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161 otomWbasedInonWstochasticIandIstochasticIbilinearIindiceshIopplicationItoI–S”RY–SoRIstudiesIofI
organicIcompoundsXIChemicalfPhysicsfLettersVI2008VIbdbVI[ZeW[[] 2.5 20

160 çniversalIorganicIsolventWwaterIpartitionIcoefficientImodelXIJournalfoffChemicalfInformationfandf
ComputerfSciencesVI2000VIbZVI]adWbZ 20

159
wncorporationIofIaIdispersionIenergyItermItoItragaQsIatomâ��atomIpairIintermolecularIpotentialXI
opplicationItoIbenzeneVIsWtetrazineVIandItheirImixedIdimersXIJournalfoffthefChemicalfSocietyfPerkinf
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StructureVI2007VIfabWfadVI][dW]]f 3.4 14
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ComputationalfandfTheoreticalfNanoscienceVI2007VIbVIcffWdZa 0.3 12
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115 pondWbasedIlinearIindicesIofItheInonWstochasticIandIstochasticIedgeWadjacencyImatrixXI[XIãheoryI
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SilicoIStudiesISupportedIbyIsxperimentalIResultsXIQSARfandfCombinatorialfScienceVI2007VI]dVIbdgWbfe 11
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111 qalculationIofIorganicIsolventâ��waterIpartitionIcoefficientsIofIironâ��sulfurIproteinImodelsXI
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110
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105 qharacterizingIcavitiesIinImodelIinclusionImoleculeshIaIcomparativeIstudyXIJournalfoffMolecularf
GraphicsfandfModellingVI1998VI[dVIceWe[ 2.8 9

104 éalenceIãopologicalIqhargeWãransferIwndicesIforIripoleIMomentsXIMoleculesVI2003VIfVI[dgW[fc 4.8 9
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102 ’ewIdimensionIindicesIforItheIcharacterizationIofItheIsolventWaccessibleIsurfaceXIJournalfoff
ComputationalfChemistryVI2001VI]]VIbeeWbfe 3.5 9

101 Stationaryâ��mobileIphaseIdistributionIcoefficientIforIpolystyreneIstandardsXISeparationfSciencefandf
TechnologyVI2002VIaeVI[dcaW[ddc 2.5 9

100 ”redictionIofIoquaticIãoxicityIofIpenzeneIrerivativesItoIãetrahymenaIpyriformisIoccordingItoI
“sqrI”rinciplesXICurrentfPharmaceuticalfDesignVI2016VI]]VIcZfcWcZgb 3.3 9

99
qomputationalIwdentificationIofIqhemicalIqompoundsIwithI”otentialIoctivityIagainstIzeishmaniaI
amazonensisIusingI’onlinearIMachineIzearningIãechniquesXICurrentfTopicsfinfMedicinalfChemistryVI
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3 9

98 ”redictionIofIqacoW]IqellI”ermeabilityIçsingIpilinearIwndicesIandIMultipleIzinearIRegressionXILettersf
infDrugfDesignfandfDiscoveryVI2015VI[aVI[d[W[dg 0.8 9

97 qlassificationIofIstilbenoidIcompoundsIbyIentropyIofIartificialIintelligenceXIPhytochemistryVI2014VI
geVId]Wg 4 8

96 opplicationsIofIpondWpasedIarWqhiralI–uadraticIwndicesIinI–SoRIStudiesIRelatedItoIqentralI
qhiralityIqodificationXIQSARfandfCombinatorialfScienceVI2009VI]fVI[bdcW[bee 8

95 pindingIofIwaterWsolubleVIglobularIproteinsItoIanionicImodelImembranesXIJournalfoffMolecularf
StructureVI2009VIg]bWg]dVI]ebW]fb 3.4 8

94 –S”RIpredictionIofIretentionItimesIofIphenylureaIherbicidesIbyIbiologicalIplasticIevolutionXICurrentf
DrugfSafetyVI2012VIeVI]d]Wf 1.4 8
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93 –SoRIModelingIo’ãwWvwéW[IoctivitiesIbyI“ptimizationIofIqorrelationIóeightsIofIzocalIuraphI
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90
–S”RIpredictionIofIchromatographicIretentionItimesIofIpesticideshIpartitionIandIfractalIindicesXI
JournalfoffEnvironmentalfSciencefandfHealthftfPartfBfPesticidessfFoodfContaminantssfandfAgriculturalf
WastesVI2014VIbgVIbZZWe

2.2 7

89 oMΨRI]hIoInewIversionIofIaIcomputerIprogramIforIpairIpotentialIcalculationIofImolecularI
associationsXIComputerfPhysicsfCommunicationsVI1998VI[[cVIfeWfg 4.2 7

88 qompatibilityIbetweenIpolystyreneIcopolymersIandIpolymersIinIsolutionIviaIhydrogenIbondingXI
EuropeanfPolymerfJournalVI2006VIb]VI]fZeW]f]a 5.2 7

87 éalenceItopologicalIchargeWtransferIindicesIforIdipoleImomentsXIMolecularfDiversityVI2004VIfVIadcWeZ 3.1 7

86 tractalIrimensionIofIrifferentIStructuralWãypeIZeolitesIandIofItheIoctiveISitesXITopicsfinfCatalysisVI
2002VI[fVI]g[W]ge 2.3 7

85 StructuralVIchemicalItopologicalVIelectrotopologicalIandIelectronicIstructureIhypothesesXI
CombinatorialfChemistryfandfHighfThroughputfScreeningVI2003VIdVIfZ[Wg 1.3 7

84 MolecularIclassificationIofIpesticidesIincludingIpersistentIorganicIpollutantsVIphenylureaIandI
sulphonylureaIherbicidesXIMoleculesVI2014VI[gVIeaffWb[b 4.8 6

83
’ucleotideQsIbilinearIindiceshInovelIbioWmacromolecularIdescriptorsIforIbioinformaticsIstudiesIofI
nucleicIacidsXIwXI”redictionIofIparomomycinQsIaffinityIconstantIwithIvwéW[I”siWR’oIpackagingIregionXI
JournalfoffTheoreticalfBiologyVI2009VI]cgVI]]gWb[

2.3 6

82 –SoRImodelsIforItyrosinaseIinhibitoryIactivityIdescriptionIapplyingImodernIstatisticalIclassificationI
techniqueshIoIcomparativeIstudyXIChemometricsfandfIntelligentfLaboratoryfSystemsVI2010VI[ZbVI]bgW]cg 3.8 6

81 wncorporationIofISilicaI’anosphericalI”articlesIintoIspoxyWomineIqrosslinkedIMaterialsXIPolymersf
andfPolymerfCompositesVI2008VI[dVI[agW[c[ 0.8 6

80 sffectIofItypeVIsizeIandIdeformationIonItheIpolarizabilityIofIcarbonInanotubesIfromIatomicI
incrementsXINanotechnologyVI2006VI[eVI[cb[W[cb[ 3.4 6

79 oIchemicalIindexIinspiredIbyIbiologicalIplasticIevolutionhIvalenceWisoelectronicIseriesIofIaromaticsXI
JournalfoffChemicalfInformationfandfComputerfSciencesVI2004VIbbVIcecWf[ 6

78 qharacterizingIcavityWlikeIspacesIinIactiveWsiteImodelsIofIzeolitesXIComputationalfMaterialsfScienceVI
2003VI]eVIgdW[Z[ 3.2 6

77 MolecularI”olarizabilityIofIScIandIqIRtullereneIandIuraphiteSIqlustersXIMoleculesVI2001VIdVIbgdWcZg 4.8 6

76 StateIofItheIortIReviewIandIReportIofI’ewIãoolIforIrrugIriscoveryXICurrentfTopicsfinfMedicinalf
ChemistryVI2017VI[eVI]gceW]ged 3 6
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75 oIqomparativeIStudyIofI’onlinearIMachineIzearningIforItheILwnISilicoLIrepictionIofIãyrosinaseI
wnhibitoryIoctivityIfromIMolecularIStructureXIMolecularfInformaticsVI2011VIaZVIc]eWae 3.8 5

74
ã“M“q“MrWqoM”SIandIproteinIbilinearIindicesWWnovelIbioWmacromolecularIdescriptorsIforIproteinI
researchhIwXI”redictingIproteinIstabilityIeffectsIofIaIcompleteIsetIofIalanineIsubstitutionsIinItheIorcI
repressorXIFEBSfJournalVI2010VI]eeVIa[[fWbd

5.7 5

73 tulleriteIcrystalIthermodynamicIcharacteristicsIandItheIlawIofIcorrespondingIstatesXIJournalfoff
NanosciencefandfNanotechnologyVI2010VI[ZVI[]ZfW]] 1.3 5

72 éalenceItopologicalIchargeWtransferIindicesIforIdipoleImomentshIpercutaneousIenhancersXI
MoleculesVI2004VIgVI[]]]Wac 4.8 5

71 sffectIofIsizeIandIdeformationIonIpolarizabilitiesIofIcarbonInanotubesIfromIatomicIincrementsXI
FuturefGenerationfComputerfSystemsVI2004VI]ZVIedaWee] 7.5 5

70 qomputingItheIyekulˆ'IstructureIcountIforIalternantIhydrocarbonsXIInternationalfJournalfoff
QuantumfChemistryVI2002VIffVIag]Wage 2.1 5

69 éalenceItopologicalIchargeWtransferIindicesIforIdipoleImomentsXIComputationalfandfTheoreticalf
ChemistryVI2003VId][VIaeWb] 5

68 tractalIdimensionIofIzeoliteIcatalystsXIMolecularfPhysicsVI2002VI[ZZVIa[ZcWa[Zg 1.7 5

67 ”olarizationIbyItheIeffectIofIaIsmallItorsionalIchangeIinItheIbenzothiazoleIRoSWbenzobisthiazoleIRpSI
oligomerIoWp[aWoXIMoleculesVI1999VIbVI]fWc[ 4.8 5

66 MolecularIpolarizabilityIofISiYueYuaosIsemiconductorsIclustersXIJournalfoffComputationalfMethodsf
infSciencesfandfEngineeringVI2004VIbVIbagWbcZ 0.3 5

65 pindingIofIvinylIpolymersItoIanionicImodelImembranesXICellularfandfMolecularfBiologyVI2003VIbgVIgg[Wf 1.1 5

64 SolventIfeaturesIofIclusterIsingleWwallIqVIpq]’IandIp’InanotubesVIconesIandIhornsXIMicroelectronicf
EngineeringVI2013VI[ZfVI[]eW[aa 2.5 4

63 çsingIqhemicalIStructuralIwndicatorsIforI”eriodicIqlassificationIofIzocalIonaestheticsXIInternationalf
JournalfoffChemoinformaticsfandfChemicalfEngineeringVI2011VI[VI[cWac 0.3 4

62 tractalIrimensionIofIãransdermalWreliveryIrrugIModelshIbWolkylanilinesXIJournalfoffLiquidf
ChromatographyfandfRelatedfTechnologiesVI2008VIa[VI]aaeW]abe 1.3 4

61 tractalIrimensionIofIoctiveWSiteIModelsIofIZeoliteIqatalystsXIJournalfoffNanomaterialsVI2006VI]ZZdVI[Wg 3.2 4

60 oIcomparativeIstudyIofI“]VIq“IandIq’IbindingItoIhemeIwøIproteinImodelsXIMoleculesVI2004VIgVIda]Wbg 4.8 4

59 ’ewIstructuralIparametersIofIfullerenesIforIprincipalIcomponentIanalysisXITheoreticalfChemistryf
AccountsVI2003VI[[ZVIae[Waed 1.9 4

58 oqueousIcoefficientIcalculationsIforIchemicalsIandIdrugsXIToxicologicalfandfEnvironmentalf
ChemistryVI1999VIeaVI[eeW[fg 1.4 4

(1999-2011)
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57 ueneralizedIMolecularIrescriptorsIrerivedItromIsventWpasedIriscreteIrerivativeXICurrentf
PharmaceuticalfDesignVI2016VI]]VIcZgcWc[[a 3.3 4

56 qomputationalIStudyIofI’anosizedIrrugIreliveryIfromIqyclodextrinsVIqrownIsthersIandI
vyaluronanIinI”harmaceuticalItormulationsXICurrentfTopicsfinfMedicinalfChemistryVI2015VI[cVI[gZ[W[a 3 4

55 zacosamideIderivativesIwithIanticonvulsantIactivityIasIcarbonicIanhydraseIinhibitorsXIMolecularI
modelingVIdockingIandI–SoRIanalysisXICurrentfComputertAidedfDrugfDesignVI2014VI[ZVI[dZWe 1.4 4

54 slectricallyIqonductiveI”hthalocyanineIossembliesXIStructuralIandI’onWwntegerI“xidationI’umberI
qonsiderationsXINATOfASIfSeriesfSeriesfB:fPhysicsVI1990VIbd[Wbdd 4

53 ResonanceIinIwnteractingIwnducedWripoleI”olarizingItorceItieldshIopplicationItoItorceWtieldI
rerivativesXIAlgorithmsVI2009VI]VIbaeWbbe 1.8 3

52 qomparativeIanalysisIofItheIelectrostaticsIofItheIbindingIofIcationicIproteinsItoIvesicleshI
asymmetricIlocationIofIanionicIphospholipidsXIAnalyticafChimicafActaVI2009VIdcbVI]W[Z 6.6 3

51 ’etIchargeIandIpolarizabilityIofIzeoliticIprˆ‚nstedIacidicIsitesXIInternationalfJournalfoffQuantumf
ChemistryVI2007VI[ZeVI]aefW]afa 2.1 3

50 ModelingIStudiesIofItheI”haseIpehaviorIofIMonomerY”olymerYriskIqompositesXIMacromolecularf
TheoryfandfSimulationsVI2008VI[eVIa]cWabZ 1.5 3

49 sffectIofIellipticalIdeformationIonImolecularIpolarizabilitiesIofImodelIcarbonInanotubesIfromI
atomicIincrementsXIJournalfoffNanosciencefandfNanotechnologyVI2003VIaVIa[aWf 1.3 3

48 onIwmprovedItorceItieldIforI“]VIq“IandIq’IpindingItoIMetalloporphyrinsXIJournalfoffInclusionf
PhenomenafandfMacrocyclicfChemistryVI2004VIbgVIaeWbd 3

47 ’atureIofI“]VIq“VIandIq’IbindingItoIhemoproteinImodelsXIInternationalfJournalfoffQuantumf
ChemistryVI2004VIggVIgdaWge[ 2.1 3

46 –S”RIModelingIofIvydrocarbonIripoleIMomentsIbyIMeansIofIqorrelationIóeightingIofIzocalIuraphI
wnvariantsXIJournalfoffTheoreticalfandfComputationalfChemistryVI2003VIZ]VI[agW[bd 1.8 3

45 qharacterizingIqavitiesIinIModelIwnclusionItullereneshIoIqomparativeIStudyXIInternationalfJournalfoff
MolecularfSciencesVI2001VI]VIe]Wff 6.3 3

44 ”olarizabilityIqharacterizationIofIZeoliticIpnpnstedIocidicISitesI2019VIcccWccd 3

43 onalysisIofI”roteasomeIwnhibitionI”redictionIçsingIotomWpasedI–uadraticIwndicesIsnhancedIbyI
MachineIzearningIqlassificationIãechniquesXILettersfinfDrugfDesignfandfDiscoveryVI2014VI[[VIeZcWe[[ 0.8 3

42 pundletIModelIofISingleWIóallIqarbonVIpq]’IandIp’I’anotubesVIqonesIandIvornsIinI“rganicI
SolventsXIJournalfoffNanomaterialsfmfMolecularfNanotechnologyVI2013VIZ]VI 3

41 Revisˆ£oIdaIliteraturaIsobreIorˆ§amentoIemIcincoIperiˆ‡dicosIinternacionaisInoIanosIdeI]ZZZIatˆ'I
]ZZgXIREGEfRevistafDefGestˆ£oVI2012VI[gVI[ZeW[]a 1.6 3

40 wnIsilicoontibacterialIoctivityIModelingIpasedIonItheIã“M“q“MrWqoRrrIopproachXIJournalfoffthef
BrazilianfChemicalfSocietyVI2015VI 1.5 3
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39 qlassificationIofIqomplexIMoleculesXIStudiesfinfComputationalfIntelligenceVI2009VI]baWa[c 0.8 3

38 qlusterIsolvationImodelsIofIcarbonInanostructureshIextensionItoIfullerenesVItubesVIandIbudsXI
JournalfoffMolecularfModelingVI2014VI]ZVI]]da 2 2

37
wncorporationIofISilicaI’anosphericalI”articlesIinIspoxyâ��omineIqrosslinkedIMaterialsIwwXIrynamicI
MechanicalIMeasurementsIofIspoxyIMatrixWSilicaI’anocompositesXIPolymersfandfPolymerf
CompositesVI2009VI[eVIbceWbdc

0.8 2

36 rynamicIMechanicalIMeasurementsIofIspoxyIMatrixWSilicaI’anocompositesIwwXIPolymersfandfPolymerf
CompositesVI2009VI[eVIa[aWa]b 0.8 2

35 StudyIandIcomparisonIofIinteractionIparametersIandIphaseIbehaviorIofIepoxyYpolystyreneIandI
epoxiesIcopolymerIpolystyreneWbWpolyRmethylImethacrylateSIblendsXIPolymerfCompositesVI2008VI]gVI[aaeW[abc3 2

34 éalenceItopologicalIchargeWtransferIindicesIforIreflectingIpolarityhIcorrectionIforIheteromoleculesXI
MoleculesVI2005VI[ZVIaabWbc 4.8 2

33 pundletIModelIforISingleWóallIqarbonI’anotubesVI’anoconesIandI’anohorns]]fW]fb 2

32 pundletIModelIforISingleWóallIqarbonI’anotubesVI’anoconesIandI’anohornsXIInternationalfJournalf
offChemoinformaticsfandfChemicalfEngineeringVI2012VI]VIbfWgf 0.3 2

31 –S”RI”redictionIofIRetentionIãimesIofIMethylxanthinesIandIqotinineIbyIpioplasticIsvolutionXI
InternationalfJournalfoffQuantitativefStructuretPropertyfRelationshipsVI2018VIaVIebWfe 1.2 2

30 rryIselectionIandIwetIevaluationIforItheIrationalIdiscoveryIofInewIanthelminticsXIMolecularfPhysicsVI
2017VI[[cVI]aZZW]a[a 1.7 1

29 sxperimentalIStudiesIforIModellingItheI”haseIpehaviourIofIMonomerY”olymerYriscIqompositesXI
MacromolecularfSymposiaVI2010VI]gdVIcceWcdc 0.8 1

28 ModellingIofIcomplexImulticellularIsystemshItumourWimmuneIcellsIcompetitionXIChemistryfCentralf
JournalVI2009VIaVI 1

27 ãableIofIperiodicIpropertiesIofIhumanIimmunodeficiencyIvirusIinhibitorsXIInternationalfJournalfoff
ComputationalfIntelligencefinfBioinformaticsfandfSystemsfBiologyVI2010VI[VI]bd 0 1

26 ”roteinInegativeYpositivelyIcooperativeIbindingItoIzwitterionicYanionicIvesiclesXIJournalfoff
CheminformaticsVI2010VI]VI 8.6 1

25 wmprovementIofIchargeWtransferIindicesIforImultifunctionalIaminoIacidshIapplicationItoIlysozymeXI
SARfandfQSARfinfEnvironmentalfResearchVI2008VI[gVIdbaWcb 3.5 1

24
ãreatmentIofIpolyRstyreneWcoWmethacrylicIacidSYpolyRbWvinylpyridineSIblendsIinIsolutionIunderI
liquidâ��liquidIphaseWseparationIconditionsXIoInewImethodIforIphaseWseparationIdataIattainmentI
fromIviscosityImeasurementsXIJournalfoffAppliedfPolymerfScienceVI2006VI[Z]VIcZagWcZbg

2.9 1

23 sffectIofI”ackingIonIqlusterISolvationIofI’anotubesI2006VI 1

22 ”artitionIofISolventsIandIqoWSolventsIofI’anotubeshI”roteinsIandIqyclopyranosesXIFrontiersfinf
MedicinalfChemistryVI2005VI[VI]a[W]dd 1

(2005-2009)
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21 StructuralIqlassificationIofIqomplexIMoleculesIbyIortificialIwntelligenceIãechniques]cWg[ 1

20 –SoRIofI’aturalISesquiterpeneIzactonesIasIwnhibitorsIofIMybWdependentIueneIsxpressionXICurrentf
TopicsfinfMedicinalfChemistryVI2018VI[eVIa]cdWa]df 3 1

19 wnformationItheoreticIentropyIforImolecularIclassificationhIoxadiazolaminesIasIpotentialI
therapeuticIagentsXICurrentfComputertAidedfDrugfDesignVI2013VIgVI]b[Wca 1.4 1

18 qomplexityVIsmergenceIandIMolecularIriversityIviaIwnformationIãheoryI2013VI[gdW]Zf 1

17
MolecularIqlassificationIofIcWominoW]WoroylquinolinesIandIbWoroylWdVeVfWãrimethoxyquinolinesIasI
vighlyI”otentIãubulinI”olymerizationIwnhibitorsXIInternationalfJournalfoffChemoinformaticsfandf
ChemicalfEngineeringVI2013VIaVI[W]d

0.3 1

16 ’anostructuresIqlusterIModelsIinISolutionXIAdvancesfinfSystemsfAnalysissfSoftwarefEngineeringsfandf
HighfPerformancefComputingfBookfSeriesVI2014VI]][W]ca 0.4 1

15
ãhoroughIevaluationIofI“sqrIprinciplesIinImodellingIofI
[W[R]WhydroxyethoxySmethyl]WdWRphenylthioSthymineIderivativesIusingI–SoRw’SXISARfandfQSARfinf
EnvironmentalfResearchVI2020VIa[VIeb[Wecg

3.5 1

14 MachineIlearningIapproachItoIdiscoveryIofIsmallImoleculesIwithIpotentialIinhibitoryIactionIagainstI
vasoactiveImetalloproteasesXIMolecularfDiversityVI2021VI[ 3.1 1

13 qomputationalIidentificationIofIchemicalIcompoundsIwithIpotentialIantiWqhagasIactivityIusingIaI
classificationItreeXISARfandfQSARfinfEnvironmentalfResearchVI2021VIa]VIe[Wfa 3.5 1

12 qomputationalIapproachItoItheIdiscoveryIofIpotentialIneprilysinIinhibitorsIcompoundsIforI
cardiovascularIdiseasesItreatmentXIMedicinalfChemistryfResearchVI2020VI]gVIfgeWgZg 2.2 0

11 StructureWoctivityIRelationshipsIofIqytotoxicIzactonesIasIwnhibitorsIandIMechanismsIofIoctionXI
CurrentfDrugfDiscoveryfTechnologiesVI2020VI[eVI[ddW[f] 1.5 0

10 MolecularIqlassificationIofI’WoryloxazolidinoneWcWcarboxamidesIasIvumanIwmmunodeficiencyIéirusI
”roteaseIwnhibitorsI2015VIdgWge

9 ModellingIMonomerYriscIqompositesI”haseIpehaviourXIMacromolecularfSymposiaVI2012VIa[[VIbgWcd 0.8

8
RetrainedIqlassificationIofIãyrosinaseIwnhibitorsIandIâ��wnISilicoâ��I”otencyIsstimationIbyIçsingI
otomWãypeIzinearIwndicesXIInternationalfJournalfoffChemoinformaticsfandfChemicalfEngineeringVI2012
VI]VIb]W[bb

0.3

7 qlusterI“riginIofISolventIteaturesIofItullerenesVISingleWóallIqarbonI’anotubesVI’anoconesVIandI’anohorns[Wce

6 çsingIqhemicalIStructuralIwndicatorsIforI”eriodicIqlassificationIofIzocalIonaesthetics[[eW[ae

5 qlusterI“riginIofISolventIteaturesIofItullerenesVISingleWóallIqarbonI’anotubesVI’anoconesVIandI’anohorns]d]Wa[f

4 MatterVI”lasmaVI–uasiIãwoWrimensionalIouItilmVIrrugI”roductsI–ualityVIandIqircularIsconomyI2020
VIccWe]
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3 qlusterI“riginIofISolvationIteaturesIofIqW’anostructuresIinI“rganicISolventsXIAdvancesfinfMedicalf
TechnologiesfandfClinicalfPracticefBookfSeriesVI2016VI[fgW]ga 0.3

2 urapheneIandItulleneneIqlustersXIAdvancesfinfChemicalfandfMaterialsfEngineeringfBookfSeriesVI2017VIcdgWcgg0.2

1 qooperativityIofIproteinIbindingItoIvesiclesXIAdvancesfinfExperimentalfMedicinefandfBiologyVI2011VI
dgdVI]e[Wf 3.6
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