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36
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241  So´KwnvestigationKofK’ewKqognitionKsnhancersYK2009WK_fWK]]_aX]]_g 3

240 qomputationalKtoxicologyhKanKoverviewKofKtheKsourcesKofKdataKandKofKmodellingKmethodsYK2009WKcWK]X]b 43
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238 odvancesKinKstructureKelucidationKofKsmallKmoleculesKusingKmassKspectrometryYK2010WK_WK_aXd[ 343
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236 oKmaximumKcommonKsubgraphKkernelKmethodKforKpredictingKtheKchromosomeKaberrationKtestYK
2010WKc[WK]f_]Xaf 18

235 TheKcomputationalKpredictionKofKgenotoxicityYK2010WKdWKegeXf[e 31

234 UseKofKStructureKoctivityK´elationshipKSSo´TKsvaluationKasKaKqriticalKToolKinKtheKsvaluationKofKtheK
uenotoxicK—otentialKofKwmpuritiesYK2011WKgeX]_[ 3

233 revelopmentKofKaKmechanisticKSo´KmodelKforKtheKdetectionKofKphototoxicKchemicalsKandKuseKinKanK
integratedKtestingKstrategyYK2011WK_cWKa_bXab 19
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231 |echanismXbasedKmodelsKinKreproductiveKandKdevelopmentalKtoxicologyYK2011WK]acX]bd 2

230 SimplifiedKreceptorKbasedKpharmacophoreKapproachKtoKretrieveKpotentK—T—Xzo´KinhibitorsKusingK
apoenzymeYK2011WKeWK]cgXe_ 4

229 qomputationalKanalysisKforKhepaticKsafetyKsignalsKofKconstituentsKpresentKinKbotanicalKextractsK
widelyKusedKbyKwomenKinKtheKUnitedKStatesKforKtreatmentKofKmenopausalKsymptomsYK2011WKcgWK]]]X_b 13

228 —redictiveKmodelsKforKnanotoxicologyhKcurrentKchallengesKandKfutureKopportunitiesYK2011WKcgWKad]Xa 30
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227 qomputationalKmethodsKforKearlyKpredictiveKsafetyKassessmentKfromKbiologicalKandKchemicalKdataYK
2011WKeWK]bgeXc]] 23

226 qomparisonKandKpossibleKuseKofKinKsilicoKtoolsKforKcarcinogenicityKwithinK´soqvKlegislationYK2011WK
_gWKa[[X_a 22

225 TheKUniversityKofK|innesotaK—athwayK—redictionKSystemhKmultiXlevelKpredictionKandKvisualizationYK
NucleicnAcidsnResearchWK2011WKagWKWb[dX]] 20.1 70

224 wnroadsKtoKpredictKinKvivoKtoxicologyXanKintroductionKtoKtheKeT–XK—rojectYK2012WK]aWKaf_[Xbd 47

223 ´educingKsafetyXrelatedKdrugKattritionhKtheKuseKofKinKvitroKpharmacologicalKprofilingYK2012WK]]WKg[gX__ 450

222 —redictiveKmodelingKofKchemicalKhazardKbyKintegratingKnumericalKdescriptorsKofKchemicalKstructuresK
andKshortXtermKtoxicityKassayKdataYKToxicologicalnSciencesWK2012WK]_eWK]Xg 4.4 57

221 wntegratedKinKsilicoKapproachesKforKtheKpredictionKofKomesKtestKmutagenicityYK2012WK_dWK][]eXaa 9

220 qonstructionKandKqonsensusK—erformanceKofKS TSo´K|odelsKforK—redictingK—hospholipidosisKUsingK
aKratasetKofKebaKqompoundsYK2012WKa]WKe_cXag 28

219 |odelingKandKsimulationKofKtheKmassKtransferKofKvolatileKcompoundsKinKaKmembraneKdeviceKforK
toxicityKtestsYK2012WKf[WK]d[X]e_ 1

218 qhemoinformaticsKandKchemicalKgenomicshKpotentialKutilityKofKinKsilicoKmethodsYK2012WKa_WKff[Xg 21

217 zatestKadvancesKinKcomputationalKgenotoxicityKpredictionYK2012WKfWK]cegXfe 26

216 wnKsilicoKandKinKvitroKgenotoxicityKevaluationKofKlevofloxacinKnXoxideWKanKimpurityKinKlevofloxacinYK
ToxicologynMechanismsnandnMethodsWK2012WK__WK__cXa[ 3.6 4

215 qomputationalKtoolsKandKresourcesKforKmetabolismXrelatedKpropertyKpredictionsYK]YK–verviewKofK
publiclyKavailableKSfreeKandKcommercialTKdatabasesKandKsoftwareYK2012WKbWK]g[eXa_ 43

214 ToxicologicalKqharacterizationKofKWasteX´elatedK—roductsKUsingKolternativeK|ethodshKThreeKqaseK
StudiesYK2012WK]e]X_[c

213 qomputationalKtoxicologyhKaKtoolKforKallKindustriesYK2012WK_WKb_bXbab 8

212 qomputationalKpredictionKofKmetabolismhKsitesWKproductsWKSo´WK—bc[KenzymeKdynamicsWKandK
mechanismsYK2012WKc_WKd]eXbf 212

211 ´eactionsKandKenzymesKinKtheKmetabolismKofKdrugsKandKotherKxenobioticsYK2012WK]eWKcbgXd[ 144

210 qharacterizationKandKvalidationKofKanKinKsilicoKtoxicologyKmodelKtoKpredictKtheKmutagenicKpotentialK
ofKdrugKimpuritiesYK2012WK_d[WK_[gX_] 38
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209 wdentificationKofKnovelWKlessKtoxicK—T—Xzo´KinhibitorsKusingKinKsilicoKstrategieshKpharmacophoreK
modelingWKSor|sTXbasedKvirtualKscreeningKandKdockingYK2012WK]fWK]feX_[] 7

208 onKexpertKsystemKtoKpredictKtheKforcedKdegradationKofKorganicKmoleculesYK2013WK][WK_gd_Xeb 32

207 regradationKproductsKofKproguanilKâ��KbXchloroanilineKandKrelatedKcomponentsKwithKregardKtoK
genotoxicityYK2013WKdeWK 1

206 rrugKmetabolismKinKsilicoKXKtheKknowledgeXbasedKexpertKsystemKapproachYKvistoricalKperspectivesK
andKcurrentKstrategiesYK2013WK][WKe]beXca 12

205 teasibilityKstudyKofKnonclinicalKsafetyKassessmentsKonKhomeopathicKpreparationsKusingKtheKexampleK
ofKprotoanemoninKinK—ulsatillaKpratensisKzYK2013WKddWK][bXf 6

204 qomparisonKofKinKsilicoKmodelsKforKpredictionKofKmutagenicityYK2013WKa]WKbcXdd 68

203 oz–vohKaKnovelKprobabilityKfusionKapproachKforKscoringKmultiXparameterKdrugXlikenessKduringKtheK
leadKoptimizationKstageKofKdrugKdiscoveryYK2013WK_eWKee]Xf_ 8

202 ossessingKconfidenceKinKpredictionsKmadeKbyKknowledgeXbasedKsystemsYK2013WK_WKe[Xeg 30

201 outomaticKknowledgeKextractionKfromKchemicalKstructureshKtheKcaseKofKmutagenicityKpredictionYK
2013WK_bWKadcXfa 95

200 snrichmentKofKTrueK—ositivesKfromKStructuralKolertsKThroughKtheKUseKofK’ovelKotomicKtragmentK
pasedKrescriptorsYK2013WKa_WKf]Xd 3

199 wnKSilicoK|ethodsYK2013WK]_eaX]_gd 7

198 —redictiveKcomputationalKtoxicologyKtoKsupportKdrugKsafetyKassessmentYKMethodsninnMolecularn
BiologyWK2013WKga[WKab]Xcb 1.4 8

197 —redictionKofKacuteKaquaticKtoxicityKinKTetrahymenaKpyriformisXXRscoXrerekRWKaKknowledgeXbasedK
systemKapproachYK2013WK_bWKbagXd[ 1

196 —ragmaticKapproachesKtoKusingKcomputationalKmethodsKtoKpredictKxenobioticKmetabolismYK2013WKcaWK]_f_Xga 21

195 wnKsilicoKenzymaticKsynthesisKofKaKb[[W[[[KcompoundKbiochemicalKdatabaseKforKnontargetedK
metabolomicsYK2013WKcaWK_bfaXg_ 35

194 qomputationalKTranslationKandKwntegrationKofKTestKrataKtoK|eetK´iskKossessmentKuoalsYK2013WKfcX]]_

193 TheKplueScreenXafbKassayKasKanKindicatorKofKgenotoxicKhazardKpotentialKinKearlyXstageKdrugK
discoveryYK2013WK]fWKbb]Xc_ 14

192 YK2014WK 11

Citation Report

4



191 TheKeT–XKdataXsharingKprojectKtoKadvanceKinKsilicoKdrugXinducedKtoxicityKpredictionYK2014WK]cWK_]]adXcb 44

190 refiningKmolecularKinitiatingKeventsKinKtheKadverseKoutcomeKpathwayKframeworkKforKriskK
assessmentYK2014WK_eWK_][[X]_ 109

189 wnKsilicoKandKinKvitroKgenotoxicityKevaluationKofKdescarboxylKlevofloxacinWKanKimpurityKinKlevofloxacinYK
2014WKaeWKa]]Xc 7

188 qomputationalKtoolsKforKmodelingKxenometabolismKofKtheKhumanKgutKmicrobiotaYK2014WKa_WK]ceXdc 17

187  So´KmodelinghKwhereKhaveKyouKbeenmKWhereKareKyouKgoingKtomYKJournalnofnMedicinalnChemistryWK
2014WKceWKbgeeXc[][ 8.3 996

186 wnKsilicoKpredictionKofKpharmaceuticalKdegradationKpathwayshKaKbenchmarkingKstudyYK2014WK]]WKb]egXff 25

185 ynowledgeXpasedKopproachesKforK—redictingKtheKSitesKandK—roductsKofK|etabolismYK2014WK_gaXa]f 4

184 —redictingKToxicKsffectsKofK|etabolitesYK2014WKageXb]_ 1

183 SelfKorganisingKhypothesisKnetworkshKaKnewKapproachKforKrepresentingKandKstructuringKSo´K
knowledgeYK2014WKdWK_] 24

182 tactorsKandKTrendsKoffectingKtheKwdentificationKofKaK´eliableKpiomarkerKforKrieselKsxhaustK
sxposureYK2014WKbbWK]egcX]fdb 4

181 |etabolismKinKrrugKrevelopmentYK2014WK]X_d 2

180 SoftwareKforK|etabolismK—redictionYK2014WK_eXc_ 5

179 oddressingKtoxicityKriskKwhenKdesigningKandKselectingKcompoundsKinKearlyKdrugKdiscoveryYK2014WK]gWKdffXga 75

178 —´–Xw|ozhKaKmethodKforK—redictionKofKXenobioticK|etabolismYK2015WKgWKgb 20

177 ossessingKqonfidenceKinK—redictionsKUsingKVeracityKandKUtilityKXKoKqaseKStudyKonKtheK—redictionKofK
|ammalianK|etabolismKbyK|eteorK’exusYK2015WKabWK_fbXg] 6

176 –nchidalKandKtasciculinsYK2015WKb]]Xb_[ 1

175 |utagenicKwmpuritieshK—recompetitiveZqompetitiveKqollaborativeKandKrataKSharingKwnitiativesYK2015WK
]gWK]bfdX]bgb 21

174 ValueKofKsharedKpreclinicalKsafetyKstudiesKXKTheKeT–XKdatabaseYK2015WK_WK_][X__] 16
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173 —redictingKdrugKmetabolismhKexperimentKandZorKcomputationmYK2015WK]bWKafeXb[b 255

172 qomputationalKtoxicologyWKfriendKorKfoemYK2015WKbWK]]cgX]]e_ 17

171 ´efiningKtheKchemicalKtoolboxKtoKbeKfitKforKeducationalKandKpracticalKpurposeKforKdrugKdiscoveryKinK
theK_]stKqenturyYK2015WK_[WK][]fX_d 21

170 —redictionKofKcytochromeK—bc[KmediatedKmetabolismYKAdvancednDrugnDeliverynReviewsWK2015WKfdWKd]Xe] 18.5 69

169 vierarchicalK´ulesKforK´eadXocrossKandKwnKSilicoK|odelsKofK|utagenicityYK2015WKaaWKafcXb[a 7

168 olternativeKtestingKmethodsKforKskinKsensitizationhK’|´KspectroscopyKforKprobingKtheKreactivityKandK
classificationKofKpotentialKskinKsensitizersYK2015WK_fWK]e[bX]b 24

167 zargeXScaleK—redictiveKrrugKSafetyhKtromKStructuralKolertsKtoKpiologicalK|echanismsYK2015WK_fWK]fecXfe 37

166 —harmacophoreKmodelingKandKinKsilicoKtoxicityKassessmentKofKpotentialKanticancerKagentsKfromK
ofricanKmedicinalKplantsYK2016WK][WK_]aeXcb 17

165 |etabolicKqharacterizationKofKqellKSystemsKUsedKinKwnKVitroKToxicologyKTestingYK2016WK]Xa] 1

164 qurrentKandKtutureK—erspectivesKonKtheKStructuralKwdentificationKofKSmallK|oleculesKinKpiologicalK
SystemsYK2016WKdWK 84

163 ToxqastKqhemicalKzandscapehK—avingKtheK´oadKtoK_]stKqenturyKToxicologyYK2016WK_gWK]__cXc] 301

162 |indKtheKuapLKoKxourneyKtowardsKqomputationalKToxicologyYK2016WKacWK_gbXa[f 20

161 odvancesKinKqomputationalK—redictionKofK´egioselectiveKandKwsoformXSpecificKrrugK|etabolismK
qatalyzedKbyKqY—bc[sYYK2016WK]WKdce]Xdcge 11

160 ´efinementWK´eductionWKandK´eplacementKofKonimalKToxicityKTestsKbyKqomputationalK|ethodsYK
2016WKceWK__dX_aa 20

159 UsingK|olecularKwnitiatingKsventsKToKuenerateK_rKStructureXoctivityK´elationshipsKforKToxicityK
ScreeningYK2016WK_gWK]d]]X]d_e 12

158 SiteKofKmetabolismKpredictionKforKoxidationKreactionsKmediatedKbyKoxidoreductasesKbasedKonK
chemicalKbondYK2017WKaaWKadaXae_ 8

157 |ultipleXparameterK–ptimizationKinKrrugKriscoveryhKsxampleKofKtheKcXvT]pKu—q´YK2016WKacWKcggXd[c 2

156 ’ewK uantitativeKStructureXoctivityK´elationshipK|odelsKwmproveK—redictabilityKofKomesK
|utagenicityKforKoromaticKozoKqompoundsYKToxicologicalnSciencesWK2016WK]caWKa]dX_d 4.4 19
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155 oKknowledgeXbasedKexpertKruleKsystemKforKpredictingKmutagenicityKSomesKtestTKofKaromaticKaminesK
andKazoKcompoundsYK2016WKae[WK_[Xa[ 23

154 wnKsilicoKtoxicologyhKcomputationalKmethodsKforKtheKpredictionKofKchemicalKtoxicityYK2016WKdWK]beX]e_ 310

153 UseKofK´eadXocrossKToolsYKMethodsninnMolecularnBiologyWK2016WK]b_cWKa[cX__ 1.4 4

152 UseKofKbigKdataKinKdrugKdevelopmentKforKprecisionKmedicineYK2016WK]WK_bcX_ca 21

151 |iningKmolecularKstructureKdatabaseshKwdentificationKofKsmallKmoleculesKbasedKonKfragmentationK
massKspectrometryKdataYK2017WKadWKd_bXdaa 62

150 svaluationKofKexistingKS TSo´KmodelsKforKskinKandKeyeKirritationKandKcorrosionKtoKuseKforK´soqvK
registrationYK2017WK_dcWKbeXc_ 12

149 reterminationKofK]XpromoXaXqhloropropaneWK]XSbX’itrobenzylTX]vX]W_WbXTriazoleWKandK
]XSpromomethylTXbX’itrobenzeneKinK´izatriptanKpenzoateYK2017WKf[WKbbeXbc_ 5

148 uuanylthioureaKderivativesKasKpotentialKantimalarialKagentshKSynthesisWKin´ vivoKandKmolecularK
modellingKstudiesYK2017WK]acWKaagXabf 12

147 —redictionKofKvydrolysisK—roductsKofK–rganicKqhemicalsKunderKsnvironmentalKpvKqonditionsYK2017WK
c]WKc[[fXc[]d 27

146 wdentificationKofKaKnovelKputativeKinhibitorKofKtheK—lasmodiumKfalciparumKpurineKnucleosideK
phosphorylasehKexploringKtheKpurineKsalvageKpathwayKtoKdesignKnewKantimalarialKdrugsYK2017WK_]WKdeeXdgc 13

145 ´ecentKadvancesKinKtheKpredictionKofKnonXqY—bc[XmediatedKdrugKmetabolismYK2017WKeWKe]a_a 13

144 |etaToxhKWebKopplicationKforK—redictingKStructureKandKToxicityKofKXenobioticsRK|etabolitesYK2017WK
ceWKdafXdb_ 32

143 resignKandKTestingKofKSaferWK|oreKsffectiveK—reservativesKforKqonsumerK—roductsYK2017WKcWKba_[Xbaa] 9

142 ristinguishingKbetweenKexpertKandKstatisticalKsystemsKforKapplicationKunderKwqvK|eYK2017WKfbWK]_bX]a[ 17

141 wnKsilicoKpredictionKofKgenotoxicityYK2017WK][dWKcgcXcgg 15

140 opplicabilityKofKinKsilicoKgenotoxicityKmodelsKonKfoodKandKfeedKingredientsYK2017WKg[WK_eeX_ff 1

139 ’aturalKmodulatorsKofKnonalcoholicKfattyKliverKdiseasehK|odeKofKactionKanalysisKandKinKsilicoK
or|sXToxKpredictionYK2017WKaaeWKbcXdd 11

138 StructureXmetabolismXrelationshipsKinKtheKmicrosomalKclearanceKofKpiperazinX]XylpyridazinesYK2017WK
fWK]ccaX]cd[ 0
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137 oKkX’earestK’eighboursKopproachKUsingK|etabolismXrelatedKtingerprintsKtoKwmproveKwnKSilicoK
|etaboliteK´ankingYK2017WKadWK]d[[][c 12

136 ´rX|etabolizerhKanKintegratedKandKreactionKtypesKextensiveKapproachKtoKpredictKmetabolicKsitesK
andKmetabolitesKofKdrugXlikeKmoleculesYK2017WK]]WKdc 5

135 or|sZToxK—ropertiesKandKpiochemicalKwnteractionsKofKSilybinKqongenershKwnKsilicoKStudyYK2017WK]_WK]gabcefX]e[]_[[4

134 riscoveryKofKnovelKdualKacetylcholinesteraseKinhibitorsKwithKantifibrillogenicKactivityKrelatedKtoK
olzheimerRsKdiseaseYK2018WK][WK][aeX][ca 7

133 qanKweKaccelerateKmedicinalKchemistryKbyKaugmentingKtheKchemistKwithKpigKrataKandKartificialK
intelligencemYK2018WK_aWK]aeaX]afb 20

132 wsKpreclinicalKdataKsharingKtheKnewKnormmYK2018WK_aWKbggXc[_ 4

131 |olecularKmodelingKandKstatisticalKanalysisKinKtheKdesignKofKderivativesKofKhumanKdipeptidylK
peptidaseKwVYKJournalnofnBiomolecularnStructurenandnDynamicsWK2018WKadWKa]fXaab 3.6 14

130 revelopmentKofKhumanKbiotransformationK So´sKandKapplicationKforK—pTKassessmentKrefinementYK
2018WK]]_WKcacXcba 16

129 ´etro—ath_Y[hKoKretrosynthesisKworkflowKforKmetabolicKengineersYK2018WKbcWK]cfX]e[ 108

128 wnKsilicoKtoxicityKprofilingKofKnaturalKproductKcompoundKlibrariesKfromKofricanKfloraKwithKantiXmalarialK
andKantiXvwVKpropertiesYK2018WKe_WK]adX]bg 14

127 onKoverviewKofKpopularKS TSo´KpackagesKforKregulatoryKpurposeshKanKagrobusinessKpointKofKviewYK
2018WK_gcWKS__a

126 ´eviewingKtheKuseKofKtwoKspeciesKinKtoxicologyKstudiesKsupportingKdrugKdevelopmentYK2018WK_gcWKS___XS__a 1

125 opplicationsKofKqhemoinformaticsKinK—redictiveKToxicologyKforK´egulatoryK—urposesWKsspeciallyKinK
theKqontextKofKtheKsUK´soqvKzegislationYK2018WKaWK]X_b 10

124 TargetXspecificKtoxicityKknowledgebaseKSTsTybThKaKnovelKtoolkitKforKinKsilicoKpredictiveKtoxicologyYK
2018WKadWK_]gX_ad 5

123 qomputationalKidentificationKofKstructuralKfactorsKaffectingKtheKmutagenicKpotentialKofKaromaticK
amineshKstudyKdesignKandKexperimentalKvalidationYK2018WKg_WK_adgX_afb 4

122 UsingKTransitionKStateK|odelingKToK—redictK|utagenicityKforK|ichaelKocceptorsYK2018WKcfWK]_ddX]_e] 12

121 wnKvitroKphaseKwKmetabolismKofKthreeKphenethylaminesK_crX’p–|eWK_csX’p–|eKandK_c’X’p–|eK
usingKmicrosomalKandKmicrobialKmodelsYK2018WK][WK]d[eX]d_d 6

120 |etStab–nX–nlineK—latformKforK|etabolicKStabilityK—redictionsYK2018WK]gWK 15
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119 sarlyKrrugKrevelopmentYK2018WKcbgXcf[

118 ’ovelKS]WaWcTX]WdXSSubstitutedKphenylThexaX]WaWcXtrieneKonalogsKwnhibitK|elanogenesisKinKp]dt][K
qellsKandKZebrafishYK2018WK]gWK 7

117 ’eurogenicKandKneuroprotectiveKdonepezilXflavonoidKhybridsKwithKsigmaX]KaffinityKandKinhibitionKofK
keyKenzymesKinKolzheimerRsKdiseaseYK2018WK]cdWKcabXcca 26

116 UsingKmetabolicKinformationKforKcategorizationKandKreadXacrossKinKtheK–sqrK So´KToolboxYK
ComputationalnToxicologyWK2019WK]_WK][[][_ 3.1 6

115 resignWKsynthesisKandKevaluationKofKphthalazinoneKthiohydantoinXbasedKderivativeKasKpotentK
—o´—X]KinhibitorsYK2019WKg]WK][a]f] 8

114 ’ewKSemiXoutomatedKqomputerXpasedKSystemKforKossessingKtheK—urgeKofK|utagenicKwmpuritiesYK
2019WK_aWK_be[X_bf] 10

113 TransitioningKtoKcompositeKbacterialKmutagenicityKmodelsKinKwqvK|eKS TSo´KanalysesYK2019WK][gWK][bbff 19

112 |odellingKSimpleKToxicityKsndpointshKolertsWKS TSo´sKandKpeyondYK2019WKaeXcc

111 UsingKartificialKintelligenceKmethodsKtoKspeedKupKdrugKdiscoveryYK2019WK]bWKedgXeee 27

110 uz–´YhKueneratorKofKtheKStructuresKofKzikelyKqytochromeK—bc[K|etabolitesKpasedKonK—redictedK
SitesKofK|etabolismYK2019WKeWKb[_ 43

109 wnKsilicoKandKinKvivoKstudiesKofKostragalusKglycyphylloidesKsaponinSsTKwithKrelevanceKtoKmetabolicK
syndromeKmodulationYK2019WK]a[WKa]eXa_c 2

108  uinoxalineTacrineK TefWKaKqholinesteraseKwnhibitorKasKaK—otentialKzigandKforKolzheimerRsKriseaseK
TherapyYK2019WK_bWK 10

107 ’ewKflavonoidKXKWXdibenzylSXmethylTamineKhybridshK|ultiXtargetXdirectedKagentsKforKolzheimer´·sK
diseaseKendowedKwithKneurogenicKpropertiesYK2019WKabWKe]_Xe_e 18

106 SystemsK|etabolicKsngineeringK|eetsK|achineKzearninghKoK’ewKsraKforKrataXrrivenK|etabolicK
sngineeringYK2019WK]bWKe]f[[b]d 27

105 sstablishingKsynthesisKpathwayXhostKcompatibilityKviaKenzymeKsolubilityYK2019WK]]dWK]b[cX]b]d 3

104 oKvighlyKoctiveKTriterpeneKrerivativeKqapableK|ofKpiofilmKramageKtoKqontrolKsppYK2019WKgWK 2

103 rensityKtunctionalKTheoryKTransitionXStateK|odelingKforKtheK—redictionKofKomesK|utagenicityKinK]WbK
|ichaelKocceptorsYK2019WKcgWKc[ggXc][a 9

102 —redictionKofKocuteK–ralKSystemicKToxicityKUsingKaK|ultifingerprintKSimilarityKopproachYK
ToxicologicalnSciencesWK2019WK]deWKbfbXbgc 4.4 20
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101 aX’–—hK|utagenicityKandKgenotoxicityKassessmentYK2019WK]_aWKcddXcea 10

100 qomputationalKmethodsKandKtoolsKtoKpredictKcytochromeK—bc[KmetabolismKforKdrugKdiscoveryYK
2019WKgaWKaeeXafd 62

99 |etatoxKXKWebKapplicationKforKgenerationKofKmetabolicKpathwaysKandKtoxicityKestimationYK2019WK]eWK]gb[[[] 8

98 pioTransformerhKaKcomprehensiveKcomputationalKtoolKforKsmallKmoleculeKmetabolismKpredictionK
andKmetaboliteKidentificationYK2019WK]]WK_ 142

97 wnKsilicoKpredictionKofKveterocyclicKoromaticKominesKmetabolismKsusceptibleKtoKformKr’oKadductsK
inKhumansYK2019WKa[[WK]fXa[ 7

96  uantitativeK—redictionsKforK|olecularKwnitiatingKsventsKUsingKThreeXrimensionalK uantitativeK
StructureXoctivityK´elationshipsYK2020WKaaWKa_bXaa_ 9

95 StructuralKolertsKandK´andomKtorestK|odelsKinKaKqonsensusKopproachKforK´eceptorKpindingK
|olecularKwnitiatingKsventsYK2020WKaaWKaffXb[] 10

94
penchmarkKroseKonalysisKofKr’oKramageKpiomarkerK´esponsesK—rovidesKqompoundK—otencyKandK
odverseK–utcomeK—athwayKwnformationKforKtheKTopoisomeraseKwwKwnhibitorKqlassKofKqompoundsYK
2020WKd]WKagdXb[e

4

93 wdentificationKofK’ewK´ofecoxibXpasedKqyclooxygenaseX_KwnhibitorshKoKpioinformaticsKopproachYK
2020WK]aWK 26
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