
Citation Report
Listjofjarticlesjciting

ApplicationfoffGeneticfFunctionfApproximationftof
QuantitativefStructurexActivityfRelationshipsfandf
QuantitativefStructurexPropertyfRelationships

DOI:f10y1021/ci00020a020
fJournalfoffChemicalfInformationfandfComputerf
Sciencesvf1994vf34vf854x866y

Source:jhttps://exaly.com/paperypdf/25130544/citationyreport.pdf

Version:j2024y04y28j

Thisjreportjhasjbeenjgeneratedjbasedjonjthejcitationsjrecordedjbyjexaly.comjforjthejabovejarticle.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.



m Paper IF Citations

918 ÖariableI–electionIinI“–m”I–tudiesWIuWImnIqvolutionaryImlgorithmWI1994UIZ]UI[daV[e_ 37

917 ÖariableI–electionIinI“–m”I–tudiesWIuuWImItighlyIqfficientIoombinationIofI–ystematicI–earchIandI
qvolutionWI1994UIZ]UI]e]V_YZ 32

916 seneticIalgorithmsIinImolecularIrecognitionIandIdesignWI1995UIZ]UIaZbV[Z 90

915 ’”OVxusmzpfIanIapproachItoIdeInovoImolecularIdesignWI]WImIgeneticIalgorithmIforIstructureI
refinementWI1995UIeUIZ]eV_d 51

914 ’redictionIofItheI’rogesteroneI”eceptorInindingIofI–teroidsIusingIaIoombinationIofIseneticI
mlgorithmsIandIzeuralIzetworksWI1996UIZaeVZe[ 4

913 ’redictionIofItheIumpactI–ensitivityIbyIzeuralIzetworksWIJournal of Chemical Information and 
Computer SciencesUI1996UI]bUIdY_VdZY 45

912
oonformationalIanalysisUImolecularIshapeIcomparisonUIandIpharmacophoreIidentificationIofI
differentIallostericImodulatorsIofImuscarinicIreceptorsWIJournal of Chemical Information and 
Computer SciencesUI1996UI]bUIZYZdV[_

34

911 zeuralInetworkIstudiesWI[WIÖariableIselectionWIJournal of Chemical Information and Computer 
SciencesUI1996UI]bUIce_VdY] 122

910
’redictionIofI’olymerIslassI—ransitionI—emperaturesIUsingIaIseneralI“uantitativeI
–tructureâ��’ropertyI”elationshipI—reatmentWIJournal of Chemical Information and Computer Sciences
UI1996UI]bUIdceVdd_

75

909 seneticIneuralInetworksIforIquantitativeIstructureVactivityIrelationshipsfIimprovementsIandI
applicationIofIbenzodiazepineIaffinityIforIbenzodiazepineXsmnmmIreceptorsWI1996UI]eUIa[_bVab 110

908 qvolutionaryIoptimizationIinIquantitativeIstructureVactivityIrelationshipfIanIapplicationIofIgeneticI
neuralInetworksWI1996UI]eUIZa[ZV]Y 248

907 –omeI—heoryIandIqxamplesIofIseneticIrunctionImpproximationIwithIoomparisonItoIqvolutionaryI
—echniquesWI1996UIdcVZYc 12

906 mpplicationIofIseneticImlgorithmsItoItheIseneralI“–m”I’roblemIandItoIsuidingIyolecularIpiversityI
qxperimentsWI1996UIZ]ZVZac 7

905 seneticImlgorithmsIinIoomputerVmidedIyolecularIpesignWI1996UIZV]_ 11

904 seneticI’artialIxeastI–quaresIinI“–m”WI1996UIZYeVZ]Y 28

903 qvolutionaryIandIgeneticImethodsIinIdrugIdesignWI1996UIZUIaZ_Va[Z 29

902 —heIrationaleIforIq[Y[YIasIaIpotentIacetylcholinesteraseIinhibitorWI1996UI_UIZ_[eV_b 106

Citation Report

2



901 UsingImultivariateIadaptiveIregressionIsplinesItoI“–m”IstudiesIofIdihydroartemisininIderivativesWI
1996UI]ZUIcecVdY] 33

900 qvolutionaryIalgorithmsIinIcomputerVaidedImolecularIdesignWI1996UIZYUI]]cVad 102

899 ’roteinIdesignIautomationWI1996UIaUIdeaVeY] 232

898
–olutionIofItheIconformationIandIalignmentItensorsIforItheIbindingIofItrimethoprimIandIitsI
analogsItoIdihydrofolateIreductasefI]pVquantitativeIstructureVactivityIrelationshipIstudyIusingI
molecularIshapeIanalysisUI]VwayIpartialIleastVsquaresIregressionUIandI]VwayIfactorIanalysisWI1996UI
]eUI_d[aV][

27

897 zewIpevelopmentsIinI“–’”X“–m”IyodelingInasedIonI—opologicalIundicesWI1997UIcUI_aVb[ 17

896 seneticIfunctionIapproximationIinItheImolecularIpharmacologyIofIcancerWI 1

895 —heIapplicationIofIevolutionaryIcomputationItoIselectedIproblemsIinImolecularIbiologyWI1997UI[]V]] 1

894 mpplicationsIofIgeneticIalgorithmsItoIdrugIdesignWI1997UIcUI[_cV[a_ 10

893 smIstrategyIforIvariableIselectionIinI“–m”IstudiesfIsmVbasedI’x–IanalysisIofIcalciumIchannelI
antagonistsWIJournal of Chemical Information and Computer SciencesUI1997UI]cUI]YbVZY 199

892
’redictionIofIligandVreceptorIbindingIthermodynamicsIbyIfreeIenergyIforceIfieldIQrqrrRI]pV“–m”I
analysisfIapplicationItoIaIsetIofIpeptidometicIreninIinhibitorsWIJournal of Chemical Information and 
Computer SciencesUI1997UI]cUIce[VdZZ

62

891 “–m”IandI]pI“–m”IinIdrugIdesignI’artI[fIapplicationsIandIproblemsWI1997UI[UIa]dVa_b 156

890 oonstructionIofI]pV“–m”IyodelsIUsingItheI_pV“–m”ImnalysisIrormalismWI1997UIZZeUIZYaYeVZYa[_ 341

889
—heImethodIofIfrontalIpolyhedraIforIconformationallyVnonrigidImoleculesWI“uantitativeI
structureâ��mctivityIrelationshipIinItheIseriesIofIbakerItriazinesâ��pihydrofolateIreductaseIinhibitorsWI
1997UI]ZUIZ_cVZa_

1

888 yolecularImodellingIofIpolymersIZcWI–imulationIandI“–’”IanalysesIofItransportIbehaviorIinI
amorphousIpolymericImaterialsWI1997UIcUIZeeV[Z_ 22

887 untroductionItoImultiVlayerIfeedVforwardIneuralInetworksWI1997UI]eUI_]Vb[ 698

886 piscriminationIofItheIvarietyIandIregionIofIoriginIofIextraIvirginIoliveIoilsIusingIZ]oIzy”IandI
multivariateIcalibrationIwithIvariableIreductionWI1997UI]_dUI]acV]c_ 82

885 ]pI“–m”fIcurrentIstateUIscopeUIandIlimitationsWI1998UIZ[XZ_UI]V[] 42

884 ”ecentIprogressIinIooyrmImethodologyIandIrelatedItechniquesWI1998UIZ[XZ_UI[aV]e 26

(1998-1996)

3



883 ”eceptorIsurfaceImodelsWI1998UIZ[XZ_UIZZcVZ]] 8

882
yiningItheIzouIanticancerIdrugIdiscoveryIdatabasesfIgeneticIfunctionIapproximationIforItheI“–m”I
studyIofIanticancerIellipticineIanaloguesWIJournal of Chemical Information and Computer SciencesUI
1998UI]dUIZdeVee

100

881 “uasiVatomisticIreceptorImodelingWImIbridgeIbetweenI]pI“–m”IandIreceptorIfittingWI1998UIc]UIZZVd 11

880 mrtificialIneuralInetworksIforIcomputerVbasedImolecularIdesignWI1998UIcYUIZcaV[[[ 160

879 smIstrategyIforIvariableIselectionIinI“–m”IstudiesfIsm’x–IandIpVoptimalIdesignsIforIpredictiveI
“–m”ImodelWI1998UI_[aUI[aaV[b[ 37

878
rourVdimensionalIquantitativeIstructureVactivityIrelationshipIanalysisIofIaIseriesIofIinterphenyleneI
cVoxabicycloheptaneIoxazoleIthromboxaneIm[IreceptorIantagonistsWIJournal of Chemical 
Information and Computer SciencesUI1998UI]dUIe[aV]d

42

877 mpplicationIofI“uantitativeI–tructureâ��’erformanceI”elationshipIandIzeuralIzetworkIyodelsIforI
theI’redictionIofI’hysicalI’ropertiesIfromIyolecularI–tructureWI1998UI]cUI]Y_]V]YaZ 26

876 smI–trategyIforIÖariableI–electionIinI“–m”I–tudiesfIIsmVnasedI”egionI–electionIforIooyrmI
yodelingWIJournal of Chemical Information and Computer SciencesUI1998UI]dUI[cbV[d[ 44

875 seneticIrunctionImpproximationIqxperimentalIpesignIQsrmıpRfIImIzewIyethodIforIqxperimentalI
pesignWIJournal of Chemical Information and Computer SciencesUI1998UI]dUIdadVdbb 7

874 –tructureVactivityIanalysisIofItheIinteractionIofIcuracinImUItheIpotentIcolchicineIsiteIantimitoticI
agentUIwithItubulinIandIeffectsIofIanalogsIonItheIgrowthIofIyorVcIbreastIcancerIcellsWI1998UIa]UIb[Vcb 245

873 “uantitativeI–tructureâ��mctivityI”elationshipI–tudiesIofI–ulfamatesI”zt–O]zafIpistinctionI
betweenI–weetUI–weetVnitterUIandInitterIyoleculesWI1998UI_bUI]YZbV]Y[b 35

872 —ransferIofIoalibrationsIofIzearVunfraredI–pectraIUsingIzeuralIzetworksWI1998UIa[UIc][Vc_a 31

871
yiningItheIzationalIoancerIunstituteImnticancerIprugIpiscoveryIpatabasefIclusterIanalysisIofI
ellipticineIanalogsIwithIpa]VinverseIandIcentralInervousIsystemVselectiveIpatternsIofIactivityWI1998UI
a]UI[_ZVaZ

78

870 —hreeVdimensionalIquantitativeIsimilarityVactivityIrelationshipsIQ]pI“–im”RIfromI–qmxIsimilarityI
matricesWI1998UI_ZUI[aa]Vb_ 219

869 slossaryIofI—ermsIUsedIinIoomputationalIprugIpesignIQuU’moI”ecommendationsIZeecRWI1998UI]]UI]ecV_Ye 15

868 mpplicationsIofIsoftIcomputingIinIdrugIdesignWI1998UIdUI[_eV[ad 18

867 OverviewIofI”ationalIprugIpesignWI1999UIZVZZ 7

866 qvolutionaryImlgorithmsIinIoomputerVmidedIyolecularIpesignfImI”eviewIofIourrentImpplicationsI
andIaIxookItoItheIrutureWI1999UI[aaV[cY 6

Citation Report

4



865 “uantitativeIstructureâ��propertyIrelationshipsIandIneuralInetworksfIcorrelationIandIpredictionIofI
physicalIpropertiesIofIpureIcomponentsIandImixturesIfromImolecularIstructureWI1999UIZadVZbYUI]bcV]c_ 24

864 zeuralInetworksIinIdrugIdiscoveryfIhaveItheyIlivedIupItoItheirIpromisekWI1999UI]_UIZeaV[Yd 109

863 teterogeneousIcatalysisfIlookingIforwardIwithImolecularIsimulationWI1999UIaYUI_aZV_cc 18

862 oomparisonIofIthreeIdifferentI“–m”X“–’”IgenerationItechniquesWI1999UI_bdUIZ]V[Y 13

861 yultivariateI”egressionIOutperformsI–everalI”obustImrchitecturesIofIzeuralIzetworksIinI“–m”I
yodelingWIJournal of Chemical Information and Computer SciencesUI1999UI]eUIZ[ZVZ][ 107

860
smIstrategyIforIvariableIselectionIinI“–m”IstudiesfIapplicationIofIsmVbasedIregionIselectionItoIaI
]pV“–m”IstudyIofIacetylcholinesteraseIinhibitorsWIJournal of Chemical Information and Computer 
SciencesUI1999UI]eUIZZ[V[Y

69

859
“uantitativeIstructureVactivityIrelationshipImodelingIofIdopamineIpQZRIantagonistsIusingI
comparativeImolecularIfieldIanalysisUIgeneticIalgorithmsVpartialIleastVsquaresUIandIwInearestI
neighborImethodsWI1999UI_[UI][ZcV[b

89

858 –ynthesisUIpharmacologicalIandIbiophysicalIcharacterizationUIandImembraneVinteractionI“–m”I
analysisIofIcationicIamphiphilicImodelIcompoundsWI1999UI_[UI]dc_Vdd 14

857 mpplicationsIofIgeneticIalgorithmsIonItheIstructureVactivityIrelationshipIanalysisIofIsomeI
cinnamamidesWIJournal of Chemical Information and Computer SciencesUI1999UI]eUIccaVdZ 61

856
pevelopmentIandIÖalidationIofIaIzovelIÖariableI–electionI—echniqueIwithImpplicationItoI
yultidimensionalI“uantitativeI–tructureâ��mctivityI”elationshipI–tudiesWIJournal of Chemical 
Information and Computer SciencesUI1999UI]eUI]_aV]aa

85

855
’redictionIofIxigandâ��”eceptorInindingIrreeIqnergyIbyI_pV“–m”ImnalysisfIImpplicationItoIaI–etIofI
slucoseImnalogueIunhibitorsIofIslycogenI’hosphorylaseWIJournal of Chemical Information and 
Computer SciencesUI1999UI]eUIZZ_ZVZZaY

31

854
oonstructionIofIaIÖirtualItighI—hroughputI–creenIbyI_pV“–m”ImnalysisfIImpplicationItoIaI
oombinatorialIxibraryIofIslucoseIunhibitorsIofIslycogenI’hosphorylasebWIJournal of Chemical 
Information and Computer SciencesUI1999UI]eUIZZaZVZZbY

49

853
”eactivityI’redictionIyodelsImppliedItoItheI–electionIofIzovelIoandidateInuildingInlocksIforI
tighV—hroughputIOrganicI–ynthesisIofIoombinatorialIxibrariesWIJournal of Chemical Information and 
Computer SciencesUI1999UI]eUIZZZeVZZ[c

9

852 pesigningIpiverseIandIrocusedIoombinatorialIxibrariesIofI–yntheticI’olymersWI1999UIZUI[ecV]Yb 48

851
’redictionIofIligandVreceptorIbindingIthermodynamicsIbyIfreeIenergyIforceIfieldIthreeVdimensionalI
quantitativeIstructureVactivityIrelationshipIanalysisfIapplicationsItoIaIsetIofIglucoseIanalogueI
inhibitorsIofIglycogenIphosphorylaseWI1999UI_[UI[ZbeVce

41

850 “uantitativeIcomponentIanalysisIofImixturesIforIriskIassessmentfIapplicationItoIeyeIirritationWI1999
UIZ[UIZYaYVb 4

849 “uantitativeI–tructureVmctivityI”elationshipsWI2000UIcZVec 1

848 yultiVconformationalIxigandI”epresentationIinI_pV“–m”fI”educingItheIniasImssociatedIwithIxigandI
mlignmentWI2000UIZeUIZ_eVZbZ 19

(2000-1999)

5



847 mIwidelyIapplicableIsetIofIdescriptorsWI2000UIZdUI_b_Vcc 251

846 qxtractionIofIpharmacophoreIinformationIfromIhighVthroughputIscreensWI2000UIZZUIecVZY] 28

845 UnderstandingItheIantifungalIactivityIofIterbinafineIanaloguesIusingIquantitativeIstructureVactivityI
relationshipIQ“–m”RImodelsWI2000UIdUI[_dcVee 39

844 —heIuseIofIPelectronicInosePIsensorIresponsesItoIpredictItheIinhibitionIactivityIofIalcoholsIonItheI
cytochromeI’V_aYIcatalyzedIpVhydroxylationIofIanilineWI2000UIdUIceaVdYa 9

843 “uantitativeIstructureVpropertyIrelationshipsIinIpharmaceuticalIresearchIVI’artIZWI2000UI]UI[dV]a 87

842 oomparisonIofIdifferentIdataIsetIscreeningImethodsIforIuseIinI“–m”X“–’”IgenerationIstudiesWI
2000UIaYcUI[[eV[]d 3

841 zovelIvariableIselectionIquantitativeIstructureVVpropertyIrelationshipIapproachIbasedIonItheI
kVnearestVneighborIprincipleWIJournal of Chemical Information and Computer SciencesUI2000UI_YUIZdaVe_ 378

840 yultiVdimensionalI“–m”IinIdrugIresearchWI2000UIZYaVZ]a 24

839 —hreeVpimensionalI“uantitativeI–tructuralImctivityI”elationshipIQ]pV“–m”RI–tudiesIofI–omeI
ZUaVpiarylpyrazolesfImnalogueInasedIpesignIofI–electiveIoyclooxygenaseV[IunhibitorsWI2000UIaUIe_aVeaa 17

838 ohemometricsWI2000UIeeVZZ_

837 yiningIandIvisualizingIlargeIanticancerIdrugIdiscoveryIdatabasesWIJournal of Chemical Information 
and Computer SciencesUI2000UI_YUI]bcVce 83

836 ’artialIleastIsquaresImodelingIandIgeneticIalgorithmIoptimizationIinIquantitativeIstructureVactivityI
relationshipsWI2000UIZZUIZdeV[Ye 38

835 UnsupervisedIforwardIselectionfIaImethodIforIeliminatingIredundantIvariablesWIJournal of Chemical 
Information and Computer SciencesUI2000UI_YUIZZbYVd 148

834 yultipleVconformationIandIprotonationVstateIrepresentationIinI_pV“–m”fItheIneurokininVZI
receptorIsystemWI2000UI_]UI__ZbV[c 81

833 nibliographyWI2000UIa[_Vbbc

832
ninaryIformalIinferenceVbasedIrecursiveImodelingIusingImultipleIatomIandIphysicochemicalI
propertyIclassIpairIandItorsionIdescriptorsIasIdecisionIcriteriaWIJournal of Chemical Information and 
Computer SciencesUI2000UI_YUIbbdVdY

22

831 “uantitativeIstructureVactivityIrelationshipIstudiesIofIprogesteroneIreceptorIbindingIsteroidsWI
Journal of Chemical Information and Computer SciencesUI2000UI_YUIcb[Vc[ 29

830 –tructurallyIdiverseIquantitativeIstructureVVpropertyIrelationshipIcorrelationsIofItechnologicallyI
relevantIphysicalIpropertiesWIJournal of Chemical Information and Computer SciencesUI2000UI_YUIZVZd 218

Citation Report

6



829 unhibitionIofIhemeIdetoxificationIprocessesIunderliesItheIantimalarialIactivityIofIterpeneIisonitrileI
compoundsIfromImarineIspongesWI2001UI__UIdc]Vda 108

828 mpplicationIofInoU—ImetricsIandIgeneticIalgorithmIinIbinaryI“–m”IanalysisWIJournal of Chemical 
Information and Computer SciencesUI2001UI_ZUI_Y[Vc 51

827 udentificationIofItheIdescriptorIpharmacophoresIusingIvariableIselectionI“–m”fIapplicationsItoI
databaseIminingWI2001UIcUIaeeVbZ[ 58

826 ”etrospectiveIanalysisIofIanIexperimentalIhighVthroughputIscreeningIdataIsetIbyIrecursiveI
partitioningWI2001UI]UI[bcVcc 28

825 _pV“–m”IanalysisIofIaIsetIofIecdysteroidsIandIaIcomparisonItoIooyrmImodelingWIJournal of 
Chemical Information and Computer SciencesUI2001UI_ZUIZadcVbY_ 56

824
—hreeVdimensionalIquantitativeIstructureVpermeabilityIrelationshipIanalysisIforIaIseriesIofI
inhibitorsIofIrhinovirusIreplicationWIJournal of Chemical Information and Computer SciencesUI2001UI
_ZUIZacdVdb

41

823 slassI—ransitionWI2001UI

822 oomparisonIofIselectionImethodsIofIexplanatoryIvariablesIinI’x–IregressionIwithIapplicationItoI
manufacturingIprocessIdataWI2001UIadUIZcZVZe] 85

821 “–’”IstudiesIofI’onsIbyItheIcombinationIofIgeneticIalgorithmsIandI’x–IanalysisWI2001UI[aUIZecV[Y_ 22

820 —hreeVdimensionalIquantitativeIstructureVactivityIrelationshipIQ]pV“–m”RIofI]VaryloxazolidinV[VoneI
antibacterialsWI2001UIeUI]Za]VbY 40

819 mInewImolecularIsimulationIsoftwareIpackageVV’ekingIUniversityIprugIpesignI–ystemIQ’wUpp–RI
forIstructureVbasedIdrugIdesignWI2001UIZeUI_aaVbaUI_c_Va 5

818 pesignIofIfuelIadditivesIusingIneuralInetworksIandIevolutionaryIalgorithmsWI2001UI_cUIZ]dcVZ_Yb 37

817 mpproachesItoIquantitativeIstructureVenantioselectivityIrelationshipImodelingIofIchiralIseparationsI
usingIcapillaryIelectrophoresisWI2001UIeZ_UI[eeV]Z_ 20

816 “uantitativeIstructureVantitumorIactivityIrelationshipsIofIcamptothecinIanaloguesfIclusterIanalysisI
andIgeneticIalgorithmVbasedIstudiesWI2001UI__UI][a_Vb] 159

815
yolecularImodelingUIstructureVVactivityIrelationshipsIandIfunctionalIantagonismIstudiesIofI
_VhydroxyVZVmethylV_VQ_VmethylphenylRV]VpiperidylI_VmethylphenylIketonesIasIaInovelIclassIofI
dopamineItransporterIinhibitorsWI2001UIeUIZca]Vb_

18

814 ’redictionIofIeyeIirritationIfromIorganicIchemicalsIusingImembraneVinteractionI“–m”IanalysisWI
2001UIaeUI]]aV_a 48

813 mdaptiveI–plinesIandIseneticImlgorithmsWI2002UIZZUIbZaVb]d 30

812 —heIpresentIutilityIandIfutureIpotentialIforImedicinalIchemistryIofI“–m”X“–’”IwithIwholeI
moleculeIdescriptorsWI2002UI[UIZ]]]Vab 56

(2002-2001)

7



811 ”eceptorI–urfaceIyodelsWI1998UIZZcVZ]] 1

810
–tructuralIrequirementsIforIpotentIantiVhumanIimmunodeficiencyIvirusIQtuÖRIandI
spermVimmobilizingIactivitiesIofIcyclohexenylIthioureaIandIureaInonVnucleosideIinhibitorsIofItuÖVZI
reverseItranscriptaseWI2002UIbcUIZeaeVc_

21

809 “–m”I–tudiesIonIpipeptidesInasedIonIaIoombinatorialIytpÖVsmVyx”IyethodWI2002UI_eUIZYdeVZYeb 3

808 OptimizationIofIfocusedIchemicalIlibrariesIusingIrecursiveIpartitioningWI2002UIaUIZ[aV]] 21

807 seneticImlgorithmIguidedI–electionfIvariableIselectionIandIsubsetIselectionWIJournal of Chemical 
Information and Computer SciencesUI2002UI_[UIe[cV]b 107

806 —hreeVdimensionalIquantitativeIstructureVactivityIrelationshipIofIZU_VdihydropyridinesIasI
antitubercularIagentsWI2002UI_aUI_dadVbc 89

805 oombinedIyqpÖVsmVyx”ImethodIforI“–m”IofIthreeIpanelsIofIsteroidsUIdipeptidesUIandIoOıV[I
inhibitorsWIJournal of Chemical Information and Computer SciencesUI2002UI_[UIc_eVab 42

804 yultiobjectiveIoptimizationIinIquantitativeIstructureVactivityIrelationshipsfIderivingIaccurateIandI
interpretableI“–m”sWI2002UI_aUIaYbeVdY 80

803 reatureIselectionIforIstructureVactivityIcorrelationIusingIbinaryIparticleIswarmsWI2002UI_aUIZYedVZYc 138

802 ’redictingIoacoV[IcellIpermeationIcoefficientsIofIorganicImoleculesIusingImembraneVinteractionI
“–m”IanalysisWIJournal of Chemical Information and Computer SciencesUI2002UI_[UI]]ZV_[ 91

801 OnItheIuseIofIneuralInetworkIensemblesIinI“–m”IandI“–’”WIJournal of Chemical Information and 
Computer SciencesUI2002UI_[UIeY]VZZ 142

800 ohemicalIinformationIbasedIscalingIofImolecularIdescriptorsfIaIuniversalIchemicalIscaleIforIlibraryI
designIandIanalysisWIJournal of Chemical Information and Computer SciencesUI2002UI_[UIdceVd_ 11

799 mntitumorIagentsWI[Z]WIyodelingIofIepipodophyllotoxinIderivativesIusingIvariableIselectionIkI
nearestIneighborI“–m”ImethodWI2002UI_aUI[[e_V]Ye 79

798 ’redictionIofIproteinIretentionItimesIinIanionVexchangeIchromatographyIsystemsIusingIsupportI
vectorIregressionWIJournal of Chemical Information and Computer SciencesUI2002UI_[UIZ]_cVac 131

797 _pV“–m”IanalysisIofIaIsetIofIpropofolIanaloguesfImappingIbindingIsitesIforIanIanestheticIphenolIonI
theIsmnmQmRIreceptorWI2002UI_aUI][ZYV[Z 86

796 ”ecentI’rogressIinIooyrmIyethodologyIandI”elatedI—echniquesWI1998UI[aV]e 5

795 ’redictionIofIskinIirritationIfromIorganicIchemicalsIusingImembraneVinteractionI“–m”IanalysisWI
2002UIbbUI]]bV_b 22

794 ’redictionIofIaqueousIsolubilityIofIorganicIcompoundsIusingIaIquantitativeIstructureVpropertyI
relationshipWI2002UIeZUIZd]dVa[ 70

Citation Report

8



793 mpyqIevaluationIinIdrugIdiscoveryWIZWImpplicationsIofIgeneticIalgorithmsItoItheIpredictionIofI
bloodVbrainIpartitioningIofIaIlargeIsetIofIdrugsWI2002UIdUI]]cV_e 87

792 mnalogueIbasedIdesignIofIyy’VZ]IQoollagenaseV]RIinhibitorsWI2002UIZ[UI[bdeVe] 2

791 “–m”IofItuÖVZIintegraseIinhibitorsIbyIgeneticIfunctionIapproximationImethodWI2002UIZYUIZ_d]Vec 24

790 qnhancementIofIbinaryI“–m”IanalysisIbyIaIsmVbasedIvariableIselectionImethodWI2002UI[YUI[aeVbd 25

789 “–m”IforIdihydrofolateIreductaseIinhibitorsIwithImolecularIgraphIstructuralIdescriptorsWI2002UIad[UI]eVaZ 14

788 xocalIintersectionIvolumefIaInewI]pIdescriptorIappliedItoIdevelopIaI]pV“–m”IpharmacophoreI
modelIforIbenzodiazepineIreceptorIligandsWI2002UI]cUI[ZeV[e 26

787 “–m”IstudiesIofItuÖVZIintegraseIinhibitionWI2002UIZYUI_ZbeVd] 55

786 apV“–m”fItheIkeyIforIsimulatingIinducedIfitkWI2002UI_aUI[Z]eV_e 173

785 ]pI“–m”fIourrentI–tateUI–copeUIandIximitationsWI1998UI]V[] 8

784 ’redictingIbloodVbrainIbarrierIpartitioningIofIorganicImoleculesIusingImembraneVinteractionI“–m”I
analysisWI2002UIZeUIZbZZV[Z 110

783 –plineVfittingIwithIaIgeneticIalgorithmfIaImethodIforIdevelopingIclassificationIstructureVactivityI
relationshipsWIJournal of Chemical Information and Computer SciencesUI2003UI_]UIZeYbVZa 86

782 “–m”IyodelingIofIsenotoxicityIonIzonVcongenericI–etsIofIOrganicIoompoundsWI2003UI[YUIZ]V]d 14

781
mIsimpleIclusteringItechniqueItoIimproveI“–m”ImodelIselectionIandIpredictivityfIapplicationItoIaI
receptorIindependentI_pV“–m”IanalysisIofIcyclicIureaIderivedIinhibitorsIofItuÖVZIproteaseWIJournal 
of Chemical Information and Computer SciencesUI2003UI_]UI[ZdYVe]

25

780 mIquantitativeIstructureVactivityIrelationshipIandIpharmacophoreImodelingIinvestigationIofIarylVıI
andIheterocyclicIbisphosphonatesIasIboneIresorptionIagentsWI2003UI_bUI[e][V__ 48

779 ÖariableIselectionIbyIanIevolutionIalgorithmIusingImodifiedIopIbasedIonIyx”IandI’x–ImodelingfI
“–m”IstudiesIofIcarcinogenicityIofIaromaticIaminesWI2003UI]caUI[_dVa_ 9

778 ’redictingItheIzO]IradicalItroposphericIdegradabilityIofIorganicIpollutantsIbyItheoreticalI
molecularIdescriptorsWI2003UI]cUI]ZZaV]Z[_ 34

777 —woVstepImultivariateIadaptiveIregressionIsplinesIforImodelingIaIquantitativeIrelationshipI
betweenIgasIchromatographyIretentionIindicesIandImolecularIdescriptorsWI2003UIeedUIZaaVbc 43

776 ’redictionIofIbioconcentrationIfactorIusingIgeneticIalgorithmIandIartificialIneuralInetworkWI2003UI
_dbUIZYZVZYd 67

(2003-2002)

9



775 –ynthesisIandI“–m”IstudyIofItheIanticancerIactivityIofIsomeInovelIindaneIcarbocyclicInucleosidesWI
2003UIZZUI_eeeVaYYb 51

774 orossVvalidationIasItheIobjectiveIfunctionIforIvariableVselectionItechniquesWI2003UI[[UI]eaV_Yb 182

773 mrtificialIneuralInetworksIandIgeneticIalgorithmsIinI“–m”WI2003UIb[[UIcZVd] 128

772 “–m”ImodelsIinIreceptorVmediatedIeffectsfItheInuclearIreceptorIsuperfamilyWI2003UIb[[UIZZ]VZ[a 29

771 xigandritfIaInovelImethodIforItheIshapeVdirectedIrapidIdockingIofIligandsItoIproteinIactiveIsitesWI
2003UI[ZUI[deV]Yc 732

770 mIoombinatorialImpproachItoItheIÖariableI–electionIinIyultipleIxinearI”egressionfImnalysisIofI
–elwoodIetIalWIpataI–etIâ��ImIoaseI–tudyWI2003UI[[UIad]Vaea 47

769 “–m”I’redictionIofIOzoneI—roposphericIpegradationWI2003UI[[UI]b_V]c] 36

768 yethodsIforIreliabilityIandIuncertaintyIassessmentIandIforIapplicabilityIevaluationsIofI
classificationVIandIregressionVbasedI“–m”sWI2003UIZZZUIZ]bZVca 957

767 ]pVpharmacophoresIofIflavonoidIbindingIatItheIbenzodiazepineIsmnmQmRIreceptorIsiteIusingI
_pV“–m”IanalysisWIJournal of Chemical Information and Computer SciencesUI2003UI_]UI][_V]b 44

766
pevelopmentIofIquantitativeIstructureVactivityIrelationshipsIandIclassificationImodelsIforI
anticonvulsantIactivityIofIhydantoinIanaloguesWIJournal of Chemical Information and Computer 
SciencesUI2003UI_]UIZY[dV]b

32

765
—owardIgeneratingIsimplerI“–m”ImodelsfInonlinearImultivariateIregressionIversusIseveralIneuralI
networkIensemblesIandIsomeIrelatedImethodsWIJournal of Chemical Information and Computer 
SciencesUI2003UI_]UIZYe_VZY[

25

764
“uantitativeIstructureVbasedIdesignfIformalismIandIapplicationIofIreceptorVdependentI
”pV_pV“–m”IanalysisItoIaIsetIofIglucoseIanalogueIinhibitorsIofIglycogenIphosphorylaseWIJournal of 
Chemical Information and Computer SciencesUI2003UI_]UIZaeZVbYc

42

763 _pV“–m”IanalysisIofIaIseriesIofIantifungalIp_aYIinhibitorsIandI]pVpharmacophoreIcomparisonsIasIaI
functionIofIalignmentWIJournal of Chemical Information and Computer SciencesUI2003UI_]UI[ZcYVe 25

762 ”eceptorVindependentI_pV“–m”IanalysisIofIaIsetIofInorstatineIderivedIinhibitorsIofItuÖVZIproteaseWI
Journal of Chemical Information and Computer SciencesUI2003UI_]UIZ[ecV]Yc 25

761 ’arametersIforItheIseneralizedInornIyodelIoonsistentIwithI”q–’ImtomicI’artialIohargeI
mssignmentI’rotocolWI2003UIZYcUIeYcZVeYcd 28

760 mIgeneralItreatmentIofIsolubilityWIZWI—heI“–’”IcorrelationIofIsolvationIfreeIenergiesIofIsingleI
solutesIinIseriesIofIsolventsWIJournal of Chemical Information and Computer SciencesUI2003UI_]UIZce_VdYa 84

759 ]pI“–m”IinImodernIdrugIdesignWI2003UI[[]V_Z 12

758 —ranscriptomicIanalysisIofItheIzouVbYIcancerIcellIlinesWI2003UI][bUIeYeV[Y 40

Citation Report

10



757 ’redictingItheIcarcinogenicIpotentialIofIpharmaceuticalsIinIrodentsIusingImolecularIstructuralI
similarityIandIqVstateIindicesWI2003UI]dUI[_]Vae 77

756 Ö–y’fIaInovelIvariableIselectionIandImodelingImethodIbasedIonItheIpredictionWIJournal of 
Chemical Information and Computer SciencesUI2003UI_]UIeb_Ve 89

755 yultimodeIligandIbindingIinIreceptorIsiteImodelingfIimplementationIinIooyrmWIJournal of Chemical 
Information and Computer SciencesUI2003UI_]UI[Ye]VZYa 31

754 oomparisonIofIyx”UI’x–IandIsmVyx”IinI“–m”IanalysisWI2003UIZ_UI_]]V_a 73

753 OptimumI”efrigerantI–electionIforIxowI—emperatureIqngineeringWI2003UIZYZVZZd 2

752 ruzzyIstructureVactivityIrelationshipsWI2003UIZ_UI_ZVac 1

751 mIzovelI“uantitativeI–tructureVniodegradabilityI”elationshipIQ“–n”RIofI–ubstitutedInenzenesI
nasedIonIytpÖIpescriptorWI2003UIaYUI]ZeV][_ 3

750 ]pV“–m”I–tudiesIofI–omeI₄₄ZVmrylQorInenzylRVZVQbenzenesulphonamidoRmethyl−Iphenyl−ImlkanoicI
mcidIperivativesIasI—hromboxaneIm[I”eceptorImntagonistsWI2003UIZdUI_cVaZ

749 mpplyingIgeneticIalgorithmsIandIneuralInetworksItoIchemometricIproblemsWI2003UI[]UI]_]V]ca 2

748 reatureI–electionIyethodsInasedIonIseneticImlgorithmsIforIinI–ilicoIprugIpesignWI2003UI]ZcV]]e 1

747 yethodsIforIapplyingItheIquantitativeIstructureVactivityIrelationshipIparadigmWI2004UI[caUIZ]ZV[Z_ 74

746 perivationIandIapplicationsIofImolecularIdescriptorsIbasedIonIapproximateIsurfaceIareaWI2004UI[caUI[bZVcd 6

745 ZZWIuntegrationIofIyodellingIatIÖariousIxengthIandI—imeI–calesWI2004UI[[]V[]] 8

744 yodifiedIparticleIswarmIoptimizationIalgorithmIforIvariableIselectionIinIyx”IandI’x–ImodelingfI
“–m”IstudiesIofIantagonismIofIangiotensinIuuIantagonistsWI2004UI[[UIZ_aVa[ 101

743 yolecularIpolarizabilityIasIaIsingleVparameterIpredictorIofIvapourIpressuresIandIoctanolâ��airI
partitioningIcoefficientsIofInonVpolarIcompoundsfIaIprioriIapproachIandIresultsWI2004UI]dUI[Z]V[[a 52

742 ”ationalIdesignIofInewIantituberculosisIagentsfIreceptorVindependentIfourVdimensionalI
quantitativeIstructureVactivityIrelationshipIanalysisIofIaIsetIofIisoniazidIderivativesWI2004UI_cUI]caaVb_ 43

741 mImethodIforIquantifyingIandIvisualizingItheIdiversityIofI“–m”ImodelsWI2004UI[[UI[caVd_ 16

740 seneticIalgorithmsIandIselfVorganizingImapsfIaIpowerfulIcombinationIforImodelingIcomplexI“–m”I
andI“–’”IproblemsWI2004UIZdUI_d]Ve] 14

(2004-2003)

11



739 oomparisonIofIcommerciallyIavailableIgeneticIalgorithmsfIgasIasIvariableIselectionItoolWI2004UIZdUIaZZV[Z 7

738 mpplyingIdataIminingItechniquesItoIlibraryIdesignUIleadIgenerationIandIleadIoptimizationWI2004UIdUI[b_VcY 39

737 yultivariateIadaptiveIregressionIsplinesâ��studiesIofItuÖIreverseItranscriptaseIinhibitorsWI2004UIc[UI[cV]_ 37

736 petectingIâ��badâ��IregressionImodelsfImulticriteriaIfitnessIfunctionsIinIregressionIanalysisWI2004UIaZaUIZeeV[Yd 147

735 xuÖV]pV“–m”ImodelsIforI’su[IreceptorIligandsIusingImultipleIconformationsWI2004UI]eUI]aeVbc

734 zovelIscoringIfunctionsIcomprisingI“ı’UI–m–mUIandIproteinIsideVchainIentropyItermsWIJournal of 
Chemical Information and Computer SciencesUI2004UI__UIdd[Ve] 32

733
oonstructingIoptimumIbloodIbrainIbarrierI“–m”ImodelsIusingIaIcombinationIofI_pVmolecularI
similarityImeasuresIandIclusterIanalysisWIJournal of Chemical Information and Computer SciencesUI
2004UI__UI[Yd]Ved

43

732 oharacterizationIofIaIligandVreceptorIbindingIeventIusingIreceptorVdependentIfourVdimensionalI
quantitativeIstructureVactivityIrelationshipIanalysisWI2004UI_cUI]YcaVdd 24

731 mI]pV“–m”IofIangiotensinIuuIQm—ZRIreceptorIantagonistsIbasedIonIreceptorIsurfaceIanalysisWIJournal 
of Chemical Information and Computer SciencesUI2004UI__UI[ZYV[Y 19

730 ’redictionIofIt’xoIconditionsIusingI“–’”ItechniquesfIanIeffectiveItoolItoIimproveIcombinatorialI
libraryIdesignWI2004UIbUIeZbV[c 29

729 olassificationIofIkinaseIinhibitorsIusingIaInayesianImodelWI2004UI_cUI__b]VcY 276

728 _pVfingerprintsUIuniversalI“–m”IandI“–’”IdescriptorsWIJournal of Chemical Information and 
Computer SciencesUI2004UI__UIZa[bV]e 49

727 ’articleIswarmIoptimizationIandIneuralInetworkIapplicationIforI“–m”WI 3

726
xinearIindicesIofItheIKmolecularIpseudographPsIatomIadjacencyImatrixKfIdefinitionUI
significanceVinterpretationUIandIapplicationItoI“–m”IanalysisIofIflavoneIderivativesIasItuÖVZI
integraseIinhibitorsWIJournal of Chemical Information and Computer SciencesUI2004UI__UI[YZYV[b

72

725 ohemoinformaticsWI2004UI 22

724 qstimatingItheIsafeIstartingIdoseIinIphaseIuIclinicalItrialsIandInoIobservedIeffectIlevelIbasedIonI
“–m”ImodelingIofItheIhumanImaximumIrecommendedIdailyIdoseWI2004UI_YUIZdaV[Yb 65

723 “–m”IstudiesIofImultidentateInitrogenIligandsIusedIinIlanthanideIandIactinideIextractionI
processesWI2004UI]c_UI_YdV_Za 20

722 qvaluationIofImutualIinformationIandIgeneticIprogrammingIforIfeatureIselectionIinI“–m”WIJournal 
of Chemical Information and Computer SciencesUI2004UI__UIZbdbVe[ 47

Citation Report

12



721 qnzymeIunhibitorsWI2004UI

720 untegromicIanalysisIofItheIzouVbYIcancerIcellIlinesWI2004UIZeUIZZV[[ 36

719 pevelopmentIofInonlinearIquantitativeIstructureVactivityIrelationshipsIusingIrbfInetworksIandI
evolutionaryIcomputingWI2004UI[baV[cY 1

718 ”esolutionIofIpifferentialI’ulseIÖoltammetricI’eaksIUsingIseneticImlgorithmInasedIÖariableI
–electionV’artialIxeastI–quaresIandI’rincipalIoomponentVmrtificialIzeuralIzetworksWI2005UIa[UI[ZV[d 14

717 olusterIanalysisIandIthreeVdimensionalI“–m”IstudiesIofItuÖVZIintegraseIinhibitorsWI2005UI[]UI]ZcV[d 17

716 xig–corefIaInovelIscoringIfunctionIforIpredictingIbindingIaffinitiesWI2005UI[]UI]eaV_Yc 281

715 mItopologicalIsubVstructuralIapproachItoItheImutagenicIactivityIinIdentalImonomersWI]WI
teterogeneousIsetIofIcompoundsWI2005UI_bUI[cd]V[ceY 20

714 ’redictingIpermeabilityIcoefficientIinImpyq—IevaluationIbyIusingIdifferentImembranesVinteractionI
“–m”WI2005UI]Y_UIZZaV[] 11

713 “–—”IwithIextendedItopochemicalIatomIindicesWI’artIafIyodelingIofItheIacuteItoxicityIofI
phenylsulfonylIcarboxylatesItoIÖibrioIfischeriIusingIgeneticIfunctionIapproximationWI2005UIZ]UIZZdaVe_ 34

712 qxploringI“–m”IofIthiazoleIandIthiadiazoleIderivativesIasIpotentIandIselectiveIhumanIadenosineIm]I
receptorIantagonistsIusingIrmIandIsrmItechniquesWI2005UIZ]UIZZaeVba 67

711
“–m”IbyIxrq”ImodelIofIcytotoxicityIdataIofIantiVtuÖIaVphenylVZVphenylaminoVZtVimidazoleI
derivativesIusingIprincipalIcomponentIfactorIanalysisIandIgeneticIfunctionIapproximationWI2005UI
Z]UI[ebcVc]

32

710 mpplicationIofIgeneticIstochasticIresonanceIalgorithmItoIquantitativeIstructureâ��activityI
relationshipIstudyWI2005UIcaUIZdZVZdd 8

709 yolecularImodelingIofImonoVIandIbisVquaternaryIammoniumIsaltsIasIligandsIatItheIalpha_beta[I
nicotinicIacetylcholineIreceptorIsubtypeIusingInonlinearItechniquesWI2005UIcUIqbcdVda 9

708 oomputationalI’redictionIofInloodVbrainInarrierI’ermeationWI2005UI_YUI_Y]V_Za 26

707
’harmacophoreImodelingUIdockingUIandIprincipalIcomponentIanalysisIbasedIclusteringfIcombinedI
computerVassistedIapproachesItoIidentifyInewIinhibitorsIofItheIhumanIrhinovirusIcoatIproteinWI
2005UI_dUIb[aYVbY

40

706 ’redictiveImodelIofIbloodVbrainIbarrierIpenetrationIofIorganicIcompoundsWI2005UI[bUIaYYVZ[ 111

705
“–m”IanalysisIofIsubstitutedIbis₄QacridineV_VcarboxamideRpropyl−methylaminesIusingIoptimizedI
blockVwiseIvariableIcombinationIbyIparticleIswarmIoptimizationIforIpartialIleastIsquaresImodelingWI
2005UI[aUI[_aVa_

13

704 mInewIsetIofIaminoIacidIdescriptorsIandIitsIapplicationIinIpeptideI“–m”sWI2005UIdYUIccaVdb 118

(2005-2004)

13



703 “–m”IofIadenosineIm]IreceptorIantagonistIZU[U_Vtriazolo₄_U]Va−quinoxalinVZVoneIderivativesIusingI
chemometricItoolsWI2005UIZaUI]c]cV_] 25

702 qxploringI]pV“–m”IofIthiazoleIandIthiadiazoleIderivativesIasIpotentIandIselectiveIhumanI
adenosineIm]IreceptorIantagonistsTWI2005UIZZUIaZbV[_ 9

701 oonstructionIofI_pV“–m”ImodelsIforIuseIinItheIdesignIofInovelIp]dVym’wIinhibitorsWI2005UIZeUI]daV_YY 27

700 qvolutionaryImlgorithmsIinIprugIpesignWI2005UI_UIZccV[_] 31

699 “–m”ImnalysisIofItheI–tructureâ��—oxicityI”elationshipIofImconitumIandIpelphiniumIpiterpeneI
mlkaloidsWI2005UI_ZUI[Z]V[Ze 10

698 unvestigationIofIiminosulfuranesIasInovelItransdermalIpenetrationIenhancersfIenhancementI
activityIandIcytotoxicityWI2005UI[[UIZeZdV[a 39

697 mI“uantitativeI–tructureVmctivityI”elationshipIQ“–m”RI–tudyIofItheImntioxidantImctivityIofI
rlavonoidsWI2005UI[_UIZYabVZYba 77

696 _pV“–m”IyodelsIofItOqXnmYVce]ImnaloguesIasItuÖVZI’roteaseIunhibitorsWI2005UI[_UI[_YV[a] 11

695 yutagenicityIofImromaticIandIteteroaromaticImminesIandI”elatedIoompoundsfImI“–m”I
unvestigationWI2005UI[_UId]ZVd_] 18

694 pockingIÖersusI’harmacophoreIyodelIsenerationfImIoomparisonIofItighV—hroughputIÖirtualI
–creeningI–trategiesIforItheI–earchIofItumanI”hinovirusIooatI’roteinIunhibitorsWI2005UI[_UI_cYV_ce 19

693 ’redictionIofI’roteinI”etentionI—imesIinImnionVqxchangeIohromatographyI–ystemsIUsingI–upportI
ÖectorI”egressionWI2005UIZZZVZ[a 1

692 mIcomparisonIofIparticleIswarmsItechniquesIforItheIdevelopmentIofIquantitativeIstructureVactivityI
relationshipImodelsIforIdrugIdesignWI 5

691 mIstudyIofItheIrelationshipIbetweenIcorneaIpermeabilityIandIeyeIirritationIusingI
membraneVinteractionI“–m”IanalysisWI2005UIddUI_]_V_b 15

690 ’articleIswarmsIforIdrugIdesignWI 2

689 OptimizedIblockVwiseIvariableIcombinationIbyIparticleIswarmIoptimizationIforIpartialIleastIsquaresI
modelingIinIquantitativeIstructureVactivityIrelationshipIstudiesWI2005UI_aUI_dbVe] 34

688 zovelIligandsIforItheIchemokineIreceptorV]IQoo”]RfIaIreceptorVmodelingIstudyIbasedIonIapV“–m”WI
2005UI_dUIZaZaV[c 36

687 “–m”IanalysesIofI]VQ_VbenzylpiperidinVZVylRVzVphenylpropylamineIderivativesIasIpotentIoo”aI
antagonistsWI2005UI_aUIZ]a[Vbd 37

686 –ynthesisIofI]Varylpiperazinylalkylpyrrolo₄]U[Vd−pyrimidineV[U_VdioneIderivativesIasInovelUIpotentUI
andIselectiveIalphaZVadrenoceptorIligandsWI2005UI_dUI[_[YV]Z 25

Citation Report

14



685 kappaIzearestIneighborsI“–m”ImodelingIasIaIvariationalIproblemfItheoryIandIapplicationsWI2005UI
_aUIcccVda 44

684 yc“–m”fIaImulticonformationalIquantitativeIstructureVactivityIrelationshipIengineIdrivenIbyI
geneticIalgorithmsWI2005UI_aUIZea]VbZ 16

683 —hreeVdimensionalI“–m”IusingItheIkVnearestIneighborImethodIandIitsIinterpretationWI2006UI_bUI[_V]Z 152

682 niologicalIactivitiesIandI]pI“–m”IstudiesIofIaIseriesIofIpeliseaIpulchraIQcfWIfimbriataRIderivedI
naturalIproductsWI2006UIbeUIZZdYVc 29

681 ’redictingIthermochemicalIparametersIofIoxygenVcontainingIheterocyclesIusingIsimpleI“–’”I
modelsWI2006UI][UIZ[aVZ]_ 5

680 ohapterIcIÖariableI–electionI“–m”IyodelingUIyodelIÖalidationUIandIÖirtualI–creeningWI2006UI[UIZZ]VZ[b 14

679 —opologicalIdescriptorsIinImodelingItheIantimalarialIactivityIofI_VQ]PUaPVdisubstitutedI
anilinoRquinolinesWI2006UI_bUIe]VZY[ 33

678 “–m”IpredictionIofIestrogenIactivityIforIaIlargeIsetIofIdiverseIchemicalsIunderItheIguidanceIofI
OqopIprinciplesWI2006UIZeUIZa_YVd 108

677 UsingIÖoronoiIsridIandI–ÖyIxinearI”egressionIinIprugIpiscoveryWI2006UI 1

676 –tructureVbasedI“–m”IanalysisIofIaIsetIofI_VhydroxyVaUbVdihydropyronesIasIinhibitorsIofItuÖVZI
proteasefIanIapplicationIofItheIreceptorVdependentIQ”pRI_pV“–m”IformalismWI2006UI_bUI]_aVa_ 26

675 “–m”IandI“–’”IstudiesIofIaIhighlyIstructuredIphysicochemicalIdomainWI2006UI_bUI[b_Vcb 48

674 “–m”I–tudiesIonI—hiazolidinesfImIniologicallyI’rivilegedI–caffoldWIZbZV[_e 37

673 rlavorIreleaseIfromIiVcarrageenanImatrixfIaIquantitativeIstructureVpropertyIrelationshipsIapproachWI
2006UIa_UI]bceVda 19

672 mIhighIdimensionalI“–m”IstudyIonItheIaldoseIreductaseIinhibitoryIactivityIofIsomeIflavonesfI
topologicalIdescriptorsIinImodelingItheIactivityWI2006UI_bUIdbVe[ 26

671 mIfixedIfunctionalIsetIgeneticIalgorithmIQrr–smRIapproachIforIfunctionIapproximationWI2006UIdUIZe]V[Yb 7

670 mIgeneticVfunctionVapproximationVbasedI“–m”ImodelIforItheIaffinityIofIarylpiperazinesItowardI
alphaZIadrenoceptorsWI2006UI_bUIZ_bbVcd 12

669 —heI“uantitativeI–tructureVyutagenicityI”elationshipIofI’olycylicImromaticItydrocarbonI
yetabolitesWI2006UIcUIaabVacY 9

668 slassI—ransitionWI2006UI 0

(2006-2005)

15



667 mrtificialIuntelligenceIandIpataIyiningIforI—oxicityI’redictionWI2006UI[UIZ[]VZ]] 8

666 –tatisticalIdeconvolutionIofIenthalpicIenergeticIcontributionsItoIytoVpeptideIbindingIaffinityWI
2006UIbUIa 21

665 “–—”IwithIqxtendedI—opochemicalImtomIQq—mRIundicesIdWaI“–m”IforItheIinhibitionIofIsubstitutedI
phenolsIonIgerminationIrateIofIoucumisIsativusIusingIchemometricItoolsWI2006UI[aUId_bVdae 23

664 yolecularIdynamicsIsimulationsIofIaIsetIofIisoniazidIderivativesIboundItoIunhmUItheIenoylVacpI
reductaseIfromIyWItuberculosisWI2006UIZYbUI[bdeV[bee 3

663 mI“–m”ImodelIofItq”sIbindingIusingIaIlargeUIdiverseUIandIinternallyIconsistentItrainingIsetWI2006UI
bcUI[d_Veb 65

662 “uantitativeIstructureIactivityIrelationshipIofIbenzoxazinoneIderivativesIasIneuropeptideIYIYaI
receptorIantagonistsWI2006UI_ZUIaa[Vc 11

661 “uantitativeIstructureIactivityIrelationshipIstudiesIofIarylIheterocycleVbasedIthrombinIinhibitorsWI
2006UI_ZUIZ]]eV_b 30

660 –Ö”oâ��“–’”ImodelIforIpredictingIsaturatedIvaporIpressuresIofIpureIfluidsWI2006UI[_bUI]eVaZ 43

659 “–m”IanalysisIofIantimicrobialIandIhaemolyticIeffectsIofIcyclicIcationicIantimicrobialIpeptidesI
derivedIfromIprotegrinVZWI2006UIZ_UIbYbaVc_ 52

658 oomparativeI“–m”ImodelingIofIoo”aIreceptorIbindingIaffinityIofIsubstitutedI
ZVQ]U]VdiphenylpropylRVpiperidinylIamidesIandIureasWI2006UIZbUI__bcVc_ 39

657 ’redictionIofIozoneItroposphericIdegradationIrateIconstantIofIorganicIcompoundsIbyIusingI
artificialIneuralInetworksWI2006UIaabUI]aaV]b] 49

656 –tudiesIofIrelationshipIbetweenIbiologicalIactivitiesIandItuÖI”everseI—ranscriptaseIunhibitorsIbyI
yultivariateImdaptiveI”egressionI–plinesIwithIourdsIandIüheyWI2006UId[UI[_V]Y 5

655 qffectIofIcholesterolIonIpy’oIphospholipidImembranesIandI“–m”ImodelIconstructionIinI
membraneVinteractionI“–m”IstudyIthroughImolecularIdynamicsIsimulationWI2006UIZ_UI[[[aV]_ 12

654 “uantitativeIstructureVactivityIrelationshipIofIspirosuccinimideItypeIaldoseIreductaseIinhibitorsI
diminishingIsorbitolIaccumulationIinIvivoWI2006UIZ_UI]YeYVc 7

653 unIsilicoImpyqImodellingI[fIcomputationalImodelsItoIpredictIhumanIserumIalbuminIbindingIaffinityI
usingIantIcolonyIsystemsWI2006UIZ_UI_ZZdV[e 43

652 mpplicationIofIartificialIneuralInetworksIandIpr—VbasedIparametersIforIpredictionIofIreactionI
kineticsIofIethylbenzeneIdehydrogenaseWI2006UI[YUIZ_aVac 33

651 oomparativeIresidueIinteractionIanalysisIQoo”umRfIaI]pV“–m”IapproachItoIexploreItheIbindingI
contributionsIofIactiveIsiteIresiduesIwithIligandsWI2006UI[YUI]_]VbY 36

650 nondVbasedIglobalIandIlocalIQbondUIgroupIandIbondVtypeRIquadraticIindicesIandItheirIapplicationsI
toIcomputerVaidedImolecularIdesignWIZWI“–’”IstudiesIofIdiverseIsetsIofIorganicIchemicalsWI2006UI[YUIbdaVcYZ 21

Citation Report

16



649 yolecularIsimilarityIandIdiversityIinIchemoinformaticsfIfromItheoryItoIapplicationsWI2006UIZYUI]eVce 180

648 “–—”IwithIextendedItopochemicalIatomIQq—mRIindicesWIÖuWImcuteItoxicityIofIbenzeneIderivativesItoI
tadpolesIQ”anaIjaponicaRWI2006UIZ[UI]YbVZb 25

647 oomputationalIapproachesIforImodelingIhumanIintestinalIabsorptionIandIpermeabilityWI2006UIZ[UIaccVde 21

646 rreeVenergyIforceVfieldIthreeVdimensionalIquantitativeIstructureVactivityIrelationshipIanalysisIofIaI
setIofIp]dVmitogenIactivatedIproteinIkinaseIinhibitorsWI2006UIZ[UIdaaVbd 12

645
—hreeVdimensionalIquantitativeIstructureVactivityIrelationshipIQ]IpV“–m”RIandIdockingIstudiesIonI
QbenzothiazoleV[VylRIacetonitrileIderivativesIasIcVvunIzVterminalIkinaseV]IQvzw]RIinhibitorsWI2006UI
ZbUIaeZcV[a

28

644 olusterIanalysisIandItwoVdimensionalIquantitativeIstructureVactivityIrelationshipIQ[pV“–m”RIofI
’seudomonasIaeruginosaIdeacetylaseIxpxoIinhibitorsWI2006UIZbUIaZ]bV_] 24

643 mInewIdescriptorIofIaminoIacidsIbasedIonItheIthreeVdimensionalIvectorIofIatomicIinteractionIfieldWI
2006UIaZUIa[_Va[e 15

642 oonsensusIscoringIforIproteinVligandIinteractionsWI2006UIZZUI_[ZVd 183

641 ”ecentImdvancesIinIohemometricIyethodologiesIforI“–m”I–tudiesWI2006UI[UI[aaV[bb 4

640 “uantitativeI–tructureVUptakeI”elationshipIofIyetalVOrganicIrrameworksIasItydrogenI–torageI
yaterialWI2006UIe[cUIZ

639 oorrelatingI’olymerVoarbonIoompositeI–ensorI”esponseIwithIyolecularIpescriptorsWI2006UIZa]UIt[Ye 19

638 mpproachesItoI—hreeVpimensionalI“uantitativeI–tructureVmctivityI”elationshipsWI2007UIZd]V[_Y 11

637 “–m”IanalysesIofIskinIpenetrationIenhancersWI2007UI_cUIZZ]YV_e 18

636 —heoreticalIandI’racticalImspectsIofI—hreeVpimensionalI“uantitativeI–tructureVmctivityI
”elationshipsWI2007UIZ[cVZd[ 24

635 qvaluationIofI’seudomonasIaeruginosaIdeacetylaseIxpxoIinhibitoryIactivityIofIdualI’pq_V—zralphaI
inhibitorsfIaImultiscreeningIapproachWI2007UI_cUIZZddVea 9

634 seneticImlgorithmsIandI—heirIUseIinIohemistryWI2007UIZVc] 11

633 tumanIproteinItyrosineIphosphataseIZnIinhibitorsfI“–m”IbyIgeneticIfunctionIapproximationWI2007UI
[[UI[bcVcbUI]cZV] 16

632 seneralIpurposeIinteractiveIphysicoVchemicalIpropertyIexplorationWI2007UI_cUIZZd[Vc 3

(2007-2006)

17



631 ’erspectiveIassessmentIofIoOıVZIandIoOıV[IselectivityIofInonsteroidalIantiVinflammatoryIdrugsI
fromIclinicalIpracticefIuseIofIgeneticIfunctionIapproximationWI2007UI_cUIb]aV_] 8

630
qxplorationIofIrateVlimitingIconformationalIstateIforI
aV₄QcVchloroV_VquinolinylRamino−V]V₄QalkylaminoRmethyl−₄ZUZPVbiphenyl−V[VolsIandIzQomegaRVoxidesI
QtebuquineIanaloguesRIforIantimalarialIactivityIusingImolecularIshapeIanalysisIandImolecularIfieldI
analysisIstudiesWI2007UI_cUIZYdcVeb

7

629 mnIuntroductionI—oIohemoinformaticsWI2007UI 191

628 yodelingIrobustI“–m”WI[WIiterativeIvariableIeliminationIschemesIforIooy–mfIapplicationIforI
modelingIbenzoicIacidIpwaIvaluesWI2007UI_cUIa_cVab 35

627 mpyqIevaluationIinIdrugIdiscoveryWIcWI’redictionIofIoralIabsorptionIbyIcorrelationIandI
classificationWI2007UI_cUI[YdVZd 141

626 ”andomIforestImodelsItoIpredictIaqueousIsolubilityWI2007UI_cUIZaYVd 217

625 —reatingIchemicalIdiversityIinI“–m”IanalysisfImodelingIdiverseItuÖVZIintegraseIinhibitorsIusingI_pI
fingerprintsWI2007UI_cUIZe_aVbY 19

624 ’redictiveI“uantitativeI–tructureâ��mctivityI”elationshipIyodelingWI2007UIZ_eVZba 2

623 oombinationIofIgeneticIalgorithmIandIpartialIleastIsquaresIforIcloudIpointIpredictionIofInonionicI
surfactantsIfromImolecularIstructuresWI2007UIecUIbeVd] 25

622 mI“–’”IstudyIonItheIsoIretentionItimesIofIaIseriesIofIfattyUIdicarboxylicIandIaminoIacidsIbyIyx”I
andImzzWI2007UIecUIe[aV]] 5

621 oomputationalIchemistryIdevelopmentIofIaIunifiedIfreeIenergyIyarkovImodelIforItheIdistributionI
ofIZ]YYIchemicalsItoI]dIdifferentIenvironmentalIorIbiologicalIsystemsWI2007UI[dUIZeYeV[] 67

620 “–m”IstudiesIandIpharmacophoreIidentificationIforIarylsubstitutedIcycloalkenecarboxylicIacidI
methylIestersIwithIaffinityIforItheIhumanIdopamineItransporterWI2007UIZaUIa[b[Vc_ 9

619 “–m”IstudyIofIselectiveIligandsIforItheIthyroidIhormoneIreceptorIbetaWI2007UIZaUIa[aZVbZ 67

618 ’redictionIofIbindingIaffinitiesItoIbetaZIisoformIofIhumanIthyroidIhormoneIreceptorIbyIgeneticI
algorithmIandIprojectionIpursuitIregressionWI2007UIZcUI[_c_Vd[ 23

617 “–m”IanalysisIofItyrosineIkinaseIinhibitorIusingImodifiedIantIcolonyIoptimizationIandImultipleI
linearIregressionWI2007UI_[UIdZVb 37

616 mInovelIrangeIbasedI“–m”IstudyIofIhumanIneuropeptideIYIQz’YRIYaIreceptorIinhibitorsWI2007UI_[UI_b]VcY 15

615 mpplicationIofIgeneticIalgorithmVkernelIpartialIleastIsquareIasIaInovelInonlinearIfeatureIselectionI
methodfIactivityIofIcarbonicIanhydraseIuuIinhibitorsWI2007UI_[UIb_eVae 57

614 –upervisedIpatternIrecognitionIinIfoodIanalysisWI2007UIZZadUIZebV[Z_ 696

Citation Report

18



613 “uantitativeIstructureVactivityIrelationshipIQ“–m”RIofItacrineIderivativesIagainstI
acetylcholinesteraseIQmohqRIactivityIusingIvariableIselectionsWI2007UIZcUIZYd[VeY 29

612 —VscaleIasIaInovelIvectorIofItopologicalIdescriptorsIforIaminoIacidsIandIitsIapplicationIinI“–m”sIofI
peptidesWI2007UId]YUIZYbVZZa 85

611 qncodingI—ypeIandI’ositionIinI’eptideI“–m”fImpplicationItoI’eptidesInindingItoIolassIuIytoI
yoleculeItxmVmSY[YZWI2007UI[bUIZdeV[Y] 12

610
“uantitativeI–tructureâ��mctivityI”elationshipI–tudiesIforItheInindingImffinitiesIofI
umidazobenzodiazepinesIforItheI˛–bInenzodiazepineI”eceptorIusoformIUtilizingIOptimizedI
nlockwiseIÖariableIoombinationIbyI’articleI–warmIOptimizationIforI’artialIxeastI–quaresI
yodelingWI2007UI[bUIe[VZYZ

6

609 unI–ilicoImpyqIyodelingI]fIoomputationalIyodelsItoI’redictItumanIuntestinalImbsorptionIUsingI
–phereIqxclusionIandIkzzI“–m”IyethodsWI2007UI[bUIba]Vbbd 29

608 oomparativeIolassicalI“–m”IyodelingIofImntiVtuÖI—hiocarbamatesWI2007UI[bUIedYVeeY 10

607 oomparisonIofI–hufflingVmdaptiveIzeuroIruzzyIunferenceI–ystemIQ–hufflingVmzru–RIwithI
oonventionalImzru–IasIreatureI–electionIyethodsIforIzonlinearI–ystemsWI2007UI[bUIZY_bVZYae 10

606 oacoV[IcellIpermeabilityImodellingfIaIneuralInetworkIcoupledIgeneticIalgorithmIapproachWI2007UI[ZUI[YcV[Z 20

605 unIsilicoIscreeningIofIestrogenVlikeIchemicalsIbasedIonIdifferentInonlinearIclassificationImodelsWI
2007UI[bUIZ]aV__ 32

604 –electivityVbasedI“–m”IapproachIforIscreeningIandIevaluationIofI—”tIanalogsIforI—”tV”ZIandI
—”tV”[IreceptorsIsubtypesWI2008UI[cUI]YeV[Y 2

603 zovelI[pI—OyOoOypVom”ppImolecularIdescriptorsfIatomVbasedIstochasticIandInonVstochasticI
bilinearIindicesIandItheirI“–’”IapplicationsWI2008UI__UIbaYVbc] 15

602 mIcomprehensiveIanalysisIofItheIthermodynamicIeventsIinvolvedIinIligandVreceptorIbindingIusingI
oo”umIandIitsIvariantsWI2008UI[[UIeZVZY_ 18

601 tierarchicalI“–m”ItechnologyIbasedIonItheI–implexIrepresentationIofImolecularIstructureWI2008UI
[[UI_Y]V[Z 119

600 “uantitativeI–eriesIqnrichmentImnalysisIQ“–qmRfIaInovelIprocedureIforI]pV“–m”IanalysisWI2008UI[[UIa_ZVaZ 9

599 oonsiderationsIandIrecentIadvancesIinI“–m”ImodelsIforIcytochromeI’_aYVmediatedIdrugI
metabolismIpredictionWI2008UI[[UId_]Vaa 46

598 –omeImolecularIdescriptorsIforInonVspecificIchromosomalIgenotoxicityIbasedIonIhydrophobicI
interactionsWI2008UId[UI]]]Vd 9

597 mInovelIvectorIofItopologicalIandIstructuralIinformationIforIaminoIacidsIandIitsI“–m”IapplicationsI
forIpeptidesIandIanaloguesWI2008UIaZUIe_bVeac 3

596 “–m”IstudyIonIestrogenicIactivityIofIstructurallyIdiverseIcompoundsIusingIgeneralizedIregressionI
neuralInetworkWI2008UIaZUIbccVbd] 8

(2008-2007)

19



595 nackVpropagationInetworkIimprovedIbyIconjugateIgradientIbasedIonIgeneticIalgorithmIinI“–m”I
studyIonIendocrineIdisruptingIchemicalsWI2008UIa]UI]]V]e 15

594 umprovementIofIbioavailabilityIofIwaterIinsolubleIdrugsfIqstimationIofIintrinsicIbioavailabilityI
Q–hortIoommunicationRWI2008UI[aUIZcZVZca 9

593 reatureI–etI–electionIinI“–m”IofIZV₄Q[VtydroxyethoxyRmethyl−VbVQphenylthioRthymineIQtq’—RI
mnaloguesIbyIUsingI–warmIuntelligenceWI2008UIZ]eUIZecV[ZZ 6

592 yodellingItheIpropertyIofIcompoundsIfromIstructurefIstatisticalImethodsIforImodelsIvalidationWI
2008UIbUIZcaVZdZ 21

591 –imultaneousIfeatureIselectionIandIparameterIoptimisationIusingIanIartificialIantIcolonyfIcaseI
studyIofImeltingIpointIpredictionWI2008UI[UI[Z 19

590 unI–ilicoI’redictionIofInloodâ��nrainI’artitioningIUsingIaIohemometricIyethodIoalledIseneticI
mlgorithmInasedIÖariableI–electionWI2008UI[cUIcY_VcZc 17

589 mccurateI’redictionIofImquaticI—oxicityIofImromaticIoompoundsInasedIonIseneticImlgorithmIandI
xeastI–quaresI–upportIÖectorIyachinesWI2008UI[cUIdaYVdba 10

588 ’redictionIofIhq”sI’otassiumIohannelInlockadeIUsingIkzzV“–m”IandIxocalIxazyI”egressionI
yethodsWI2008UI[cUIZ]YaVZ]Zc 14

587
mIzovelImpproachIforItheIudentificationIofI–electiveImnticonvulsantsInasedIonIpifferentialI
yolecularI’ropertiesIforI—n’–IpisplacementIandImnticonvulsantImctivityfImnIuntegratedI“–m”I
yodellingWI2008UI[cUIdcbVdde

2

586
“uantitativeIstructureVantibacterialIactivityIrelationshipImodelingIusingIaIcombinationIofI
piecewiseIlinearIregressionVdiscriminantIanalysisIQuRfI“uantumIchemicalUItopographicUIandI
topologicalIdescriptorsWI2008UIZYdUIZdabVZdcZ

5

585 oombinedI_pVfingerprintIandIclusteringIbasedImembraneVinteractionI“–m”IanalysesIforI
constructingIconsensusIoacoV[IcellIpermeationIvirtualIscreensWI2008UIecUIabbVd] 10

584 “–m”IstudyIofImalonylVoomIdecarboxylaseIinhibitorsIusingIsmVyx”IandIaInewIstrategyIofI
consensusImodelingWI2008UI[eUI[b]bV_c 43

583 mpplicationIofImolecularIconnectivityIandIelectroVtopologicalIindicesIinIquantitativeI
structureVactivityIanalysisIofIpyrazoleIderivativesIasIinhibitorsIofIfactorIıaIandIthrombinWI2008UIaUI[bYeV[Y 3

582 mInovelIdescriptorIofIaminoIacidsIandIitsIapplicationIinIpeptideI“–m”WI2008UI[a]UIeYVc 49

581 oomparativeI“–—”IstudiesIforIpredictingImutagenicityIofInitroIcompoundsWI2008UI[bUIeZbV]_ 19

580 qxploringI“–—”IandItoxicophoreIofIhq”sIwTIchannelIblockersIusingIsrmIandItyposenItechniquesWI
2008UI[bUIebbVcb 34

579 pevelopmentIofIpredictiveIinIsilicoImodelIforIcyclosporineVIandIaureobasidinVbasedI’VglycoproteinI
inhibitorsIemployingIreceptorIsurfaceIanalysisWI2008UI[cUI_]eVaZ 7

578 yolecularIstructuralIcharacteristicsIasIdeterminantsIofIestrogenIreceptorIselectivityWI2008UI_dUI]beVca 17

Citation Report

20



577 qxploringImolecularIshapeIanalysisIofIstyrylquinolineIderivativesIasItuÖVZIintegraseIinhibitorsWI2008
UI_]UIdZVe[ 40

576 “uantitativeIstructureIactivityIrelationshipIstudiesIonIthioureaIanaloguesIasIinfluenzaIvirusI
neuraminidaseIinhibitorsWI2008UI_]UI[e]Ve 30

575 ]pV“–m”IstudiesIofItriazafluorenoneIinhibitorsIofImetabotropicIglutamateIreceptorIsubtypeIZWI
2008UI_]UIZY[aV]_ 2

574 mInovelIquantitativeIstructureVactivityIrelationshipImethodItoIpredictItheIaffinitiesIofIy—]I
melatoninIbindingIsiteWI2008UI_]UI[dbZVe 13

573 “uantitativeIstructureVactivityIrelationshipIstudiesIonIZVarylVtetrahydroisoquinolineIanalogsIasI
activeIantiVtuÖIagentsWI2008UIZdUIa]dZVb 24

572 umpactIofItopologicalIandIelectronicIdescriptorsIinItheI“–m”IofIpyrazineIcontainingIthiazolinesIandI
thiazolidinonesIasIantitubercularIandIantibacterialIagentsWI2008UIcZUI__cV_b] 15

571 qxploringI“–m”sIforIbindingIaffinityIofIazolesIwithIoY’[nIandIoY’]mIenzymesIusingIsrmIandI
sX’x–ItechniquesWI2008UIcZUI_b_V_c] 5

570 “–—”IwithIextendedItopochemicalIatomIindicesWIZYWIyodelingIofItoxicityIofIorganicIchemicalsItoI
humansIusingIdifferentIchemometricItoolsWI2008UIc[UI]d]Ve_ 19

569 oomparativeI“–m”IstudiesIofIoY’Zm[IinhibitorIflavonoidsIusingI[pIandI]pIdescriptorsWI2008UIc[UI]cYVd[ 47

568 qstimatingIforageIbiomassIandIqualityIinIaImixedIsownIpastureIbasedIonIpartialIleastIsquaresI
regressionIwithIwavebandIselectionWI2008UIa_UIZ]ZVZ_a 71

567 oombinedIligandIandIstructureIbasedIapproachesIforInarrowingIonItheIessentialIphysicochemicalI
characteristicsIforIopw_IinhibitionWI2008UI_dUIZ][aV]b 12

566 yembraneVinteractionIquantitativeIstructureVVactivityIrelationshipIQyuV“–m”RIanalysesIofIskinI
penetrationIenhancersWI2008UI_dUIZ[]dVab 17

565 UsingImolecularIdockingUI]pV“–m”UIandIclusterIanalysisIforIscreeningIstructurallyIdiverseIdataIsetsI
ofIpharmacologicalIinterestWI2008UI_dUI[Ya_Vba 14

564 ’redictionIofItheIlogarithmicIofIpartitionIcoefficientsIQlogI’RIofIsomeIorganicIcompoundsIbyIleastI
squareVsupportIvectorImachineIQx–V–ÖyRWI2008UIZYbUI[a[aV[a]a 15

563 pzmVdamagingIactivityIandImutagenicityIofIZbInewlyIsynthesizedIthiazolo₄aU_Va−acridineI
derivativesIwithIhighIphotoVinducibleIcytotoxicityWI2008UIbaYUIZY_VZ_ 13

562 mnIupdatedIsteroidIbenchmarkIsetIandIitsIapplicationIinItheIdiscoveryIofInovelInanomolarIligandsI
ofIsexIhormoneVbindingIglobulinWI2008UIaZUI[Y_cVab 38

561 —heIeffectIofInitroaromaticsPIcompositionIonItheirItoxicityIinIvivofInovelUIefficientInonVadditiveIZpI
“–m”IanalysisWI2008UIc[UIZ]c]VdY 44

560 “uantitativeImpproachesItoI–tructureâ��mctivityI”elationshipsWI2008UI_eZVaZ] 6

(2008-2008)

21



559 pevelopmentIofIlinearIandInonlinearIpredictiveI“–m”ImodelsIandItheirIexternalIvalidationIusingI
molecularIsimilarityIprincipleIforIantiVtuÖIindolylIarylIsulfonesWI2008UI[]UIedYVea 30

558 UsingIquantitativeIstructureVactivityIrelationshipsIQ“–m”RItoIpredictItoxicIendpointsIforIpolycyclicI
aromaticIhydrocarbonsIQ’mtRWI2008UIcZUIZYc]Vd_ 11

557 ÖariableIselectionImethodsIinI“–m”fIanIoverviewWI2008UIdUIZbYbV[c 136

556 ’artitionIooefficientI’redictionIofIaIxargeI–etIofIÖariousIprugsIandI’oisonsIbyIaIseneticImlgorithmI
andImrtificialIzeuralIzetworkWI2008UIaaUI]_aV]aa 12

555 “–m”IinIprugIpesignWI2008UIZa][VZaa_ 11

554 oomparativeI“–m”IstudiesIofInitrofuranylIamideIderivativesIusingItheoreticalIstructuralIpropertiesWI
2009UI]aUIZZdaVZ[YY 18

553 qxploringItheIstructuralIrequirementsIforIjasmonatesIandIrelatedIcompoundsIasInovelIplantI
growthIregulatorsfIaIcurrentIcomputationalIperspectiveWI2009UI_UIZYYcVe 2

552 “uantitativeI–tructureVmctivityI”elationshipI–tudiesIonI–omeIzovelImntiVItuÖI—hioureaIperivativesI
withIoytotoxicityIpataIQooaYRIinIy—V_IoellsWI2009UIbUIZe]V[YY 1

551 “uantitativeI–tructureImctivityI”elationshipIofIundoleVoarbaldehydeIperivativesIasIoannabinoidI
”eceptorI[ImgonistsWI2009UIbUIaeeVbZe 1

550 “–m”ImodelingIforIquinoxalineIderivativesIusingIgeneticIalgorithmIandIsimulatedIannealingIbasedI
featureIselectionWI2009UIZbUI_Y][V_d 42

549 “–—”IwithIextendedItopochemicalIatomIQq—mRIindicesWIZZWIoomparativeI“–m”IofIacuteIz–mupI
cytotoxicityIinIratIhepatocytesIusingIchemometricItoolsWI2009UI]aUIb_dVbae 18

548 OptimalIfunctionalIformsIforIestimationIofImissingIprecipitationIdataWI2009UI]c_UIZYbVZZa 42

547 olusterImnalysisIandI“–m”I–tudyIofI–omeImntiVhepatitisInIÖirusImgentsIoomprisingI
_VmrylVbVchloroVquinolinV[VonesIandIaVmrylVcVchloroVZU_VbenzodiazepinesWI2009UI[cUI[]a[V[]ad 1

546 “–m”IofIantilipidIperoxidativeIactivityIofIsubstitutedIbenzodioxolesIusingIchemometricItoolsWI2009
UI]YUI[cZ[V[[ 12

545 mInewIstrategyItoIimproveItheIpredictiveIabilityIofItheIlocalIlazyIregressionIandIitsIapplicationItoI
theI“–m”IstudyIofImelaninVconcentratingIhormoneIreceptorIZIantagonistsWI2010UI]ZUIec]Vda 3

544 “uantitativeIstructureImigrationIrelationshipImodelingIofImigrationIfactorIforIsomeIbenzeneI
derivativesIinImicellarIelectrokineticIchromatographyWI2009UI][UIZe]_V_Y 4

543 qxploringItheIbindingIofItuÖVZIintegraseIinhibitorsIbyIcomparativeIresidueIinteractionIanalysisI
Qoo”umRWI2009UIZaUI[]]V_a 28

542 unIsilicoIquantitativeIpredictionIofIpeptidesIbindingIaffinityItoIhumanIytoImoleculefIanIintuitiveI
quantitativeIstructureVactivityIrelationshipIapproachWI2009UI]bUIa]aVa_ 71

Citation Report

22



541 mnIimprovedI“–’”IstudyIofItheItoxicityIofIaliphaticIcarboxylicIacidsIusingIgeneticIalgorithmWI2009UI
ZdUIZ_]VZac 8

540 “–m”IanalysisIofIzVmyristoyltransferaseIinhibitorsfIantifungalIactivityIofIbenzofuransWI2009UIZdUI[YbV[[Y 9

539 qxploringI[pIandI]pI“–m”sIofI[U_VpiphenylVZU]VoxazolinesIforIOvicidalImctivityImgainstI
—etranychusIurticaeWI2009UI[dUI_YbV_[a 46

538 “–m”ImpproachItoIoorrelateI—”’ÖZImntagonistImctivityIforIaI–eriesIofIteteroaromaticIUreaWI2009UI
[dUIZYedVZZZZ 3

537 ’redictingItheImndrogenicityIofI–tructurallyIpiverseIoompoundsIfromIyolecularI–tructureIUsingI
pifferentIolassifiersWI2009UI[dUIa_[VaaY 4

536 “uantitativeI–tructureâ��mctivityI”elationshipImnalysisIofI–omeI—hioureaIperivativesIwithImctivitiesI
mgainstItuÖVZIQuuunRWI2009UI[dUIdeVec 10

535 oonsensusI“–m”IyodelingIofI’hosphorVoontainingIohiralImohqIunhibitorsWI2009UI[dUIbb_Vbcc 32

534 yolecularIyodelingIandI”eceptorVpependentIQ”pRI]pV“–m”ImpproachItoIaI–etIofImntituberculosisI
perivativesWI2009UI[dUIZ_aaVZ_b_ 3

533 usIreatureI–electionIqssentialIforImzzIyodelingkWI2009UI[dUIZ_dcVZ_ee 18

532 “uantitativeIstructureVpropertyIrelationshipIstudiesIonIaminoIacidIconjugatesIofIjasmonicIacidIasI
defenseIsignalingImoleculesWI2009UIaZUIadZVe[ 4

531 “uantitativeIstructureVactivityIrelationshipImodelingIofIantioxidantIactivitiesIofI
hydroxybenzalacetonesIusingIquantumIchemicalUIphysicochemicalIandIspatialIdescriptorsWI2009UIc]UIa[bV]b 29

530 yolecularIshapeIanalysisIofIantioxidantIandIsqualeneIsynthaseIinhibitoryIactivitiesIofIaromaticI
tetrahydroVZU_VoxazineIderivativesWI2009UIc_UIaYcVZb 12

529 ’redictingItheIautoVignitionItemperaturesIofIorganicIcompoundsIfromImolecularIstructureIusingI
supportIvectorImachineWI2009UIZb_UIZ[_[Ve 42

528 pissipativeIparticleIdynamicsIstudyIonItheIphaseImorphologiesIofItheIultrahighImolecularIweightI
polyethyleneXpolypropyleneXpolyQethyleneIglycolRIblendsWI2009UIaYUI]]bV]_b 38

527 “uantitativeIstructureVactivityIrelationshipIQ“–m”RIofIarylIalkenylIamidesXiminesIforIbacterialIeffluxI
pumpIinhibitorsWI2009UI__UI[[eV]d 33

526 ’redictiveI“–m”ImodelingIofItuÖIreverseItranscriptaseIinhibitorI—unOIderivativesWI2009UI__UIZaYeV[_ 32

525 oomparativeIchemometricImodelingIofIcytochromeI]m_IinhibitoryIactivityIofIstructurallyIdiverseI
compoundsIusingIstepwiseIyx”UIrmVyx”UI’x–UIsrmUIsX’x–IandImzzItechniquesWI2009UI__UI[eZ]V[[ 96

524 “uantitativeIstructureIactivityIrelationshipIQ“–m”RIofIpiperineIanalogsIforIbacterialIzormIeffluxI
pumpIinhibitorsWI2009UI__UI_Z[dV]a 32

(2009-2009)

23



523 “uantitativeIstructureVactivityIrelationshipIanalysisIofIarylIalkanolIpiperazineIderivativesIwithI
antidepressantIactivitiesWI2009UI__UI_]bcVca 19

522 ÖalidatedIquantitativeIstructureVactivityIrelationshipIanalysisIofIaIseriesIofI[VaminothiazoleIbasedI
pabQxckRIinhibitorsWI2009UIb]ZUI[eV]e 8

521 mIsegmentedIprincipalIcomponentIanalysisVregressionIapproachItoIquantitativeIstructureVactivityI
relationshipImodelingWI2009UIb_bUI]YVd 18

520 mnIefficientIvariableIselectionImethodIbasedIonItheIuseIofIexternalImemoryIinIantIcolonyI
optimizationWImpplicationItoI“–m”X“–’”IstudiesWI2009UIb_bUI]eV_b 44

519 “–m”IstudiesIofIoY’[pbIinhibitorIaryloxypropanolaminesIusingI[pIandI]pIdescriptorsWI2009UIc]UI__[Vaa 66

518 –tructuralIanalysisIofIcarbolineIderivativesIasIinhibitorsIofIym’wm’Iw[IusingI]pI“–m”IandIdockingI
studiesWI2009UI_eUIa]Vbc 23

517 mutomatedIprocedureIforIcandidateIcompoundIselectionIinIsoVy–ImetabolomicsIbasedIonI
predictionIofIwovatsIretentionIindexWI2009UI[aUIcdcVe_ 33

516 yixedVmodelI“–m”IatItheIhumanImineralocorticoidIreceptorfIpredictingIbindingImodeIandIaffinityI
ofIanabolicIsteroidsWI2009UIZdeUI[ZeV[_ 9

515 ourrentImathematicalImethodsIusedIinI“–m”X“–’”IstudiesWI2009UIZYUIZecdVed 123

514 nibliographyWI2009UIZV[_Z 1

513 oombinatorialIlibraryIenumerationIandIleadIhoppingIusingIcomparativeIinteractionIfingerprintI
analysisIandIclassicalI[pI“–m”ImethodsIforIseekingInovelIsmnmQmRIalphaQ]RImodulatorsWI2009UI_eUI[_edVaZZ 15

512 xocalIindicesIforIsimilarityIanalysisIQxu–mRVaI]pV“–m”IformalismIbasedIonIlocalImolecularIsimilarityWI
2009UI_eUI[beaVcYc 8

511 ’redictiveI“–m”ImodelingIofIoo”aIantagonistIpiperidineIderivativesIusingIchemometricItoolsWI
2009UI[_UI[YaV[] 11

510
’harmacophoreImodelingUIquantitativeIstructureVactivityIrelationshipIanalysisUIandI
shapeVcomplementedIinIsilicoIscreeningIallowIaccessItoInovelIinfluenzaIneuraminidaseIinhibitorsWI
2009UI_eUIecdVeb

49

509 OnItwoInovelIparametersIforIvalidationIofIpredictiveI“–m”ImodelsWI2009UIZ_UIZbbYVcYZ 363

508 ]pIpharmacophoreImappingIusingI_pI“–m”IanalysisIforItheIcytotoxicityIofIlamellarinsIagainstI
humanIhormoneVdependentI—_cpIbreastIcancerIcellsWI2009UI_eUI[]Z[V[[ 16

507 ”ationalIdesignIandI]pVpharmacophoreImappingIofIaPVthioureaVsubstitutedIalphaVthymidineI
analoguesIasImycobacterialI—y’wIinhibitorsWI2009UI_eUIZYcYVd 29

506 —heIuseIofImachineIlearningIandInonlinearIstatisticalItoolsIforImpyqIpredictionWI2009UIaUIZ_eVbe 28

Citation Report

24



505 ’redictingImultipleIbindingImodesIusingIaIkernelImethodIbasedIonIaIvectorIspaceImodelImolecularI
descriptorWI2009UI[UIadVdY 3

504 ”eviewIonIlazyIlearningIregressorsIandItheirIapplicationsIinI“–m”WI2009UIZ[UI__YVaY 4

503 nayesianImodelingIinIvirtualIhighIthroughputIscreeningWI2009UIZ[UI_beVd] 16

502 _pV“–m”fIperspectivesIinIdrugIdesignWI2010UIZaUI][dZVe_ 68

501
mI“–m”IstudyIforImodelingIofIdVazaadenineIanaloguesIproposedIasImZIadenosineIreceptorI
antagonistsIusingIgeneticIalgorithmIcouplingIadaptiveIneuroVfuzzyIinferenceIsystemIQmzru–RWI2010UI
[bUIdecVeY[

9

500 qxploringIquantitativeIstructureâ��activityIrelationshipIstudiesIofIantioxidantIphenolicIcompoundsI
obtainedIfromItraditionalIohineseImedicinalIplantsWI2010UI]bUIZYbcVZYce 221

499 “uantitativeIcorrelationIofIphysicalIandIchemicalIpropertiesIwithIchemicalIstructurefIutilityIforI
predictionWI2010UIZZYUIacZ_Vde 372

498 unIsilicoIbinaryIclassificationI“–m”ImodelsIbasedIonI_pVfingerprintsIandIyOqIdescriptorsIforI
predictionIofIhq”sIblockageWI2010UIaYUIZ]Y_VZd 60

497 —woVIandIthreeVdimensionalI“–m”IstudiesIonIbenzylIamideVketoacidIinhibitorsIofItuÖIintegraseIandI
theirIreducedIanaloguesWI2010UIZeUIZZYbVZZ[Y 4

496 runctionalizedIauronesIasIinducersIofIzmpQ’RtfquinoneIoxidoreductaseIZIthatIactivateImh”Xı”qI
andIzrf[Xm”qIsignalingIpathwaysfIsynthesisUIevaluationIandI–m”WI2010UI_aUI[eacVcZ 63

495 yolecularIdockingIandI“–m”IstudyIonIsteroidalIcompoundsIasIaromataseIinhibitorsWI2010UI_aUIabZ[V[Y 40

494 slobalIandIlocalIpredictionIofIproteinIfoldingIratesIbasedIonIsequenceIautocorrelationIinformationWI
2010UI[b_UIZZaeVbd 7

493 pockingIandI]pI“–m”IstudiesIofIprotoporphyrinogenIoxidaseIinhibitorI
]tVpyrazolo₄]U_Vd−₄ZU[U]−triazinV_VoneIderivativesWI2010UIZbUIZ]cVa] 26

492 yolecularImodellingIandI“–m”IanalysisIofIsomeIstructurallyIdiverseIzVtypeIcalciumIchannelI
blockersWI2010UIZbUIb[eV__ 15

491 zewImolecularIscaffoldsIforItheIdesignIofIyycobacteriumItuberculosisItypeIuuIdehydroquinaseI
inhibitorsIidentifiedIusingIligandIandIreceptorIbasedIvirtualIscreeningWI2010UIZbUIbe]VcZ[ 15

490 pockingIandI]pV“–m”IstudiesIofIacetohydroxyIacidIsynthaseIinhibitorIsulfonylureaIderivativesWI
2010UIZbUIeaZVb_ 21

489 pockingIandI]pV“–m”IstudiesIofIdiverseIclassesIofIhumanIaromataseIQoY’ZeRIinhibitorsWI2010UIZbUIZaecVbZb 27

488 –—VscaleIasIaInovelIaminoIacidIdescriptorIandIitsIapplicationIinI“–myIofIpeptidesIandIanaloguesWI
2010UI]dUIdYaVZb 41

(2010-2009)

25



487 –ynthesisUIcharacterizationUIabIinitioIcalculationsUIthermalIbehaviourIandIthermodynamicsIofIsomeI
oxovanadiumQuÖRIcomplexesIinvolvingIOUOVIandIzUzVdonorImoietiesWI2010UIZ[[UIa]eVa_d 10

486 ]pV’harmacophoreImappingIofIthymidineVbasedIinhibitorsIofI—y’wIasIpotentialIantituberculosisI
agentsWI2010UI[_UIZacVc[ 15

485 nondVbasedIlinearIindicesIofItheInonVstochasticIandIstochasticIedgeVadjacencyImatrixWIZWI—heoryI
andImodelingIofIohem’hysIpropertiesIofIorganicImoleculesWI2010UIZ_UIc]ZVa] 11

484 —heIimportanceIofImolecularIstructuresUIendpointsPIvaluesUIandIpredictivityIparametersIinI“–m”I
researchfI“–m”IanalysisIofIaIseriesIofIestrogenIreceptorIbindersWI2010UIZ_UIbdcVeb 30

483 ’redictingIlogarithmicIvaluesIofItheIsubcooledIliquidIvaporIpressureIofIhalogenatedIpersistentI
organicIpollutantsIwithI“–’”fItowIdifferentIareIchlorinatedIandIbrominatedIcongenerskWI2010UI__UIZ_[dVZ_]b 29

482 rirstIreportIonIinterspeciesIquantitativeIcorrelationIofIecotoxicityIofIpharmaceuticalsWI2010UIdZUIc]dV_c 57

481 ”etentionâ��releaseIequilibriumIofIaromaIcompoundsIinIpolysaccharideIgelsfIstudyIbyIquantitativeI
structureâ��activityXpropertyIrelationshipsIapproachWI2010UI[aUI_]ZV__[ 21

480 mIcombinedImolecularImodelingIstudyIonIgelatinasesIandItheirIpotentIinhibitorsWI2010UI]ZUI[_V_[ 15

479 “–m”ImodelingIofIaIsetIofIpyrazinoateIestersIasIantituberculosisIprodrugsWI2010UI]_]UIeZVc 5

478
“uantitativeIstructureVpropertyIrelationshipImodelingIofIwaterVtoVwetIbutylIacetateIpartitionI
coefficientIofIcbIorganicIsolutesIusingImultipleIlinearIregressionIandIartificialIneuralInetworkWI2010
UI]]UI]dYYVZY

11

477 “–m”ImodelingIofItoxicityIofIdiverseIorganicIchemicalsItoIpaphniaImagnaIusingI[pIandI]pI
descriptorsWI2010UIZccUI]__VaZ 76

476 “–’”IpredictionIofIflashIpointIofIestersIbyImeansIofIsrmIandImzru–WI2010UIZceUIcZaV[Y 45

475 “–—”IwithIextendedItopochemicalIatomIQq—mRIindicesWIZ_WI“–m”ImodelingIofItoxicityIofIaromaticI
aldehydesItoI—etrahymenaIpyriformisWI2010UIZd]UIeZ]V[[ 23

474 ]pI“–m”IstudyUIsynthesisUIandIinIvitroIevaluationIofIQTRVaVrnÖyIasIpotentialI’q—IradioligandIforItheI
vesicularIacetylcholineItransporterIQÖmoh—RWI2010UIZdUIcbaeVbc 22

473 ohemometricImodelingUIdockingIandIinIsilicoIdesignIofItriazolopyrimidineVbasedIdihydroorotateI
dehydrogenaseIinhibitorsIasIantimalarialsWI2010UI_aUI_b_aVab 45

472 ohemometricImodelingIofIfreeIradicalIscavengingIactivityIofIflavoneIderivativesWI2010UI_aUIaYcZVe 23

471 “–m”IstudiesIonIaminothiazoleIderivativesIasIauroraIaIkinaseIinhibitorsWI2010UIcbUIa[cV]c 3

470 pevelopmentIofIpredictiveIquantitativeIstructureVactivityIrelationshipImodelsIofI
epipodophyllotoxinIderivativesWI2010UIZaUIZZe_V[Y] 2

Citation Report

26



469 ’redictingImutagenicityIofIaromaticIaminesIbyIvariousImachineIlearningIapproachesWI2010UIZZbUI_edVaZ] 31

468 qxploringI“–m”IofIhydroxyphenylureasIasIantioxidantsIusingIphysicochemicalIandI
electrotopologicalIstateIatomIparametersWI2010UI]bUI_d_V_e[ 4

467 ÖariableIselectionIinInonlinearImodelingIbasedIonI”nrInetworksIandIevolutionaryIcomputationWI
2010UI[YUI]baVce 29

466 ’redictionIofIskinIsensitizationIpotentialIusingIpVoptimalIdesignIandIsmVkzzIclassificationI
methodsWI2010UI[ZUI]YaV]a 3

465 olassicalIandI]pV“–m”IstudiesIofIcytochromeIZcIinhibitorIimidazoleVsubstitutedIbiphenylsWI2010UI
]bUI]ZZV][a 6

464 qxploringI“–m”IforIoY’ZZn[IbindingIaffinityIandIoY’ZZn[XoY’ZZnZIselectivityIofIdiverseI
functionalIcompoundsIusingIsrmIandIsX’x–ItechniquesWI2010UI[aUI]a_Vbe 6

463 oomputerItoolsIinItheIdiscoveryIofItuÖVZIintegraseIinhibitorsWI2010UI[UIZZ[]V_Y 13

462 ]pV“–m”IinIdrugIdesignVVaIreviewWI2010UIZYUIeaVZZa 481

461 mI“–’”ImodelIforItheIpredictionIofItheIKfishVtailKItemperatureIofIoQiRq_XwaterXpolarIhydrocarbonI
oilIsystemsWI2010UI[bUIceb[VcY 26

460 vackknifeVbasedIselectionIofIsramV–chmidtIorthogonalizedIdescriptorsIinI“–m”WI2010UIaYUI[YaaVbb 11

459 mInovelIstructureVbasedImultimodeI“–m”ImethodIaffordsIpredictiveImodelsIforI
phosphodiesteraseIinhibitorsWI2010UIaYUI[_YVaY 9

458 “uantitativeIstructureâ��reactivityImodelingIofIcopperVcatalyzedIatomItransferIradicalI
polymerizationWI2010UIZUIe[[ 15

457 ’erIasperaIadIastrafIapplicationIofI–implexI“–m”IapproachIinIantiviralIresearchWI2010UI[UIZ[YaV[b 52

456 pissipativeI’articleIpynamicsIandIrloryâ��tugginsI—heoriesIforI’redictingItheI”heologicalInehaviorI
ofIUltrahighIyolecularIüeightI’olyethyleneInlendsWI2010UI_eUIZZ]beVZZ]ce 15

455 ohemometricImodellingIofIantimalarialIactivityIofIaryltriazolylhydroxamatesWI2010UI]bUIe]eVea[ 15

454 qynyIVIaInewIenzymeImechanismVbasedImethodIforIrationalIdesignIofIchemicalIsitesIofIcovalentI
inhibitorsWI2010UIaYUI[[abVba 7

453 yolecularIinteractionIfieldsIandI]pV“–m”IstudiesIofIpa]Vypy[IinhibitorsIsuggestIadditionalI
featuresIofIligandVtargetIinteractionWI2010UIaYUIZ_aZVba 11

452 yolecularIdockingIandI“–m”IstudiesIofIaromataseIinhibitorIandrostenedioneIderivativesWI2010UIb[UIZcZcV[d 33

(2010-2010)

27



451 ’harmacophoreImappingUImolecularIdockingIandI“–m”IstudiesIofIstructurallyIdiverseIcompoundsI
asIoY’[nbIinhibitorsWI2010UI]bUIddcVeYa 14

450 ohemometricIyethodsIandI—heoreticalIyolecularIpescriptorsIinI’redictiveI“–m”IyodelingIofItheI
qnvironmentalInehaviorIofIOrganicI’ollutantsWI2010UI][cV]bb 10

449 unsightsIforIpredictingIbloodVbrainIbarrierIpenetrationIofIoz–ItargetedImoleculesIusingI“–’”I
approachesWI2010UIaYUIZZ[]V]] 54

448 ”ecentImdvancesIinI“–m”I–tudiesWI2010UI 82

447 mdvancesIinIcomputationalImethodsItoIpredictItheIbiologicalIactivityIofIcompoundsWI2010UIaUIb]]Va_ 128

446 ”eplacementImethodIandIenhancedIreplacementImethodIversusItheIgeneticIalgorithmIapproachI
forItheIselectionIofImolecularIdescriptorsIinI“–’”X“–m”ItheoriesWI2010UIaYUIZa_[Vd 73

445 ”ankingIchemicalIstructuresIforIdrugIdiscoveryfIaInewImachineIlearningIapproachWI2010UIaYUIcZbV]Z 80

444 –trokeIpreventionIbyItraditionalIohineseImedicinekImIgeneticIalgorithmUIsupportIvectorImachineI
andImolecularIdynamicsIapproachWI2011UIcUI_YYZ 52

443 —raditionalIohineseImedicineUIaIsolutionIforIreducingIdualIstrokeIriskIfactorsIatIoncekWI2011UIcUI[cZZVe 39

442 unIsilicoIpharmacologyIsuggestsIgingerIextractsImayIreduceIstrokeIrisksWI2011UIcUI[cY[VZY 42

441 mrtificialIneuralInetworkVbasedI“–’”IstudyIonIabsorptionImaximaIofIorganicIdyesIforI
dyeVsensitisedIsolarIcellsWI2011UI]cUIZVZY 12

440 “uantitativeI–tructureâ��’ropertyI”elationshipIforIrlashI’ointsIofImlcoholsWI2011UIaYUIZZ]]cVZZ]_[ 19

439 mIcomprehensiveIsupportIvectorImachineIbinaryIhq”sIclassificationImodelIbasedIonIextensiveIbutI
biasedIendIpointIhq”sIdataIsetsWI2011UI[_UIe]_V_e 33

438 “uantitativeI–tructureI’ropertyI”elationshipI–tudiesIforI’redictingIpustIqxplosibilityI
oharacteristicsIQwstU’maxRIofIOrganicIohemicalIpustsWI2011UIaYUI[]c]V[]ce 23

437 qxploringImolecularIdockingIandI“–m”IstudiesIofIplasmepsinVuuIinhibitorIdiVtertiaryIaminesIasI
potentialIantimalarialIcompoundsWI2011UI]cUIcceVdY] 5

436 ”eviewIofItheIquantitativeIstructureâ��activityIrelationshipImodellingImethodsIonIestimationIofI
formationIconstantsIofImacrocyclicIcompoundsIwithIdifferentIguestImoleculesWI2011UI[]UIbZ_Vb[e 20

435 mllostericIinhibitionIofItheIhepatitisIoIvirusIz–anIpolymerasefIinIsilicoIstrategiesIforIdrugIdiscoveryI
andIdevelopmentWI2011UI]UIZY[cVaa 35

434 pescriptorsIforIantimicrobialIpeptidesWI2011UIbUIZcZVd_ 22

Citation Report

28



433 oomputationalIligandVbasedIrationalIdesignfI”oleIofIconformationalIsamplingIandIforceIfieldsIinI
modelIdevelopmentWI2011UI[UI]abV]cY 58

432 “–’”IofIantioxidantIphenolicIcompoundsIusingIquantumIchemicalIdescriptorsWI2011UI]cUI]e_V_Z] 8

431 pevelopmentIofIaIminimalIkinaseIensembleIreceptorIQywq”RIforIsurrogateImuto–himWI2011UIaZUI[becVcYa 2

430 –olubilityI’arametersIofIzonelectrolyteIOrganicIoompoundsfIpeterminationIUsingI“uantitativeI
–tructureâ��’ropertyI”elationshipI–trategyWI2011UIaYUIZZ]d[VZZ]ea 86

429 yodelingIcorrosionIinhibitionIofIironIinIacidImediumIbyIgeneticIfunctionIapproximationImethodfImI
“–m”ImodelWI2011UIa]UI]_acV]_ba 50

428 mpyqIevaluationIinIdrugIdiscoveryWIeWI’redictionIofIoralIbioavailabilityIinIhumansIbasedIonI
molecularIpropertiesIandIstructuralIfingerprintsWI2011UIdUId_ZVaZ 83

427 ”obustIscoringIfunctionsIforIproteinVligandIinteractionsIwithIquantumIchemicalIchargeImodelsWI
2011UIaZUI[a[dV]c 41

426 UsingIartificialIneuralInetworksItoIpredictIcellVpenetratingIcompoundsWI2011UIbUIcd]Veb 15

425 –trategiesIofImultiVobjectiveIoptimizationIinIdrugIdiscoveryIandIdevelopmentWI2011UIbUIdcZVd_ 25

424
“–m”ImodelsIforIoıo”[IreceptorIantagonistsIbasedIonItheIgeneticIalgorithmIforIdataI
preprocessingIpriorItoIapplicationIofItheI’x–IlinearIregressionImethodIandIdesignIofItheInewI
compoundsIusingIinIsilicoIvirtualIscreeningWI2011UIZbUIZe[dVaa

35

423 unIsilicoIpredictionsIofImpyqV—oxIpropertiesfIdrugIabsorptionWI2011UIZ_UI]]eVbZ 32

422 unvestigationIintoIpotentIinflammationIinhibitorsIfromItraditionalIohineseImedicineWI2011UIcdUIbceVdd 50

421
umprovedIinIsilicoIpredictionIofIcarcinogenicIpotencyIQ—paYRIandItheIriskIspecificIdoseIQ”–pRI
adjustedI—hresholdIofI—oxicologicalIooncernIQ——oRIforIgenotoxicIchemicalsIandIpharmaceuticalI
impuritiesWI2011UIaeUIZ]]V_Z

15

420 tandlingIaIveryIlargeIdataIsetIforIdeterminationIofIsurfaceItensionIofIchemicalIcompoundsIusingI
“uantitativeI–tructureâ��’ropertyI”elationshipIstrategyWI2011UIbbUI_eeZVaY[] 40

419 oomparativeI“–m”sIforIantimalarialIendochinsfIumportanceIofIdescriptorVthinningIandInoiseI
reductionIpriorItoIfeatureIselectionWI2011UIZYeUIZ_bVZbZ 162

418 OnIvariousImetricsIusedIforIvalidationIofIpredictiveI“–m”ImodelsIwithIapplicationsIinIvirtualI
screeningIandIfocusedIlibraryIdesignWI2011UIZ_UI_aYVc_ 159

417 —owardIbetterI“–m”X“–’”ImodelingfIsimultaneousIoutlierIdetectionIandIvariableIselectionIusingI
distributionIofImodelIfeaturesWI2011UI[aUIbcVdY 22

416 ’redictingIunfiniteIpilutionImctivityIooefficientsIofIohlorinatedIOrganicIoompoundsIinImqueousI
–olutionInasedIonI—hreeVpimensionalIütuyIandIsq—mümYIpescriptorsWI2011UI_YUIZZdVZ]Y 5

(2011-2011)

29



415 mnIintegratedIdrugVlikenessIstudyIforIbicyclicIprivilegedIstructuresfIfromIphysicochemicalI
propertiesItoIinIvitroImpyqIpropertiesWI2011UIZaUIdacVcb 17

414 “uantitativeIstructureâ��propertyIrelationshipIpredictionIofIliquidIthermalIconductivityIforIsomeI
alcoholsWIStructural ChemistryUI2011UI[[UIZ]ZaVZ][] 1.8 16

413 yolecularImodelingIandI“–m”IstudiesIofIaIsetIofIindoleIandIbenzimidazoleIderivativesIasItâ��I
receptorIantagonistsWI2011UIZcUIe[ZVd 8

412 yosquitoIlarvicidalIstudiesIofIsomeIchalconeIanaloguesIandItheirIderivedIproductsfI
structureâ��activityIrelationshipIanalysisWI2011UI[YUIZd_VZeZ 33

411 –ynthesisUIantioxidantIevaluationUIandIquantitativeIstructureâ��activityIrelationshipIstudiesIofI
chalconesWI2011UI[YUI_d[V_e[ 79

410 “–m”ImodelingIofItheIinhibitionIofIreverseItranscriptaseIenzymeIwithIbenzimidazoloneIanalogsWI
2011UI[YUIZa]YVZa_Z 8

409 “–m”IstudyIofIaIseriesIofIacylIcoenzymeImIQoomRfIcholesterolIacyltransferaseIinhibitorsIusingI
geneticIfunctionIapproximationWI2011UI[YUIZac]VZadY 6

408 ”eceptorVdependentIQ”pRI]pV“–m”IapproachIofIaIseriesIofIbenzylpiperidineIinhibitorsIofIhumanI
acetylcholinesteraseIQtumohqRWI2011UI_bUI]eVaZ 29

407 unterpretationIofI“–m”IyodelsInasedIonI”andomIrorestIyethodsWI2011UI]YUIae]VbY] 47

406 yolecularIpockingIsuidedIoomparativeIsrmUIsX’x–UI–ÖyIandImzzIyodelsIofI–tructurallyIpiverseI
pualInindingI–iteImcetylcholinesteraseIunhibitorsWI2011UI]YUIbdeVcYb 12

405
pecipheringItheI–tructuralI”equirementsIofIzucleosideInisubstrateImnaloguesIforIunhibitionIofI
ybtmIinIyycobacteriumItuberculosisfImIrnV“–m”I–tudyIandIoombinatorialIxibraryIsenerationIforI
udentifyingI’otentialItitsWI2011UI]YUIdb]Vc[

2

404 mpplicationIofIaIzovelImntImlgorithmI—ermedIoontinuousIsriddedIinImiddedIprugIpesignWI2011UI[eUI[YZeV[Y[b

403 “uantitativeIstructureâ��propertyIrelationshipIforIsurfaceItensionIofIsomeIcommonIalcoholsWI2011UI
[aUI]]]V]]e 19

402 pifferentiatingIserineIandIcysteineIproteaseImechanismsIbyInewIcovalentI“–m”IdescriptorsWI2011UI
Z[UIZY[]Vb 15

401 rurtherIexploringIrm[ImetricsIforIvalidationIofI“–’”ImodelsWI2011UIZYcUIZe_V[Ya 407

400 “uantitativeIstructureâ��activityIrelationshipIanalysisIofIaInovelIseriesIofIchemicalsIantagonizingIü—I
andIy—Im”WI2011UIZYcUI[d]V[de

399
“–m”IofIadenosineIreceptorIantagonistsfIqxploringIphysicochemicalIrequirementsIforIbindingIofI
pyrazolo₄_U]Ve−VZU[U_Vtriazolo₄ZUaVc−pyrimidineIderivativesIwithIhumanIadenosineImQ]RIreceptorI
subtypeWI2011UI[ZUIdZdV[]

35

398 “–m”IstudyIofInaturalIestrogenVlikeIisoflavonoidsIandIdiphenolicsIfromI—haiImedicinalIplantsWI2011
UI[eUIcd_Ve_ 18

Citation Report

30



397 “–’”ImodelingIofInonionicIsurfactantIcloudIpointsfIanIupdateWI2011UI]adUI[Y[Vc 13

396 —reatImlzheimerPsIdiseaseIbyItraditionalIohineseImedicinekWI2011UI]cUIe[]Ve]Z 2

395 “–’”I–tudyIonIqlectricI–parkI–ensitivityIofIzitroImrenesWI2011UI[d_V[dbUIZecV[YY 2

394 “–m”IstudyIofIaIseriesIofIcholesterylIesterItransferIproteinIinhibitorsWI2011UIcbUIdY]VdZ] 3

393 ”eviewingIligandVbasedIrationalIdrugIdesignfItheIsearchIforIanIm—’IsynthaseIinhibitorWI2011UIZ[UIa]Y_VZd 39

392 —woIbirdsIwithIoneIstonekI’ossibleIdualVtargetingItZzZIinhibitorsIfromItraditionalIohineseI
medicineWI2011UIcUIeZYY[]Za 72

391 –tructuralIunsightsIintoItheImctiveI–iteIofItumanI–odiumIpependentIslucoseIooV—ransporterI[fI
tomologyIyodellingUIyolecularIpockingUIandI]pIVI“–m”I–tudiesWI2012UIbaUIZ]Z_ 18

390 reatureIselectionImethodsIinI“–m”IstudiesWI2012UIeaUIb]bVaZ 79

389 “–m”IapplicationsIduringIlastIdecadeIonIinhibitorsIofIacetylcholinesteraseIinImlzheimerPsIdiseaseWI
2012UIZ[UIe]bV_b 12

388 “–m”IandI“yXyyIapproachesIappliedItoIdrugImetabolismIpredictionWI2012UIZ[UIac]Vd[ 18

387 —heIuseIofInayesianInonlinearIregressionItechniquesIforItheImodellingIofItheIretentionIbehaviourI
ofIvolatileIcomponentsIofImrtemisiaIspeciesWI2012UI[]UI_bZVd]

386 —argetIpredictionIofIsmallImoleculesIwithIinformationIofIkeyImolecularIinteractionsWI2012UIZ[UIZeY]VZY 6

385 mI“–m”IstudyIofIbiphenylIanaloguesIofI[VnitroimidazoV₄[UIZVb−I₄ZUI]−VoxazinesIasIantitubercularI
agentsIusingIgeneticIfunctionIapproximationWI2012UIdUIcZcV[b 7

384 “–m”IstudiesIofI’—’ZnIinhibitorsfIrecentIadvancesIandIperspectivesWI2012UIZeUI_[YdVZc 9

383 perivativesIinIdiscreteImathematicsfIaInovelIgraphVtheoreticalIinvariantIforIgeneratingInewI[X]pI
molecularIdescriptorsWIuWI—heoryIandI“–’”IapplicationWI2012UI[bUIZ[[eV_b 13

382 oomputationalIstudiesIofInovelIchymaseIinhibitorsIagainstIcardiovascularIandIallergicIdiseasesfI
mechanismIandIinhibitionWI2012UIdYUIdb[Vca 5

381 mpplicationIofImodifiedIparticleIswarmIoptimizationIasIanIefficientIvariableIselectionIstrategyIinI
“–m”X“–’”IstudiesWI2012UI[bUIaedVbY] 9

380 ’redictionIofIhq”sI’otassiumIohannelInlockingImctionsIUsingIoombinationIofIolassificationIandI
”egressionInasedIyodelsfImIyixedIpescriptorsImpproachWI2012UI]ZUIdceVe_ 4

(2012-2011)

31



379 —heIimidazolidoneIanalogsIasIphospholipaseIpZIinhibitorsfIanalysisIofItheIthreeVdimensionalI
quantitativeIstructureâ��activityIrelationshipWI2012UI[ZUI[aZcV[a[a 1

378 oomputationalIapproachesItoIenhanceIactivityIofItaxanesIasIantimitoticIagentWI2012UI[ZUI[aacV[acY 1

377 “uantitativeIstructureâ��propertyIrelationshipIforIthermalIdecompositionItemperatureIofIionicI
liquidsWI2012UId_UIaacVab] 31

376 untroductionIofIrm[QrankRImetricIincorporatingIrankVorderIpredictionsIasIanIadditionalItoolIforI
validationIofI“–m”X“–’”ImodelsWI2012UIZZdUI[YYV[ZY 55

375 üu—tp”müzfImIcomprehensiveIstructureâ��activityIanalysisIofIaVoarboxylIumidazolylIbiphenylI
–ulfonylureasIderivativesIangiotensinIm—ZIreceptorIantagonistsfI[pVIandI]pV“–m”IapproachWI2012UI 13

374 pevelopmentIofIclassificationIandIregressionImodelsIforIÖibrioIfischeriItoxicityIofIionicIliquidsfI
greenIsolventsIforItheIfutureWI2012UIZUIZdb 39

373 “uantitativeI–tructureâ��’ropertyI”elationshipI’redictionIofIsasIteatIoapacityIforIOrganicI
oompoundsWI2012UIaZUIZ]_eYVZ]_ea 4

372 “uantitativeI–tructureâ��’ropertyI”elationshipI’redictionIofIxiquidIteatIoapacityIatI[edWZaIwIforI
OrganicIoompoundsWI2012UIaZUIb[aZVb[aa 7

371 ’redictiveI“uantitativeI–tructureâ��’ropertyI”elationshipIyodelIforItheIqstimationIofIuonicIxiquidI
ÖiscosityWI2012UIaZUI[_cYV[_cc 47

370 peterminationIofItheIglassItransitionItemperatureIofIionicIliquidsfImImolecularIapproachWI2012UI
a_]UIddVea 23

369
“–—”IwithIextendedItopochemicalIatomIQq—mRIindicesWIZaWIpevelopmentIofIpredictiveImodelsIforI
toxicityIofIorganicIchemicalsIagainstIfatheadIminnowIusingIsecondVgenerationIq—mIindicesWI2012UI
[]UIZ[aV_Y

19

368 “–’”IwithIextendedItopochemicalIatomIQq—mRIindicesUI]fIyodelingIofIcriticalImicelleIconcentrationI
ofIcationicIsurfactantsWI2012UIdZUIZbeVZcd 13

367 pevelopmentIofIclassificationIandIregressionIbasedI“–m”ImodelsItoIpredictIrodentIcarcinogenicI
potencyIusingIoralIslopeIfactorWI2012UId[UIdaVea 15

366 ohemoinformaticsIandIchemicalIgenomicsfIpotentialIutilityIofIinIsilicoImethodsWI2012UI][UIddYVe 21

365 yold[IyolecularIpescriptorsIforI“–m”WI2012UIbaVZYe 3

364 ’artialVOrderI”ankingIandIxinearIyodelingfI—heirIUseIinI’redictiveI“–m”X“–’”I–tudiesWI2012UIZ_eVZc_

363 oomputerVaidedImolecularImodelingIstudyIonIantibodyIrecognitionIofIsmallImoleculesfIanI
immunoassayIforItriazineIherbicidesWI2012UIbYUIZY_dbVe] 18

362 oellularIquantitativeIstructureVactivityIrelationshipIQoellV“–m”RfIconceptualIdissectionIofIreceptorI
bindingIandIintracellularIdispositionIinIantifilarialIactivitiesIofI–elwoodIantimycinsWI2012UIaaUI]beeVcZ[ 6

Citation Report

32



361 uonicIliquidsfI’redictionIofImeltingIpointIbyImolecularVbasedImodelWI2012UIa_eUIZcV]_ 27

360 “–m”IanalysisIofIselectivityIinIflotationIofIchalcopyriteIfromIpyriteIforIxanthateIderivativesfI
ıanthogenIformatesIandIthionocarbamatesWI2012UI]eUIZ_YVZ_d 13

359 ’osterIabstractsWI2012UI__UI]bVZa[ 4

358 peterminationIofIpiffusionIooefficientIofIOrganicIoompoundsIinIüaterIUsingIaI–impleI
yolecularVnasedIyethodWI2012UIaZUI[cecV[dY] 25

357 ’redictionIofIenzymeIactivityIwithIneuralInetworkImodelsIbasedIonIelectronicIandIgeometricalI
featuresIofIsubstratesWI2012UIb_UIcbZVdZ 14

356 “–m”IstudyIandItheIhydrolysisIactivityIpredictionIofIthreeIalkalineIlipasesIfromIdifferentI
lipaseVproducingImicroorganismsWI2012UIZZUIZ[_ 3

355 mpplicationIofI_pV“–m”IstudiesItoIaIseriesIofIraloxifeneIanalogsIandIdesignIofIpotentialIselectiveI
estrogenIreceptorImodulatorsWI2012UIZcUIc_ZaV]e 9

354 ”esidueVligandIinteractionIenergyIQ”exuqRIonIaIreceptorVdependentI]pV“–m”IanalysisIofI–VIandI
ztVpmnOsIasInonVnucleosideIreverseItranscriptaseIinhibitorsWI2012UIZcUIcbbbVe_ 5

353
unIsilicoIdevelopmentUIvalidationIandIcomparisonIofIpredictiveI“–m”ImodelsIforIlipidIperoxidationI
inhibitoryIactivityIofIcinnamicIacidIandIcaffeicIacidIderivativesIusingImultipleIchemometricIandI
cheminformaticsItoolsWI2012UIZdUI]eaZVbc

11

352 oomparativeIOccupancyImnalysisIQooOmnRIVImI–traightforwardIandIpirectlyImpplicableI]pV“–m”I
rormalismItoIqxtractIyolecularIreaturesIObligatoryIforIpesigningI’otentIxeadsWI2012UI]ZUI_]ZV_[ 2

351 nenchmarkingIÖariableI–electionIinI“–m”WI2012UI]ZUIZc]Ve 19

350 ’redictiveItoxicologyImodelingfIprotocolsIforIexploringIhq”sIclassificationIandI—etrahymenaI
pyriformisIendIpointIpredictionsWI2012UIa[UIZbbYVc] 19

349 mpplicationIofIsmVyx”ImethodIinI“–’”ImodelingIofIstabilityIconstantsIofIdiverseIZaVcrownVaI
complexesIwithIsodiumIcationWI2012UIc_UIacVbb 14

348 zovelIalgorithmItoIselectIbasisIfunctionsIinIsplineIregressionfIapplicationsIinIquantitativeI
structureâ��activityIrelationshipIstudiesWI2012UI[bUIdaVe_ 2

347 ’roteinVligandVbasedIpharmacophoresfIgenerationIandIutilityIassessmentIinIcomputationalIligandI
profilingWI2012UIa[UIe_]Vaa 94

346 “uantitativeIstructureâ��retentionIrelationshipIstudyIofIanalgesicIdrugsIbyIapplicationIofIcombinedI
dataIsplittingVfeatureIselectionIstrategyIandIgeneticIalgorithmVpartialIleastIsquareWI2012UIeUIa]VbY 13

345 yolecularImodelingIofItheI—oxoplasmaIgondiiIadenosineIkinaseIinhibitorsWI2012UI[ZUIaeYVbYY 20

344 “–m”IstudiesIonIsubstitutedI]VIorI_VphenylVZUdVnaphthyridineIderivativesIasIantimicrobialIagentsWI
2012UI[ZUIcddVcea 8

(2012-2012)

33



343 ’redictingI]tVZU[U_VtriazolinonesIasIangiotensinIuuIreceptorIantagonistsfI[pIandI]pI“–m”IbyI
kzzVmolecularIfieldIanalysisIapproachWI2012UI[ZUIZZbbVZZcd 2

342 —hreeVdimensionalIquantitativeIstructureâ��activityIrelationshipIQ]pV“–m”RIanalysisIandImolecularI
dockingIofIm—’VcompetitiveItriazineIanalogsIofIhumanIm—O”IinhibitorsWI2012UI[ZUIZ[YcVZ[Zc 10

341 peInovoIdesignIofIcVaminocoumarinIderivativesIasInovelIfalcipainV]IinhibitorsWI2012UIZdUIZ_dZVe] 3

340 yetastableIregionIofIphaseIdiagramfIoptimumIparameterIrangeIforIprocessingIultrahighImolecularI
weightIpolyethyleneIblendsWI2012UIZdUI[aYZVZ[ 8

339 “–’”IwithIextendedItopochemicalIatomIQq—mRIindicesfIyodelingIofIcriticalImicelleIconcentrationIofI
nonVionicIsurfactantsWI2012UIc]UIdbVed 28

338 “–’”ImolecularIapproachIforIrepresentationXpredictionIofIveryIlargeIvaporIpressureIdatasetWI2012
UIcbUIeeVZYc 26

337 mI“–’”ImodelIforIpredictionIofIdiffusionIcoefficientIofInonVelectrolyteIorganicIcompoundsIinIairIatI
ambientIconditionWI2012UIdbUIeaeVbb 28

336
rirstIreportIonIdevelopmentIofIquantitativeIinterspeciesIstructureVcarcinogenicityIrelationshipI
modelsIandIexploringIdiscriminatoryIfeaturesIforIrodentIcarcinogenicityIofIdiverseIorganicI
chemicalsIusingIOqopIguidelinesWI2012UIdcUI]]eVaa

34

335 mnIaccurateImodelIforItheIpredictionIofItheIglassItransitionItemperatureIofIammoniumIbasedIionicI
liquidsfImI“–’”IapproachWI2012UI][_UIaYVb] 24

334 “–’”IpredictionIofIsurfaceItensionIofIrefrigerantsIfromItheirImolecularIstructuresWI2012UI]aUIZaYVZae 20

333 “–m”IstudyIandIsynthesisIofInewIphenyltropanesIasIligandsIofItheIdopamineItransporterIQpm—RWI
2012UI[YUIZ]ddVea 8

332 udentificationIofInovelItuÖVZIintegraseIinhibitorsIusingIshapeVbasedIscreeningUI“–m”UIandIdockingI
approachWI2012UIceUId]aV_e 20

331 ”eceptorVdependentI_pV“–m”IanalysisIofIpeptidemimeticIinhibitorsIofI—rypanosomaIcruziI
trypanothioneIreductaseIwithIreceptorVbasedIalignmentWI2012UIceUIc_YVd 14

330 runctionalIpolymerIthinIfilmsIdesignedIforIantifoulingImaterialsIandIbiosensorsWI2012UIbbUI 44

329 piffusionIcoefficientIpredictionIofIacidsIinIwaterIatIinfiniteIdilutionIbyI“–’”ImethodWIStructural 
ChemistryUI2012UI[]UI]eeV_Yb 1.8 13

328 —heIgreatIdescriptorImeltingIpotfImixingIdescriptorsIforItheIcommonIgoodIofI“–m”ImodelsWI2012UI
[bUI]eV_] 32

327 qlucidationIofIspecificIaspectsIofIdielectricIconstantsIofIconjugatedIorganicIcompoundsfIaI“–’”I
approachWI2012UIZdUI[aZVb 4

326 qstimationIofItheIteatIoapacityIofIuonicIxiquidsfImI“uantitativeI–tructureâ��’ropertyI”elationshipI
mpproachWI2013UIa[UIZ][ZcVZ][[Z 19

Citation Report

34



325 olusteringIofIvariablesIinIregressionIanalysisfIaIcomparativeIstudyIbetweenIdifferentIalgorithmsWI
2013UI[cUI]YbV]Zc 15

324 ’redictionIofImonoVUIbiVUIandItrivalentImetalIcationIrelativeItoxicityItoItheIseaweedIsracilariaI
domingensisIQsracilarialesUI”hodophytaRIinIsyntheticIseawaterWI2013UI][UI[acZVa 7

323 UninformativeIvariableIeliminationIassistedIbyIsramâ��–chmidtIOrthogonalizationXsuccessiveI
projectionIalgorithmIforIdescriptorIselectionIinI“–m”WI2013UIZ[dUIabVba 8

322 ’roVapoptoticIpropertiesIofIpartheninIanalogsfIaIquantitativeIstructureâ��activityIrelationshipIstudyWI
2013UI[[UI[]Y]V[]ZZ 6

321 “uantificationIofIcontributionsIofIdifferentImolecularIfragmentsIforIantioxidantIactivityIofI
coumarinIderivativesIbasedIonI“–m”IanalysesWI2013UIeZUI_[dV__Z 10

320 “–m”IstudiesIforItheIcomputationalIpredictionIofItysVoomIreductaseIinhibitorsIbyIgeneticI
functionIapproximationItechniqueWI2013UIeZUI[b]V[c_ 5

319 yodifiedIparticleIswarmIoptimizationImethodIforIvariableIselectionIinI“–m”X“–’”IstudiesWI
Structural ChemistryUI2013UI[_UIZ_YZVZ_Ye 1.8 14

318 “–’”IwithIextendedItopochemicalIatomIQq—mRIindicesWI_WIyodelingIaqueousIsolubilityIofIdrugIlikeI
moleculesIandIagrochemicalsIfollowingIOqopIguidelinesWIStructural ChemistryUI2013UI[_UI]Y]V]]Z 1.8 16

317 mnIintegralIstrategyItowardItheIrapidIidentificationIofIanalogousInontargetIcompoundsIfromI
complexImixturesWI2013UIZ]Y]UI]eV_c 27

316 –tructureVmctivityI”elationshipImnalysisIofItheI—hermalI–tabilitiesIofIzitroaromaticIoompoundsI
rollowingIpifferentIpecompositionIyechanismsWI2013UI][UIZe]V[Y[ 5

315 pevelopmentIandIevaluationIofIanIintegratedIvirtualIscreeningIstrategyIbyIcombiningImolecularI
dockingIandIpharmacophoreIsearchingIbasedIonImultipleIproteinIstructuresWI2013UIa]UI[c_]Vab 53

314
rirstIreportIonIexploringIstructuralIrequirementsIofIZU[U]U_VItetrahydroacridinVeQZYtRVoneIanalogsI
asIantimalarialsIusingImultipleI“–m”IapproachesfIdescriptorVbasedI“–m”UIooyrmVooy–umI]p“–m”UI
t“–m”IandIsV“–m”IapproachesWI2013UIZbUIcV[Z

15

313 –tructuralIrequirementsIofI]VcarboxylV_QZtRVquinolonesIasIpotentialIantimalarialsIfromI[pIandI]pI
“–m”IanalysisWI2013UI__UI[bbVcc 20

312 oombinationIofIpharmacophoreIhypothesisUIgeneticIfunctionIapproximationImodelUIandImolecularI
dockingItoIidentifyInovelIinhibitorsIofI–bwZWI2013UIZcUIcbcVc[ 5

311 qlaborateIligandVbasedImodelingIcoupledIwithI“–m”IanalysisIandIinIsilicoIscreeningIrevealInewI
potentIacetylcholinesteraseIinhibitorsWI2013UI[cUIZYcaVe[ 28

310 tomo–m”fIbridgingIcomparativeIproteinImodelingIwithIquantitativeIstructuralIactivityIrelationshipI
toIdesignInewIpeptidesWI2013UI]_UI[b]aV_b 6

309 qxploringI“–m”IandIpharmacophoreImappingIofIstructurallyIdiverseIselectiveImatrixI
metalloproteinaseV[IinhibitorsWI2013UIbaUIZa_ZVa_ 28

308 mIpredictiveIquantitativeIstructureâ��propertyIrelationshipIforIglassItransitionItemperatureIofI
ZU]VdialkylIimidazoliumIionicIliquidsWI2013UIZZZUI[]aV[_b 22

(2013-2013)

35



307
qnvironmentalItoxicologicalIfateIpredictionIofIdiverseIorganicIchemicalsIbasedIonIsteadyVstateI
compartmentalIchemicalImassIratioIusingIquantitativeIstructureVfateIrelationshipIQ“–r”RImodelsWI
2013UIe[UIbYYVc

5

306 rirstIreportIonIexploringIstructuralIrequirementsIofI˛–IandI˛†IthymidineIanalogsIforI’f—y’wI
inhibitoryIactivityIusingIinIsilicoIstudiesWI2013UIZZ]UIZccVea 7

305 “–’”IwithIextendedItopochemicalIatomIQq—mRIindicesfIqxploringIeffectsIofIhydrophobicityUI
branchingIandIelectronicIparametersIonIlogoyoIvaluesIofIanionicIsurfactantsWI2013UIdcUIZ_ZVZaZ 12

304 ’redictionIofIsurfaceItensionIofIionicIliquidsIbyImolecularIapproachWI2013UIZceUIcdVdc 25

303 ’redictiveIchemometricImodelingIofIp’’tIfreeIradicalVscavengingIactivityIofIazoleIderivativesI
usingI[pVIandI]pVquantitativeIstructureVactivityIrelationshipItoolsWI2013UIaUI[bZVdY 5

302 ’redictiveI“–’”ImodellingIforItheIolfactoryIthresholdIofIaIseriesIofIpyrazineIderivativesWI2013UI[dUIZY[VZZc 7

301 ’reliminaryIstudiesIonImodelIdevelopmentIforIrodentItoxicityIandIitsIinterspeciesIcorrelationIwithI
aquaticItoxicitiesIofIpharmaceuticalsWI2013UIeYUI]caVdZ 16

300 ”eviewIofIquantitativeIstructureVactivityXpropertyIrelationshipIstudiesIofIdyesfIrecentIadvancesI
andIperspectivesWI2013UIZ[eUIZc]VZdb 14

299 pependenceIofI“–m”ImodelsIonItheIselectionIofItrialIdescriptorIsetsfIaIdemonstrationIusingI
nanotoxicityIendpointsIofIdecoratedInanotubesWI2013UIa]UIZ_[Vad 40

298 –omeIcaseIstudiesIonIapplicationIofIKrQmR[KImetricsIforIjudgingIqualityIofIquantitativeI
structureVactivityIrelationshipIpredictionsfIemphasisIonIscalingIofIresponseIdataWI2013UI]_UIZYcZVd[ 288

297 “–—”IwithIextendedItopochemicalIatomIQq—mRIindicesWIZbWIpevelopmentIofIpredictiveIclassificationI
andIregressionImodelsIforItoxicityIofIionicIliquidsItowardsIpaphniaImagnaWI2013UI[a_V[aaUIZbbVZcd 42

296 “–’”IanalysisIforImeltingIpointIofIfattyIacidsIusingIgeneticIalgorithmIbasedImultipleIlinearI
regressionIQsmVyx”RWI2013UI]a]UIZaV[Z 25

295 yodelingIcompoundVtargetIinteractionInetworkIofItraditionalIohineseImedicinesIforItypeIuuI
diabetesImellitusfIinsightIforIpolypharmacologyIandIdrugIdesignWI2013UIa]UIZcdcVdY] 34

294 “–m”ImethodsIforItheIdiscoveryIofInewIinflammatoryIbowelIdiseaseIdrugsWI2013UIdUIe]]V_e 7

293 ’redictionIofIrlashI’ointsIforIruelIyixturesIUsingIyachineIxearningIandIaIzovelIqquationWI2013UI
[cUI]dZZV]d[Y 44

292 pescriptorIselectionImethodsIinIquantitativeIstructureVactivityIrelationshipIstudiesfIaIreviewIstudyWI
2013UIZZ]UIdYe]VZY] 132

291 rromI“–m”ItoI“–uu”fIsearchingIforIenhancedIcomputationalItoxicologyImodelsWI2013UIe]YUIa]Vba 12

290 qlaborateIligandVbasedImodelingIcoupledIwithImultipleIlinearIregressionIandIkInearestIneighborI
“–m”IanalysesIunveiledInewInanomolarIm—O”IinhibitorsWI2013UIa]UI[adcVbZ[ 36

Citation Report

36



289 pevelopmentIandIvalidationIofIregressionVbasedI“–m”ImodelsIforIquantificationIofIcontributionsI
ofImolecularIfragmentsItoIskinIsensitizationIpotencyIofIdiverseIorganicIchemicalsWI2013UI[_UIZYYeV[] 12

288 ’redictiveIohemometricIyodelingIandI—hreeVpimensionalI—oxicophoreIyappingIofIpiverseIOrganicI
ohemicalsIoausingInioluminescentI”epressionIofItheInacteriumIsenusI’seudomonasWI2013UIa[UIZcb_dVZcbac 5

287 zewIstrategyIforIreceptorVbasedIpharmacophoreIqueryIconstructionfIaIcaseIstudyIforIaVt—â��I
receptorIligandsWI2013UIa]UI][]]V_] 22

286 ”elationsIfrequencyIhypermatricesIinImutualUIconditionalIandIjointIentropyVbasedIinformationI
indicesWI2013UI]_UI[aeVc_ 23

285 –ynthesisUIantifungalIactivityUIandI“–m”IstudiesIofIZUbVdihydropyrimidineIderivativesWI2013UIaUI[ccVde 8

284 —opologicalIreaturesIinI’rofilingItheImntimalarialImctivityIxandscapeIofImnilinoquinolinesfImI
yultiprongedI“–m”I–tudyWI2013UI[YZ]UIZVZ_

283 nioVinspiredIapproachItoIsolveIchemicalIequationsWI2013UI 1

282 mInovelIintegratedIframeworkIandIimprovedImethodologyIofIcomputerVaidedIdrugIdesignWI2013UI
Z]UIebaVdd 53

281
rirstI”eportIonIqxploringI–tructuralI”equirementsIofIZU[U]U_VI—etrahydroacridinVeQZYtRVoneI
mnalogsIasImntimalarialsIUsingIyultipleI“–m”ImpproachesfIpescriptorVnasedI“–m”UI
ooyrmVooy–umI]p“–m”UIt“–m”IandIsV“–m”ImpproachesWI2013UIZbUIcV[Z

5

280 ”ecentIadvancesIinImultidimensionalI“–m”IQ_pVbpRfIaIcriticalIreviewWI2014UIZ_UI]aVaa 59

279 mpplicationIofI_pV“–m”IstudiesItoIaIseriesIofIbenzothiopheneIanalogsWI2014UI[YUI[_[Y 6

278 unI–ilicoIudentificationIofI’otentI’’m”V˛‡ImgonistsIfromI—raditionalIohineseIyedicinefImInioactivityI
’redictionUIÖirtualI–creeningUIandIyolecularIpynamicsI–tudyWI2014UI[YZ_UIZe[_a[ 10

277 xeadIscreeningIforItuÖVZIintegraseIQuzRIinhibitedIbyItraditionalIohineseImedicineWI2014UI[YZ_UI_ce]bc 4

276 unIsilicoIinvestigationIofItraditionalIohineseImedicineIcompoundsItoIinhibitIhumanIhistoneI
deacetylaseI[IforIpatientsIwithImlzheimerPsIdiseaseWI2014UI[YZ_UIcbedbc 9

275 unI–ilicoIunvestigationIofIoytochromeI’_aYI[oeIinIrelationItoImgingIUsingI—raditionalIohineseI
yedicineWI2014UI[YZ_UI_Y_aYa 1

274 “uantitativeI–tructureVmctivityI”elationshipsfImIzovelImpproachIofIprugIpesignIandIpiscoveryWI
2014UIZUI[ZeV[][ 12

273 ohemometricImodellingIofItriphenylmethylIderivativesIasIpotentIanticancerIagentsWI2014UI_YUIZ[ZdVZ[]a

272 ’redictingIzovelImntitumorImgentsfI]pV’harmacophoreIyappingIofI˛†VzVbiarylIqtherI
–ulfonamideVnasedItydroxamatesIasI’otentiallyIyy’V[IunhibitorsWI2014UI]]UIac]Vdc 5

(2014-2013)

37



271 —reatmentIofIcardiovascularIdiseaseIbyItraditionalIohineseImedicineIagainstIpregnaneIıIreceptorWI
2014UI[YZ_UIeaYZeZ 15

270 “uantificationIofIcontributionsIofImolecularIfragmentsIforIeyeIirritationIofIorganicIchemicalsIusingI
“–m”IstudyWI2014UI_dUIZY[Vd 4

269 mpplicationIofIselfIorganizingImapsIandIsmVyx”IforItheIestimationIofIstabilityIconstantIofI
ZdVcrownVbIetherIderivativesIwithIsodiumIcationWI2014UIceUIZ_ZVZ_e 14

268 qxploringItheIphysicochemicalIpropertiesIofIoximeVreactivationItherapeuticsIforIcyclosarinUIsarinUI
tabunUIandIÖıIinactivatedIacetylcholinesteraseWI2014UI[cUIeeVZZY 14

267 ’redictionIofInewIbioactiveImoleculesIusingIaInayesianIbeliefInetworkWI2014UIa_UI]YVb 18

266 yodelingIbioconcentrationIfactorIQnorRIusingImechanisticallyIinterpretableIdescriptorsIcomputedI
fromIopenIsourceItoolIK’apqxVpescriptorKWI2014UI[ZUI[eaaVba 11

265 mIchemicalIstructureIbasedImodelIforItheIdeterminationIofIspeedIofIsoundIinIionicIliquidsWI2014UI
ZebUIcVZ] 8

264 mIquantitativeIstructureâ��propertyIrelationshipIapproachItoIdetermineItheIessentialImolecularI
functionalitiesIofIpotentIodorantsWI2014UI[eUIZacVZba 4

263 qxploringI“–—”ImodelingIandItoxicophoreImappingIforIidentificationIofIimportantImolecularI
featuresIcontributingItoItheIchemicalItoxicityIinIqscherichiaIcoliWI2014UI[dUI[baVc[ 6

262 pevelopmentIofIaIgroupIcontributionImethodIforItheIestimationIofIheatIcapacitiesIofIionicIliquidsWI
2014UIZZaUIZdb]VZdd[ 36

261 oomputationalImethodsIinIdrugIdiscoveryWI2014UIbbUI]]_Vea 953

260 “uantitativeI–tructureI”elativeIÖolatilityI”elationshipIyodelIforIqxtractiveIpistillationIofI
qthylbenzeneXpVıyleneIyixturesWI2014UIa]UIZZZaeVZZZbb 8

259 mIchemicalIstructureIbasedImodelIforItheIestimationIofIrefractiveIindicesIofIorganicIcompoundsWI
2014UI]d_UIZVZ] 6

258
“uantitativeI–tructureV’ropertyI”elationshipImnalysisIofIprugsâ��I’harmacokineticsIüithinItheI
rrameworkIofIniopharmaceuticsIolassificationI–ystemIUsingI–implexI”epresentationIofIyolecularI
–tructureWI2014UI_bZV_ee

2

257 pesignUIsynthesisIandIexploringItheIquantitativeIstructureVactivityIrelationshipIofIsomeIantioxidantI
flavonoidIanaloguesWI2014UI[_UIaYaYV_ 40

256
udentificationIandIpharmacologicalIcharacterizationIofI
]UbVdiazabicyclo₄]WZWZ−heptaneV]VcarboxamidesIasInovelIligandsIforItheI˛–_˛†[IandI˛–bX˛–]˛†[˛†]I
nicotinicIacetylcholineIreceptorsIQnmoh”sRWI2014UIdbUIbYVc_

4

255 ’haseInehaviorIofIniomassIoomponentsIinI–upercriticalIüaterWI2014UI_ZVbd 0

254 untegrativeIandIpersonalizedI“–m”IanalysisIinIcancerIbyIkernelizedInayesianImatrixIfactorizationWI
2014UIa_UI[]_cVae 67

Citation Report

38



253 zearVcriticalIandI–upercriticalIüaterIandI—heirImpplicationsIforIniorefineriesWI2014UI 16

252 slobalI’erformanceIandI—rendIofI“–m”X“–’”I”esearchfImInibliometricImnalysisWI2014UI]]UIbaaVbd 18

251 pesigningIquantitativeIstructureIactivityIrelationshipsItoIpredictIspecificItoxicIendpointsIforI
polybrominatedIdiphenylIethersIinImammalianIcellsWI2014UI[aUIa[cV_e 3

250 “uantitativeIstructureâ��activityIrelationshipIQ“–m”RIstudiesIasIstrategicIapproachIinIdrugIdiscoveryWI
2014UI[]UI_eeZVaYYc 41

249 “uantitativeIstructureâ��propertyIrelationshipIstudyIonItheIintercalationIofIanticancerIdrugsIwithI
ctVpzmWI2014UI[]UIZZ_dVZZbZ 17

248 mIchemicalIstructureVbasedImodelIforIestimatingIspeedIofIsoundIinIliquidsWI2014UIZZbUIa[eVa]d 4

247 ’redictiveIinIsilicoIyodelingIofIuonicIxiquidsItowardIunhibitionIofItheImcetylIoholinesteraseIqnzymeI
ofIqlectrophorusIelectricusfImI’redictiveI—oxicologyImpproachWI2014UIa]UIZY[YVZY][ 22

246 ’redictiveImodelingIstudiesIforItheIecotoxicityIofIionicIliquidsItowardsItheIgreenIalgaeI
–cenedesmusIvacuolatusWI2014UIZY_UIZcYVb 51

245 qxploringIstructuralIrequirementsIofIleadsIforIimprovingIactivityIandIselectivityIagainstIopwaXp[aI
inImlzheimerPsIdiseasefIanIinIsilicoIapproachWI2014UI_UIbcY[VbcYe 20

244 wineticsIandIquantitativeIstructureVactivityIrelationshipIstudyIonItheIdegradationIreactionIfromI
perfluorooctanoicIacidItoItrifluoroaceticIacidWI2014UIZaUIZ_Za]Vba 6

243 oombiningIspatialIandIchemicalIinformationIforIclusteringIpharmacophoresWI2014UIZaI–upplIZbUI–a 5

242 ÖirtualIscreeningIandIpredictionIofItheImolecularImechanismIofIbioactiveIcompoundsIinIsilicoWI2015
UI]cZV]e_ 1

241 pevelopingIhypotheticalIinhibitionImechanismIofInovelIureaItransporterInIinhibitorWI2014UI_UIacca 14

240 yodelingItheIflammabilityIcharacteristicsIofIpolymersIusingIquantitativeIstructureâ��propertyI
relationshipsIQ“–’”RWI2015UIaaUIZaa]VZaae 12

239 ]pI“–m”ImnalysisIonIusatinIperivativesIasIoarboxylIqsteraseIunhibitorsIUsingIwVzearestIzeighborI
yolecularIrieldImnalysisWI2015UIY[UI

238 mqueousIyolecularIpynamicsI–imulationsIofItheIyWItuberculosisIqnoylVmo’I”eductaseVzmptI
–ystemIandIutsIoomplexIwithIaI–ubstrateIyimicIorIpiphenylIqthersIunhibitorsWI2015UIZbUI[]beaVc[[ 13

237 “uantitativeI–tructureVmctivityI”elationshipsI–tudyIonItheI”ateIoonstantsIofI’olychlorinatedI
pibenzoVpVpioxinsIwithIOtI”adicalWI2015UIZbUIZddZ[V[_ 2

236 zewItriazolothiadiazoleIandItriazolothiadiazineIderivativesIasIkinesinIqgaIandItuÖIinhibitorsfI
synthesisUI“–m”IandImodelingIstudiesWI2015UIcYUI_cVad 11

(2015-2014)

39



235 unterspeciesIquantitativeIstructureVtoxicityVtoxicityIQ“–——”RIrelationshipImodelingIofIionicIliquidsWI
—oxicityIofIionicIliquidsItoIÖWIfischeriUIpWImagnaIandI–WIvacuolatusWI2015UIZ[[UI_ecVa[Y 26

234 “–’”IstudyIonIsolubilityIofIsomeIfullerenesIderivativesIusingItheIgeneticIalgorithmsIâ��IyultipleI
linearIregressionWI2015UI[Y_UIZb[VZbe 23

233 “–m”IanalysisIforInanoVsizedIlayeredImanganeseVcalciumIoxideIinIwaterIoxidationfImnIapplicationI
ofIchemometricImethodsIinIartificialIphotosynthesisWI2015UIZa[UIZ_bVaa 8

232 ’redictionIofIrefractiveIindicesIofIionicIliquidsIâ��ImIquantitativeIstructureVpropertyIrelationshipI
basedImodelWI2015UIa[UIZbaVZdY 19

231 qxploringIpossibleImechanismsIofIactionIforItheInanotoxicityIandIproteinIbindingIofIdecoratedI
nanotubesfIinterpretationIofIphysicochemicalIpropertiesIfromIoptimalI“–m”ImodelsWI2015UI[ddUIa[Vb[ 12

230
qxploringIsimpleUItransparentUIinterpretableIandIpredictiveI“–m”ImodelsIforIclassificationIandI
quantitativeIpredictionIofIratItoxicityIofIionicIliquidsIusingIOqopIrecommendedIguidelinesWI2015UI
Z]eUIZb]Vc]

18

229 ohemometricsItoolsIinI“–m”X“–’”IstudiesfImIhistoricalIperspectiveWI2015UIZ_eUIZccV[Y_ 85

228 zovelIglobalIandIlocalI]pIatomVbasedIlinearIdescriptorsIofItheIyinkowskiIdistanceImatrixfItheoryUI
diversityâ��variabilityIanalysisIandI“–’”IapplicationsWI2015UIa]UI[Y[dV[Yb_ 9

227 oomputationalIstudyIofItheIeffectsIofIcationsIandIanionsItoItheIcytotoxicityIofIdiverseIionicIliquidsI
byIsupervisedImachineIlearningWI2015UIZ__UIZ]dVZ_c 12

226 yolecularIdynamicsIsimulatedIvalidationIofIantiVcancerousIalkaloidsIasI—opoIuu˛†IinhibitorsIscreenedI
byI“–m”UIpharmacophoreIandImolecularIdockingIapproachesWI2015UI[_UI[ec[V[eda 1

225 oombiningIdockingVbasedIcomparativeIintermolecularIcontactsIanalysisIandIkVnearestIneighborI
correlationIforItheIdiscoveryIofInewIcheckIpointIkinaseIZIinhibitorsWI2015UI[eUIabZVdZ 17

224 “–m”IbasedIdockingIstudiesIofImarineIalgalIanticancerIcompoundsIasIinhibitorsIofIproteinIkinaseInI
Q’wn˛†RWI2015UIcbUIZZYVd 15

223 –electedI–tatisticalIyethodsIinI“–m”WI2015UIZeZV[[e 15

222 ’redictionIofImlternativeIsasolineI–orptionIinIaI–emicrystallineI’olyQethyleneRWI2015UIZcUIb]ZV_Y 4

221 yultivariateIstatisticalIanalysisImethodsIinI“–m”WI2015UIaUIZY_b]aVZY_bba 46

220 oo”uxu–mfIaIlocalIsimilarityIbasedIreceptorIdependentI“–m”ImethodWI2015UIaaUIZe_V[Ya 4

219 oomparativeIvalidatedImolecularImodelingIofIpa]Vtpy[IinhibitorsIasIantiproliferativeIagentsWI
2015UIeYUIdbYVca 23

218 ’redictingItheIecotoxicityIofIionicIliquidsItowardsIÖibrioIfischeriIusingIgeneticIfunctionI
approximationIandIleastIsquaresIsupportIvectorImachineWI2015UI[d]UIaeZVd 53

Citation Report

40



217 ’redictiveI“–m”ImodellingIofIalgalItoxicityIofIionicIliquidsIandIitsIinterspeciesIcorrelationIwithI
paphniaItoxicityWI2015UI[[UIbb]_V_Z 34

216 “uantifyingIligandVreceptorIinteractionsIforIgorgeVspanningIacetylcholinesteraseIinhibitorsIforItheI
treatmentIofImlzheimerPsIdiseaseWIJournal of Biomolecular Structure and DynamicsUI2015UI]]UIZZYcV[a 3.6 10

215 ’redictingIdualVtargetingIantiVinfluenzaIagentsIusingImultiVmodelsWI2015UIZeUIZ[]V]_ 4

214 “–m”ImodelingIofIantimalarialIactivityIofIureaIderivativesIusingIgeneticIalgorithmâ��multipleIlinearI
regressionsWI2016UI[YUI[d[V[eY 30

213 ’redictionIofIperceptionIusingIstructureâ��activityImodelsWI2016UIZdZV[YY 1

212 mzImo—uÖu—YI’”qpuo—uOzIyOpqxIU–uzsI–tm’qVnm–qpIpq–o”u’—O”Iyq—tOpWI2016UIcdUI

211 “uantitativeI–tructureVmctivityI”elationshipI–tudiesIforI’otentialI”hoVmssociatedI’roteinIwinaseI
unhibitorsWI2016UI[YZbUIZVZ[ 10

210 rindingIaI’otentialIpipeptidylI’eptidaseV_IQp’’V_RIunhibitorIforI—ypeV[IpiabetesI—reatmentInasedI
onIyolecularIpockingUI’harmacophoreIsenerationUIandIyolecularIpynamicsI–imulationWI2016UIZcUI 22

209
“uantitativeIoharacterizationIofItheIunteractionI–paceIofItheIyammalianIoarbonicImnhydraseI
usoformsIuUIuuUIÖuuUIuıUIıuuUIandIıuÖIandItheirIunhibitorsUIUsingItheI’roteochemometricImpproachWI2016UI
ddUI]_ZVa]

14

208 —emperatureVdependentIstructureVpropertyImodelingIofIviscosityIforIionicIliquidsWI2016UI_[cUIeVZc 26

207 mIstepwiseIprotocolIforIneuralInetworkImodelingIofIpersistentIpostoperativeIfacialIpainIinIchronicI
rhinosinusitisWI2016UIZ[UI 0

206 piscoveryIofIpotentIadenosineIm[aIantagonistsIasIpotentialIantiV’arkinsonIdiseaseIagentsWI
zonVlinearI“–m”IanalysesIintegratedIwithIpharmacophoreImodelingWI2016UI[a_UIe]VZYZ 14

205 “–’”IapproachesItoIelucidateItheIstabilityIconstantsIbetweenI˛†VcyclodextrinIandIsomeIorganicI
compoundsfIpockingIbasedI]pIconformerWI2016UI[ZeUIZY]bVZY_] 4

204 oharacterizationUIinIÖivoIqvaluationUIandIyolecularIyodelingIofIpifferentI’ropofolVoyclodextrinI
oomplexesI—oImssessI—heirIprugIpeliveryI’otentialIatItheInloodVnrainInarrierIxevelWI2016UIabUIZeZ_VZe[[ 27

203 oomputerVaidedIdiscoveryIofInewIrsr”VZIinhibitorsIfollowedIbyIinIvitroIvalidationWI2016UIdUIZd_ZVZdbe 14

202 pevelopmentIofIpredictiveI“–m”ImodelsIforItoxicityIofIionicIliquidsIandItheirItrueIexternalIandI
experimentalIvalidationItestsWI2016UIaUIZ]ddVZ]ee 24

201 pVsorbitolVinducedIphaseIcontrolIofI—iO[InanoparticlesIandIitsIapplicationIforIdyeVsensitizedIsolarI
cellsWI2016UIbUI[YZY] 67

200 –tepsI—owardIaIÖirtualI”atfI’redictiveImbsorptionUIpistributionUIyetabolismUIandI—oxicityIyodelsWI
2016UI[d]V][e 1

(2016-2015)

41



199 ”evealingItheImorphologicalIarchitectureIofIaIshapeImemoryIpolyurethaneIbyIsimulationWI2016UIbUI[eZdY 15

198 mcuteItoIchronicIestimationIofItoxicityIwithinItheI“–mm”IframeworkWI2016UI[cUId]]VdaY 8

197 oonstructingIandIÖalidatingI]pVpharmacophoreIyodelsItoIaI–etIofIyy’VeIunhibitorsIforIpesigningI
zovelImntiVmelanomaImgentsWI2016UI]aUI[]dVa[ 6

196 ’henylphthalazinesIasIsmallVmoleculeIinhibitorsIofIureaItransporterIU—VnIandItheirIbindingImodelWI
2016UI]cUIec]Vd] 9

195 yultiVlevelIstructureVbasedIpharmacophoreImodellingIofIcaspaseV]VnonVpeptideIcomplexesfI
qxtractingIessentialIpharmacophoreIfeaturesIandIitsIapplicationItoIvirtualIscreeningWI2016UI[a_UI[YcV[Y 10

194 “–m”IyodelsIsuidedIbyIyolecularIpynamicsImppliedItoItumanIslucokinaseImctivatorsWI2016UIdcUI_aaVbb 18

193 —ypeIQuUIuuRIerrorsIvariableIselectionIinIquantitativeIstructureIactivityIrelationshipsWI2016UIZa[UIZYVZc

192 piscoveryIofInewIselectiveIcytotoxicIagentsIagainstInclV[IexpressingIcancerIcellsIusingIligandVbasedI
modelingWI2016UI[aYUIZ[V[b 11

191 yolecularImodelingIofI’lasmodiumIfalciparumIpeptideIdeformylaseIandIstructureVbasedI
pharmacophoreIscreeningIforIinhibitorsWI2016UIbUI[e_bbV[e_da 8

190 oomputationIofIchromatographicIlipophilicityIparameterIlogkYIofIionicIliquidIcationsIfromIâ��q—mâ��I
descriptorsfImpplicationIinImodelingIofItoxicityIofIionicIliquidsItoIpathogenicIbacteriaWI2016UI[ZbUIca_Vcb] 14

189 ”esidueVbasedIdesignIofIsmallImoleculeIinhibitorIforItZzZUItazZIandItczZImutantsWI2016UI[[UI_

188 qxplorationIofIinteractionIzonesIofI˛†VtubulinIcolchicineIbindingIdomainIofIhelminthsIandIbindingI
mechanismIofIanthelminticsWI2017UIbdUIcdVeZ 8

187 unIsilicoImodellingIofIthiazolidineIderivativesIwithIantioxidantIpotencyfIyodelsIquantifyItheIdegreeI
ofIcontributionIofImolecularIfragmentsItowardsItheIfreeIradicalIscavengingIabilityWI2017UIZZ]dUIZcV[b 4

186 ’redictionIofIzVyethylVpVmspartateI”eceptorIsluzZVxigandInindingImffinityIbyIaIzovelI
–ÖyV’oseX–ÖyV–coreIoombinatorialIqnsembleIpockingI–chemeWI2017UIcUI_YYa] 14

185 pesignIandIcombinatorialIlibraryIgenerationIofIZtIZU_IbenzodiazepineI[UaIdionesIasIphotosystemVuuI
inhibitorsfImIpublicI“–m”IapproachWI2017UIbUI[ZeV[]Z 1

184 pevelopmentIofIaItemperatureIdependentI[pV“–’”ImodelIforIviscosityIofIdiverseIfunctionalIionicI
liquidsWI2017UI[_YUI_a_V_bc 12

183 qxploringItheIoriginIofIphosphodiesteraseIinhibitionIviaIproteochemometricImodelingWI2017UIcUI[dYabV[dYbd 7

182 —ollVlikeIreceptorI[IantagonistsIidentifiedIthroughIvirtualIscreeningIandIexperimentalIvalidationWI
2017UI[d_UI[[b_V[[d] 8

Citation Report

42



181 “–m”ImodelIforIpredictionIofItheItherapeuticIpotencyIofIzVbenzylpiperidineIderivativesIasImohqI
inhibitorsWI2017UI[dUI_cZV_de 10

180 UnsupervisedIpharmacophoreImodelingIcombinedIwithI“–m”IanalysesIrevealedInovelIlowI
micromolarI–u”—[IinhibitorsWI2017UI]YUIe[b[] 4

179 unIsilicoIpredictionIofItheImutagenicityIofInitroaromaticIcompoundsIusingIaInovelItwoV“–m”I
approachWI2017UI_YUIZY[VZZ_ 13

178
yolecularIdynamicsVassistedIpharmacophoreImodelingIofIcaspaseV]VisatinIsulfonamideIcomplexfI
”ecognizingIessentialIintermolecularIcontactsIandIfeaturesIofIsulfonamideIinhibitorIclassIforI
caspaseV]IbindingWI2017UIcZUIZZcVZ[d

9

177 qcotoxicologicalImodellingIofIcosmeticsIforIaquaticIorganismsfImI“–—”IapproachWI2017UI[dUIabcVae_ 28

176 “–m”ImodelingIandIinIsilicoIdesignIofIsmallVmoleculeIinhibitorsItargetingItheIinteractionIbetweenI
q]IligaseIÖtxIandIturVZ˛–WI2017UI[ZUIcZeVc]e 1

175 –o”mynxqPzPsmynxqfIaItoolIforIfastIandIfacileIgenerationIofIrandomIdataIforIstatisticalI
evaluationIofI“–m”ImodelsWI2017UIcZUI[[ZcV[[][ 13

174 ’roteochemometricIyodelingIofItheIunteractionI–paceIofIoarbonicImnhydraseIandIitsIunhibitorsfImnI
mssessmentIofI–tructureVbasedIandI–equenceVbasedIpescriptorsWI2017UI]bUIZbYYZY[ 10

173 —heI“–’”ImodelsItoIpredictItheIsolubilityIofIoOI[IinIionicIliquidsIbasedIonIleastVsquaresIsupportI
vectorImachinesIandIgeneticIalgorithmVmultiIlinearIregressionWI2017UI[[aUIa[ZVa]Y 25

172 mrchitecturalIevolutionIofIphaseIdomainsIinIshapeImemoryIpolyurethanesIbyIdissipativeIparticleI
dynamicsIsimulationsWI2017UIdUI[bYV[cZ 22

171 piscoveryIofIpotentIzqw[IinhibitorsIasIpotentialIanticancerIagentsIusingIstructureVbasedI
explorationIofIzqw[IpharmacophoricIspaceIcoupledIwithI“–m”IanalysesWI2017UI[ZUIZdcV[YY 6

170 “–m”IandIdockingIstudiesIofIcoumarinIderivativesIasIpotentItuÖVZIintegraseIinhibitorsWI2017UIZYUI–ZYdZV–ZYe_ 14

169 yultilayeredIÖariableI–electionIinI“–’”WI2017UI[UIZYbVZ[_ 9

168 —oxicityIofI–electedIumidazoliumVbasedIuonicIxiquidsIonIoaenorhabditisIelegansfIaI“uantitativeI
–tructureVmctivityI”elationshipI–tudyWI2017UI]YUI_[]V_[d 11

167 —heoreticalIstudyIonItheIreactionsIofIaIseriesIofIpolybromobenzenesIwithIOtIradicalsfImechanismUI
kineticsUIandI“–m”WI2018UIebUI_]bV__b

166 ohemometricImodelingIofIodorIthresholdIpropertyIofIdiverseIaromaIcomponentsIofIwineWWI2018UIdUI_caYV_cbY 8

165 ’x–IregressionVbasedIchemometricImodelingIofIodorantIpropertiesIofIdiverseIchemicalI
constituentsIofIblackIteaIandIcoffeeWWI2018UIdUI[[e]V[]Y_ 11

164 xigandVbasedIcomputerIaidedIdrugIdesignIrevealsInewItropomycinIreceptorIkinaseIaIQ—rkmRI
inhibitorsWI2018UIdYUI][cV]a[ 8

(2018-2017)

43



163 ’roteochemometricImodelingIofItheIoriginIofIthymidylateIsynthaseIinhibitionWI2018UIeZUIZYYcVZYZb 7

162 OptimizationIofItheIanticonvulsantIactivityIofI[VacetamidoVzVbenzylV[VQaVmethylfuranV[VylRI
acetamideIusingI“–m”ImodelingIandImolecularIdockingItechniquesWI2018UIcUI_]YV__Y 10

161 udentificationIofInovelIhitsIasIhighlyIprospectiveIdualIagonistsIforImuIandIkappaIopioidIreceptorsfI
anIintegratedIinIsilicoIapproachWIJournal of Biomolecular Structure and DynamicsUI2018UI]bUI[ceV]YZ 3.6 5

160 yultiVobjectiveIOptimizationIofInenzamideIperivativesIasI”hoIwinaseIunhibitorsWI2018UI]cUIZcYYYdY 4

159 qxperimentalIandI“–m”IstudyIonItheIsurfaceIactivitiesIofIalkylIimidazolineIsurfactantsWI2018UIZZabUIZb_VZcZ 8

158 –trategiesIofIÖirtualI–creeningIinIyedicinalIohemistryWI2018UI]UIZ]_VZbY 5

157 —heoreticalImodelingIandImolecularIdockingIsimulationIforIinvestigatingIandIevaluatingIsomeI
activeIcompoundsIasIpotentIantiVtubercularIagentsIagainstIy—nIoY’Z[ZIreceptorWI2018UI_UI[d_V[ea 11

156 oopeVp—ufIoollaborativeIpeepIxearningVbasedIprugV—argetIunteractionI’redictionWI2018UI 4

155 oomputationalIstudiesIonI˛–VaminoacetamideIderivativesIwithIanticonvulsantIactivitiesWI2018UIcUIcYeVcZd 4

154 “–’”ImodellingIforIpredictionIofIglassItransitionItemperatureIofIdiverseIpolymersWI2018UI[eUIe]aVeab 10

153 “–m”IandIolassificationI–tudyIonI’redictionIofImcuteIOralI—oxicityIofIVzitrosoIoompoundsWI2018UI
ZeUI 25

152 –traightforwardIpesignIforI’henoxyVumineIoatalyticImctivityIinIqthyleneI’olymerizationfI
—heoreticalI’redictionWI2018UIdUI_[[ 5

151
ohemometricImodelingIofIaquaticItoxicityIofIcontaminantsIofIemergingIconcernIQoqosRIinIpugesiaI
japonicaIandIitsIinterspeciesIcorrelationIwithIdaphniaIandIfishfI“–—”IandI“–——”IapproachesWI2018UI
ZbbUIe[VZYZ

31

150 nindingIwineticsI–urveyIofItheIpruggedIwinomeWI2018UIZ_YUIZacc_VZacd[ 35

149 —heoreticalI’redictionIofItheIoomplexI’VslycoproteinI–ubstrateIqffluxInasedIonItheIzovelI
tierarchicalI–upportIÖectorI”egressionI–chemeWI2018UI[]UI 12

148 prugIpiscoveryfImnIunI–ilicoImpproachWI2018UI]YcV][d 1

147 ’redictionIofIviscosityIindexIandIpourIpointIinIesterIlubricantsIusingIquantitativeI
structureVpropertyIrelationshipIQ“–’”RWI2018UIZd]UIaeVcd 11

146 ourrentIapproachesIforIchoosingIfeatureIselectionIandIlearningIalgorithmsIinIquantitativeI
structureVactivityIrelationshipsIQ“–m”RWI2018UIZ]UIZYcaVZYde 44

Citation Report

44



145 pevelopmentIofImodelsItoIpredictIfishIearlyVlifeIstageItoxicityIfromIacuteIpaphniaImagnaItoxicityWI
2018UI[eUIc[aVc_[ 5

144 ohemometricsIinIforensicIscienceWI2018UIZYaUIZeZV[YZ 93

143 “–m”fIühatIqlsekWI2018UIZdYYUIceVZYa 10

142 —oxicityIofIpolyhalogenatedIdibenzoVpVfuransIinItheIlightIofInucleicIacidIbasesIinteractionWI2018UIcbUI[[aV[]Z 2

141 yultiV’harmacophoreIyodelingIofIoaspaseV]IunhibitorsIusingIorystalUIpockIandIrlexibleI
oonformationI–chemesWI2018UI[ZUI[bV_Y 3

140 —heIpesignUI–ynthesisUIandIoharacterizationsIofI–poreIserminationIunhibitorsIqffectiveIagainstIanI
qpidemicI–trainIofIolostridiumIdifficileWI2018UIbZUIbcaeVbccd 10

139 yachineIlearningIandImolecularIdesignIofIselfVassemblingIVconjugatedIoligopeptidesWI2018UI__UIe]YVe_a 18

138 udentificationIofI’fqz”IinhibitorsfImIhybridIstructureVbasedIapproachIinIconjunctionIwithImolecularI
dynamicsIsimulationsWI2018UIZZeUId_eYVdaYY 8

137 zewIinsightsIintoItheIselectiveIinhibitionIofItheI˛†VcarbonicIanhydrasesIofIpathogenicIbacteriaI
nurkholderiaIpseudomalleiIandIrrancisellaItularensisfIaIproteochemometricsIstudyWI2019UI[]UI[b]V[c] 4

136 “–’”ImodelingIofIazeotropicItemperaturesIandIcompositionsIforIbinaryIazeotropesIcontainingI
lowerIalcoholsIusingIaIgeneticIfunctionIapproximationWI2019UI[cUId]aVd__ 1

135 titIidentificationIofI–yYp]IenzymeIinhibitorsIusingIstructureVbasedIpharmacophoreImodelingWI
2019UIZZUIZZYcVZZZc 4

134 unvestigationIofIseometricIxandscapeIandI–tructureV’ropertyI”elationsIforIoolloidalI
–uperstructuresIUsingIseneticImlgorithmWI2019UIZ[]UIc__aVc_a_ 1

133 –ynthesisUIantiVtuÖIactivityUImolecularImodelingIstudyIandI“–m”IofInewIdesignedI
[VQ[VarylidenehydrazinylRV_VarylthiazolesWI2019UIZZedUIZ[bdbb 8

132 “uantitativeI”elationshipIbetweenIoO[ImbsorptionIoapacityIandImmineIüaterI–ystemfIpr—UI
–tatisticalUIandIqxperimentalI–tudyWI2019UIadUIZ]d_dVZ]dac 4

131 unI–ilicoI’redictionIofI’my’mIqffectiveI’ermeabilityIUsingIaI—woV“–m”ImpproachWI2019UI[YUI 16

130 pevelopmentIofI“–mm”IandI“mm”ImodelsIforIpredictingIfishIearlyVlifeIstageItoxicityIwithIaIfocusI
onIindustrialIchemicalsWI2019UI]YUId[aVd_b 4

129 rourIyethodsItoIqstimateIyinimumIyiscibilityI’ressureIofIoO[VOilInasedIonIyachineIxearningWI
2019UI]cUIZ[cZVZ[cd 8

128 yultiV—argetIohemometricIyodellingUIrragmentImnalysisIandIÖirtualI–creeningIwithIq”wIunhibitorsI
asI’otentialImnticancerImgentsWI2019UI[_UI 11

(2019-2018)

45



127 pevelopmentIofIyultiV—argetIohemometricIyodelsIforItheIunhibitionIofIolassIuI’u]wIqnzymeI
usoformsfImIoaseI–tudyIUsingI“–m”VooI—oolWI2019UI[YUI 12

126 yakingIuseIofIavailableIandIemergingIdataItoIpredictItheIhazardsIofIengineeredInanomaterialsIbyI
meansIofIinIsilicoItoolsfImIcriticalIreviewWI2019UIZ]UIcbVee 33

125 piscoveryIofInovelIrlt]IinhibitoryIchemotypesIthroughIextensiveIligandVbasedIandInewI
structureVbasedIpharmacophoreImodellingImethodsWI2019UIddUIZ[dVZaZ 9

124 ’redictiveIquantitativeIstructureâ��propertyIrelationshipIQ“–’”RImodelingIforIadsorptionIofIorganicI
pollutantsIbyIcarbonInanotubesIQoz—sRWI2019UIbUI[[_V[_c 17

123
piscoveryIofInewIvzw]IinhibitoryIchemotypesIviaI“–m”VsuidedIselectionIofIdockingVbasedI
pharmacophoresIandIcomparisonIwithIotherIstructureVbasedIpharmacophoreImodelingImethodsWI
2019UIeZUI]YVaZ

10

122 yolecularIyodellingIofI’otentialIoandidatesIforItheI—reatmentIofIpepressionWI2019UI]dUIeZeYYY[_ 1

121 mqueousIextractIfromIbarkIprotectsIcellsIfromIoxidativeIstressIcausedIbyIelectronIbeamIradiationfI
approachWI2019UIaUIeYZc_e 2

120 “–m”VoofImnIOpenI–ourceI–oftwareIforIpevelopingI”obustIyultitaskingIorIyultitargetI
olassificationVnasedI“–m”IyodelsWI2019UIaeUI[a]dV[a__ 40

119 mInovelImechanismIofIirinotecanItargetingIypy[IandInclVxxWI2019UIaZ_UIaZdVa[] 9

118 oomputationalI–imulationsIudentifiedI—woIoandidateIunhibitorsIofIodkaXp[aItoImbrogateI
—auVassociatedIzeurologicalIpisordersWI2019UIZcUIaceVaeY 18

117 udentificationIofIantiproliferativeIemodinIanaloguesIasIinhibitorsIofIepidermalIgrowthIfactorI
receptorIinIcancerWI2019UI_]UIZ[dZVZ[dd 4

116 zaturalIbarrigenolVlikeItriterpenoidsfImIcomprehensiveIreviewIofItheirIcontributionsItoImedicinalI
chemistryWI2019UIZbZUI_ZVc_ 26

115 oonstructionIofIaI“uantitativeI–tructureImctivityI”elationshipIQ“–m”RIyodelItoI’redictItheI
mbsorptionIofIoephalosporinsIinIZebrafishIforI—oxicityI–tudyWI2019UIZYUI]Z 9

114 —heoreticalI“–m”ImodellingIandImolecularIdockingIstudiesIofIsomeI_VhydroxyphenylpyruvateI
dioxygenaseIQt’’pRIenzymeIinhibitorsIpotentiallyIusedIasIherbicidesWI2019UIaUIeY[dae 3

113
’redictiveImodelsIforIdesigningIpotentItyrosineIkinaseIinhibitorsIinIchronicImyeloidIleukemiaIforI
understandingIitsImolecularImechanismIofIresistanceIbyImolecularIdockingIandIdynamicsI
simulationsWIJournal of Biomolecular Structure and DynamicsUI2019UI]cUI_c_cV_cbb

3.6 6

112 oiprofloxacinIandIolinafloxacinImntibodiesIforIanIummunoassayIofI“uinolonesfI“uantitativeI
–tructurekmctivityImnalysisIofIorossV”eactivitiesWI2019UI[YUI 4

111 yolecularImodellingIandIdesignIofIlubricantIadditivesIandItheirImolecularIdynamicIsimulationsI
studiesIofIpiamondVxikeVoarbonIQpxoRIandIsteelIsurfaceIcoatingWI2019UI[dUIZZZVZZa 8

110 unIsilicoIstudyIonIanticonvulsantIactivityIofIisoxazoleIandIthiazoleIderivativesIactiveIinI
subcutaneousIpentylenetetrazoleIanimalImodelWI2020UI][UIZZbVZ[_ 3

Citation Report

46



109 ’redictionIofItheIautoVignitionItemperatureIofIbinaryIliquidImixturesIbasedIonItheIquantitativeI
structureâ��propertyIrelationshipIapproachWI2020UIZ_YUI]ecV_Ye 5

108 “uantitativeIstructureIpropertyIrelationshipIforIrelativeIvolatilityIofIisopropanolIandIwaterI
mixtureWI2020UIaaUI][a[V][ae 2

107 mpplicationIofImuthenticationIqvaluationI—echniquesIofIqthnobotanicalIyedicinalI’lantIsenusIfImI
”eviewWI2020UIaYUI_YaV_[] 11

106 unVsilicoImolecularIdesignIandIdynamicIbindingIenergyIassessmentsIofIsomeImultifunctionalI
lubricatingIoilIadditivesWI2020UI][UIcdVd_ 1

105 qcotoxicologicalIassessmentIofIpharmaceuticalsIandIpersonalIcareIproductsIusingIpredictiveI
toxicologyIapproachesWI2020UI[[UIZ_adVZaZb 36

104 “uantitativeIstructureVactivityIrelationshipIbetweenItheItoxicityIofIamineIsurfactantIandIitsI
molecularIstructureWI2020UIcY[UIZ]_ae] 13

103 mIrobustImodelIforIestimatingIthermalIconductivityIofIliquidIalkylIhalidesWI2020UI]ZUIc]Vda 6

102 untegratingIyachineIxearningVnasedIÖirtualI–creeningIüithIyultipleI’roteinI–tructuresIandI
nioVmssayIqvaluationIforIpiscoveryIofIzovelIs–w]˛†IunhibitorsWI2020UIZZUIabbYad 4

101 unI–ilicoIyodelingUI’redictionUIandIpesigningIofI–omeImntiVwearIxubricantImdditivesWI2020UIbUIZ 0

100 qvolutionaryIchemicalIbindingIsimilarityIapproachIintegratedIwithI]pV“–m”ImethodIforIeffectiveI
virtualIscreeningWI2020UI[ZUI]Ye 5

99 –ynthesisUIunIÖitroImntiVtuÖImctivityUIoytotoxicityUIandIoomputationalI–tudiesIofI–omeIzewI–teroidsI
andI—heirI’yrazolineIandIOximeImnaloguesWIRussian Journal of Bioorganic ChemistryUI2020UI_bUId[[Vd]b 1 1

98 yechanismIdiscoveryIandImodelIidentificationIusingIgeneticIfeatureIextractionIandIstatisticalI
testingWI2020UIZ_YUIZYbeYY 5

97 unsightIintoIpotentIleadsIforIalzheimerPsIdiseaseIbyIusingIseveralIartificialIintelligenceIalgorithmsWI
2020UIZ[eUIZZY]bY 2

96 ’redictionIofI–tandardIqnthalpiesIofIrormationInasedIonItydrocarbonIyolecularIpescriptorsIandI
mctiveI–ubspaceIyethodologyWI2020UIaeUI_cdaV_ceZ 7

95 –tructuralIinsightsIintoItheIoriginIofIphosphoinositideI]VkinaseIinhibitionWIStructural ChemistryUI
2020UI]ZUIZaYaVZa[[ 1.8 3

94 udentificationIofItumanIxeukotrieneIm_ItydrolaseIunhibitorsIUsingI–tructureVnasedI
’harmacophoreIyodelingIandIyolecularIpockingWI2020UI[aUI 2

93 ’harmacophoreImodelingIofIvmwZfImItargetIinfestedIwithIactivityVcliffsWI2020UIeeUIZYcbZa 5

92 rullereneIperivativesIasIxungIoancerIoellIunhibitorsfIunvestigationIofI’otentialIpescriptorsIUsingI
“–m”ImpproachesWI2020UIZaUI[_daV[_ee 7

(2020-2020)

47



91 yinimumIugnitionIqnergyIQyuqRIpredictionImodelsIforIignitionIsensitiveIfuelsIusingImachineI
learningImethodsWI2021UIbeUIZY_]_] 2

90 “uantitativeIstructureVpropertyIrelationshipIforImeltingIandIfreezingIpointsIofIdeepIeutecticI
solventsWI2021UI][ZUIZZ_c__ 7

89 —owardsIaIuniversalIdigitalIchemicalIspaceIforIpureIcomponentIpropertiesIpredictionWI2021UIa[cUIZZ[d[e 1

88 “–’”ImodelsIforIwaterIsolubilityIofIammoniumIhexafluorosilicatesfIanalysisIofItheIeffectsIofI
hydrogenIbondsWIStructural ChemistryUI2021UI][UI]YeV]Ze 1.8 3

87
mIcombinedIstructureVbasedIpharmacophoreImodelingIandI]pV“–m”IstudyIonIaIseriesIofI
zVheterocyclicIscaffoldsItoIscreenInovelIantagonistsIasIhumanIptr”IinhibitorsWIStructural Chemistry
UI2021UI][UIZacZVZadd

1.8

86 pevelopmentIofIaItierarchicalI–upportIÖectorI”egressionVnasedIunI–ilicoIyodelIforIoacoV[I
’ermeabilityWI2021UIZ]UI 1

85
ÖirtualIscreeningIofIepalrestatImimickingIselectiveImx”[IinhibitorsIfromInaturalIproductIdatabasefI
autoIpharmacophoreUImpyq—IpredictionIandImolecularIdynamicsIapproachWIJournal of Biomolecular 
Structure and DynamicsUI2021UIZVZe

3.6 0

84 –tatisticalImethodsIandIparametersfI—oolsItoIgenerateIandIevaluateItheoreticalIinIsilicoImodelsWI
2021UI]]]V]aY

83 “–m”VooVıfIanIopenIsourceItoolkitIforImultitargetI“–m”ImodellingWI2021UIZ]UI[e 6

82 “–’”ImodellingIforIintrinsicIviscosityIinIpolymerVsolventIcombinationsIbasedIonIdensityIfunctionalI
theoryWI2021UI][UI]ceV]e] 2

81 –tandVmloneIrunctionImpproximationIUsingIrractionalIOrderI—echniquesWI2021UI 0

80 pr—IbasedIoomputationalIyethodologyIofIuoI’redictionWI2021UIZcUI[__V[a] 0

79 pevelopmentIofI“–m”ImodelsIforIpredictionIofIfishIbioconcentrationIfactorsIusingI
physicochemicalIpropertiesIandImolecularIdescriptorsIwithImachineIlearningIalgorithmsWI2021UIb]UIZYZ[da 2

78 –tudyIonIquantitativeIstructureVbiodegradabilityIrelationshipsIofIamineIcollectorsIbyIsrmVmzzI
methodWI2021UI_ZaUIZ[ab[d 0

77 “–m”VguidedIpharmacophoricImodelingIrevealsIimportantIstructuralIrequirementsIforI’oloIkinaseI
ZIQ’lkZRIinhibitorsWI2021UIZYeUIZYdY[[ 2

76 udentificationIofIpotentialIdescriptorsIofIwaterVsolubleIfullereneIderivativesIresponsibleIforI
antitumorIeffectsIonIlungIcancerIcellsIviaI“–m”IanalysisWI2021UIZeUIdZ[Vd[a 5

75 ”ecentIadvancesIinIquantitativeIstructureVactivityIrelationshipImodelsIofIantimalarialIdrugsWI2021UI
ZbUIbaeVbea 7

74 seneticImlgorithmsfIuntroductionIandImpplicationsWI 6

Citation Report

48



73 seneticIandIqvolutionaryImlgorithmsWI 14

72 ”ecentI—rendsIinI“uantitativeI–tructureVmctivityI”elationshipsWI2003UI_eVcb 22

71 ohemicalI–ensorImrrayI”esponseIyodelingIUsingI“uantitativeI–tructureVmctivityI”elationshipsI
—echniqueWI2009UIZbcVZe[ 3

70 ÖirtualI–creeningIandIyolecularIpesignInasedIonItierarchicalI“sarI—echnologyWI2010UIZ[cVZcb 17

69 seneticIrunctionImpproximationfIqvolutionaryIoonstructionIofIzovelUIunterpretableUIzonlinearI
yodelsIofIqxperimentalIpataWI1999UIZb]VZde 1

68 mpplicationIofIsrmVyx”IandIsX’x–I—echniquesIinI“–m”X“–’”I–tudiesIwithImpplicationIinIyedicinalI
ohemistryIandI’redictiveI—oxicologyWI2015UIaYZVa[e 1

67 —herapeuticI’otentialIofIzV—ypeIÖoltageVsatedIoa[TIohannelWI2011UI[deV]Yd 1

66 “Umz—u—m—uÖqIm’’”Omotq–I—OI–—”Uo—U”qâ��mo—uÖu—YI”qxm—uOz–tu’–WI2003UI]aZV]be 3

65 —heIuntegratedIUseIofImlternativeImpproachesIforI’redictingI—oxicItazardfI—heI”eportIandI
”ecommendationsIofIqoÖmyIüorkshopIdZU[WI1995UI[]UI_ZYV_[e 42

64 seneralIuntroductionItoI“–m”WI2003UI 6

63 OverviewIandI”ecentImdvancesIinI“–m”I–tudiesWI2016UIZV][ 0

62 oyclotideIstructureVactivityIrelationshipsfIqualitativeIandIquantitativeIapproachesIlinkingIcytotoxicI
andIanthelminticIactivityItoItheIclusteringIofIphysicochemicalIforcesWI2014UIeUIeeZ_]Y 15

61 “uantitativeIstructureVpropertyIrelationshipIQ“–’”RImodelingIofIdrugVloadedIpolymericImicellesI
viaIgeneticIfunctionIapproximationWI2015UIZYUIeYZZeaca 24

60 qnsembleIlearningImethodIforItheIpredictionIofInewIbioactiveImoleculesWI2018UIZ]UIeYZdea]d 16

59 “uantitativeIstructureVretentionIrelationshipIQ“–””RImodelsIforIpredictingItheIsoIretentionItimesI
ofIessentialIoilIcomponentsWI2010UI[[UI]acV]c] 1

58 mInovelI“–m”ImodelIforIdesigningUIevaluatingUandIpredictingItheIantiVyq–IactivityIofInewI
ZtVpyrazoleVaVcarboxylicIacidIderivativesWIc]eVcc_ 4

57 –ugarsIandI–weetenersfI–tructureUI’ropertiesIandIunI–ilicoIyodelingWI2020UI[cUIaV[[ 1

56 ’—yxIyultiVxabelImlgorithmsfIyodelsUI–oftwareUIandImpplicationsWI2020UI[YUI[][bV[]]c 3

(2020-)

49



55 yolecularIpockingIandI“–m”I–tudiesIofIooumarinIperivativesIasIzy—IunhibitorsfI–impleI–tructuralI
reaturesIasI’otentialIyodulatorsIofImntifungalImctivityWI2020UIZcUIZ[e]VZ]Yd 1

54 udentificationIofItydroxamicImcidInasedI–electiveItpmoZIunhibitorsfIoomputerImidedIprugIpesignI
–tudiesWI2019UIZaUIZ_aVZbb 5

53 ’redictionIofIantiVcancerIactivityIofIZUdVnaphthyridinIderivativesIbyIusingIofIgeneticI
algorithmVstepwiseImultipleIlinearIregressionWI2018UI[dUIZdZVZe_ 1

52 unI–ilicoI’redictionIofIuntestinalI’ermeabilityIbyItierarchicalI–upportIÖectorI”egressionWI2020UI[ZUI 5

51 “uantitativeI–tructureImctivityI”elationshipImnalysisIofIzVQmercaptoalkanoylRVIandI
₄QacylthioRalkanoyl−IslycineIperivativesIasImoqIunhibitorsWI2011UIZUIdaVZY_ 5

50 mnIuntelligentImpproachIforIÖirtualIohemistryIxaboratoryWI2019UI_a_V_dd 1

49 OnIqxtendedI—opochemicalImtomIQq—mRIundicesIforI“–’”I–tudiesWI]dYV_ZZ 5

48 yolecularIyodelingIofI–mallIyoleculesIasInÖpÖI”zmVpependentI”zmI’olymeraseImllostericI
unhibitorsWI2013UI]_UId]cVdaY 6

47 ’harmacophoreInasedIpesignIOfI’robableIrgfrVZIunhibitorsIrromI—heI]dIorystalI–tructureIOfI
unfigratinibIVImIprugIUsedIunI—heI—reatmentIOfIoholangiocarcinomasWI2021UIZdUI

46 yultivariateI”egressionIqxcelsIzeuralIzetworksUIseneticImlgorithmIandI’artialIxeastV–quaresinI
“sarIyodelingWI2000UI[ddV[de

45 oomputerImidedIprugIpesignWI2001UI 1

44 “uantitativeI–tructureâ��’ropertyI”elationshipsIQ“–’”RWI

43 “uantitativeI–tructureâ��mctivityI”elationshipsIinIprugIpesignWI

42 —hreeVdimensionalI–tructureI–earchingWI

41 [pI“–m”IyodelsWI2003UI 4

40 unI–ilicoI’redictionIyodelsIforInloodVnrainInarrierI’ermeationWI_Y]V_[d

39 ]pVIandInpV“–m”IyethodsWIZacbVZbY]

38 mdvancesIinI–tructureâ��mctivityI”elationshipI–tudiesIonI’otassiumIohannelIyodulatorsWI2011UI[_ZV[b_

Citation Report

50



37 [pV“–m”I–tudyIofIaI–eriesIofI’yrazolineVnasedImntiV—ubercularImgentsIUsingIseneticIrunctionI
mpproximationWI2015UIY]UI_aVa] 1

36 “–m”IyodelsItowardsIoholinesteraseIunhibitorsIforItheI—reatmentIofImlzheimerPsIpiseaseWI2015UI]a_V]ee

35 mnIuntelligentImpproachIforIÖirtualIohemistryIxaboratoryWI2016UI_d]VaZc

34 “–m”IyodelsItowardsIoholinesteraseIunhibitorsIforItheI—reatmentIofImlzheimerPsIpiseaseWI2017UIaeZVb]b

33 penetimliIˆ�rˆ…ntˆ…I—an˜–maIveIs˜–daImnalizlerindeIUygulamalar˜–WI_[eV_]d

32 zewImntagonistsIofItheIyembraneImndrogenI”eceptorIOıq”ZIfromItheIZuzoIzaturalI’roductI
patabaseWI2021UIbUI[ebb_V[ebc_ 2

31 ’redictiveI“uantitativeI–tructureVmctivityI”elationshipIyodelingIofItheImntifungalIandImntibioticI
’ropertiesIofI—riazolothiadiazineIoompoundsWI2020UI_UI

30 –trategiesIofIÖirtualI–creeningIinIyedicinalIohemistryWI2020UIZe_V[[a 0

29 OnIqxtendedI—opochemicalImtomIQq—mRIundicesIforI“–’”I–tudiesWId_ZVdc]

28 oomputationalIapproachesIforImodelingIhumanIintestinalIabsorptionIandIpermeabilityWIaccVade 0

27 uz–ust—Iuz—OI—tqI–—”Uo—U”mxI”q“Uu”qyqz—–IOrI–UxrOzYxIpq”uÖm—uÖq–Inm–qpIOzI—üOI
mzpI—t”qqVpuyqz–uOzmxIpq–o”u’—O”–fI“–m”I–—Upuq–WI2019UIabUIdZVdb

26 qxploitingIactivityIcliffsIforIbuildingIpharmacophoreImodelsIandIcomparisonIwithIotherI
pharmacophoreIgenerationImethodsfIsphingosineIkinaseIZIasIcaseIstudyWWI2022UI]bUI]e 1

25 —heIdesignIofI—O’wIinhibitorsIusingIstructureVbasedIpharmacophoreImodelingIandImolecularI
dockingIbasedIonIanIypVrefinedIhomologyImodelWWI2022UIZ

24 oomputerImidedIprugIpesignWIab]Vac[

23 pata–heetβZWdocxWI2020UI

22 unI–ilicoI’redictionIofI–kinI’ermeabilityIUsingIaI—woV“–m”ImpproachWI2022UIZ_UIebZ

21 piscoveryIofInewI’wz[IinhibitoryIchemotypesIviaI“–m”VguidedIselectionIofIdockingVbasedI
pharmacophoresWWI2022UIZ 4

20 oomputerImidedIprugIpesignWI2022UIaYaVa_Z 0

(2022-2015)

51



19 rrictionIsensitivityIofInitramineIenergeticImaterialsfIaIpredictionIbasedIonIgeneticIfunctionI
approximationWIFirePhysChemUI2022UI

18
–tructureVguidedIpharmacophoreIbasedIvirtualIscreeningUIdockingUIandImolecularIdynamicsItoI
discoverIrepurposedIdrugsIasInovelIinhibitorsIagainstIendoribonucleaseIzspZaIofI–m”–VooÖV[WI
Journal of Biomolecular Structure and DynamicsUIZVZZ

3.6 1

17 “uantitativeIstructureâ��activityIrelationshipImodelingIofIhydroxylatedIpolychlorinatedIbiphenylsIasI
constitutiveIandrostaneIreceptorIagonistsWIStructural ChemistryUI 1.8 0

16 “uantitativeIoharacterizationIofItheIohemicalI–paceIsovernedIbyItumanIoarbonicImnhydrasesIandI
seleniumVcontainingIderivativesIofIsolfonamidesWIBrazilian Journal of Pharmaceutical SciencesUIadUI 1.8

15 ’harmacophoreImappingIandImodelingIapproachesIforIdrugIdevelopmentWI2022UIZcZVZde

14
“uantitativeI–tructureVmctivityI”elationshipUI–tructureVnasedIpesignUImndImpyq—I–tudiesIofI
’yrimethamineIandIoycloguanilImnaloguesIunhibitorsIofI’lasmodiumIralciparumIpihydrofolateI
”eductaseV—hymidylateI–ynthaseIQ’fVptr”V—–RWISSRN Electronic JournalUI

1

13 –ynthesisIandI“–m”IofIzovelIwetoprofenâ��ohalconeVmmideItybridesIasImcetylcholinesteraseIQmohqRI
unhibitorsIforI’ossibleI—reatmentIofImlzheimerIpiseaseWIRussian Journal of Bioorganic ChemistryUI 1

12 ’redictionIofImquaticI—oxicityIofIqnergeticIyaterialsIusingIseneticIrunctionImpproximationWI
FirePhysChemUI2022UI 1

11
mI”qÖuqüIOrIs”OU’IoOz—”unU—uOzIyOpqx–I—OIomxoUxm—qI—tq”yOpYzmyuoI’”O’q”—uq–IOrI
uOzuoIxu“Uup–IrO”I’”Ooq––I–Y–—qy–Iqzsuzqq”uzsWIChemical Engineering Research and DesignUI
2022UI

5.5

10
’harmacophoreIyodelingIofI—argetsIunfestedIwithImctivityIoliffsIviaIyolecularIpynamicsI
–imulationIooupledIwithI“–m”IandIoomparisonIwithIotherI’harmacophoreIsenerationIyethodsfI
wp”IasIoaseI–tudyWI

0

9 ÖirtualI–creeningIinItheIudentificationIofI–irtuinsâ��ImctivityIyodulatorsWI2022UI[cUIab_Z 0

8
ohemicalIsimilarityIandImachineIlearningVbasedIapproachesIforItheIpredictionIofIaquaticItoxicityIofI
binaryIandImulticomponentIpharmaceuticalIandIpesticideImixturesIagainstImliivibrioIfischeriWI2022UI
]YdUIZ]b_b]

0

7 ohemicalI–imilarityIandIyachineIxearningVnasedImpproachesIforItheI’redictionIofImquaticI—oxicityI
ofIninaryIandIyulticomponentI’harmaceuticalIyixturesImgainstImliivibrioIrischeriWI 0

6 ”egressionIanalysisIforIpredictingItheIelasticityIofIliquidIcrystalIelastomersWI2022UIZ[UI 0

5 piscoveryIofInewIpotentIlysineIspecificIhistoneIdemythelaseVZIinhibitorsIQx–pVZRIusingIstructureI
basedIandIligandIbasedImolecularImodellingIandImachineIlearningWI2022UIZ[UI]adc]V]adea 1

4 udentificationIofIzovelIaVxipoxygenaseVmctivatingI’roteinIQrxm’RIunhibitorsIbyIanIuntegratedI
yethodIofI’harmacophoreIÖirtualI–creeningUIpockingUI“–m”IandImpyq—ImnalysesWIZV[Z 0

3 pevelopmentIandIÖalidationIofI’redictiveI“–m”IyodelsIforIqstrogenicImctivitiesIofItydroxylatedI
’olychlorinatedIniphenylsWI 0

2 [pI“–m”ImzmxY–u–IOrIom”nOzu—”uxqInm–qpIuztunu—O”–IOrIom—tq’–uzI–Im–I’O—qz—umxI
mz—u”tqUym—uoImsqz—–WI2023UIbYUIZaV]a 0

Citation Report

52



1 tighlyIselectiveIbutyrylcholinesteraseIinhibitorsIrelatedItoImmaryllidaceaeIalkaloidsIVIpesignUI
synthesisUIandIbiologicalIevaluationWI2023UI[a[UIZZa]YZ 0

Citation Report

53


