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j Paper IF Citations

317 ₂heJsystemJofJselfWconsistentJ—S– WmodelsJforJrefractiveJindexJofJpolymersYJStructuralaChemistryVJ
2022VJbbVJe]f 1.8 1

316 ₂heJsystemJofJselfWconsistentJmodelsJforJvapourJpressureYJChemicalaPhysicsaLettersVJ2022VJfh[VJ]bhbdc 2.5 2

315
₂heJdevelopmentJofJnanoW—S– JmodelsJforJviscosityJofJnanofluidsJusingJtheJindexJofJidealityJofJ
correlationJandJtheJcorrelationJintensityJindexYJChemometricsaandaIntelligentaLaboratoryaSystemsVJ
2022VJaaaVJ][cd[[

3.8 1

314 wowJfullereneJderivativesJRussSJactJonJtherapeuticallyJimportantJtargetsJassociatedJwithJdiabeticJ
diseasesYYJComputationalaandaStructuralaBiotechnologyaJournalVJ2022VJa[VJh]bWhac 6.8 3

313 “anomaterialsiJ—uasiWS’xLtSJasJaJflexibleJbasisJforJregulationJandJenvironmentalJriskJassessmentYYJ
ScienceaofatheaTotalaEnvironmentVJ2022VJgabVJ]dbfcf 10.2 6

312
—Sp JmodelsJforJsoilJecotoxicityiJsevelopmentJandJvalidationJofJmodelsJtoJpredictJreproductiveJ
toxicityJofJorganicJchemicalsJinJtheJcollembolaJuolsomiaJcandidaYJJournalaofaHazardousaMaterialsVJ
2022VJcabVJ]afabe

12.8 6

311 xnJSilicoJ’ethodsJforJtnvironmentalJ iskJpssessmentiJ–rinciplesVJ₂ieredJppproachesVJppplicationsVJ
andJuutureJ–erspectivesYYJMethodsainaMolecularaBiologyVJ2022VJacadVJdghWebe 1.4 4

310 ₂heJsearchingJforJagentsJforJplzheimerQsJdiseaseJtreatmentJviaJtheJsystemJofJselfWconsistentJ
modelsYYJToxicologyaMechanismsaandaMethodsVJ2022VJ]Wae 3.6 2

309
pJregressionWbasedJ—Sp WmodelJtoJpredictJacuteJtoxicityJofJaromaticJchemicalsJinJtadpolesJofJtheJ
yapaneseJbrownJfrogJR anaJjaponicaSiJralibrationVJvalidationVJandJfutureJdevelopmentsJtoJsupportJ
riskJassessmentJofJchemicalsJinJamphibiansYYJScienceaofatheaTotalaEnvironmentVJ2022VJgb[VJ]dcfhd

10.2 0

308 −seJofJquasiWS’xLtSJtoJbuildJmodelsJbasedJonJquantitativeJresultsJfromJexperimentsJwithJ
nanomaterialsYJChemosphereVJ2022VJ]bd[ge 8.4 2

307 ₂heJsystemJofJselfWconsistentJsemiWcorrelationsJasJoneJofJtheJtoolsJofJcheminformaticsJforJ
designingJantiviralJdrugsYJNewaJournalaofaChemistryVJ2021VJcdVJa[f]bWa[fa[ 3.6 2

306 ranJtheJ’onteJrarloJmethodJpredictJtheJtoxicityJofJbinaryJmixturesnYJEnvironmentalaScienceaanda
PollutionaResearchVJ2021VJagVJbhchbWbhd[[ 5.1 3

305 ’aintenanceVJupdateJandJfurtherJdevelopmentJofJtuSpQsJrhemicalJwazardsiJ”penuood₂oxJaY[YJ
EFSAaSupportingaPublicationsVJ2021VJ]gVJecfet 1.1 1

304 ₂heJ’onteJrarloJmethodJtoJbuildJupJmodelsJofJtheJhydrolysisJhalfWlivesJofJorganicJcompoundsYJSARa
andaQSARainaEnvironmentalaResearchVJ2021VJbaVJcebWcf] 3.5 5

303 ₂heJselfWorganizingJvectorJofJatomWpairsJproportionsiJuseJtoJdevelopJmodelsJforJmeltingJpointsYJ
StructuralaChemistryVJ2021VJbaVJhefWhf] 1.8 3

302 ₂heJunreliabilityJofJtheJreliabilityJcriteriaJinJtheJestimationJofJ—Sp JforJskinJsensitivityiJpJpunJorJaJ
reliableJlawnYJToxicologyaLettersVJ2021VJbc[VJ]bbW]c[ 4.4 4

301 ₂heJindexJofJidealityJofJcorrelationJimprovesJtheJpredictiveJpotentialJofJmodelsJofJtheJantioxidantJ
activityJofJtripeptidesJfromJfrogJskinJRLitoriaJrubellaSYJComputersainaBiologyaandaMedicineVJ2021VJ]bbVJ][cbf[7 6
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300
₂heJSystemJofJSelfWronsistentJofJ’odelsiJpJ“ewJppproachJtoJquildJ−pJandJβalidationJofJ–redictiveJ
’odelsJofJtheJ”ctanolZζaterJ–artitionJroefficientJforJvoldJ“anoparticlesYJInternationalaJournalaofa
EnvironmentalaResearchVJ2021VJ]dVJf[hWfaa

2.9 6

299 —uasiWS’xLtSJasJaJbasisJforJtheJdevelopmentJofJmodelsJforJtheJtoxicityJofJZn”JnanoparticlesYJ
ScienceaofatheaTotalaEnvironmentVJ2021VJffaVJ]cddba 10.2 9

298 ₂heJ—Sp WsearchJofJeffectiveJagentsJtowardsJcoronavirusesJapplyingJtheJ’onteJrarloJmethodYJSARa
andaQSARainaEnvironmentalaResearchVJ2021VJbaVJeghWehg 3.5 1

297 –esticidesVJcosmeticsVJdrugsiJidenticalJandJoppositeJinfluencesJofJvariousJmolecularJfeaturesJasJ
measuresJofJendpointsJsimilarityJandJdissimilarityYJMolecularaDiversityVJ2021VJadVJ]]bfW]]cc 3.1 2

296
xntegratedJ’odelsJforJtheJ–redictionJofJ“oW”bservedWRpdverseSWtffectJLevelsJandJ
LowestW”bservedWRpdverseSWtffectJLevelsJinJ atsJforJSubWchronicJ epeatedWsoseJ₂oxicityYJChemicala
ResearchainaToxicologyVJ2021VJbcVJacfWadf

4 5

295 tuSpQsJ”penuood₂oxiJpnJopenJsourceJtoxicologicalJdatabaseJonJchemicalsJinJfoodJandJfeedJandJitsJ
futureJdevelopmentsYJEnvironmentaInternationalVJ2021VJ]ceVJ][eahb 12.9 19

294 –redictionJofJtheJselfWacceleratingJdecompositionJtemperatureJofJorganicJperoxidesYJProcessaSafetya
ProgressVJ2021VJc[VJe]a]gh 1 1

293 –aradoxJofJQidealJcorrelationsQiJimprovedJmodelJforJairJhalfWlifeJofJpersistentJorganicJpollutantsYJ
EnvironmentalaTechnologyaiUnitedaKingdomkVJ2021VJ]We 2.6 3

292
−singJquasiWS’xLtSJforJtheJpredictiveJmodelingJofJtheJsafetyJofJdfcJmetalJoxideJnanoparticlesJ
measuredJinJdifferentJexperimentalJconditionsYJEnvironmentalaToxicologyaandaPharmacologyVJ2021VJ
geVJ][beed

5.8 7

291 ppplicationJofJquasiWS’xLtSJtoJtheJmodelJofJgoldWnanoparticlesJuptakeJinJpdch´ cellsYJComputersaina
BiologyaandaMedicineVJ2021VJ]beVJ][cfa[ 7 2

290 SemiWcorrelationsJasJaJtoolJtoJmodelJforJskinJsensitizationYJFoodaandaChemicalaToxicologyVJ2021VJ]dfVJ]]adg[4.7 0

289 ₂heJsequenceJofJaminoJacidsJasJtheJbasisJforJtheJmodelJofJbiologicalJactivityJofJpeptidesYJ
TheoreticalaChemistryaAccountsVJ2021VJ]c[VJ]d 1.9 2

288 ₂heJsystemJofJselfWconsistentJmodelsJforJtheJuptakeJofJnanoparticlesJinJ–araaJcancerJcellsYJ
NanotoxicologyVJ2021VJ]dVJhhdW][[c 5.3 4

287 ’aintenanceVupdateJandJfurtherJdevelopmentJofJtuSpQsJrhemicalJwazardsiJ”penuood₂oxJaY[YJEFSAa
SupportingaPublicationsVJ2020VJ]fVJ]gaat 1.1 3

286
xntegratingJ—Sp JmodelsJpredictingJacuteJcontactJtoxicityJandJmodeJofJactionJprofilingJinJhoneyJ
beesJRpYJmelliferaSiJsataJcurationJusingJopenJsourceJdatabasesVJperformanceJtestingJandJvalidationYJ
ScienceaofatheaTotalaEnvironmentVJ2020VJfbdVJ]bhacb

10.2 12

285 —S– Z—Sp iJStateWofWprtVJζeirdnessVJtheJuutureYJMoleculesVJ2020VJadVJ 4.8 18

284 uullerenesJre[JandJrf[iJaJmodelJforJsolubilityJbyJapplyingJtheJcorrelationJintensityJindexYJ
FullerenesaNanotubesaandaCarbonaNanostructuresVJ2020VJagVJh[[Wh[e 1.8 8

283 rorrelationJintensityJindexiJquildingJupJmodelsJforJmutagenicityJofJsilverJnanoparticlesYJScienceaofa
theaTotalaEnvironmentVJ2020VJfbfVJ]bhfa[ 10.2 13

(2020-2021)
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282 ₂heJusingJofJtheJxndexJofJxdealityJofJrorrelationJRxxrSJtoJimproveJpredictiveJpotentialJofJmodelsJofJ
waterJsolubilityJforJpesticidesYJEnvironmentalaScienceaandaPollutionaResearchVJ2020VJafVJ]bbbhW]bbcf 5.1 16

281 ₂heJindexJofJidealityJofJcorrelationiJmodelsJofJtheJflashJpointsJofJternaryJmixturesYJNewaJournalaofa
ChemistryVJ2020VJccVJcgdgWcgeg 3.6 9

280 —Sp JmodelsJforJbiocidesiJ₂heJexampleJofJtheJpredictionJofJacuteJtoxicityYJSARaandaQSARaina
EnvironmentalaResearchVJ2020VJb]VJaafWacb 3.5 18

279 ₂heJ−seJofJtheJxndexJofJxdealityJofJrorrelationJtoJquildJ−pJ’odelsJforJqioconcentrationJuactorYJ
MolecularaInformaticsVJ2020VJbhVJe]h[[[f[ 3.8 8

278 ₂heJindexJofJidealityJofJcorrelationJandJtheJvarietyJofJmolecularJringsJasJaJbaseJtoJimproveJmodelJofJ
wxβW]JproteaseJinhibitorsJactivityYJStructuralaChemistryVJ2020VJb]VJ]cc]W]ccg 1.8 2

277 ₂heJ’onteJrarloJ’ethodJasJaJ₂oolJtoJquildJupJ–redictiveJ—S– Z—Sp YJCurrentaComputeroAidedaDruga
DesignVJ2020VJ]eVJ]hfWa[e 1.4 5

276 rorrelationJxntensityJxndexJRrxxSJasJaJcriterionJofJpredictiveJpotentialiJppplyingJtoJmodelJthermalJ
conductivityJofJmetalJoxideWbasedJethyleneJglycolJnanofluidsYJChemicalaPhysicsaLettersVJ2020VJfdcVJ]bfe]c2.5 11

275 —Sp W’odelsVJβalidationVJandJxxrW–aradoxJforJsrugJ₂oxicityYJInternationalaJournalaofaQuantitativea
StructureoPropertyaRelationshipsVJ2020VJdVJaaWcb 1.2 1

274 txploringJ—Sp JmodelingJofJtoxicityJofJchemicalsJonJearthwormYJEcotoxicologyaandaEnvironmentala
SafetyVJ2020VJ]h[VJ]][[ef 7 16

273 −seJofJtheJindexJofJidealityJofJcorrelationJtoJimproveJaquaticJsolubilityJmodelYJJournalaofaMoleculara
GraphicsaandaModellingVJ2020VJheVJ][fdad 2.8 11

272 uirstJreportJonJaJclassificationWbasedJ—Sp JmodelJforJchemicalJtoxicityJtoJearthwormYJJournalaofa
HazardousaMaterialsVJ2020VJbgeVJ]a]ee[ 12.8 14

271 –redictingJacuteJcontactJtoxicityJofJorganicJbinaryJmixturesJinJhoneyJbeesJRpYJmelliferaSJthroughJ
innovativeJ—Sp JmodelsYJScienceaofatheaTotalaEnvironmentVJ2020VJf[cVJ]bdb[a 10.2 21

270 wowJtheJr” pLJsoftwareJcanJbeJusedJtoJselectJcompoundsJforJefficientJtreatmentJofJ
neurodegenerativeJdiseasesnYJToxicologyaandaAppliedaPharmacologyVJ2020VJc[gVJ]]dafe 4.6 6

269 ZebrafishJprJmodellingiJR—SSp JmodelsJtoJpredictJdevelopmentalJtoxicityJinJzebrafishJembryoYJ
EcotoxicologyaandaEnvironmentalaSafetyVJ2020VJa[aVJ]][hbe 7 5

268 —Sp JmodelJforJpesticidesJtoxicityJtoJ ainbowJ₂routJbasedJonJLidealJcorrelationsLYJAquatica
ToxicologyVJ2020VJaafVJ][ddgh 5.1 8

267 tcosystemJecologyiJ’odelsJforJacuteJtoxicityJofJpesticidesJtowardsJsaphniaJmagnaYJEnvironmentala
ToxicologyaandaPharmacologyVJ2020VJg[VJ][bcdh 5.8 6

266 pdvancementJofJpredictiveJmodelingJofJzetaJpotentialsJR˛¶SJinJmetalJoxideJnanoparticlesJwithJ
correlationJintensityJindexJRrxxSYJJournalaofaMolecularaLiquidsVJ2020VJb]fVJ]]bhah 6 9

265 ppplyingJtheJ’onteJrarloJtechniqueJtoJbuildJupJmodelsJofJglassJtransitionJtemperaturesJofJdiverseJ
polymersYJStructuralaChemistryVJ2020VJb]VJ]fbhW]fcb 1.8 3
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264 QxdealJcorrelationsQJforJtheJpredictiveJtoxicityJtoYJToxicologyaMechanismsaandaMethodsVJ2020VJb[VJe[dWe][ 3.6 5

263 rorrelationJintensityJindexiJmathematicalJmodelingJofJcytotoxicityJofJmetalJoxideJnanoparticlesYJ
NanotoxicologyVJ2020VJ]cVJ]]]gW]]ae 5.3 20

262 Sp SWroβJ’JinhibitoryJactivityJofJaromaticJdisulfideJcompoundsiJ—Sp JmodelYJJournalaofa
BiomolecularaStructureaandaDynamicsVJ2020VJ]Wf 3.6 13

261 –redictionJofJ“oJ”bservedJpdverseJtffectJroncentrationJforJinhalationJtoxicityJusingJ’onteJrarloJ
approachYJSARaandaQSARainaEnvironmentalaResearchVJ2020VJb]VJ]W]a 3.5 6

260 ₂heJindexJofJidealityJofJcorrelationiJmodelsJforJflammabilityJofJbinaryJliquidJmixturesYJChemicala
PapersVJ2020VJfcVJe[]We[h 1.9 13

259 xdealizationJofJcorrelationsJbetweenJoptimalJsimplifiedJmolecularJinputWlineJentryJsystemWbasedJ
descriptorsJandJskinJsensitizationYJSARaandaQSARainaEnvironmentalaResearchVJ2019VJb[VJccfWcdd 3.5 16

258 —Sp JasJaJrandomJeventiJcriteriaJofJpredictiveJpotentialJforJaJchanceJmodelYJStructuralaChemistryVJ
2019VJb[VJ]effW]egb 1.8 20

257
₂heJrorrelationJrontradictionsJxndexJRrrxSiJquildingJupJreliableJmodelsJofJmutagenicJpotentialJofJ
silverJnanoparticlesJunderJdifferentJconditionsJusingJquasiWS’xLtSYJScienceaofatheaTotalaEnvironment
VJ2019VJeg]VJ][aW][h

10.2 19

256 rombinationsJofJgraphJinvariantsJandJattributesJofJsimplifiedJmolecularJinputWlineJentryJsystemJ
RS’xLtSSJtoJbuildJupJmodelsJforJsweetnessYJFoodaResearchaInternationalVJ2019VJ]aaVJc[Wce 7 17

255 LxdealJcorrelationsLJforJbiologicalJactivityJofJpeptidesYJBioSystemsVJ2019VJ]g]VJd]Wdf 1.9 7

254 ₂heJxndexJofJxdealityJofJrorrelationiJ—Sp J’odelJofJpcuteJ₂oxicityJforJZebrafishJRsanioJrerioSJ
tmbryoYJInternationalaJournalaofaEnvironmentalaResearchVJ2019VJ]bVJbgfWbhc 2.9 7

253 soesJtheJxndexJofJxdealityJofJrorrelationJsetectJtheJqetterJ’odelJrorrectlynYJMolecularaInformaticsVJ
2019VJbgVJe]g[[]df 3.8 36

252 SemiWcorrelationsJcombinedJwithJtheJindexJofJidealityJofJcorrelationiJaJtoolJtoJbuildJupJmodelJofJ
mutagenicJpotentialYJMolecularaandaCellularaBiochemistryVJ2019VJcdaVJ]bbW]c[ 4.2 10

251 −seJofJtheJindexJofJidealityJofJcorrelationJtoJimproveJpredictiveJpotentialJforJbiochemicalJ
endpointsYJToxicologyaMechanismsaandaMethodsVJ2019VJahVJcbWda 3.6 24

250 r” pLiJquildingJupJ—Sp JmodelsJforJtheJchromosomeJaberrationJtestYJSaudiaJournalaofaBiologicala
SciencesVJ2019VJaeVJ]][]W]][e 4 15

249 —S– JasJaJrandomJeventiJsolubilityJofJfullerenesJr[e[]JandJr[f[]YJFullerenesaNanotubesaandaCarbona
NanostructuresVJ2019VJafVJg]eWga] 1.8 5

248
xnvestigatingJcombinedJtoxicityJofJbinaryJmixturesJinJbeesiJ’etaWanalysisJofJlaboratoryJtestsVJ
modellingVJmechanisticJbasisJandJimplicationsJforJriskJassessmentYJEnvironmentaInternationalVJ2019VJ
]bbVJ][dade

12.9 33

247 ppplicationJofJtheJ’onteJrarloJ’ethodJforJtheJ–redictionJofJqehaviorJofJ–eptidesYJCurrentaProteina
andaPeptideaScienceVJ2019VJa[VJ]]d]W]]df 2.8 3

(2019-2020)
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246 ζhetherJtheJβalidationJofJtheJ–redictiveJ–otentialJofJ₂oxicityJ’odelsJisJaJSolvedJ₂asknYJCurrenta
TopicsainaMedicinalaChemistryVJ2019VJ]hVJaecbWaedf 3 4

245 βirtualJScreeningJofJpntiWrancerJrompoundsiJppplicationJofJ’onteJrarloJ₂echniqueYJAntioCancera
AgentsainaMedicinalaChemistryVJ2019VJ]hVJ]cgW]db 2.2 3

244
tstimationJofJasJautocorrelationJdescriptorsJandJasJ’onteJrarloJdescriptorsJasJaJtoolJtoJbuildJupJ
predictiveJmodelsJforJacetylcholinesteraseJRprhtSJinhibitoryJactivityYJChemometricsaandaIntelligenta
LaboratoryaSystemsVJ2019VJ]gcVJ]cWa]

3.8 13

243 SemiWcorrelationsJasJaJtoolJtoJbuildJupJcategoricalJRactiveZinactiveSJmodelJofJvpqppJreceptorJ
modulatorJactivityYJStructuralaChemistryVJ2019VJb[VJgdbWge] 1.8 6

242 ₂heJstudyJofJtheJindexJofJidealityJofJcorrelationJasJaJnewJcriterionJofJpredictiveJpotentialJofJ
—S– Z—Sp WmodelsYJScienceaofatheaTotalaEnvironmentVJ2019VJedhVJ]bgfW]bhc 10.2 32

241 —S– JandJnanoW—S– iJζhatJisJtheJdifferencenYJJournalaofaMolecularaStructureVJ2019VJ]]gaVJ]c]W]ch 3.4 38

240 —uasiWS’xLtSiJquantitativeJstructureWactivityJrelationshipsJtoJpredictJanticancerJactivityYJMoleculara
DiversityVJ2019VJabVJc[bWc]a 3.1 12

239 ₂heJindexJofJidealityJofJcorrelationiJimprovementJofJmodelsJforJtoxicityJtoJalgaeYJNaturalaProducta
ResearchVJ2019VJbbVJaa[[Waa[f 2.3 19

238 —Sp JsevelopmentJforJ–lasmaJ–roteinJqindingiJxnfluenceJofJtheJxonizationJStateYJPharmaceuticala
ResearchVJ2018VJbeVJag 4.5 8

237 ’utagenicityVJanticancerJactivityJandJbloodJbrainJbarrieriJsimilarityJandJdissimilarityJofJmolecularJ
alertsYJToxicologyaMechanismsaandaMethodsVJ2018VJagVJba]Wbaf 3.6 8

236 —S– JanalysisJofJthresholdJofJodorJforJtheJlargeJnumberJofJheterogenicJchemicalsYJMoleculara
DiversityVJ2018VJaaVJbhfWc[b 3.1 3

235 r” pLiJ—Sp JmodelsJforJcarcinogenicityJofJorganicJcompoundsJforJmaleJandJfemaleJratsYJ
ComputationalaBiologyaandaChemistryVJ2018VJfaVJaeWba 3.6 19

234 −seJofJquasiWS’xLtSJtoJmodelJbiologicalJactivityJofJâ��micelleâ��polymerâ��JsamplesYJStructuralaChemistry
VJ2018VJahVJ]a]bW]aab 1.8 7

233 ppplicationJofJtheJ’onteJrarloJmethodJforJbuildingJupJmodelsJforJoctanolWwaterJpartitionJ
coefficientJofJplatinumJcomplexesYJChemicalaPhysicsaLettersVJ2018VJf[]VJ]bfW]ce 2.5 14

232 ₂heJapplicationJofJnewJwp sWdescriptorJavailableJfromJtheJr” pLJsoftwareJtoJbuildingJupJ“”ptLJ
modelsYJFoodaandaChemicalaToxicologyVJ2018VJ]]aVJdccWdd[ 4.7 26

231 xndexJofJxdealityJofJrorrelationiJnewJpossibilitiesJtoJvalidateJ—Sp iJaJcaseJstudyYJStructurala
ChemistryVJ2018VJahVJbbWbg 1.8 47

230 —uasiWS’xLtSJasJaJtoolJtoJpredictJremovalJratesJofJpharmaceuticalsJandJdyesJinJsewageYJChemicala
EngineeringaResearchaandaDesignVJ2018VJ]]gVJaafWabb 5.5 9

229 ₂owardsJtheJsevelopmentJofJvlobalJ“anoW—uantitativeJStructureW–ropertyJ elationshipJ’odelsiJ
ZetaJ–otentialsJofJ’etalJ”xideJ“anoparticlesYJNanomaterialsVJ2018VJgVJ 5.4 22
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228 r” pLiJ’onteJrarloJ’ethodJtoJ–redictJtndpointsJforJ’edicalJrhemistryYJMinioReviewsainaMedicinala
ChemistryVJ2018VJ]gVJbgaWbh] 3.2 15

227 qloodJqrainJqarrierJandJplzheimerQsJsiseaseiJSimilarityJandJsissimilarityJofJ’olecularJplertsYJCurrenta
NeuropharmacologyVJ2018VJ]eVJfehWfgd 7.6 13

226 —uantitativeJStructureWactivityJ elationshipJStudyJofJqetulinicJpcidJserivativesJpgainstJwxβJusingJ
S’xLtSWbasedJsescriptorsYJCurrentaComputeroAidedaDrugaDesignVJ2018VJ]cVJ]daW]dh 1.4 6

225 xmprovedJ’odelJforJqiodegradabilityJofJ”rganicJrompoundsiJ₂heJrorrelationJrontributionsJofJ
 ingsYJMethodsainaPharmacologyaandaToxicologyVJ2018VJ]cfW]gb 1.1 6

224 –redictingJrytotoxicityJofJaW–henylindoleJserivativesJpgainstJqreastJrancerJrellsJ−singJxndexJofJ
xdealityJofJrorrelationYJAnticanceraResearchVJ2018VJbgVJe]ghWe]hc 2.3 22

223 −seJofJtheJindexJofJidealityJofJcorrelationJtoJimproveJmodelsJofJecoWtoxicityYJEnvironmentalaSciencea
andaPollutionaResearchVJ2018VJadVJb]ff]Wb]ffd 5.1 24

222 ₂heJindexJofJidealityJofJcorrelationiJhierarchyJofJ’onteJrarloJmodelsJforJglassJtransitionJ
temperaturesJofJpolymersYJJournalaofaPolymeraResearchVJ2018VJadVJ] 2.7 11

221 sesignJandJdevelopmentJofJnovelJantibioticsJbasedJonJutsZJinhibitionJâ��JinJsilicoJstudiesYJNewa
JournalaofaChemistryVJ2018VJcaVJ][hfeW][hga 3.6 19

220 –redictionJofJantimicrobialJactivityJofJlargeJpoolJofJpeptidesJusingJquasiWS’xLtSYJBioSystemsVJ2018VJ
]ehW]f[VJdW]a 1.9 6

219 Sp JforJgastroWintestinalJabsorptionJandJbloodWbrainJbarrierJpermeationJofJpesticidesYJ
ChemicooBiologicalaInteractionsVJ2018VJah[VJ]Wd 5 7

218 r” pLiJ–redictiveJmodelsJforJcytotoxicityJofJfunctionalizedJnanozeolitesJbasedJonJquasiWS’xLtSYJ
ChemosphereVJ2018VJa][VJdaWde 8.4 9

217 –redictionJofJqiochemicalJtndpointsJbyJtheJr” pLJSoftwareiJ–rejudicesVJ–aradoxesVJandJ esultsYJ
MethodsainaMolecularaBiologyVJ2018VJ]g[[VJdfbWdgb 1.4 3

216 r” pLiJqinaryJclassificationsJRactiveZinactiveSJforJdrugWinducedJliverJinjuryYJToxicologyaLettersVJ2017VJ
aegVJd]Wdf 4.4 29

215 “anoW—Sp JinJcellJbiologyiJ’odelJofJcellJviabilityJasJaJmathematicalJfunctionJofJavailableJeclecticJ
dataYJJournalaofaTheoreticalaBiologyVJ2017VJc]eVJ]]bW]]g 2.3 33

214 r” pLJandJ“anoW—up iJ—uantitativeJfeatureJWJpctivityJrelationshipsJR—up SJforJbioavailabilityJofJ
nanoparticlesJRZn”VJru”VJro”VJandJ₂i”SYJEcotoxicologyaandaEnvironmentalaSafetyVJ2017VJ]bhVJc[cWc[f 7 25

213 ₂heJindexJofJidealityJofJcorrelationiJpJcriterionJofJpredictabilityJofJ—Sp JmodelsJforJskinJ
permeabilitynYJScienceaofatheaTotalaEnvironmentVJ2017VJdgeVJceeWcfa 10.2 68

212 —Sp JmodelJforJbloodWbrainJbarrierJpermeationYJJournalaofaPharmacologicalaandaToxicologicala
MethodsVJ2017VJggVJfW]g 1.7 23

211 ₂heJindexJofJidealityJofJcorrelationiJpJcriterionJofJpredictiveJpotentialJofJ—S– Z—Sp JmodelsnYJ
MutationaResearchaoaGeneticaToxicologyaandaEnvironmentalaMutagenesisVJ2017VJg]hVJb]Wbf 3 77

(2017-2018)
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210 —Sp JmodelsJforJpredictingJacuteJtoxicityJofJpesticidesJinJrainbowJtroutJusingJtheJr” pLJsoftwareJ
andJtuSpQsJ”penuood₂oxJdatabaseYJEnvironmentalaToxicologyaandaPharmacologyVJ2017VJdbVJ]dgW]eb 5.8 42

209 wybridJoptimalJdescriptorsJasJaJtoolJtoJpredictJskinJsensitizationJinJaccordanceJtoJ”trsJprinciplesYJ
ToxicologyaLettersVJ2017VJafdVJdfWee 4.4 27

208 –redictionJofJgasJchromatographicJretentionJindicesJbasedJonJ’onteJrarloJmethodYJTalantaVJ2017VJ
]egVJadfWaea 6.2 9

207 —uasiWS’xLtSJasJaJ“ovelJ₂oolJforJ–redictionJofJ“anomaterialsnJtndpointsJ2017VJ]h]Waa] 3

206 sevelopingJinnovativeJinJsilicoJmodelsJwithJtuSpQsJ”penuood₂oxJdatabaseYJEFSAaSupportinga
PublicationsVJ2017VJ]cVJ]a[et 1.1 8

205 —Sp JofJantimycobacterialJactivityJofJbenzoxazolesJbyJoptimalJS’xLtSWbasedJdescriptorsYJMedicinala
ChemistryaResearchVJ2017VJaeVJba[bWba[g 2.2 4

204 −tilizationJofJtheJ’onteJrarloJ’ethodJtoJquildJupJ—Sp J’odelsJforJwemolysisJandJrytotoxicityJofJ
pntimicrobialJ–eptidesYJCurrentaDrugaDiscoveryaTechnologiesVJ2017VJ]cVJaahWacb 1.5 16

203 sevelopmentJofJ’onteJrarloJppproachesJinJSupportJofJtnvironmentalJ esearchYJChallengesaanda
AdvancesainaComputationalaChemistryaandaPhysicsVJ2017VJcdbWceh 0.7 2

202 —uasiWS’xLtSJforJ“anoW—Sp J–redictionJofJ₂oxicJtffectJofJpla”bJ“anoparticlesJ2017VJ]dfbW]dgc

201 —S– Z—Sp JpnalysesJbyJ’eansJofJtheJr” pLJSoftwareJ2017VJhahWhdd

200 —uasiWS’xLtSJforJ“anoW—Sp J–redictionJofJ₂oxicJtffectJofJpla”bJ“anoparticlesJ2017VJ]eacW]ebd

199 —S– JmodelsJforJestimatingJretentionJinJw–LrJwithJtheJpJsoluteJpolarityJparameterJbasedJonJtheJ
’onteJrarloJmethodYJStructuralaChemistryVJ2016VJafVJga]Wgag 1.8 7

198 “anoW—Sp iJ’odelJofJmutagenicityJofJfullereneJasJaJmathematicalJfunctionJofJdifferentJconditionsYJ
EcotoxicologyaandaEnvironmentalaSafetyVJ2016VJ]acVJbaWbe 7 33

197 ”dorJthresholdJpredictionJbyJmeansJofJtheJ’onteJrarloJmethodYJEcotoxicologyaandaEnvironmentala
SafetyVJ2016VJ]bbVJbh[Wc 7 8

196 pssessmentJofJnanoW—S– JmodelsJofJorganicJcontaminantJabsorptionJbyJcarbonJnanotubesJforJ
ecologicalJimpactJstudiesYJMaterialsaDiscoveryVJ2016VJcVJaaWag 5

195 —uantitativeJstructureâ��activityJrelationshipJmodelsJforJbeeJtoxicityYJToxicologicalaanda
EnvironmentalaChemistryVJ2016VJ]W]a 1.4 2

194 ’onteJrarloWbasedJquantitativeJstructureWactivityJrelationshipJmodelsJforJtoxicityJofJorganicJ
chemicalsJtoJsaphniaJmagnaYJEnvironmentalaToxicologyaandaChemistryVJ2016VJbdVJaeh]Waehf 3.8 21

193 quildingJupJaJ—Sp JmodelJforJtoxicityJtowardJ₂etrahymenaJpyriformisJbyJtheJ’onteJrarloJmethodiJ
pJcaseJofJbenzeneJderivativesYJEnvironmentalaToxicologyaandaPharmacologyVJ2016VJcaVJ]bdWcd 5.8 21

AndreyuToropov
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192 ’odelJforJelectrochemicalJparametersJforJcWRbenzylsulfanylSpyridinesJcalculatedJfromJtheJ
molecularJstructureYJJournalaofaElectroanalyticalaChemistryVJ2016VJfeeVJacWah 4.1 0

191 —Sp JmodelJforJpredictingJcellJviabilityJofJhumanJembryonicJkidneyJcellsJexposedJtoJSi”â��J
nanoparticlesYJChemosphereVJ2016VJ]ccVJhhdW][[] 8.4 30

190 ₂heJ−tilizationJofJtheJ’onteJrarloJ₂echniqueJforJ ationalJsrugJsiscoveryYJCombinatorialaChemistrya
andaHighaThroughputaScreeningVJ2016VJ]hVJefeWegf 1.3 14

189 —uasiWS’xLtSJforJ“anoW—Sp J–redictionJofJ₂oxicJtffectJofJpla”bJ“anoparticlesYJJournalaofa
NanotoxicologyaandaNanomedicineVJ2016VJ]VJ]fWag 6

188 —Sp JasJaJ andomJtventiJSelectingJofJtheJ’olecularJStructureJforJ–otentialJpntiWtuberculosisJ
pgentsYJAntioInfectiveaAgentsVJ2016VJ]cVJbW][ 0.6 6

187 tvolutionJofJ”ptimalJsescriptorsYJInternationalaJournalaofaQuantitativeaStructureoPropertya
RelationshipsVJ2016VJ]VJdaWf] 1.2

186 ₂owardsJpredictingJtheJsolubilityJofJr”aJandJ“aJinJdifferentJpolymersJusingJaJquasiWS’xLtSJbasedJ
—S– JapproachYJSARaandaQSARainaEnvironmentalaResearchVJ2016VJafVJahbWb[] 3.5 7

185 xmprovedJbuildingJupJaJmodelJofJtoxicityJtowardsJ–imephalesJpromelasJbyJtheJ’onteJrarloJ
methodYJEnvironmentalaToxicologyaandaPharmacologyVJ2016VJcgVJafgWagd 5.8 7

184 pJquasiWS’xLtSJbasedJ—S– JppproachJtowardsJtheJpredictionJofJadsorptionJenergyJofJZieglerJâ��J
“attaJcatalystsJforJpropyleneJpolymerizationYJMaterialsaDiscoveryVJ2016VJdVJaaWag 10

183 —Sp J’odelJforJrytotoxicityJofJSilicaJ“anoparticlesJonJwumanJtmbryonicJzidneyJrells]YJMaterialsa
Today:aProceedingsVJ2016VJbVJgcfWgdc 1.4 9

182 —uasiWS’xLtSJasJaJtoolJtoJutilizeJeclecticJdataJforJpredictingJtheJbehaviorJofJnanomaterialsYJ
NanoImpactVJ2016VJ]VJe[Wec 5.6 18

181 sevelopmentJofJtheJLatestJ₂oolsJforJquildingJupJâ��“anoW—Sp â��iJ—uantitativeJ
ueaturesâ��–ropertyZpctivityJ elationshipsJR—u– sZ—up sSJ2016VJbdbWbhe

180 ₂heJ’onteJrarloJtechniqueJasJaJtoolJtoJpredictJL”ptLYJEuropeanaJournalaofaMedicinalaChemistryVJ
2016VJ]]eVJf]Wfd 6.8 26

179 ’onteJrarloJmethodJforJpredictingJofJcardiacJtoxicityiJht vJblockerJcompoundsYJToxicologyaLettersVJ
2016VJad[Wad]VJcaWe 4.4 26

178 —uasiWS’xLtSJandJnanoW—u– iJ₂heJpredictiveJmodelJforJzetaJpotentialsJofJmetalJoxideJ
nanoparticlesYJChemicalaPhysicsaLettersVJ2016VJee[VJ][fW]][ 2.5 27

177 —Sp JmodelsJforJ]VaVcWbenzotriazinesJasJSrcJinhibitorsJbasedJonJ’onteJrarloJmethodYJMedicinala
ChemistryaResearchVJ2015VJacVJagbWah[ 2.2 5

176 SearchingJtherapeuticJagentsJforJtreatmentJofJplzheimerJdiseaseJusingJtheJ’onteJrarloJmethodYJ
ComputersainaBiologyaandaMedicineVJ2015VJecVJ]cgWdc 7 28

175 LargeWscaleJstructureWactivityJrelationshipJstudyJofJhepatitisJrJvirusJ“SdqJpolymeraseJinhibitionJ
usingJS’xLtSWbasedJdescriptorsYJMolecularaDiversityVJ2015VJ]hVJhddWec 3.1 11

(2015-2016)

9



174 r” pLiJ’odelJforJoctanolZwaterJpartitionJcoefficientYJFluidaPhaseaEquilibriaVJ2015VJbhfVJccWch 2.5 10

173 r” pLiJmodelJforJnoJobservedJadverseJeffectJlevelJR“”ptLSYJMolecularaDiversityVJ2015VJ]hVJdebWfd 3.1 15

172
pminoJsubstitutedJnitrogenJheterocycleJureasJasJkinaseJinsertJdomainJcontainingJreceptorJRzs SJ
inhibitorsiJ–erformanceJofJstructureWactivityJrelationshipJapproachesYJJournalaofaFoodaandaDruga
AnalysisVJ2015VJabVJ]egW]fd

7 7

171 –redictionJofJretentionJcharacteristicsJofJheterocyclicJcompoundsYJAnalyticalaandaBioanalyticala
ChemistryVJ2015VJc[fVJh]gdWh 4.4 2

170 —Sp JmodelingJofJtheJantimicrobialJactivityJofJpeptidesJasJaJmathematicalJfunctionJofJaJsequenceJ
ofJaminoJacidsYJComputationalaBiologyaandaChemistryVJ2015VJdhJ–tJpVJ]aeWb[ 3.6 29

169 –redictionJofJtheJ—WeJparametersJfromJstructuresJofJtransferJchainJagentsYJJournalaofaPolymera
ResearchVJ2015VJaaVJ] 2.7 2

168 r” pLiJpredictionJofJbindingJaffinityJandJefficacyJofJthyroidJhormoneJreceptorJligandsYJEuropeana
JournalaofaMedicinalaChemistryVJ2015VJ][]VJcdaWe] 6.8 15

167 xnJsilicoJpredictionJofJtheJ˛†WcyclodextrinJcomplexationJbasedJonJ’onteJrarloJmethodYJInternationala
JournalaofaPharmaceuticsVJ2015VJchdVJc[cWc[h 6.5 15

166 ’onteJcarloJmethodWbasedJ—Sp JmodelingJofJpenicillinsJbindingJtoJhumanJserumJproteinsYJArchiva
DeraPharmazieVJ2015VJbcgVJeaWf 4.3 21

165 —Sp JasJaJrandomJeventiJaJcaseJofJ“”ptLYJEnvironmentalaScienceaandaPollutionaResearchVJ2015VJaaVJgaecWf]5.1 36

164 —uasiW—Sp JforJmutagenicJpotentialJofJmultiWwalledJcarbonWnanotubesYJChemosphereVJ2015VJ]acVJc[We 8.4 60

163 —S– JstudiesJonJrefractiveJindicesJofJstructurallyJheterogeneousJpolymersYJChemometricsaanda
IntelligentaLaboratoryaSystemsVJ2015VJ]c[VJgeWh] 3.8 39

162 ”ptimalJnanoWdescriptorsJasJtranslatorsJofJeclecticJdataJintoJpredictionJofJtheJcellJmembraneJ
damageJbyJmeansJofJnanoJmetalWoxidesYJEnvironmentalaScienceaandaPollutionaResearchVJ2015VJaaVJfcdWdf 5.1 33

161 ”ptimalJdescriptorJasJaJtranslatorJofJeclecticJdataJintoJpredictionJofJcytotoxicityJforJmetalJoxideJ
nanoparticlesJunderJdifferentJconditionsYJEcotoxicologyaandaEnvironmentalaSafetyVJ2015VJ]]aVJbhWcd 7 70

160 pJquasiW—S– JmodellingJforJtheJphotocatalyticJdecolourizationJrateJconstantsJandJcellularJviabilityJ
RrβOSJofJnanoparticlesJbyJr” pLYJSARaandaQSARainaEnvironmentalaResearchVJ2015VJaeVJahWc[ 3.5 22

159 —Sp JmodelJasJaJrandomJeventiJpJcaseJofJratJtoxicityYJBioorganicaandaMedicinalaChemistryVJ2015VJabVJ]aabWb[3.4 31

158 —uasiWS’xLtSJandJnanoW—up iJunitedJmodelJforJmutagenicityJofJfullereneJandJ’ζr“₂JunderJ
differentJconditionsYJChemosphereVJ2015VJ]bhVJ]gWaa 8.4 52

157
₂heJ’onteJrarloJmethodJbasedJonJeclecticJdataJasJanJefficientJtoolJforJpredictionsJofJendpointsJforJ
nanomaterialsJWJtwoJexamplesJofJapplicationYJCombinatorialaChemistryaandaHighaThroughputa
ScreeningVJ2015VJ]gVJbfeWge

1.3 7

AndreyuToropov
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156 ’utagenicityiJ—Sp JWJquasiW—Sp JWJnanoW—Sp YJMinioReviewsainaMedicinalaChemistryVJ2015VJ]dVJe[gWa] 3.2 24

155
−seJofJ—uasiWS’xLtSJandJ’onteJrarloJ”ptimizationJtoJsevelopJ—uantitativeJueatureJ
–ropertyZpctivityJ elationshipsJR—u– Z—up SJforJ“anomaterialsYJCurrentaTopicsainaMedicinala
ChemistryVJ2015VJ]dVJ]gbfWcc

3 18

154 —S– Z—Sp JpnalysesJbyJ’eansJofJtheJr” pLJSoftwareYJAdvancesainaChemicalaandaMaterialsa
EngineeringaBookaSeriesVJ2015VJde[Wdgd 0.2 6

153 ”ptimalJdescriptorsJasJaJtoolJtoJpredictJtheJthermalJdecompositionJofJpolymersYJJournalaofa
MathematicalaChemistryVJ2014VJdaVJ]]f]W]]g] 2.1 13

152 r” pLJsoftwareiJpredictionJofJcarcinogenicityJofJdrugsJbyJmeansJofJtheJ’onteJrarloJmethodYJ
EuropeanaJournalaofaPharmaceuticalaSciencesVJ2014VJdaVJa]Wd 5.1 65

151 ronformationWindependentJ—Sp JonJcWSrcJtyrosineJkinaseJinhibitorsYJChemometricsaandaIntelligenta
LaboratoryaSystemsVJ2014VJ]bcVJcfWda 3.8 9

150 romprehensionJofJdrugJtoxicityiJsoftwareJandJdatabasesYJComputersainaBiologyaandaMedicineVJ2014VJ
cdVJa[Wd 7 45

149 ”ptimalJdescriptorJasJaJtranslatorJofJeclecticJdataJintoJendpointJpredictioniJmutagenicityJofJ
fullereneJasJaJmathematicalJfunctionJofJconditionsYJChemosphereVJ2014VJ][cVJaeaWc 8.4 46

148 —Sp JmodelJforJcytotoxicityJofJSi”aJnanoparticlesJonJhumanJlungJfibroblastsYJJournalaofa
NanoparticleaResearchVJ2014VJ]eVJ] 2.3 17

147
pconitumJandJdelphiniumJditerpenoidJalkaloidsJofJlocalJanestheticJactivityiJcomparativeJ—Sp J
analysisJbasedJonJvpW’L pZ–LSJandJoptimalJdescriptorsJapproachYJJournalaofaEnvironmentalaSciencea
andaHealthnaPartaC:aEnvironmentalaCarcinogenesisaandaEcotoxicologyaReviewsVJ2014VJbaVJa]bWbg

4.5 11

146 LargeWscaleJ—Sp JstudyJofJaromataseJinhibitorsJusingJS’xLtSWbasedJdescriptorsYJChemometricsaanda
IntelligentaLaboratoryaSystemsVJ2014VJ]bgVJ]a[W]ae 3.8 43

145
”ptimalJdescriptorJasJaJtranslatorJofJeclecticJinformationJintoJtheJpredictionJofJmembraneJdamageiJ
theJcaseJofJaJgroupJofJZn”JandJ₂i”aJnanoparticlesYJEcotoxicologyaandaEnvironmentalaSafetyVJ2014VJ
][gVJa[bWh

7 22

144 —Sp JmodelsJforJwt–₂JderivatesJasJ““ ₂xJinhibitorsJbasedJonJ’onteJrarloJmethodYJEuropeana
JournalaofaMedicinalaChemistryVJ2014VJffVJahgWb[d 6.8 50

143 siscoveryJofJ–otentialVJ“onW₂oxicJxnfluenzaJβirusJxnhibitorJbyJromputationalJ₂echniquesYJMoleculara
InformaticsVJ2014VJbbVJddhWed 3.8 4

142
’onteJrarloJ’ethodJqasedJ—Sp J’odelingJofJroumarinJserivatesJasJ–otentJwxβW]JxntegraseJ
xnhibitorsJandJ’olecularJsockingJStudiesJofJSelectedJcWphenylJwydroxycoumarinsYJActaaFacultatisa
MedicaeaNaissensisVJ2014VJb]VJhdW][b

0.2 11

141 S’xLtSWbasedJquantitativeJstructureâ��retentionJrelationshipsJforJ –Jw–LrJofJ
]WphenylWdWbenzylsulfanyltetrazolesYJStructuralaChemistryVJ2014VJadVJb]]Wb]f 1.8 12

140 quildingJupJ—Sp JmodelJforJtoxicityJofJpsychotropicJdrugsJbyJtheJ’onteJrarloJmethodYJStructurala
ChemistryVJ2014VJadVJ][efW][fb 1.8 7

139 —Sp JmodelsJforJantiWmalarialJactivityJofJcWaminoquinolinesYJCurrentaComputeroAidedaDrugaDesignVJ
2014VJ][VJfdWga 1.4 18

(2014-2015)
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138 —Sp JmodelsJforJtheJreactivationJofJsarinJinhibitedJacetylcholinesteraseJbyJquaternaryJpyridiniumJ
oximesJbasedJonJ’onteJrarloJmethodYJCurrentaComputeroAidedaDrugaDesignVJ2014VJ][VJaeeWfb 1.4 5

137 ”ptimalJdescriptorJasJaJtranslatorJofJeclecticJinformationJintoJtheJpredictionJofJthermalJ
conductivityJofJmicroWelectroWmechanicalJsystemsYJJournalaofaMathematicalaChemistryVJ2013VJd]VJaab[Waabf2.1 9

136 S’xLtSWbasedJquantitativeJstructureWpropertyJrelationshipsJforJhalfWwaveJpotentialJofJ
“WbenzylsalicylthioamidesYJEuropeanaJournalaofaMedicinalaChemistryVJ2013VJefVJ]]]Wc 6.8 21

135 —Sp JmodelsJforJinhibitorsJofJphysiologicalJimpactJofJtscherichiaJcoliJthatJleadsJtoJdiarrheaYJ
BiochemicalaandaBiophysicalaResearchaCommunicationsVJ2013VJcbaVJa]cWad 3.4 10

134 xnJsilicoJmethodsJtoJpredictJdrugJtoxicityYJCurrentaOpinionainaPharmacologyVJ2013VJ]bVJg[aWe 5.1 58

133 ₂heJdefinitionJofJtheJmolecularJstructureJforJpotentialJantiWmalariaJagentsJbyJtheJ’onteJrarloJ
methodYJStructuralaChemistryVJ2013VJacVJ]behW]bg] 1.8 19

132 S’xLtSWbasedJ—Sp JmodelJforJarylpiperazinesJasJhighWaffinityJdWw₂R]pSJreceptorJligandsJusingJ
r” pLYJEuropeanaJournalaofaPharmaceuticalaSciencesVJ2013VJcgVJdbaWc] 5.1 50

131 ”ptimalJdescriptorJasJaJtranslatorJofJeclecticJinformationJintoJtheJpredictionJofJmembraneJdamageJ
byJmeansJofJvariousJ₂i”RaSJnanoparticlesYJChemosphereVJ2013VJhbVJaed[Wd 8.4 51

130 r” pLiJ—S– JmodelJofJwaterJsolubilityJbasedJonJlocalJandJglobalJS’xLtSJattributesYJChemosphereVJ
2013VJh[VJgffWg[ 8.4 30

129 sevelopmentJofJ—Sp JmodelsJforJpredictingJantiWwxβW]JactivityJusingJtheJ’onteJrarloJmethodYJ
OpenaChemistryVJ2013VJ]]VJbf]Wbg[ 1.6 3

128 S’xLtSWbasedJ—Sp JmodelsJforJtheJcalciumJchannelWantagonisticJeffectJofJ]VcWdihydropyridinesYJ
ArchivaDeraPharmazieVJ2013VJbceVJ]bcWh 4.3 29

127 —Sp JasJaJrandomJeventiJmodelingJofJnanoparticlesJuptakeJinJ–araaJcancerJcellsYJChemosphereVJ
2013VJhaVJb]Wf 8.4 114

126 r” pLiJ—S– sJofJenthalpiesJofJformationJofJorganometallicJcompoundsYJJournalaofaMathematicala
ChemistryVJ2013VJd]VJ]egcW]ehb 2.1 6

125 r” pLiJ’onteJrarloJ’ethodJasJaJ₂oolJforJtheJ–redictionJofJtheJqioconcentrationJuactorJofJ
xndustrialJ–ollutantsYJMolecularaInformaticsVJ2013VJbaVJ]cdWdc 3.8 17

124 ”rζLvxJdescriptorsiJtheoryJandJpraxisYJCurrentaComputeroAidedaDrugaDesignVJ2013VJhVJaaeWba 1.4 8

123 r” pLiJtheJpredictionJofJbiodegradationJofJorganicJcompoundsJwithJoptimalJS’xLtSWbasedJ
descriptorsYJOpenaChemistryVJ2012VJ][VJ][caW][cg 1.6 6

122 r” pLiJ—Sp JmodelsJforJacuteJtoxicityJinJfatheadJminnowJR–imephalesJpromelasSYJJournalaofa
ComputationalaChemistryVJ2012VJbbVJ]a]gWab 3.5 17

121 S’xLtSWbasedJoptimalJdescriptorsiJ—Sp JmodelingJofJestrogenJreceptorJbindingJaffinityJbyJ
correlationJbalanceYJStructuralaChemistryVJ2012VJabVJdahWdcc 1.8 8

AndreyuToropov
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120 r” pLiJ—uantitativeJmodelsJforJestimatingJbioconcentrationJfactorJofJorganicJcompoundsYJ
ChemometricsaandaIntelligentaLaboratoryaSystemsVJ2012VJ]]gVJf[Wfb 3.8 4

119 r” pLiJ’odelsJofJtoxicityJofJbinaryJmixturesYJChemometricsaandaIntelligentaLaboratoryaSystemsVJ
2012VJ]]hVJbhWcb 3.8 21

118 “ovelJapplicationJofJtheJr” pLJsoftwareJtoJmodelJcytotoxicityJofJmetalJoxideJnanoparticlesJtoJ
bacteriaJtscherichiaJcoliYJChemosphereVJ2012VJghVJ][hgW][a 8.4 78

117 S’xLtSWbasedJ—S– JmodelJforJhalfWwaveJpotentialsJofJ]WphenylWdWbenzylWsulfanyltetrazolesJusingJ
r” pLYJChemicalaPhysicsaLettersVJ2012VJdbhWdc[VJa[cWa[g 2.5 7

116 ₂heJaverageJnumbersJofJoutliersJoverJgroupsJofJvariousJsplitsJintoJtrainingJandJtestJsetsiJpJcriterionJ
ofJtheJreliabilityJofJaJ—S– nJpJcaseJofJwaterJsolubilityYJChemicalaPhysicsaLettersVJ2012VJdcaVJ]bcW]bf 2.5 4

115 —Sp JmodelsJforJprtWinhibitorJactivityJofJtriWpeptidesJbasedJonJrepresentationJofJtheJmolecularJ
structureJbyJgraphJofJatomicJorbitalsJandJS’xLtSYJStructuralaChemistryVJ2012VJabVJ]gfbW]gfg 1.8 24

114 —Sp JmodelingJofJendpointsJforJpeptidesJwhichJisJbasedJonJrepresentationJofJtheJmolecularJ
structureJbyJaJsequenceJofJaminoJacidsYJStructuralaChemistryVJ2012VJabVJ]gh]W]h[c 1.8 26

113 —Sp JmodelsJforJtoxicityJofJorganicJsubstancesJtoJsaphniaJmagnaJbuiltJupJbyJusingJtheJr” pLJ
freewareYJChemicalaBiologyaandaDrugaDesignVJ2012VJfhVJbbaWg 2.9 16

112 r” pLiJ—Sp JmodelingJofJtoxicityJofJorganicJchemicalsJtowardsJsaphniaJmagnaYJChemometricsaanda
IntelligentaLaboratoryaSystemsVJ2012VJ]][VJ]ffW]g] 3.8 47

111
r” pLiJ–redictionsJofJrateJconstantsJofJhydroxylJradicalJreactionJusingJrepresentationJofJtheJ
molecularJstructureJobtainedJbyJcombinationJofJS’xLtSJandJvraphJapproachesYJChemometricsaanda
IntelligentaLaboratoryaSystemsVJ2012VJ]]aVJedWf[

3.8 20

110 r” pLiJbinaryJclassificationsJRactiveZinactiveSJforJLiverW elatedJpdverseJtffectsJofJsrugsYJCurrenta
DrugaSafetyVJ2012VJfVJadfWe] 1.4 12

109 r” pLiJclassificationJmodelJforJpredictionsJofJantiWsarcomaJactivityYJCurrentaTopicsainaMedicinala
ChemistryVJ2012VJ]aVJafc]Wc 3 6

108 ralculationJofJmolecularJfeaturesJwithJapparentJimpactJonJbothJactivityJofJmutagensJandJactivityJofJ
anticancerJagentsYJAntioCanceraAgentsainaMedicinalaChemistryVJ2012VJ]aVJg[fW]f 2.2 9

107
SimplifiedJmolecularJinputWlineJentryJsystemJandJxnternationalJrhemicalJxdentifierJinJtheJ—Sp J
analysisJofJstyrylquinolineJderivativesJasJwxβW]JintegraseJinhibitorsYJChemicalaBiologyaandaDruga
DesignVJ2011VJffVJbcbWe[

2.9 8

106 coralJSoftwareiJ—Sp JforJpnticancerJpgentsYJChemicalaBiologyaandaDrugaDesignVJ2011VJffVJcf]We 2.9 29

105 −singJnanoW—Sp JtoJpredictJtheJcytotoxicityJofJmetalJoxideJnanoparticlesYJNatureaNanotechnologyVJ
2011VJeVJ]fdWg 28.7 551

104
romparisonJofJS’xLtSJandJmolecularJgraphsJasJtheJrepresentationJofJtheJmolecularJstructureJforJ
—Sp JanalysisJforJmutagenicJpotentialJofJpolyaromaticJaminesYJChemometricsaandaIntelligenta
LaboratoryaSystemsVJ2011VJ][hVJhcW][[

3.8 39

103 —Sp JmodellingJtoxicityJtowardJratsJofJinorganicJsubstancesJbyJmeansJofJr” pLYJOpenaChemistryVJ
2011VJhVJfdWgd 1.6 13

(2011-2012)
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102 pnalysisJofJtheJcoWevolutionsJofJcorrelationsJasJaJtoolJforJ—Sp WmodelingJofJcarcinogenicityiJanJ
unexpectedJgoodJpredictionJbasedJonJaJmodelJthatJseemsJuntrustworthyYJOpenaChemistryVJ2011VJhVJ]edW]fc1.6 24

101 —Sp JmodelingJofJanxiolyticJactivityJtakingJintoJaccountJtheJpresenceJofJketoWJandJenolWtautomersJ
byJbalanceJofJcorrelationsJwithJidealJslopesYJOpenaChemistryVJ2011VJhVJgceWgdc 1.6 3

100 r” pLiJ—S– JmodelsJforJsolubilityJofJ[re[]JandJ[rf[]JfullereneJderivativesYJMolecularaDiversityVJ
2011VJ]dVJachWde 3.1 27

99 xmprovedJmodelJforJfullereneJre[JsolubilityJinJorganicJsolventsJbasedJonJquantumWchemicalJandJ
topologicalJdescriptorsYJJournalaofaNanoparticleaResearchVJ2011VJ]bVJbabdWbacf 2.3 43

98 r” pLiJquantitativeJstructureWactivityJrelationshipJmodelsJforJestimatingJtoxicityJofJorganicJ
compoundsJinJratsYJJournalaofaComputationalaChemistryVJ2011VJbaVJafafWbb 3.5 80

97
roWevolutionsJofJcorrelationsJforJ—Sp JofJtoxicityJofJorganometallicJandJinorganicJsubstancesiJpnJ
unexpectedJgoodJpredictionJbasedJonJaJmodelJthatJseemsJuntrustworthyYJChemometricsaanda
IntelligentaLaboratoryaSystemsVJ2011VJ][dVJa]dWa]h

3.8 33

96 r” pLiJbuildingJupJtheJmodelJforJbioconcentrationJfactorJandJdefiningJitQsJapplicabilityJdomainYJ
EuropeanaJournalaofaMedicinalaChemistryVJ2011VJceVJ]c[[Wb 6.8 45

95
S’xLtSWbasedJ—Sp JapproachesJforJcarcinogenicityJandJanticancerJactivityiJcomparisonJofJ
correlationJweightsJforJidenticalJS’xLtSJattributesYJAntioCanceraAgentsainaMedicinalaChemistryVJ2011VJ
]]VJhfcWga

2.2 21

94 S’xLtSWbasedJoptimalJdescriptorsiJ—Sp JanalysisJofJfullereneWbasedJwxβW]J– JinhibitorsJbyJmeansJ
ofJbalanceJofJcorrelationsYJJournalaofaComputationalaChemistryVJ2010VJb]VJbg]Wha 3.5 37

93 —S– JmodellingJofJnormalJboilingJpointsJandJoctanolZwaterJpartitionJcoefficientJforJacyclicJandJ
cyclicJhydrocarbonsJusingJS’xLtSWbasedJoptimalJdescriptorsYJOpenaChemistryVJ2010VJgVJ][cfW][da 1.6 5

92 —S– JmodelingJofJoctanolZwaterJpartitionJcoefficientJofJantineoplasticJagentsJbyJbalanceJofJ
correlationsYJEuropeanaJournalaofaMedicinalaChemistryVJ2010VJcdVJ]ebhWcf 6.8 13

91 −seJofJtheJinternationalJchemicalJidentifierJforJconstructingJ—S– WmodelJofJnormalJboilingJpointsJ
ofJacyclicJcarbonylJsubstancesYJJournalaofaMathematicalaChemistryVJ2010VJcfVJbddWbeh 2.1 5

90 —Sp JanalysisJofJ]VcWdihydroWcWoxoW]WRaWthiazolylSW]VgWnaphthyridinesJexhibitingJanticancerJactivityJ
byJoptimalJS’xLtSWbasedJdescriptorsYJJournalaofaMathematicalaChemistryVJ2010VJcfVJecfWeee 2.1 9

89 —Sp JmodelingJofJmeasuredJbindingJaffinityJforJfullereneWbasedJwxβW]J– JinhibitorsJbyJr” pLYJ
JournalaofaMathematicalaChemistryVJ2010VJcgVJhdhWhgf 2.1 40

88 —Sp WmodelingJofJtoxicityJofJorganometallicJcompoundsJbyJmeansJofJtheJbalanceJofJcorrelationsJ
forJxnrhxWbasedJoptimalJdescriptorsYJMolecularaDiversityVJ2010VJ]cVJ]gbWha 3.1 15

87 —Sp JmodellingJofJtheJtoxicityJtoJ₂etrahymenaJpyriformisJbyJbalanceJofJcorrelationsYJMoleculara
DiversityVJ2010VJ]cVJga]Wf 3.1 13

86 xnrhxWbasedJoptimalJdescriptorsiJ—Sp JanalysisJofJfullerene[re[]WbasedJwxβW]J– JinhibitorsJbyJ
correlationJbalanceYJEuropeanaJournalaofaMedicinalaChemistryVJ2010VJcdVJ]bgfWhc 6.8 25

85 S’xLtSWbasedJoptimalJdescriptorsiJ—Sp JmodelingJofJcarcinogenicityJbyJbalanceJofJcorrelationsJ
withJidealJslopesYJEuropeanaJournalaofaMedicinalaChemistryVJ2010VJcdVJbdg]Wf 6.8 35
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84 pJnewJbioconcentrationJfactorJmodelJbasedJonJS’xLtSJandJindicesJofJpresenceJofJatomsYJEuropeana
JournalaofaMedicinalaChemistryVJ2010VJcdVJcbhhWc[a 6.8 27

83 pdditiveJS’xLtSWbasedJcarcinogenicityJmodelsiJ–robabilisticJprinciplesJinJtheJsearchJforJrobustJ
predictionsYJInternationalaJournalaofaMolecularaSciencesVJ2009VJ][VJb][eWaf 6.3 34

82 —S– JmodelingJofJenthalpiesJofJformationJforJorganometallicJcompoundsJbyJS’p ₂WbasedJoptimalJ
descriptorsYJJournalaofaComputationalaChemistryVJ2009VJb[VJadfeWga 3.5 9

81 —S– JmodelingJbioconcentrationJfactorJRqruSJbyJbalanceJofJcorrelationsYJEuropeanaJournalaofa
MedicinalaChemistryVJ2009VJccVJadccWd] 6.8 25

80 —Sp JmodellingJofJcarcinogenicityJbyJbalanceJofJcorrelationsYJMolecularaDiversityVJ2009VJ]bVJbefWfb 3.1 18

79 —S– JmodelingJofJoctanolJwaterJpartitionJcoefficientJofJplatinumJcomplexesJbyJxnrhxWbasedJ
optimalJdescriptorsYJJournalaofaMathematicalaChemistryVJ2009VJceVJ][e[W][fb 2.1 13

78 pdditiveJxnrhxWbasedJoptimalJdescriptorsiJ—S– JmodelingJofJfullereneJrJe[JsolubilityJinJorganicJ
solventsYJJournalaofaMathematicalaChemistryVJ2009VJceVJ]abaW]ad] 2.1 28

77 —Sp JmodellingJforJmutagenicJpotencyJofJheteroaromaticJaminesJbyJoptimalJS’xLtSWbasedJ
descriptorsYJChemicalaBiologyaandaDrugaDesignVJ2009VJfbVJb[]W]a 2.9 11

76
SimplifiedJmolecularJinputJlineJentryJsystemWbasedJoptimalJdescriptorsiJquantitativeJ
structureWactivityJrelationshipJmodelingJmutagenicityJofJnitratedJpolycyclicJaromaticJhydrocarbonsYJ
ChemicalaBiologyaandaDrugaDesignVJ2009VJfbVJd]dWad

2.9 17

75 —S– JmodellingJofJtheJoctanolZwaterJpartitionJcoefficientJofJorganometallicJsubstancesJbyJoptimalJ
S’xLtSWbasedJdescriptorsYJOpenaChemistryVJ2009VJfVJgceWgde 1.6 6

74 ’ultipleJLinearJ egressionJpnalysisJandJ”ptimalJsescriptorsiJ–redictingJtheJrholesterylJtsterJ
₂ransferJ–roteinJxnhibitionJpctivityYJQSARaandaCombinatorialaScienceVJ2008VJafVJdhdWe[e 10

73 —S– JmodelingJofJoctanolZwaterJpartitionJcoefficientJforJvitaminsJbyJoptimalJdescriptorsJ
calculatedJwithJS’xLtSYJEuropeanaJournalaofaMedicinalaChemistryVJ2008VJcbVJf]cWc[ 6.8 36

72 ’ultiplicativeJS’xLtSWbasedJoptimalJdescriptorsiJ—S– JmodelingJofJfullereneJre[JsolubilityJinJ
organicJsolventsYJChemicalaPhysicsaLettersVJ2008VJcdfVJbbaWbbe 2.5 39

71 —S– JmodelingJforJenthalpiesJofJformationJofJorganometallicJcompoundsJbyJmeansJofJ
S’xLtSWbasedJoptimalJdescriptorsYJChemicalaPhysicsaLettersVJ2008VJce]VJbcbWbcf 2.5 29

70 pdditiveJS’xLtSWbasedJoptimalJdescriptorsJinJ—Sp JmodellingJbeeJtoxicityiJ−singJrareJS’xLtSJ
attributesJtoJdefineJtheJapplicabilityJdomainYJBioorganicaandaMedicinalaChemistryVJ2008VJ]eVJcg[]Wh 3.4 43

69 —Sp JmodelingJofJacuteJtoxicityJbyJbalanceJofJcorrelationsYJBioorganicaandaMedicinalaChemistryVJ
2008VJ]eVJdhhhWe[[g 3.4 46

68 S’xLtSJasJanJalternativeJtoJtheJgraphJinJ—Sp JmodellingJofJbeeJtoxicityYJComputationalaBiologyaanda
ChemistryVJ2007VJb]VJdfWe[ 3.6 43

67 –redictingJwaterJsolubilityJandJoctanolJwaterJpartitionJcoefficientJforJcarbonJnanotubesJbasedJonJ
theJchiralJvectorYJComputationalaBiologyaandaChemistryVJ2007VJb]VJ]afWg 3.6 48
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66 —S– JstudyJonJsolubilityJofJfullereneJre[JinJorganicJsolventsJusingJoptimalJdescriptorsJcalculatedJ
withJS’xLtSYJChemicalaPhysicsaLettersVJ2007VJcc]VJ]]hW]aa 2.5 38

65 pdditiveJS’xLtSJbasedJoptimalJdescriptorsiJ—S– JmodelingJofJfullereneJre[JsolubilityJinJorganicJ
solventsYJChemicalaPhysicsaLettersVJ2007VJcccVJa[hWa]c 2.5 34

64 ”ptimisationJofJcorrelationJweightsJofJS’xLtSJinvariantsJforJmodellingJoralJquailJtoxicityYJEuropeana
JournalaofaMedicinalaChemistryVJ2007VJcaVJe[eW]b 6.8 21

63 —Sp J’odelingJofJpcuteJ₂oxicityJforJ“itrobenzeneJserivativesJ₂owardsJ atsiJromparativeJpnalysisJ
byJ’L pJandJ”ptimalJsescriptorsYJQSARaandaCombinatorialaScienceVJ2007VJaeVJegeWehb 28

62
—Sp J’odelingJofJ–eripheralJβersusJrentralJqenzodiazepineJ eceptorJqindingJpffinityJofJ
aW–henylimidazo[]VaWa]pyridineacetamidesJusingJ”ptimalJsescriptorsJralculatedJwithJS’xLtSYJ
QSARaandaCombinatorialaScienceVJ2007VJaeVJce[Wceg

9

61 –redictingJthermalJconductivityJofJnanomaterialsJbyJcorrelationJweightingJtechnologicalJattributesJ
codesYJMaterialsaLettersVJ2007VJe]VJcfffWcfg[ 3.3 22

60 S’xLtSJinJ—S– Z—Sp J’odelingiJresultsJandJperspectivesYJCurrentaDrugaDiscoveryaTechnologiesVJ
2007VJcVJffW]]e 1.5 40

59 rharacterizationJofJchemicalJstructuresJ2007VJgbW][h

58  esultsJofJst’t₂ pJmodelsJ2007VJa[]Wag] 5

57 pnJtffectiveJβisualizationJandJpnalysisJ’ethodJforJtdgeJ’easurementJ2007VJhc]Whd[ 2

56 xmprovedJ—Sp JmodelingJofJantiWwxβW]JacivitiesJbyJmeansJofJtheJoptimizedJcorrelationJweightsJofJ
localJgraphJinvariantsYJOpenaChemistryVJ2006VJcVJ]bdW]cg 1.6 1

55 romparisonJofJ—S– JmodelsJofJoctanolZwaterJpartitionJcoefficientJforJvitaminsJandJnonJvitaminsYJ
EuropeanaJournalaofaMedicinalaChemistryVJ2006VJc]VJ]af]Wg 6.8 18

54 —Sp JmodelsJofJquailJdietaryJtoxicityJbasedJonJtheJgraphJofJatomicJorbitalsYJBioorganicaanda
MedicinalaChemistryaLettersVJ2006VJ]eVJ]hc]Wb 2.9 26

53 —S– JmodelingJofJtheJhalfWwaveJpotentialsJofJbenzoxazinesJbyJoptimalJdescriptorsJcalculatedJwithJ
theJS’xLtSYJComputationalaBiologyaandaChemistryVJ2006VJb[VJcbcWf 3.6 22

52 —S– JmodelingJmineralJcrystalJlatticeJenergyJbyJoptimalJdescriptorsJofJtheJgraphJofJatomicJ
orbitalsYJChemicalaPhysicsaLettersVJ2006VJcagVJ]gbW]ge 2.5 12

51 pJnewJapproachJtoJtheJcharacterizationJofJnanomaterialsiJ–redictingJYoungâ��sJmodulusJbyJ
correlationJweightingJofJnanomaterialsJcodesYJChemicalaPhysicsaLettersVJ2006VJcbbVJ]adW]ah 2.5 38

50 —Sp JmodelsJforJsaphniaJtoxicityJofJpesticidesJbasedJonJcombinationsJofJtopologicalJparametersJ
ofJmolecularJstructuresYJBioorganicaandaMedicinalaChemistryVJ2006VJ]cVJaffhWgg 3.4 37

49 rorrelationJweightingJofJvalenceJshellsJinJ—Sp JanalysisJofJtoxicityYJBioorganicaandaMedicinala
ChemistryVJ2006VJ]cVJbhabWg 3.4 22
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48 —S– WmodelingJofJoligophenyleneJmeltingJpointsYJJournalaofaStructuralaChemistryVJ2006VJcfVJbeaWbee 0.9 3

47 —Sp JofJtheJtestosteroneJbindingJglobulinJaffinityJbyJmeansJofJcorrelationJweightingJofJlocalJ
invariantsJofJtheJgraphJofJatomicJorbitalsYJBioorganicaandaMedicinalaChemistryVJ2005VJ]bVJegb[Wd 3.4 7

46 —S– JmodelingJofJtheJwaterJsolubilityJofJdiverseJfunctionalJaliphaticJcompoundsJbyJoptimizationJofJ
correlationJweightsJofJlocalJgraphJinvariantsYJJournalaofaMolecularaModelingVJ2005VJ]]VJghWhe 2 9

45 —S– J’odelingJofJvibbsJureeJtnergyJofJ”rganicJrompoundsJbyJζeightingJofJ“earestJ“eighboringJ
rodesYJStructuralaChemistryVJ2005VJ]eVJb[dWbac 1.8 4

44 vraphJofJatomicJorbitalsJandJtheJmolecularJstructureWdescriptorsJbasedJonJitYJJournalaofatheaSerbiana
ChemicalaSocietyVJ2005VJf[VJeehWefc 0.9 6

43 pnJimprovedJ—S– JmodelingJofJhydrocarbonJdipoleJmomentsYJScientificaWorldaJournalnaTheVJ2004VJcVJhdeWec2.2

42 SpecialJxssueJonJulexibleJ’olecularJsescriptorsYJMoleculesVJ2004VJhVJhggWhgg 4.8 78

41
—S– JcalculationJofJnormalJboilingJpointsJofJorganicJmoleculesJbasedJonJtheJuseJofJcorrelationJ
weightingJofJatomicJorbitalsJwithJextendedJconnectivityJofJzeroWJandJfirstWorderJgraphsJofJatomicJ
orbitalsYJMoleculesVJ2004VJhVJ][]hWbb

4.8 14

40
—S– J’”stLx“vJ”uJt“₂wpL–xtSJ”uJu” ’p₂x”“Ju ”’JtLt’t“₂SJ”uJr”” sx“p₂x”“J
r”’–”−“sSJqYJr”  tLp₂x”“Jζtxvw₂x“vJ”uJ“tp tS₂J“txvwq” x“vJr”stSYJJournalaofa
TheoreticalaandaComputationalaChemistryVJ2004VJ[bVJb]Wc]

1.8 1

39 —S– JmodelingJtheJaqueousJsolubilityJofJalcoholsJbyJoptimizationJofJcorrelationJweightsJofJlocalJ
graphJinvariantsYJMolecularaDiversityVJ2004VJgVJbadWb[ 3.1 12

38
—S– J’odelingJofJromplexJStabilityJbyJrorrelationJζeighingJofJtheJ₂opologicalJandJrhemicalJ
xnvariantsJofJ’olecularJvraphsYJRussianaJournalaofaCoordinationaChemistryqKoordinatsionnayaa
KhimiyaVJ2004VJb[VJe]]We]f

1.6 11

37 —S– JmodelingJaqueousJsolubilityJofJpolychlorinatedJbiphenylsJbyJoptimizationJofJcorrelationJ
weightsJofJlocalJandJglobalJgraphJinvariantsYJOpenaChemistryVJ2004VJaVJd[[Wdab 1.6

36 –redictionJofJalkaneJenthalpiesJbyJmeansJofJcorrelationJweightingJofJ’organJextendedJ
connectivityJinJmolecularJgraphsYJChemicalaPhysicsaLettersVJ2004VJbgcVJbdfWbeb 2.5 13

35 —S– JmodelingJofJvitrificationJtemperaturesJforJpolyaryleneJoxidesYJJournalaofaStructuralaChemistry
VJ2004VJcdVJf[eWf]a 0.9 1

34 —S– J’odelingJofJtheJ eactivityJ–arametersJofJ’onomersJinJ adicalJropolymerizationsYJJournalaofa
StructuralaChemistryVJ2004VJcdVJhcdWhd[ 0.9 17

33 —Sp JmodellingJofJaldehydeJtoxicityJbyJmeansJofJoptimisationJofJcorrelationJweightsJofJnearestJ
neighbouringJcodesYJComputationalaandaTheoreticalaChemistryVJ2004VJefeVJ]edW]eh 26

32
—Sp JmodellingJofJaldehydeJtoxicityJagainstJaJprotozoanVJ₂etrahymenaJpyriformisJbyJoptimizationJ
ofJcorrelationJweightsJofJnearestJneighboringJcodesYJComputationalaandaTheoreticalaChemistryVJ
2004VJefhVJaadWaag

17

31
“earestJneighboringJcodeJandJhydrogenJbondJindexJinJlabeledJhydrogenWfilledJgraphJandJgraphJofJ
atomicJorbitalsiJapplicationJtoJmodelJofJnormalJboilingJpointsJofJhaloalkanesYJComputationalaanda
TheoreticalaChemistryVJ2004VJf]]VJ]fbW]gb

10

(2004-2006)
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30 —Sp J’odelingJp“₂xWwxβW]JpctivitiesJbyJ”ptimizationJofJrorrelationJζeightsJofJLocalJvraphJ
xnvariantsYJMolecularaSimulationVJ2004VJb[VJeh]Wehe 2 8

29 —S– JmodelingJofJlipidWwaterJpartitionJcoefficientJbyJoptimizationJofJcorrelationJweightsJofJlocalJ
graphJinvariantsYJJournalaofaChemicalaInformationaandaComputeraSciencesVJ2004VJccVJ]fhWge 27

28 Structureâ��₂oxicityJ elationshipsJforJpliphaticJrompoundsJqasedJonJrorrelationJζeightingJofJLocalJ
vraphJxnvariantsYJInternationalaJournalaofaMolecularaSciencesVJ2003VJcVJafaWagb 6.3 19

27 —Sp JstudyJofJtheJtoxicJactionJofJaliphaticJcompoundsJtoJtheJbacteriaJβibrioJfisheriJbasedJonJ
correlationJweightingJofJlocalJgraphJinvariantsYJComputationalaandaTheoreticalaChemistryVJ2003VJebhVJ]ahW]bd 5

26 romparisonJofJ—Sp JmodelsJofJantiWwxβW]JpotenciesJbasedJonJlabeledJhydrogenJfilledJgraphJandJ
graphJofJatomicJorbitalsYJComputationalaandaTheoreticalaChemistryVJ2003VJec[VJ]fdW]g] 7

25 —S– JmodelingJofJalkanesJpropertiesJbasedJonJgraphJofJatomicJorbitalsYJComputationalaanda
TheoreticalaChemistryVJ2003VJebfVJ]W][ 40

24 —Sp JmodelingJofJdihydrofolateJreductaseJinhibitoryJactivityJbyJcorrelationJweightingJofJnearestJ
neighboringJcodesYJComputationalaandaTheoreticalaChemistryVJ2003VJeaaVJaehWafb 7

23 —S– JmodelingJofJcycloalkanesJpropertiesJbyJcorrelationJweightingJofJextendedJgraphJvalenceJ
shellsYJComputationalaandaTheoreticalaChemistryVJ2003VJebfVJbfWca 5

22 –redictionJofJaquaticJtoxicityiJuseJofJoptimizationJofJcorrelationJweightsJofJlocalJgraphJinvariantsYJ
JournalaofaChemicalaInformationaandaComputeraSciencesVJ2003VJcbVJde[Wf 39

21 —S– J’odelingJofJwydrocarbonJsipoleJ’omentsJbyJ’eansJofJrorrelationJζeightingJofJLocalJvraphJ
xnvariantsYJJournalaofaTheoreticalaandaComputationalaChemistryVJ2003VJ[aVJ]bhW]ce 1.8 3

20 —Sp JmodelingJofJtoxicityJonJoptimizationJofJcorrelationJweightsJofJ’organJextendedJ
connectivityYJComputationalaandaTheoreticalaChemistryVJ2002VJdfgVJ]ahW]bc 38

19 ’odelingJofJacyclicJcarbonylJcompoundsJnormalJboilingJpointsJbyJcorrelationJweightingJofJnearestJ
neighboringJcodesYJComputationalaandaTheoreticalaChemistryVJ2002VJdg]VJ]]W]d 30

18 xmprovedJ—S– JanalysisJofJstandardJentropyJofJacyclicJandJaromaticJcompoundsJusingJoptimizedJ
correlationJweightsJofJlinearJgraphJinvariantsYJComputersagaChemistryVJ2002VJaeVJbafWba 15

17 bsJandJcsJmolecularJmodelsJderivedJfromJtheJidealJsymmetryJmethodiJpredictionJofJalkanesJ
normalJboilingJpointsYJChemicalaPhysicsaLettersVJ2002VJbddVJd]fWdag 2.5 9

16
—S– J’odelingJofJromplexJStabilityJbyJ”ptimizationJofJrorrelationJζeightsJofJtheJwydrogenJqondJ
xndexJandJtheJLocalJvraphJxnvariantsYJRussianaJournalaofaCoordinationaChemistryqKoordinatsionnayaa
KhimiyaVJ2002VJagVJgffWgg[

1.6 13

15 ralculationJofJtotalJmolecularJelectronicJenergiesJfromJrorrelationJζeightingJofJLocalJvraphJ
xnvariantsYJJournalaofaMolecularaModelingVJ2001VJfVJ]Wd 2 13

14 ’aximumJtopologicalJdistanceWbasedJindicesJasJmolecularJdescriptorsJforJ—S– YJbJâ��JralculationJofJ
theJhydrophobicityJofJpolyaromaticJhydrocarbonsYJJournalaofaMolecularaModelingVJ2001VJfVJ]fgW]gb 2 3

13 −singJrorrelationJζeightJ”ptimizationJofJtheJLocalJxnvariantsJofJvraphsJforJ—S– JSimulationJofJ
rrystalJLatticeJtnergyYJJournalaofaStructuralaChemistryVJ2001VJcaVJ][bbW][bd 0.9 4
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12 ’odelingJofJlipophilicityJbyJmeansJofJcorrelationJweightingJofJlocalJgraphJinvariantsYJComputationala
andaTheoreticalaChemistryVJ2001VJdbgVJ]hfW]hh 16

11 –redictionJofJheteroaromaticJamineJmutagenicityJbyJmeansJofJcorrelationJweightingJofJatomicJ
orbitalJgraphsJofJlocalJinvariantsYJComputationalaandaTheoreticalaChemistryVJ2001VJdbgVJagfWahb 47

10 xmprovedJmolecularJdescriptorsJtoJcalculateJboilingJpointsJbasedJonJtheJoptimizationJofJcorrelationJ
weightsJofJlocalJgraphJinvariantsYJComputationalaandaTheoreticalaChemistryVJ2001VJdcaVJ][fW]]b 32

9 ralculationJofJpzJvaluesJofJflavyliumJsaltsJfromJtheJoptimizationJofJcorrelationJweightsJofJlocalJ
graphJinvariantsYJComputationalaandaTheoreticalaChemistryVJ2001VJdfaVJdbWe[ 10

8
’aximumJ₂opologicalJsistancesJqasedJxndicesJasJ’olecularJsescriptorsJforJ—S– YJcYJ’odelingJtheJ
tnthalpyJofJuormationJofJwydrocarbonsJfromJtlementsYJInternationalaJournalaofaMolecularaSciencesVJ
2001VJaVJ]a]W]ba

6.3 25

7 xmprovedJ’olecularJsescriptorsJqasedJonJtheJ”ptimizationJofJrorrelationJζeightsJofJLocalJvraphJ
xnvariantsYJInternationalaJournalaofaMolecularaSciencesVJ2001VJaVJdfWed 6.3 20

6 —S– JmodelingJofJtheJenthalpyJofJformationJfromJelementsJbyJmeansJofJcorrelationJweightingJofJ
localJinvariantsJofJatomicJorbitalJmolecularJgraphsYJChemicalaPhysicsaLettersVJ2000VJbb[VJe]aWeab 2.5 35

5 ’aximumJtopologicalJdistancesJbasedJindicesJasJmolecularJdescriptorsJforJ—S– iJaWWapplicationJtoJ
aromaticJhydrocarbonsYJComputersagaChemistryVJ2000VJacVJdf]We 16

4
’aximumJtopologicalJdistancesJbasedJindicesJasJmolecularJdescriptorsJforJ—S– YJ–artJ]YJ
ppplicationJtoJalkylJbenzenesJboilingJpointsYJComputationalaandaTheoreticalaChemistryVJ2000VJ
d[]Wd[aVJc]hWcad

16

3 bsJweightingJofJmolecularJdescriptorsJforJ—S– Z—Sp JbyJtheJmethodJofJidealJsymmetryJR’xSSYJ]YJ
ppplicationJtoJboilingJpointsJofJalkanesYJComputationalaandaTheoreticalaChemistryVJ1998VJcacVJabfWacf 26

2 ppplicationsJofJulexibleJ’olecularJsescriptorsJinJtheJ—S– â��—Sp JStudyJofJweterocyclicJsrugs]Wbg 5

1 rarcinogenicityJpredictionJusingJtheJindexJofJidealityJofJcorrelationYJSARaandaQSARainaEnvironmentala
ResearchV]W][ 3.5 0
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