchemicalJimpactXJScienceVofVtheVTotalVEnvironmentVJ2013VJbbaVJ[abWb] 10.2 12

241 s wqohJoJmultiparametricJtoxicologicalJriskJindexJforJtheJassessmentJofJenvironmentalJhealthinessXJ
EnvironmentVInternationalVJ2010VJadVJddcWeb 12.9 12

240 q“ ozhJbinaryJclassificationsJRactiveYinactiveSJforJziverW elatedJodverseJsffectsJofJrrugsXJCurrentV
DrugVSafetyVJ2012VJeVJ]ceWd[ 1.4 12

239 reuteratedJinternalJstandardsJforJgasJchromatographicWmassJspectrometricJanalysisJofJpolarJ
organophosphorusJpesticidesJinJwaterJsamplesXJJournalVofVChromatographyVAVJ1998VJf]]VJg[Wg 4.5 12

238 ToxicityJstudyJofJallelochemicalWlikeJpesticidesJbyJaJcombinationJofJarW–So VJdockingVJzocalJ
pindingJsnergyJRzpsSJandJu wrJapproachesXJSARVandVQSARVinVEnvironmentalVResearchVJ2007VJ[fVJdecWg] 3.5 12

237 ratabaseJminingJwithJadaptiveJfuzzyJpartitionhJopplicationJtoJtheJpredictionJofJpesticideJtoxicityJonJ
ratsXJEnvironmentalVToxicologyVandVChemistryVJ2003VJ]]VJgfaWgg[ 3.8 12

236
vighWperformanceJliquidJchromatographicJseparationJandJmassJspectrometricJidentificationJofJ
propafenoneVJcWhydroxypropafenoneJandJNWdepropylpropafenoneXJBiomedicalVApplicationsVJ1988VJ
b]bVJ][[Wb

12

235 qombiningJqlassifiersJofJ”esticidesJToxicityJthroughJaJNeuroWfuzzyJopproachXJLectureVNotesVinV
ComputerVScienceVJ2002VJ]gaWaZa 0.9 12

234 oirJqualityJinJtheJ“lonaJValleyJandJinJvitroJhumanJhealthJeffectsXJScienceVofVtheVTotalVEnvironmentVJ
2017VJcegVJ[g]gW[gag 10.2 11

233 ”erformanceJofJwnJSilicoJModelsJforJMutagenicityJ”redictionJofJtoodJqontactJMaterialsXJ
ToxicologicalVSciencesVJ2018VJ[daVJda]Wdaf 4.4 11

232 –So JmodellingJforJmutagenicJpotencyJofJheteroaromaticJaminesJbyJoptimalJSMwzsSWbasedJ
descriptorsXJChemicalVBiologyVandVDrugVDesignVJ2009VJeaVJaZ[W[] 2.9 11

231 varmonisedJpesticideJriskJtrendJindicatorJforJfoodJRvo”s wTwtShJTheJmethodologicalJapproachXJPestV
ManagementVScienceVJ2006VJd]VJ[[dfWed 4.6 11

230 oJcaseJstudyJofJindoorJpollutionJbyJqhineseJcookingXJToxicologicalVandVEnvironmentalVChemistryVJ
1998VJdcVJ][eW]]b 1.4 11

229 SelectiveJsulfurJoxygenationJinJphosphoroamidateVJthionophosphateVJandJthiophosphateJ
agrochemicalsJbyJperfluoroWcisW]VaWdialkyloxaziridineXJTetrahedronVJ1995VJc[VJegf[Wegg] 2.4 11

228 wdentificationJofJaJnitrosaminoJaldehydeJandJaJnitrosaminoJacidJresultingJfromJbetaWoxidationJofJ
NWnitrosodiethanolamineXJChemicokBiologicalVInteractionsVJ1984VJc[VJ[ZaW[a 5 11

227 yineticsJofJaWtertWbutylWbWhydroxyanisoleJRpvoSJinJmanXJFoodVandVChemicalVToxicologyVJ1984VJ]]VJgZ[Wb 4.7 11

226 ïseJofJtheJindexJofJidealityJofJcorrelationJtoJimproveJaquaticJsolubilityJmodelXJJournalVofVMolecularV
GraphicsVandVModellingVJ2020VJgdVJ[Zec]c 2.8 11

225 q“ ozhJModelJforJoctanolYwaterJpartitionJcoefficientXJFluidVPhaseVEquilibriaVJ2015VJageVJbbWbg 2.5 10
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224 –So JmodelsJforJinhibitorsJofJphysiologicalJimpactJofJsscherichiaJcoliJthatJleadsJtoJdiarrheaXJ
BiochemicalVandVBiophysicalVResearchVCommunicationsVJ2013VJba]VJ][bW]c 3.4 10

223 J2011VJ 10

222
MïzTwqzoSSJqzoSSwtws Jt “MJoJq“MpwNoTw“NJ“tJz“qozJsα”s TShJT“₂o rJrwST wpïTsrJ
q“M”ïToTw“NJt“ J sozW” “pzsMJqzoSSwtws SXJInternationalVJournalVofVPatternVRecognitionVandV
ArtificialVIntelligenceVJ2004VJ[fVJfZ[Wf[e

1.1 10

221 “rganicJtracersJidentificationJasJaJconvenientJstrategyJinJindustrialJlandfillsJmonitoringXJ
ChemosphereVJ2003VJc[VJdeeWfa 8.4 10

220 TheJcombustionJofJmunicipalJsolidJwasteJandJ”qrrJandJ”qrtJemissionsXJ“nJtheJrealJscaleJthermalJ
behaviorJofJ”qrrJandJ”qrtJinJflueJgasJandJflyJashXJChemosphereVJ1990VJ]ZVJ[gZeW[g[b 8.4 10

219 StudiesJonJtheJtetrachlorodibenzoWpWdioxinsJRTqrrSJandJtetrachlorodibenzofuransJRTqrtSJemittedJ
fromJanJurbanJincineratorXJChemosphereVJ1986VJ[cVJcceWcd[ 8.4 10

218 SaferJchemicalsJusingJlessJanimalshJkickWoffJofJtheJsuropeanJ“NT“αJprojectXJToxicologyVJ2021VJbcfVJ[c]fbd4.4 10

217 NanoW–So JModelJforJ”redictingJqellJViabilityJofJvumanJsmbryonicJyidneyJqellsXJMethodsVinV
MolecularVBiologyVJ2017VJ[dZ[VJ]ecW]gZ 1.4 9

216 tragmentJ”rioritizationJonJaJzargeJMutagenicityJratasetXJMolecularVInformaticsVJ2017VJadVJ[dZZ[aa 3.8 9

215 MethodologyJofJai–So hJaJgroupWspecificJapproachJtoJ–So JmodellingXJJournalVofVCheminformaticsVJ
2019VJ[[VJ]e 8.6 9

214 wnJSilicoJMethodsJforJqarcinogenicityJossessmentXJMethodsVinVMolecularVBiologyVJ2016VJ[b]cVJ[ZeW[g 1.4 9

213 –uasiWSMwzsSJasJaJtoolJtoJpredictJremovalJratesJofJpharmaceuticalsJandJdyesJinJsewageXJChemicalV
EngineeringVResearchVandVDesignVJ2018VJ[[fVJ]]eW]aa 5.5 9

212 “ptimizingJtheJaquaticJtoxicityJassessmentJunderJ soqvJthroughJanJintegratedJtestingJstrategyJ
RwTSSXJEnvironmentalVResearchVJ2014VJ[acVJ[cdWdb 7.9 9

211 “ptimalJdescriptorJasJaJtranslatorJofJeclecticJinformationJintoJtheJpredictionJofJthermalJ
conductivityJofJmicroWelectroWmechanicalJsystemsXJJournalVofVMathematicalVChemistryVJ2013VJc[VJ]]aZW]]ae2.1 9

210 uenisteinJandJdicarboximideJfungicidesJinJinfantJformulaeJfromJtheJsïJmarketXJFoodVChemistryVJ
2013VJ[adVJ[[dWg 8.5 9

209 –S” JmodelingJofJenthalpiesJofJformationJforJorganometallicJcompoundsJbyJSMo TWbasedJoptimalJ
descriptorsXJJournalVofVComputationalVChemistryVJ2009VJaZVJ]cedWf] 3.5 9

208 –So JanalysisJofJ[VbWdihydroWbWoxoW[WR]WthiazolylSW[VfWnaphthyridinesJexhibitingJanticancerJactivityJ
byJoptimalJSMwzsSWbasedJdescriptorsXJJournalVofVMathematicalVChemistryVJ2010VJbeVJdbeWddd 2.1 9

207 ”reliminaryJanalysisJofJtoxicityJofJbenzoxazinonesJandJtheirJmetabolitesJforJfolsomiaJqandidaXJ
JournalVofVAgriculturalVandVFoodVChemistryVJ2006VJcbVJ[ZggW[Zb 5.7 9

(2006-2013)
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206 qhemicalJanalysisVJdistributedJmodellingJandJriskJindicesXJThreeJfundamentalJpillarsJinJ iskJ
ossessmentXJScientificVWorldVJournaliVTheVJ2002VJ]VJ[d[eW]c 2.2 9

205 retectionJandJquanificationJofJtrihalomethanesJinJdrinkingJwaterJfromJolexandriaVJsgyptXJBulletinV
ofVEnvironmentalVContaminationVandVToxicologyVJ1996VJcdVJageWbZb 2.7 9

204 MetabolismJofJtheJanticancerJagentJ[WRbWacetylphenylSWaVaWdimethyltriazeneXJBiomedicalVMassV
SpectrometryVJ1983VJ[ZVJbfcWf 9

203 vorseradishJperoxidaseYhydrogenJperoxideWcatalyzedJoxidationJofJV”[dW][aXJwdentificationJofJaJ
newJmetaboliteXJChemicokBiologicalVInteractionsVJ1985VJccVJ][cW]b 5 9

202 qalculationJofJmolecularJfeaturesJwithJapparentJimpactJonJbothJactivityJofJmutagensJandJactivityJofJ
anticancerJagentsXJAntikCancerVAgentsVinVMedicinalVChemistryVJ2012VJ[]VJfZeW[e 2.2 9

201 –So JModelJforJqytotoxicityJofJSilicaJNanoparticlesJonJvumanJsmbryonicJyidneyJqells[XJMaterialsV
TodayxVProceedingsVJ2016VJaVJfbeWfcb 1.4 9

200 qhemometricJmodelingJtoJpredictJairJhalfWlifeJofJpersistentJorganicJpollutantsJR”“”sSXJJournalVofV
HazardousVMaterialsVJ2020VJaf]VJ[][Zac 12.8 9

199 q“ ozhJ”redictiveJmodelsJforJcytotoxicityJofJfunctionalizedJnanozeolitesJbasedJonJquasiWSMwzsSXJ
ChemosphereVJ2018VJ][ZVJc]Wcd 8.4 9

198 –So JrevelopmentJforJ”lasmaJ”roteinJpindinghJwnfluenceJofJtheJwonizationJStateXJPharmaceuticalV
ResearchVJ2018VJadVJ]f 4.5 8

197
TowardsJanJïnderstandingJofJtheJModeJofJoctionJofJvumanJoromataseJoctivityJforJozolesJthroughJ
–uantumJqhemicalJrescriptorsWpasedJ egressionJandJStructureJoctivityJ elationshipJModelingJ
onalysisXJMoleculesVJ2020VJ]cVJ

4.8 8

196 MutagenicityVJanticancerJactivityJandJbloodJbrainJbarrierhJsimilarityJandJdissimilarityJofJmolecularJ
alertsXJToxicologyVMechanismsVandVMethodsVJ2018VJ]fVJa][Wa]e 3.6 8

195 “dorJthresholdJpredictionJbyJmeansJofJtheJMonteJqarloJmethodXJEcotoxicologyVandVEnvironmentalV
SafetyVJ2016VJ[aaVJagZWb 7 8

194 RscoStoxicologicalJmapshJoJnewJriskJassessmentJmethodJintegratingJtraditionalJandJinJsilicoJtoolsJ
andJitsJapplicationJinJtheJzedraJ iverJRwtalySXJEnvironmentVInternationalVJ2018VJ[[gVJ]ecW]fd 12.9 8

193 SMwzsSWbasedJoptimalJdescriptorshJ–So JmodelingJofJestrogenJreceptorJbindingJaffinityJbyJ
correlationJbalanceXJStructuralVChemistryVJ2012VJ]aVJc]gWcbb 1.8 8

192 revelopingJinnovativeJinJsilicoJmodelsJwithJstSoQsJ“pentoodToxJdatabaseXJEFSAVSupportingV
PublicationsVJ2017VJ[bVJ[]Zds 1.1 8

191
wnJsilicoJexploratoryJstudyJusingJstructureWactivityJrelationshipJmodelsJandJmetabolicJinformationJ
forJpredictionJofJmutagenicityJbasedJonJtheJomesJtestJandJrodentJmicronucleusJassayXJSARVandV
QSARVinVEnvironmentalVResearchVJ2015VJ]dVJ[Z[eW[Za[

3.5 8

190
SimplifiedJmolecularJinputWlineJentryJsystemJandJwnternationalJqhemicalJwdentifierJinJtheJ–So J
analysisJofJstyrylquinolineJderivativesJasJvwVW[JintegraseJinhibitorsXJChemicalVBiologyVandVDrugV
DesignVJ2011VJeeVJabaWdZ

2.9 8

189 wndustrialJpollutantsJinJgroundJwatersJfromJnorthernJMilanXJChemosphereVJ1998VJadVJ]ZZeW[e 8.4 8
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188
reterminationJandJStabilityJofJ”henmediphanVJsthofumesateJandJtenamiphosJinJuroundJ₂aterJ
SamplesJïsingJoutomatedJSolidJ”haseJsxtractionJqartridgesJtollowedJbyJziquidJqhromatographyJ
vighJtlowJ”neumaticallyJossistedJslectrosprayJMassJSpectrometryXJInternationalVJournalVofV
EnvironmentalVAnalyticalVChemistryVJ1996VJdcVJdgWf]

1.8 8

187 patchJsquareWwaveJvoltammetricJandJflowWinjectionJamperometricJdeterminationJofJtraceJamountsJ
ofJbromofenoximXJAnalyticaVChimicaVActaVJ1995VJa[ZVJ[caW[dZ 6.6 8

186 revelopmentJofJaJmassJspectrometricJmethodJtoJquantitateJplateletJactivatingJfactorJinJmouseJ
urineXJJournalVofVLipidVResearchVJ1989VJaZVJ[geeWf[ 6.3 8

185 “q₂zuwJdescriptorshJtheoryJandJpraxisXJCurrentVComputerkAidedVDrugVDesignVJ2013VJgVJ]]dWa] 1.4 8

184 NewJinJsilicoJmodelsJtoJpredictJinJvitroJmicronucleusJinductionJasJmarkerJofJgenotoxicityXJJournalVofV
HazardousVMaterialsVJ2020VJafcVJ[][daf 12.8 8

183 –So JmodelJforJpesticidesJtoxicityJtoJ ainbowJTroutJbasedJonJLidealJcorrelationsLXJAquaticV
ToxicologyVJ2020VJ]]eVJ[Zccfg 5.1 8

182 TheJwndexJofJwdealityJofJqorrelationhJ–So JModelJofJocuteJToxicityJforJZebrafishJRranioJrerioSJ
smbryoXJInternationalVJournalVofVEnvironmentalVResearchVJ2019VJ[aVJafeWagb 2.9 7

181 vierarchicalJ ulesJforJ eadWocrossJandJwnJSilicoJModelsJofJMutagenicityXJJournalVofVEnvironmentalV
ScienceVandVHealthiVPartVCxVEnvironmentalVCarcinogenesisVandVEcotoxicologyVReviewsVJ2015VJaaVJafcWbZa 4.5 7

180 ïseJofJquasiWSMwzsSJtoJmodelJbiologicalJactivityJofJâ��micelleâ��polymerâ��JsamplesXJStructuralVChemistry
VJ2018VJ]gVJ[][aW[]]a 1.8 7

179 wnJSilicoJ”redictionJofJqhemicallyJwnducedJMutagenicityhJvowJtoJïseJ–So JModelsJandJwnterpretJ
TheirJ esultsXJMethodsVinVMolecularVBiologyVJ2016VJ[b]cVJfeW[Zc 1.4 7

178 puildingJupJ–So JmodelJforJtoxicityJofJpsychotropicJdrugsJbyJtheJMonteJqarloJmethodXJStructuralV
ChemistryVJ2014VJ]cVJ[ZdeW[Zea 1.8 7

177 ïseJandJperceivedJbenefitsJandJbarriersJofJ–So JmodelsJforJ soqvhJfindingsJfromJaJquestionnaireJ
toJstakeholdersXJChemistryVCentralVJournalVJ2012VJdVJ[cg 7

176 vybridJtoxicologyJexpertJsystemhJarchitectureJandJimplementationJofJaJmultiWdomainJhybridJexpertJ
systemJforJtoxicologyXJChemometricsVandVIntelligentVLaboratoryVSystemsVJ1998VJbaVJ[acW[bc 3.8 7

175
StructuralJfeaturesJofJdiverseJligandsJinfluencingJbindingJaffinitiesJtoJestrogenJalphaJandJestrogenJ
betaJreceptorsXJ”artJwhJMolecularJdescriptorsJcalculatedJfromJminimalJenergyJconformationJofJ
isolatedJligandsXJMolecularVDiversityVJ2007VJ[[VJ[caWdg

3.1 7

174 sWM“rszzwNuhJt“ïNroTw“NSJoNrJqoSsSJt“ Jo””zYwNuJowJT“JzwtsJSqwsNqsSXJInternationalV
JournalVonVArtificialVIntelligenceVToolsVJ2007VJ[dVJ]baW]df 0.9 7

173 ValidationJofJtheJmodelsJ2007VJ[fcW[gg 7

172 qharacterizationJofJorganicJandJinorganicJpollutantsJinJtheJodigeJriverJRwtalySXJChemosphereVJ1992VJ
]cVJ[ddcW[deb 8.4 7

171 wncinerationJofJagroWindustrialJwastesJandJmacroWJandJmicropollutantsJemissionXJChemosphereVJ1992
VJ]bVJ[cbcW[cc[ 8.4 7

(1992-1996)
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170 MetabolicJprofileJofJatrazineJandJNWnitrosoatrazineJinJratJurineXJBulletinVofVEnvironmentalV
ContaminationVandVToxicologyVJ1992VJbfVJeZ[Wf 2.7 7

169 MetabolismJandJpharmacokineticsJofJpWRaVaWdimethylW[WtriazenoSJbenzoicJacidJinJMcZedJ
sarcomaWbearingJmiceXJCancerVChemotherapyVandVPharmacologyVJ1989VJ]bVJacbWf 3.5 7

168 wdentificationJofJmetabolitesJofJtiropramideJinJhumanJurineXJBiomedicalVcVEnvironmentalVMassV
SpectrometryVJ1988VJ[cVJ]ZcWg 7

167
sffectJofJbutylatedJhydroxyanisoleJaddedJinJvitroJorJadministeredJtoJratsJonJ
NVNWdibutylnitrosamineJandJNWbutylWNWRbWhydroxybutylSnitrosamineJmetabolismJbyJ
postWmitochondrialJsupernatantJofJliverJhomogenatesXJToxicologyVJ1988VJbfVJe[WfZ

4.4 7

166 –uantitativeJanalysisJofJminaprineJandJsomeJofJitsJmetabolitesJwithJapplicationJtoJkineticJstudiesJinJ
ratsXJJournalVofVChromatographyVAVJ1983VJ]cgVJ[b[Wg 4.5 7

165 oJkWNNJalgorithmJforJpredictingJtheJoralJsubWchronicJtoxicityJinJtheJratXJALTEXxVAlternativesVToV
AnimalVExperimentationVJ2014VJa[VJb]aWa] 4.3 7

164 wntegratedJstrategyJforJmutagenicityJpredictionJappliedJtoJfoodJcontactJchemicalsXJALTEXxV
AlternativesVToVAnimalVExperimentationVJ2018VJacVJ[dgW[ef 4.3 7

163 revelopmentJofJaJmassJspectrometricJmethodJtoJquantitateJplateletJactivatingJfactorJinJmouseJ
urineXXJJournalVofVLipidVResearchVJ1989VJaZVJ[geeW[gf[ 6.3 7

162 oJfastJatomJbombardmentWmassJspectrometricJmethodJtoJquantitateJlysophosphatidylserineJinJratJ
brainXXJJournalVofVLipidVResearchVJ1989VJaZVJ[gfaW[gfd 6.3 7

161 So JforJgastroWintestinalJabsorptionJandJbloodWbrainJbarrierJpermeationJofJpesticidesXJ
ChemicokBiologicalVInteractionsVJ2018VJ]gZVJ[Wc 5 7

160
wntegratingJcomputationalJmethodsJtoJpredictJmutagenicityJofJaromaticJazoJcompoundsXJJournalVofV
EnvironmentalVScienceVandVHealthiVPartVCxVEnvironmentalVCarcinogenesisVandVEcotoxicologyVReviewsVJ
2017VJacVJ]agW]ce

4.5 6

159 scotoxicologicalJeffectsJofJatmosphericJparticulateJproducedJbyJbrakingJsystemsJonJaquaticJandJ
edaphicJorganismsXJEnvironmentVInternationalVJ2020VJ[aeVJ[Zccdb 12.9 6

158 wmprovingJconfidenceJinJR–SSo JpredictionsJunderJqanadaQsJqhemicalsJManagementJ”lanJWJaJ
chemicalJspaceJapproachXJSARVandVQSARVinVEnvironmentalVResearchVJ2016VJ]eVJfc[Wfda 3.5 6

157 wnJsilicoJtoolsJandJtranscriptomicsJanalysesJinJtheJmutagenicityJassessmentJofJcosmeticJingredientshJ
aJproofWofWprincipleJonJhowJtoJaddJweightJtoJtheJevidenceXJMutagenesisVJ2016VJa[VJbcaWd[ 2.8 6

156 snsembleWpasedJModelingJofJqhemicalJqompoundsJwithJontimalarialJoctivityXJCurrentVTopicsVinV
MedicinalVChemistryVJ2019VJ[gVJgceWgdg 3 6

155 wnJsilicoJmodelJforJmutagenicityJRomesJtestSVJtakingJintoJaccountJmetabolismXJMutagenesisVJ2019VJ
abVJb[Wbf 2.8 6

154 q“ ozhJtheJpredictionJofJbiodegradationJofJorganicJcompoundsJwithJoptimalJSMwzsSWbasedJ
descriptorsXJOpenVChemistryVJ2012VJ[ZVJ[Zb]W[Zbf 1.6 6

153 q“ ozhJ–S” sJofJenthalpiesJofJformationJofJorganometallicJcompoundsXJJournalVofVMathematicalV
ChemistryVJ2013VJc[VJ[dfbW[dga 2.1 6
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152 –S” JmodellingJofJtheJoctanolYwaterJpartitionJcoefficientJofJorganometallicJsubstancesJbyJoptimalJ
SMwzsSWbasedJdescriptorsXJOpenVChemistryVJ2009VJeVJfbdWfcd 1.6 6

151 ThermodynamicJdescriptorsJderivedJfromJdensityJfunctionalJtheoryJcalculationsJinJpredictionJofJ
aquaticJtoxicityXJJournalVofVChemicalVInformationVandVModelingVJ2005VJbcVJaegWfc 6.1 6

150 ”redictingJtoxicityhJaJmechanismJofJactionJmodelJofJchemicalJmutagenicityXJMutationVResearchVkV
FundamentalVandVMolecularVMechanismsVofVMutagenesisVJ2001VJbegVJ[b[We[ 3.3 6

149
SynthesisJandJuseJofJpentadeuteroethylJethofumesateJasJanJinternalJstandardJforJtheJ
determinationJofJethofumesateJandJitsJmetabolitesJinJwaterJbyJgasJchromatographyWmassJ
spectrometryXJJournalVofVChromatographyVAVJ1994VJdffVJ]baW]cZ

4.5 6

148 MeasurementJofJvitaminJsJinJprematureJinfantsJbyJreversedWphaseJhighWperformanceJliquidJ
chromatographyXJBiomedicalVApplicationsVJ1989VJbgZVJba]Wf 6

147 oJfastJatomJbombardmentWmassJspectrometricJmethodJtoJquantitateJlysophosphatidylserineJinJratJ
brainXJJournalVofVLipidVResearchVJ1989VJaZVJ[gfaWd 6.3 6

146 tateJofJ[W“WoctadecylW]W“WmethylWracWglyceroWaWphosphocholineJRsT[fW“MsSJinJmalignantJcellsVJ
normalJcellsVJandJisolatedJandJperfusedJratJliverXJDrugVMetabolismVandVDispositionVJ1995VJ]aVJ[[aWf 4 6

145 outomatedJintegrationJofJstructuralVJbiologicalJandJmetabolicJsimilaritiesJtoJimproveJreadWacrossXJ
ALTEXxVAlternativesVToVAnimalVExperimentationVJ2020VJaeVJbdgWbf[ 4.3 6

144 q“ ozhJclassificationJmodelJforJpredictionsJofJantiWsarcomaJactivityXJCurrentVTopicsVinVMedicinalV
ChemistryVJ2012VJ[]VJ]eb[Wb 3 6

143 –So JModelsJforJvumanJqarcinogenicityhJonJossessmentJpasedJonJ“ralJandJwnhalationJSlopeJ
tactorsXJMoleculesVJ2020VJ]dVJ 4.8 6

142 –S” Y–So JonalysesJbyJMeansJofJtheJq“ ozJSoftwareXJAdvancesVinVChemicalVandVMaterialsV
EngineeringVBookVSeriesVJ2015VJcdZWcfc 0.2 6

141 scosystemJecologyhJModelsJforJacuteJtoxicityJofJpesticidesJtowardsJraphniaJmagnaXJEnvironmentalV
ToxicologyVandVPharmacologyVJ2020VJfZVJ[Zabcg 5.8 6

140 ”redictionJofJNoJ“bservedJodverseJsffectJqoncentrationJforJinhalationJtoxicityJusingJMonteJqarloJ
approachXJSARVandVQSARVinVEnvironmentalVResearchVJ2020VJa[VJ[W[] 3.5 6

139 TheJindexJofJidealityJofJcorrelationJimprovesJtheJpredictiveJpotentialJofJmodelsJofJtheJantioxidantJ
activityJofJtripeptidesJfromJfrogJskinJRzitoriaJrubellaSXJComputersVinVBiologyVandVMedicineVJ2021VJ[aaVJ[ZbaeZ7 6

138 –So JasJaJ andomJsventhJSelectingJofJtheJMolecularJStructureJforJ”otentialJontiWtuberculosisJ
ogentsXJAntikInfectiveVAgentsVJ2016VJ[bVJaW[Z 0.6 6

137 SemiWcorrelationsJasJaJtoolJtoJbuildJupJcategoricalJRactiveYinactiveSJmodelJofJuopooJreceptorJ
modulatorJactivityXJStructuralVChemistryVJ2019VJaZVJfcaWfd[ 1.8 6

136 ”redictionJofJantimicrobialJactivityJofJlargeJpoolJofJpeptidesJusingJquasiWSMwzsSXJBioSystemsVJ2018VJ
[dgW[eZVJcW[] 1.9 6

135
–So JmodelsJforJsoilJecotoxicityhJrevelopmentJandJvalidationJofJmodelsJtoJpredictJreproductiveJ
toxicityJofJorganicJchemicalsJinJtheJcollembolaJtolsomiaJcandidaXJJournalVofVHazardousVMaterialsVJ
2022VJb]aVJ[]e]ad

12.8 6

(2022-2009)
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134 uuidanceJrocumentJonJScientificJcriteriaJforJgroupingJchemicalsJintoJassessmentJgroupsJforJhumanJ
riskJassessmentJofJcombinedJexposureJtoJmultipleJchemicalsXXJEFSAVJournalVJ2021VJ[gVJeZeZaa 2.3 6

133 wnJSilicoJModelJforJrevelopmentalJToxicityhJvowJtoJïseJ–So JModelsJandJwnterpretJTheirJ esultsXJ
MethodsVinVMolecularVBiologyVJ2016VJ[b]cVJ[agWd[ 1.4 5

132 –S” JasJaJrandomJeventhJsolubilityJofJfullerenesJq[dZ]JandJq[eZ]XJFullerenesVNanotubesVandVCarbonV
NanostructuresVJ2019VJ]eVJf[dWf][ 1.8 5

131 –S” JmodellingJofJnormalJboilingJpointsJandJoctanolYwaterJpartitionJcoefficientJforJacyclicJandJ
cyclicJhydrocarbonsJusingJSMwzsSWbasedJoptimalJdescriptorsXJOpenVChemistryVJ2010VJfVJ[ZbeW[Zc] 1.6 5

130 ïseJofJtheJinternationalJchemicalJidentifierJforJconstructingJ–S” WmodelJofJnormalJboilingJpointsJ
ofJacyclicJcarbonylJsubstancesXJJournalVofVMathematicalVChemistryVJ2010VJbeVJaccWadg 2.1 5

129  esultsJofJrsMsT oJmodelsJ2007VJ]Z[W]f[ 5

128 opplicationsJofJtlexibleJMolecularJrescriptorsJinJtheJ–S” â��–So JStudyJofJveterocyclicJrrugs[Waf 5

127 revelopmentJofJanJsnzymeWzinkedJwmmunosorbentJossayJRszwSoSJforJtheJverbicideJ”ropanilXJ
InternationalVJournalVofVEnvironmentalVAnalyticalVChemistryVJ2002VJf]VJfdcWfef 1.8 5

126
uqWMSJanalysisJofJnWphosphonomethylglycineJRglyphosateSJsamplesJthroughJderivatizationJwithJaJ
perfluoroanhydrideJandJtrifluoroethanolhJwdentificationJofJbyWproductsXJToxicologicalVandV
EnvironmentalVChemistryVJ1993VJafVJ]]cW]a]

1.4 5

125
SynthesesJofJdeuteratedJleuWenkephalinsJandJtheirJuseJasJinternalJstandardsJforJtheJquantificationJ
ofJleuWenkephalinJbyJfastJatomJbombardmentJmassJspectrometryXJJournalVofVLabelledVCompoundsV
andVRadiopharmaceuticalsVJ1990VJ]fVJb[[Wb[g

1.9 5

124 –So JMethodsJtoJScreenJsndocrineJrisruptorsXJNuclearVReceptorVResearchVJ2016VJaVJ 1.4 5

123 ”harmaceuticalsJasJsnvironmentalJqontaminantshJModellingJristributionJandJtateJ2001VJg[W[Z] 5

122 ZebrafishJoqJmodellinghJR–SSo JmodelsJtoJpredictJdevelopmentalJtoxicityJinJzebrafishJembryoXJ
EcotoxicologyVandVEnvironmentalVSafetyVJ2020VJ]Z]VJ[[Zgad 7 5

121 QwdealJcorrelationsQJforJtheJpredictiveJtoxicityJtoXJToxicologyVMechanismsVandVMethodsVJ2020VJaZVJdZcWd[Z 3.6 5

120 TheJMonteJqarloJmethodJtoJbuildJupJmodelsJofJtheJhydrolysisJhalfWlivesJofJorganicJcompoundsXJSARV
andVQSARVinVEnvironmentalVResearchVJ2021VJa]VJbdaWbe[ 3.5 5

119
wntegratedJModelsJforJtheJ”redictionJofJNoW“bservedWRodverseSWsffectJzevelsJandJ
zowestW“bservedWRodverseSWsffectJzevelsJinJ atsJforJSubWchronicJ epeatedWroseJToxicityXJChemicalV
ResearchVinVToxicologyVJ2021VJabVJ]beW]ce

4 5

118 MixingJaJSymbolicJandJaJSubsymbolicJsxpertJtoJwmproveJqarcinogenicityJ”redictionJofJoromaticJ
qompoundsXJLectureVNotesVinVComputerVScienceVJ2001VJ[]dW[ac 0.9 5

117 VsuovïpJforJscotoxicologicalJ–So JModelingXJMethodsVinVPharmacologyVandVToxicologyVJ2020VJecgWefe 1.1 5
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116 StructuresJofJsndocrineWrisruptingJqhemicalsJqorrelateJwithJtheJoctivationJofJ[]JqlassicJNuclearJ
 eceptorsXJEnvironmentalVScienceVcampyVTechnologyVJ2021VJ 10.3 5

115 qompilationJofJrataJandJModellingJofJNanoparticleJwnteractionsJandJToxicityJinJtheJNano”ïZZzsSJ
”rojectXJAdvancesVinVExperimentalVMedicineVandVBiologyVJ2017VJgbeVJaZaWa]b 3.6 4

114 NewJ–So JmodelsJtoJpredictJchromosomeJdamagingJpotentialJbasedJonJtheJinJvivoJmicronucleusJ
testXJToxicologyVLettersVJ2020VJa]gVJfZWfb 4.4 4

113 ïseJofJ eadWocrossJToolsXJMethodsVinVMolecularVBiologyVJ2016VJ[b]cVJaZcW]] 1.4 4

112 qlassificationJofJaJNaˆflveJpayesianJtingerprintJmodelJtoJpredictJreproductiveJtoxicityXJSARVandVQSARV
inVEnvironmentalVResearchVJ2018VJ]gVJda[Wdbc 3.5 4

111 SynthesisVJbiologicalJevaluationVJandJdockingJstudiesJofJ”o ]Wo”WderivedJpseudopeptidesJasJ
inhibitorsJofJkallikreinJcJandJdXJBiologicalVChemistryVJ2015VJagdVJbcWc] 4.5 4

110 q“ ozhJ–uantitativeJmodelsJforJestimatingJbioconcentrationJfactorJofJorganicJcompoundsXJ
ChemometricsVandVIntelligentVLaboratoryVSystemsVJ2012VJ[[fVJeZWea 3.8 4

109 TheJaverageJnumbersJofJoutliersJoverJgroupsJofJvariousJsplitsJintoJtrainingJandJtestJsetshJoJcriterionJ
ofJtheJreliabilityJofJaJ–S” mJoJcaseJofJwaterJsolubilityXJChemicalVPhysicsVLettersVJ2012VJcb]VJ[abW[ae 2.5 4

108
toodJcontaminationJcontrolJinJsuropeanJnewJMemberJStatesJandJassociatedJcandidateJcountrieshJ
dataJcollectedJwithinJtheJSotst““rNsTJprojectXJJournalVofVEnvironmentalVScienceVandVHealthVkVPartV
BVPesticidesiVFoodVContaminantsiVandVAgriculturalVWastesVJ2009VJbbVJbZeW[b

2.2 4

107 SupportJvectorJmachinesJinJtheJpredictionJofJmutagenicityJofJchemicalJcompoundsJ2009VJ 4

106
 egulatoryJassessmentJofJchemicalsJwithinJ“sqrJmemberJcountriesVJsïJandJinJ ussiaXJJournalVofV
EnvironmentalVScienceVandVHealthiVPartVCxVEnvironmentalVCarcinogenesisVandVEcotoxicologyVReviewsVJ
2008VJ]dVJbZWff

4.5 4

105 –So JtroutJtoxicityJmodelsJonJaromaticJpesticidesXJJournalVofVEnvironmentalVScienceVandVHealthVkV
PartVBVPesticidesiVFoodVContaminantsiVandVAgriculturalVWastesVJ2008VJbaVJdaaWdae 2.2 4

104 TheJspecificityJofJtheJ–So JmodelsJforJregulatoryJpurposeshJtheJexampleJofJtheJrsMsT oJprojectXJ
SARVandVQSARVinVEnvironmentalVResearchVJ2007VJ[fVJ]ZgW]Z 3.5 4

103 oNVoShJartificialJneuralJvariablesJadaptationJsystemJforJdescriptorJselectionXJJournalVofV
ComputerkAidedVMolecularVDesignVJ2003VJ[eVJaacWbd 4.2 4

102 snvironmentalJagentJsusceptibilityJassessmentJusingJexistingJandJnovelJbiomarkersJasJrapidJ
noninvasiveJtestingJmethodsXJAnnalsVofVtheVNewVYorkVAcademyVofVSciencesVJ2005VJ[ZbZVJaf[Wd 6.5 4

101 wmpuritiesJ eleasedJfromJsxtractiveJ”hasesJïsedJinJtheJonalysisJofJ”esticidesXJInternationalVJournalV
ofVEnvironmentalVAnalyticalVChemistryVJ1995VJcfVJ]aWaZ 1.8 4

100 onalysisJofJbromofenoximJbyJsupercriticalJfluidJchromatographyJandJcomparisonJwithJanJv”zqJ
methodXJToxicologicalVandVEnvironmentalVChemistryVJ1995VJbeVJ[[gW[]f 1.4 4

99 oJzibraryJ eportJonJtheJonalysisJofJ”esticidesJSubjectJtoJwnvestigationJforJtheJsuropeanJ
qommunitiesJqommissionXJInternationalVJournalVofVEnvironmentalVAnalyticalVChemistryVJ1995VJcfVJa[Wb] 1.8 4

(1995-2021)
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98
SolidWphaseJextractionJcoupledJwithJelectrochemicalJdetectionJforJtheJdeterminationJofJtheJ
herbicideJbromofenoximJinJwaterJsamplesJatJlowWJandJsubWmicrogramJlW[JlevelsXJAnalystiVTheVJ1996VJ
[][VJ[fagWba

5 4

97 SynthesisJandJuseJofJdeuteratedJfenamiphosJandJitsJmetabolitesJasJinternalJstandardsJforJmassJ
spectrometricJanalysisJinJwaterXJJournalVofVChromatographyVAVJ1996VJecbVJ]ZeW][g 4.5 4

96 ”ollutionJofJgroundJandJdrinkingJwaterJwithJvolatileJorganicJcompoundshJSolidWphaseJ
microextractionJandJuqYMSJanalysisXJToxicologicalVandVEnvironmentalVChemistryVJ1996VJccVJeaWf[ 1.4 4

95 tirstJreportJonJchemometricJmodelingJofJhydrolysisJhalfWlivesJofJorganicJchemicalsXJEnvironmentalV
ScienceVandVPollutionVResearchVJ2021VJ]fVJ[d]eW[db] 5.1 4

94 scotoxicologicalJ–So JmodelingJofJtheJacuteJtoxicityJofJorganicJcompoundsJtoJtheJfreshwaterJ
crustaceanJThamnocephalusJplatyurusXJChemosphereVJ2021VJ]fZVJ[aZdc] 8.4 4

93 wntegratingJinJsilicoJmodelsJforJtheJpredictionJofJmutagenicityJRomesJtestSJofJbotanicalJingredientsJ
ofJcosmeticsXJComputationalVToxicologyVJ2019VJ[]VJ[ZZ[Zf 3.1 3

92 wntegratingJ–So VJ eadWocrossVJandJScreeningJToolshJTheJVsuovïpJ”latformJasJanJsxampleXJ
ChallengesVandVAdvancesVinVComputationalVChemistryVandVPhysicsVJ2019VJadcWaf[ 0.7 3

91 MaintenanceVupdateJandJfurtherJdevelopmentJofJstSoQsJqhemicalJvazardshJ“pentoodToxJ]XZXJEFSAV
SupportingVPublicationsVJ2020VJ[eVJ[f]]s 1.1 3

90
 eviewJandJpriorityJsettingJforJsubstancesJthatJareJlistedJwithoutJaJspecificJmigrationJlimitJinJ
Table´ [JofJonnexJ[JofJ egulationJ[ZY]Z[[JonJplasticJmaterialsJandJarticlesJintendedJtoJcomeJintoJ
contactJwithJfoodXJEFSAVJournalVJ2020VJ[fVJeZd[]b

2.3 3

89 –S” JanalysisJofJthresholdJofJodorJforJtheJlargeJnumberJofJheterogenicJchemicalsXJMolecularV
DiversityVJ2018VJ]]VJageWbZa 3.1 3

88 revelopmentJofJ–So JmodelsJforJpredictingJantiWvwVW[JactivityJusingJtheJMonteJqarloJmethodXJ
OpenVChemistryVJ2013VJ[[VJae[WafZ 1.6 3

87 [WRoWMethoxyphenylSpiperazineJisJaJmetaboliteJofJdrugsJbearingJaJmethoxyphenylpiperazineJ
sideWchainXJJournalVofVPharmacyVandVPharmacologyVJ1987VJagVJa[]Wa 4.8 3

86 –So JmodelingJofJanxiolyticJactivityJtakingJintoJaccountJtheJpresenceJofJketoWJandJenolWtautomersJ
byJbalanceJofJcorrelationsJwithJidealJslopesXJOpenVChemistryVJ2011VJgVJfbdWfcb 1.6 3

85 wdentificationJofJtoxifyingJandJdetoxifyingJmoietiesJforJmutagenicityJpredictionJbyJpriorityJ
assessmentXJJournalVofVChemicalVInformationVandVModelingVJ2011VJc[VJ[cdbWeb 6.1 3

84 oJcomparisonJofJrsMsT oJindividualJ–So sJwithJanJindexJforJevaluationJofJuncertaintyXJ
ChemosphereVJ2008VJe[VJ[fbcWc] 8.4 3

83 –So sJforJregulatoryJpurposeshJtheJcaseJforJpesticideJauthorizationJ2007VJ[Wce 3

82 vybridJsystemsJ2007VJ[bgW[fa 3

81 TheJqualityJcriteriaJofJtheJrsMsT oJmodelsJforJregulatoryJpurposesJ2007VJ]faWaZ[ 3
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80 ModellingJoquaticJToxicityJwithJodvancedJqomputationalJTechniqueshJ”roceduresJtoJStandardizeJ
rataJandJqompareJModelsXJLectureVNotesVinVComputerVScienceVJ2004VJ]acW]bf 0.9 3

79 riurnalVJweeklyJandJseasonalJairJconcentrationsJofJ”qrrJandJ”qrtJinJanJindustrialJareaXJFreseniusdV
JournalVofVAnalyticalVChemistryVJ1994VJabfVJ[b[W[ba 3

78 SimultaneousJdeterminationJofJisbufyllineJandJitsJmajorJmetabolitesJinJrabbitJbloodJandJurineJbyJ
reversedWphaseJhighWperformanceJliquidJchromatographyXJBiomedicalVApplicationsVJ1991VJcdfVJbZeW[f 3

77 vighWperformanceJliquidJchromatographicJassayJforJtheJdeterminationJofJ
pWRaVaWdimethylW[WtriazenoSbenzoicJacidJinJmouseJplasmaXJBiomedicalVApplicationsVJ1985VJabcVJa]aWa[ 3

76 VirtualJScreeningJofJontiWqancerJqompoundshJopplicationJofJMonteJqarloJTechniqueXJAntikCancerV
AgentsVinVMedicinalVChemistryVJ2019VJ[gVJ[bfW[ca 2.2 3

75
qomparingJinJvivoJdataJandJinJsilicoJpredictionsJforJacuteJeffectsJassessmentJofJbiocidalJactiveJ
substancesJandJmetabolitesJforJaquaticJorganismsXJEcotoxicologyVandVEnvironmentalVSafetyVJ2020VJ
]ZcVJ[[[]g[

7 3

74
ModellingJquantitativeJstructureJactivityWactivityJrelationshipsJR–Soo sShJautoWpassWpassVJaJnewJ
approachJtoJfillJdataJgapsJinJenvironmentalJriskJassessmentJunderJtheJ soqvJregulationXJSARVandV
QSARVinVEnvironmentalVResearchVJ2020VJa[VJefcWfZ[

3.5 3

73 TheJselfWorganizingJvectorJofJatomWpairsJproportionshJuseJtoJdevelopJmodelsJforJmeltingJpointsXJ
StructuralVChemistryVJ2021VJa]VJgdeWge[ 1.8 3

72 qlassificationJnanoWSo JmodelingJofJmetalJoxidesJnanoparticlesJgenotoxicityJbasedJonJcometJassayJ
dataXJToxicologyVLettersVJ2016VJ]cfVJS]e[ 4.4 3

71 ”aradoxJofJQidealJcorrelationsQhJimprovedJmodelJforJairJhalfWlifeJofJpersistentJorganicJpollutantsXJ
EnvironmentalVTechnologyVeUnitedVKingdomfVJ2021VJ[Wd 2.6 3

70 –So pyhJoJnewJflexibleJalgorithmJtoJgenerateJ–So JmodelsJbasedJonJdissimilaritiesXJTheJlogJyowJ
caseJstudyXJScienceVofVtheVTotalVEnvironmentVJ2018VJdaeWdafVJ[[cfW[[dc 10.2 3

69 ”redictionJofJpiochemicalJsndpointsJbyJtheJq“ ozJSoftwarehJ”rejudicesVJ”aradoxesVJandJ esultsXJ
MethodsVinVMolecularVBiologyVJ2018VJ[fZZVJceaWcfa 1.4 3

68 ratabaseJminingJwithJadaptiveJfuzzyJpartitionhJapplicationJtoJtheJpredictionJofJpesticideJtoxicityJonJ
ratsXJEnvironmentalVToxicologyVandVChemistryVJ2003VJ]]VJgfaWg[ 3.8 3

67 TheJindexJofJidealityJofJcorrelationJandJtheJvarietyJofJmolecularJringsJasJaJbaseJtoJimproveJmodelJofJ
vwVW[JproteaseJinhibitorsJactivityXJStructuralVChemistryVJ2020VJa[VJ[bb[W[bbf 1.8 2

66 qomputationalJToxicologyJandJ eachJ2018VJ]bcW]df 2

65 –uantitativeJstructureâ��activityJrelationshipJmodelsJforJbeeJtoxicityXJToxicologicalVandV
EnvironmentalVChemistryVJ2016VJ[W[] 1.4 2

64 NovelJchemicalJhazardJcharacterisationJapproachesXJEFSAVJournalVJ2016VJ[bVJeZZcZd 2.3 2

63 ratabasesJforJpesticideJecotoxicityJ2007VJcgWf[ 2

(2007-2004)
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62 oJNwqwWuqWMSJMethodJtoJonalyzeJsndosulfanJinJpiologicalJSamplesXJInternationalVJournalVofV
EnvironmentalVAnalyticalVChemistryVJ1995VJcfVJdeWe] 1.8 2

61 MassJSpectrometricJStudiesJofJtlavonoidsXJNaturalVProductVResearchVJ1994VJbVJ]beW]cb 2

60 –uantificationJofJbVbmWdiaminodiphenylmethaneJbyJgasJchromatographyJnegativeJionJchemicalJ
lonizationJmassJspectrometryXJMicrochemicalVJournalVJ1992VJbdVJac]Wacg 4.8 2

59 oJgasJchromatographicJmassJspectrometricJassayJforJtheJdeterminationJofJaphidicolinJinJplasmaJofJ
cancerJpatientsXJJournalVofVPharmaceuticalVSciencesVJ1989VJefVJaggWbZ[ 3.9 2

58 TheJsystemJofJselfWconsistentJmodelsJforJvapourJpressureXJChemicalVPhysicsVLettersVJ2022VJegZVJ[agacb 2.5 2

57 TheJsystemJofJselfWconsistentJsemiWcorrelationsJasJoneJofJtheJtoolsJofJcheminformaticsJforJ
designingJantiviralJdrugsXJNewVJournalVofVChemistryVJ2021VJbcVJ]Ze[aW]Ze]Z 3.6 2

56 revelopmentJofJMonteJqarloJopproachesJinJSupportJofJsnvironmentalJ esearchXJChallengesVandV
AdvancesVinVComputationalVChemistryVandVPhysicsVJ2017VJbcaWbdg 0.7 2

55 svaluationJofJnonWcommercialJmodelsJforJgenotoxicityJandJcarcinogenicityJinJtheJassessmentJofJ
stSoQsJdatabasesXJSARVandVQSARVinVEnvironmentalVResearchVJ2020VJa[VJaaWbf 3.5 2

54 ”esticidesVJcosmeticsVJdrugshJidenticalJandJoppositeJinfluencesJofJvariousJmolecularJfeaturesJasJ
measuresJofJendpointsJsimilarityJandJdissimilarityXJMolecularVDiversityVJ2021VJ]cVJ[[aeW[[bb 3.1 2

53 SpheraqosmolifehJaJnewJtoolJforJtheJriskJassessmentJofJcosmeticJproductsXJALTEXxVAlternativesVToV
AnimalVExperimentationVJ2021VJafVJcdcWceg 4.3 2

52 –uantitativeJStructureWoctivityJ elationshipJModelingJofJtheJomplexJïltraredJossayJtoJ”redictJ
ThyroperoxidaseJwnhibitoryJoctivityXJFrontiersVinVPharmacologyVJ2021VJ[]VJe[aZae 5.6 2

51
sxplorationJofJstructuralJrequirementsJforJazoleJchemicalsJtowardsJhumanJaromataseJqY”[go[J
activityhJqlassificationJmodelingVJstructureWactivityJrelationshipsJandJreadWacrossJstudyXXJToxicologyV
inVVitroVJ2022VJ[Zcaa]

3.6 2

50 rataWdrivenJmodelingJandJpredictionJofJacuteJtoxicityJofJpesticideJresiduesXJSIGKDDVExplorationsxV
NewsletterVofVtheVSpecialVInterestVGroupVeSIGfVonVKnowledgeVDiscoveryVcVDataVMiningVJ2006VJfVJe[Weg 4.6 1

49 onJinterlaboratoryJanalysisJonJlabileJpesticidesXJToxicologicalVandVEnvironmentalVChemistryVJ1998VJ
dcVJ[eaW[fb 1.4 1
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