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n Paper IF Citations

199 –asstanklKaKpublicKrepositoryKforKsharingKmassKspectralKdataKforKlifeKsciencesYKJournalaofaMassa
SpectrometryWK2010WKfgWKibeXcf 2.2 1321

198 ysKstrategyKforKvariableKselectionKinKQSsRKstudieslKysXbasedKP”SKanalysisKofKcalciumKchannelK
antagonistsYKJournalaofaChemicalaInformationaandaComputeraSciencesWK1997WKeiWKebhXcb 199

197 RethinkingKdrugKdesignKinKtheKartificialKintelligenceKeraYKNatureaReviewsaDrugaDiscoveryWK2020WKckWKegeXehf64.1 179

196 vevelopmentKofKaKnewKsoftKsensorKmethodKusingKindependentKcomponentKanalysisKandKpartialKleastK
squaresYKAICHEaJournalWK2009WKggWKjiXkj 3.6 118

195 yeneticKalgorithmXbasedKwavelengthKselectionKmethodKforKspectralKcalibrationYKJournalaofa
ChemometricsWK2011WKdgWKcbXck 1.6 104

194 sdaptiveKsoftKsensorKbasedKonKonlineKsupportKvectorKregressionKandKtayesianKensembleKlearningK
forKvariousKstatesKinKchemicalKplantsYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2014WKceiWKgiXhh 3.8 81

193 –aintenanceXfreeKsoftKsensorKmodelsKwithKtimeKdifferenceKofKprocessKvariablesYKChemometricsaanda
IntelligentaLaboratoryaSystemsWK2011WKcbiWKecdXeci 3.8 74

192
ysKstrategyKforKvariableKselectionKinKQSsRKstudieslKapplicationKofKysXbasedKregionKselectionKtoKaK
evXQSsRKstudyKofKacetylcholinesteraseKinhibitorsYKJournalaofaChemicalaInformationaandaComputera
SciencesWK1999WKekWKccdXdb

69

191
SOPzIsWKaK“nowledgeKtaseXyuidedKReactionKPredictionKSystemKXKUtilizationKofKaK“nowledgeKtaseK
verivedKfromKaKReactionKvatabaseYKJournalaofaChemicalaInformationaandaComputeraSciencesWK1995WK
egWKefXff

62

190 InverseKQSPRaQSsRKsnalysisKforKuhemicalKStructureKyenerationKSfromKyKtoKxTYKJournalaofaChemicala
InformationaandaModelingWK2016WKghWKdjhXkk 6.1 61

189 spplicabilityKdomainsKandKaccuracyKofKpredictionKofKsoftKsensorKmodelsYKAICHEaJournalWK2011WKgiWKcgbhXcgce3.6 59

188 spplicationKofKonlineKsupportKvectorKregressionKforKsoftKsensorsYKAICHEaJournalWK2014WKhbWKhbbXhcd 3.6 56

187 ulassificationKofKtheKvegradationKofKSoftKSensorK–odelsKandKviscussionKonKsdaptiveK–odelsYKAICHEa
JournalWK2013WKgkWKdeekXdefi 3.6 56

186 xurtherKdevelopmentKofKstructureKgenerationKinKtheKautomatedKstructureKelucidationKsystemK
uzw–IuSYKJournalaofaChemicalaInformationaandaModelingWK1988WKdjWKcjXdj 6.1 56

185
sKsoftKsensorKmethodKbasedKonKvaluesKpredictedKfromKmultipleKintervalsKofKtimeKdifferenceKforK
improvementKandKestimationKofKpredictionKaccuracyYKChemometricsaandaIntelligentaLaboratorya
SystemsWK2011WKcbkWKckiXdbh

3.8 53

184
RecentKsdvancesKinKtheKsutomatedKStructureKwlucidationKSystemWKuzw–IuSYKUtilizationKofK
TwoXvimensionalKβ–RKSpectralKInformationKandKvevelopmentKofKPeripheralKxunctionsKforK
wxaminationKofKuandidatesYKJournalaofaChemicalaInformationaandaComputeraSciencesWK1996WKehWKckbXdbf

51

183 vevelopmentKofKSoftKSensorK–odelsKtasedKonKTimeKvifferenceKofKProcessKVariablesKwithK
sccountingKforKβonlinearKRelationshipYKIndustrialagamp;aEngineeringaChemistryaResearchWK2011WKgbWKcbhfeXcbhgc3.9 49
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182 sKβovelKspproachKtoKRetrosyntheticKsnalysisKUsingK“nowledgeKtasesKverivedKfromKReactionK
vatabasesYKJournalaofaChemicalaInformationaandaComputeraSciencesWK1999WKekWKechXedg 48

181 βovelKsoftKsensorKmethodKforKdetectingKcompletionKofKtransitionKinKindustrialKpolymerKprocessesYK
ComputersaandaChemicalaEngineeringWK2011WKegWKccegXccfd 4 45

180 vevelopmentKofKaKnewKregressionKanalysisKmethodKusingKindependentKcomponentKanalysisYKJournala
ofaChemicalaInformationaandaModelingWK2008WKfjWKgefXfc 6.1 44

179 ysKStrategyKforKVariableKSelectionKinKQSsRKStudieslKKysXtasedKRegionKSelectionKforKuo–xsK
–odelingYKJournalaofaChemicalaInformationaandaComputeraSciencesWK1998WKejWKdihXdjd 44

178
ulassificationKofKOrganicKReactionslKKSimilarityKofKReactionsKtasedKonKuhangesKinKtheKwlectronicK
xeaturesKofKOxygenKstomsKatKtheKReactionKSitescYKJournalaofaChemicalaInformationaandaComputera
SciencesWK1998WKejWKdcbXdck

43

177 xastKoptimizationKofKhyperparametersKforKsupportKvectorKregressionKmodelsKwithKhighlyKpredictiveK
abilityYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2015WKcfdWKhfXhk 3.8 39

176 spplicabilityKdomainKbasedKonKensembleKlearningKinKclassificationKandKregressionKanalysesYKJournala
ofaChemicalaInformationaandaModelingWK2014WKgfWKdfhkXjd 6.1 38

175 wxhaustiveKStructureKyenerationKforKInverseXQSPRaQSsRYKMolecularaInformaticsWK2010WKdkWKcccXdg 3.8 36

174 uomputerXassistedKorganicKsynthesisKdesignKandKreactionKpredictionKsystemWKâ��sIPzOSâ��YKTetrahedrona
ComputeraMethodologyWK1988WKcWKdiXei 35

173 wnsembleKlocallyKweightedKpartialKleastKsquaresKasKaKjustXinXtimeKmodelingKmethodYKAICHEaJournalWK
2016WKhdWKiciXidg 3.6 34

172 sKnewKprocessKvariableKandKdynamicsKselectionKmethodKbasedKonKaKgeneticKalgorithmXbasedK
wavelengthKselectionKmethodYKAICHEaJournalWK2012WKgjWKcjdkXcjfb 3.6 33

171
sdaptiveKsoftKsensorKmodelKusingKonlineKsupportKvectorKregressionKwithKtimeKvariableKandK
discussionKofKappropriateKhyperparameterKsettingsKandKwindowKsizeYKComputersaandaChemicala
EngineeringWK2013WKgjWKdjjXdki

4 32

170 TheKRecentKTrendKinKQSsRK–odelingKXKVariableKSelectionKandKevXQSsRK–ethodsYKCurrenta
ComputeroAidedaDrugaDesignWK2007WKeWKdgfXdhd 1.4 32

169 VaryingKresonanceKdemandsKinKsubstituentKeffectsYKscetolysisKofKneophylK
pXbromobenzenesulfonatesYKTetrahedronWK1987WKfeWKebiXech 2.4 32

168 vatabaseKmonitoringKindexKforKadaptiveKsoftKsensorsKandKtheKapplicationKtoKindustrialKprocessYK
AICHEaJournalWK2014WKhbWKchbXchk 3.6 31

167 βewKmolecularKsurfaceXbasedKevXQSsRKmethodKusingK“ohonenKneuralKnetworkKandKeXwayKP”SYK
ComputersagaChemistryWK2002WKdhWKgjeXk 30

166
PlasmaKandKzepaticKuoncentrationsKofKuhemicalsKafterKVirtualKOralKsdministrationsKwxtrapolatedK
UsingKRatKPlasmaKvataKandKSimpleKPhysiologicallyKtasedKPharmacokineticK–odelsYKChemicala
ResearchainaToxicologyWK2019WKedWKdccXdcj

4 30

165 uomputerXassistedKstructureatasteKstudiesKonKsulfamatesKbyKpatternKrecognitionKmethodsYK
AnalyticaaChimicaaActaWK1986WKcjfWKcfeXcfk 6.6 29

(1986-1999)
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164 βonXlinearKmodelingKandKchemicalKinterpretationKwithKaidKofKsupportKvectorKmachineKandK
regressionYKCurrentaComputeroAidedaDrugaDesignWK2010WKhWKdfXeh 1.4 28

163 –ovingKWindowKandK’ustXinXTimeKSoftKSensorK–odelKtasedKonKTimeKvifferencesKuonsideringKaK
SmallKβumberKofK–easurementsYKIndustrialagamp;aEngineeringaChemistryaResearchWK2015WKgfWKibbXibf 3.9 26

162
xurtherKvevelopmentKofKaKReactionKyeneratorKinKtheKSOPzIsKSystemKforKOrganicKReactionK
PredictionYK“nowledgeXyuidedKsdditionKofKSuitableKstomsKandaorKstomicKyroupsKtoKProductK
SkeletonYKJournalaofaChemicalaInformationaandaComputeraSciencesWK1996WKehWKcieXcjf

25

161
QuantitativeKstructureXXactivityKrelationshipsKofKtheKsyntheticKsubstratesKforKelastaseKenzymeKusingK
nonlinearKpartialKleastKsquaresKregressionYKJournalaofaChemicalaInformationaandaComputeraSciencesWK
1996WKehWKcjgXk

25

160
IntroductionKofKtwoXdimensionalKβ–RKspectralKinformationKtoKanKautomatedKstructureKelucidationK
systemWKuzw–IuSYKUtilizationKofKdvXIβsvwQUsTwKinformationYKJournalaofaChemicalaInformationaanda
ComputeraSciencesWK1989WKdkWKhXcc

25

159 uhemographyKofKnaturalKproductKspaceYKPlantaaMedicaWK2015WKjcWKfdkXeg 3.1 23

158 βovelKcanonicalKcodingKmethodKforKrepresentationKofKthreeXdimensionalKstructuresYKJournalaofa
ChemicalaInformationaandaComputeraSciencesWK2000WKfbWKhddXeb 23

157 SubstituentKwffectsYKXVIYKscetolysisKofKdXPhenylethylKTosylatesYKBulletinaofatheaChemicalaSocietyaofa
JapanWK1987WKhbWKcbkcXcbkg 5.1 22

156 βonlinearKregressionKmethodKwithKvariableKregionKselectionKandKapplicationKtoKsoftKsensorsYK
ChemometricsaandaIntelligentaLaboratoryaSystemsWK2013WKcdcWKdhXed 3.8 21

155 SolventKwffectsKonKtheKSolvolysisKofKβeophylKTosylatesYKBulletinaofatheaChemicalaSocietyaofaJapanWK
1992WKhgWKfhXgf 5.1 21

154 –ultivariateKStatisticalKProcessKuontrolK–ethodKIncludingKSoftKSensorsKforKtothKwarlyKandKsccurateK
xaultKvetectionYKIndustrialagamp;aEngineeringaChemistryaResearchWK2014WKgeWKjggeXjghf 3.9 20

153 RingXSystemXtasedKwxhaustiveKStructureKyenerationKforKInverseXQSPRaQSsRYKMolecularaInformaticsWK
2014WKeeWKihfXij 3.8 20

152 βonlinearKpartialKleastKsquaresKmodelingKofKphenylKalkylaminesKwithKtheKmonoamineKoxidaseK
inhibitoryKactivitiesYKJournalaofaChemicalaInformationaandaComputeraSciencesWK1996WKehWKcbdgXk 20

151 uhemicalXSpaceXtasedKdeKβovoKvesignK–ethodKToKyenerateKvrugX”ikeK–oleculesYKJournalaofa
ChemicalaInformationaandaModelingWK2016WKghWKcjjgXcjke 6.1 19

150 SystematicKgenerationKofKchemicalKstructuresKforKrationalKdrugKdesignKbasedKonKQSsRKmodelsYK
CurrentaComputeroAidedaDrugaDesignWK2011WKiWKcXk 1.4 19

149 PhysiologicallyKtasedKPharmacokineticK–odelsKPredictingKRenalKandKzepaticKuoncentrationsKofK
IndustrialKuhemicalsKafterKVirtualKOralKvosesKinKRatsYKChemicalaResearchainaToxicologyWK2020WKeeWKciehXcigc4 18

148 OptimizationKofKtheKInnerKRelationKxunctionKofKQP”SKUsingKyeneticKslgorithmYKJournalaofaChemicala
InformationaandaComputeraSciencesWK1997WKeiWKcccgXccdc 18

147 RepresentationKofKmolecularKconfigurationsKbyKusSTKcodingKmethodYKJournalaofaChemicala
InformationaandaComputeraSciencesWK2001WKfcWKccbhXcd 17
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146
veterminationKandKpredictionKofKpermeabilityKacrossKintestinalKepithelialKcellKmonolayerKofKaK
diverseKrangeKofKindustrialKchemicalsadrugsKforKestimationKofKoralKabsorptionKasKaKputativeKmarkerK
ofKhepatotoxicityYKToxicologyaReportsWK2020WKiWKcfkXcgf

4.8 17

145 vevelopmentKofKaKβewKveKβovoKvesignKslgorithmKforKwxploringKuhemicalKSpaceYKMoleculara
InformaticsWK2014WKeeWKiikXjk 3.8 16

144 uriterionKforKevaluatingKtheKpredictiveKabilityKofKnonlinearKregressionKmodelsKwithoutK
crossXvalidationYKJournalaofaChemicalaInformationaandaModelingWK2013WKgeWKdefcXj 6.1 16

143 spplicabilityKdomainKofKsoftKsensorKmodelsKbasedKonKoneXclassKsupportKvectorKmachineYKAICHEa
JournalWK2013WKgkWKdbfhXdbgb 3.6 16

142 spplicationKofKinfraredKdataKanalysisKbasedKonKsymbolicKlogicKinKautomatedKstructureKelucidationKbyK
chemicsYKAnalyticaaChimicaaActaWK1989WKddbWKcggXchk 6.6 16

141 sutomaticKrecognitionKofKreactionKsiteKinKorganicKchemicalKreactionsYKTetrahedronaComputera
MethodologyWK1988WKcWKgeXhk 16

140 SelectiveKUseKofKsdaptiveKSoftKSensorsKtasedKonKProcessKStateYKIndustrialagamp;aEngineeringa
ChemistryaResearchWK2014WKgeWKcgkhdXcgkhj 3.9 15

139 uombinedKgenerativeKtopographicKmappingKandKgraphKtheoryKunsupervisedKapproachKforKnonlinearK
faultKidentificationYKAICHEaJournalWK2015WKhcWKcggkXcgic 3.6 15

138 –ultiXwayKP”SKmodelingKofKstructureXactivityKdataKbyKincorporatingKelectrostaticKandKlipophilicK
potentialsKonKmolecularKsurfaceYKComputationalaBiologyaandaChemistryWK2003WKdiWKejcXh 3.6 15

137 spplicationKofKtheKnovelKmolecularKalignmentKmethodKusingKtheKzopfieldKβeuralKβetworkKtoK
evXQSsRYKJournalaofaChemicalaInformationaandaComputeraSciencesWK2003WKfeWKcekhXfbd 15

136 SubstituentKeffectKonKtheKacetolysisKofKdXphenylethylKtosylateYKTetrahedronaLettersWK1983WKdfWKdciiXdcjb 2 15

135 RingKsystemXbasedKchemicalKgraphKgenerationKforKdeKnovoKmolecularKdesignYKJournalaofa
ComputeroAidedaMolecularaDesignWK2016WKebWKfdgXfh 4.2 14

134 wstimationKofKpredictiveKaccuracyKofKsoftKsensorKmodelsKbasedKonKdataKdensityYKChemometricsaanda
IntelligentaLaboratoryaSystemsWK2013WKcdjWKcccXcci 3.8 14

133 uomparisonKandKimprovementKofKtheKpredictabilityKandKinterpretabilityKwithKensembleKlearningK
modelsKinKQSPRKapplicationsYKJournalaofaCheminformaticsWK2020WKcdWKck 8.6 14

132
ImprovementKofKiterativeKoptimizationKtechnologyKSforKprocessKanalyticalKtechnologyK
calibrationXfreeaminimumKapproachTKwithKdimensionalityKreductionKandKwavelengthKselectionKofK
spectraYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2015WKcfiWKcihXcjf

3.8 13

131 SmoothingXuombinedKSoftKSensorsKforKβoiseKReductionKandKImprovementKofKPredictiveKsbilityYK
Industrialagamp;aEngineeringaChemistryaResearchWK2015WKgfWKcdhebXcdhej 3.9 13

130 VisualizationKofK–olecularKSelectivityKandKStructureKyenerationKforKSelectiveKvopamineKInhibitorsYK
MolecularaInformaticsWK2010WKdkWKikeXjbb 3.8 13

129 TailoredKscoringKfunctionKofKTrypsinâ��benzamidineKcomplexKusingKuO–tIβwKdescriptorsKandKsupportK
vectorKregressionYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2008WKkdWKcfgXcgc 3.8 13

(2008-2020)
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128 uhemoinformaticsKâ��KsnKImportantKScientificKvisciplineYKJournalaofaComputeraChemistryaJapanWK2006WK
gWKgeXgj 0.2 13

127
IntroductionKofKβOwKdataKtoKanKautomatedKstructureKelucidationKsystemWKuzw–IuSYK
ThreeXdimensionalKstructureKelucidationKusingKtheKdistanceKgeometryKmethodYKJournalaofaChemicala
InformationaandaComputeraSciencesWK1994WKefWKifgXigc

13

126 wvolutionKofKP”SKforK–odelingKSsRKandKomicsKvataYKMolecularaInformaticsWK2012WKecWKihhXig 3.8 12

125
viscriminationKofKpolySvinylKchlorideTKsamplesKwithKdifferentKplasticizersKandKpredictionKofK
plasticizerKcontentsKinKpolySvinylKchlorideTKusingKnearXinfraredKspectroscopyKandKneuralXnetworkK
analysisYKAnalyticalaSciencesWK2003WKckWKebkXcd

1.7 12

124
sKβovelK–ethodKforKuharacterizationKofKThreeXvimensionalKReactionKxieldsKtasedKonKwlectrostaticK
andKStericKInteractionsKtowardKtheKyoalKofKQuantitativeKsnalysisKandKUnderstandingKofKOrganicK
ReactionsYKJournalaofaChemicalaInformationaandaComputeraSciencesWK1999WKekWKhicXhij

12

123 PhysicalKandKstatisticalKmodelKforKpredictingKaKtransmembraneKpressureKjumpKforKaKmembraneK
bioreactorYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2013WKcdcWKhhXif 3.8 11

122 xlourKconcentrationKpredictionKusingKysP”SKandKysW”SKfocusedKonKdataKsamplingKissuesKandK
applicabilityKdomainYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2014WKceiWKeeXfh 3.8 11

121 viscussionKonKTimeKvifferenceK–odelsKandKIntervalsKofKTimeKvifferenceKforKspplicationKofKSoftK
SensorsYKIndustrialagamp;aEngineeringaChemistryaResearchWK2013WKgdWKceddXceef 3.9 11

120 dvKandKevKQSsRKstudiesKofKtheKreceptorKbindingKaffinityKofKprogestinsYKJournalaofatheaBraziliana
ChemicalaSocietyWK2010WKdcWKjidXjjc 1.5 11

119 QuantitativeKPredictionKofKRegioselectivityKTowardKuytochromeKPfgbaesfKUsingK–achineK”earningK
spproachesYKMolecularaInformaticsWK2010WKdkWKdfeXk 3.8 11

118 βovelKalignmentKmethodKofKsmallKmoleculesKusingKtheKzopfieldKβeuralKβetworkYKJournalaofa
ChemicalaInformationaandaComputeraSciencesWK2003WKfeWKcekbXg 11

117 sdaptiveKdatabaseKmanagementKbasedKonKtheKdatabaseKmonitoringKindexKforKlongXtermKuseKofK
adaptiveKsoftKsensorsYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2015WKcfhWKcikXcjg 3.8 10

116 VisualizationKofK–odelsKPredictingKTransmembraneKPressureK’umpKforK–embraneKtioreactorYK
Industrialagamp;aEngineeringaChemistryaResearchWK2012WKgcWKkhikXkhjh 3.9 10

115 SimultaneousKdeterminationKofKbioactiveKconformationsKandKalignmentKrulesKbyKmultiXwayKP”SK
modelingYKComputationalaBiologyaandaChemistryWK2003WKdiWKdccXh 3.6 10

114 OnKyenerativeKTopographicK–appingKandKyraphKTheoryKcombinedKapproachKforKunsupervisedK
nonXlinearKdataKvisualizationKandKfaultKidentificationYKComputersaandaChemicalaEngineeringWK2017WKkjWKcceXcdi4 9

113 sKchemometricKapproachKtoKpredictionKofKtransmembraneKpressureKinKmembraneKbioreactorsYK
ChemometricsaandaIntelligentaLaboratoryaSystemsWK2013WKcdhWKebXei 3.8 9

112 βewKdescriptionKofKproteinXligandKinteractionsKusingKaKsphericalKselfXorganizingKmapYKBioorganicaanda
MedicinalaChemistryWK2012WKdbWKgfcbXg 3.4 9

111 βonlinearKuo–xsKusingKQP”SKasKaKβovelKevXQSsRKspproachYKQSARaandaCombinatorialaScienceWK1997WK
chWKdckXdde 9
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110 βovelKuomputationalKspproachesKinKQSsRKandK–olecularKvesignKtasedKonKysWK–ultiXWayKP”SKandK
ββYKCurrentaComputeroAidedaDrugaDesignWK2005WKcWKcdkXcfg 1.4 9

109 PredictionKofKPolyethyleneKvensityKbyKβearXInfraredKSpectroscopyKuombinedKwithKβeuralKβetworkK
snalysisYKJournalaofaComputeraChemistryaJapanWK2003WKdWKeeXfb 0.2 9

108
ThreeXvimensionalKsctivityK”andscapeK–odelsKofKvifferentKvesignKandKTheirKspplicationKtoK
uompoundK–appingKandKPotencyKPredictionYKJournalaofaChemicalaInformationaandaModelingWK2019WK
gkWKkkeXcbbf

6.1 9

107 RandomKxorestKspproachKtoKQSPRKStudyKofKxluorescenceKPropertiesKuombiningKQuantumKuhemicalK
vescriptorsKandKSolventKuonditionsYKJournalaofaFluorescenceWK2018WKdjWKhkgXibh 2.4 8

106 vevelopmentKofKvrugXlikenessK–odelKandKItsKVisualizationYKJournalaofaComputeraAidedaChemistryWK
2008WKkWKibXjb 0.2 8

105 tayesianKulassificationKofKuytochromeKPfgbKesfKSubstratesaβonXsubstratesKandKuolorK–appingKforK
uhemicalKInterpretationYKJournalaofaComputeraAidedaChemistryWK2010WKccWKckXdf 0.2 8

104 vetectionKofKnonlinearityKinKsoilKpropertyKpredictionKmodelsKbasedKonKnearXinfraredKspectroscopyYK
ChemometricsaandaIntelligentaLaboratoryaSystemsWK2017WKchiWKcekXcgc 3.8 7

103 PreparationKofKcomprehensiveKdataKfromKhugeKdataKsetsKforKpredictiveKsoftKsensorsYKChemometricsa
andaIntelligentaLaboratoryaSystemsWK2016WKcgeWKigXjc 3.8 7

102 StrategyKofKStructureKyenerationKwithinKspplicabilityKvomainsKwithKOneXulassKSupportKVectorK
–achineYKBulletinaofatheaChemicalaSocietyaofaJapanWK2015WKjjWKkjcXkjj 5.1 7

101 vevelopmentKofKhighKpredictiveKsoftKsensorKmethodKandKtheKapplicationKtoKindustrialKpolymerK
processesYKAsiaoPacificaJournalaofaChemicalaEngineeringWK2012WKiWKSekXSfi 1.3 7

100 spplicationKofKdataKminingKtoKquantitativeKstructureXactivityKrelationshipKusingKroughKsetKtheoryYK
ChemometricsaandaIntelligentaLaboratoryaSystemsWK2009WKkkWKhhXib 3.8 7

99 sdvancedKP”SKTechniquesKinKuhemoinformaticsKStudiesYKCurrentaComputeroAidedaDrugaDesignWK2010WK
hWKcbeXdi 1.4 7

98 wxploringKdifferentialKevolutionKforKinverseKQSsRKanalysisYKFtsssResearchWK2017WKhWKcdjg 3.6 7

97
PredictionKofKInputKParametersKforKSimplifiedKPhysiologicallyKtasedKPharmacokineticK–odelsKforK
wstimatingKPlasmaWK”iverWKandK“idneyKwxposuresKinKRatsKafterKOralKvosesKofKdfhKvisparateK
uhemicalsYKChemicalaResearchainaToxicologyWK2021WKefWKgbiXgce

4 7

96 xindingKuhemicalKStructuresKuorrespondingKtoKaKSetKofKuoordinatesKinKuhemicalKvescriptorKSpaceYK
MolecularaInformaticsWK2017WKehWKcibbbeb 3.8 6

95 vataKdensityXbasedKfaultKdetectionKandKdiagnosisKwithKnonlinearitiesKbetweenKvariablesKandK
multimodalKdataKdistributionsYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2015WKcfiWKgjXhg 3.8 6

94 sdaptiveKSoftKSensorK–odelKUsingKOnlineKSupportKVectorKRegressionKwithKTimeKVariableKandK
viscussionKofKsppropriateKParameterKSettingsYKProcediaaComputeraScienceWK2013WKddWKgjbXgjk 1.6 6

93 vevelopmentKofKaKβewKIndexKtoK–onitorKvatabaseKforKSoftKSensorsYKJournalaofaComputeraAideda
ChemistryWK2013WKcfWKccXdd 0.2 6

(2013-2005)
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92 PredictionKofKProteinqProteinKInteractionKPocketKUsingK”XShapedKP”SKspproachKandKItsK
VisualizationsKbyKyenerativeKTopographicK–appingYKMolecularaInformaticsWK2014WKeeWKhgXid 3.8 6

91 sutomaticKveterminationK–ethodKtasedKonKurossXValidationKforKOptimalKIntervalsKofKTimeK
vifferenceYKJournalaofaChemicalaEngineeringaofaJapanWK2013WKfhWKdckXddg 0.8 6

90 sdvancedKP”SKTechniquesKinKuhemometricsKandKTheirKspplicationsKtoK–olecularKvesignK2011WKcfgXchj 6

89 wxploringKslternativeKStrategiesKforKtheKIdentificationKofKPotentKuompoundsKUsingKSupportKVectorK
–achineKandKRegressionK–odelingYKJournalaofaChemicalaInformationaandaModelingWK2019WKgkWKkjeXkkd 6.1 6

88 spplicabilityKvomainsKandKuonsistentKStructureKyenerationYKMolecularaInformaticsWK2017WKehWKchbbbed 3.8 5

87 spplicationKofKtheKmoldvecKTechnologyKtoK”argeXsizeKvataKVisualizationKandKsnalysisYKMoleculara
InformaticsWK2020WKekWKeckbbcib 3.8 5

86 PartialKconstrainedKleastKsquaresKSPu”STKandKapplicationKinKsoftKsensorYKChemometricsaandaIntelligenta
LaboratoryaSystemsWK2018WKciiWKhfXie 3.8 5

85
IterativeKoptimizationKtechnologyKcombinedKwithKwavelengthKselectionKbasedKonKexcessKabsorptionK
forKaKprocessKanalyticalKtechnologyKcalibrationâ��minimumKapproachYKChemometricsaandaIntelligenta
LaboratoryaSystemsWK2016WKcghWKceiXcfi

3.8 5

84 StructureK–odificationKtowardKspplicabilityKvomainKofKaKQSsRaQSPRK–odelKuonsideringK
sctivityaPropertyYKMolecularaInformaticsWK2017WKehWKcibbbih 3.8 5

83 –olecularKcentralityKforKsyntheticKdesignKofKconvergentKreactionsYKTetrahedronWK2008WKhfWKfhbdXfhcd 2.4 5

82 RandomKxorestK–odelKwithKuombinedKxeatureslKsKPracticalKspproachKtoKPredictK”iquidXcrystallineK
PropertyYKMolecularaInformaticsWK2019WKejWKecjbbbkg 3.8 5

81 sKβovelKualibrationX–inimumK–ethodKforKPredictionKofK–oleKxractionKinKβonXIdealK–ixtureYKAAPSa
PharmSciTechWK2017WKcjWKgkgXhbf 3.9 4

80 vevelopmentKofKRXyroupKxingerprintsKtasedKonKtheK”ocalK”andscapeKfromKanKsttachmentKPointKofKaK
–olecularKStructureYKJournalaofaChemicalaInformationaandaModelingWK2019WKgkWKdhghXdhhe 6.1 4

79 ulassificationKofKdrugKtabletsKusingKhyperspectralKimagingKandKwavelengthKselectionKwithKaKysW”SK
methodKmodifiedKforKclassificationYKInternationalaJournalaofaPharmaceuticsWK2015WKfkcWKcebXg 6.5 4

78 wxploringKTopologicalKPharmacophoreKyraphsKforKScaffoldKzoppingYKJournalaofaChemicala
InformationaandaModelingWK2020WKhbWKdbieXdbjc 6.1 4

77 wxploringKdifferentialKevolutionKforKinverseKQSsRKanalysisYKFtsssResearchWK2017WKhWK 3.6 4

76
wvaluationKofKdifferentKvirtualKscreeningKstrategiesKonKtheKbasisKofKcompoundKsetsKwithK
characteristicKcoreKdistributionsKandKdissimilarityKrelationshipsYKJournalaofaComputeroAidedaMoleculara
DesignWK2019WKeeWKidkXife

4.2 4

75 StrategicKparameterKsearchKmethodKbasedKonKpredictionKerrorsKandKdataKdensityKforKefficientK
productKdesignYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2013WKcdiWKibXik 3.8 4

Kimito Funatsu

8



74 sutomaticKvatabaseK–onitoringKforKProcessKuontrolKSystemsYKLectureaNotesainaComputeraScienceWK
2014WKfcbXfck 0.9 4

73 spplicationKofKRoughKSetKTheoryKtoKzighKThroughputKScreeningKvataKforKRationalKSelectionKofK”eadK
uompoundsYKChemoBioaInformaticsaJournalWK2008WKjWKjgXkg 0.8 4

72
uoreKwlectronKtindingKwnergyKSuwtwTKasKvescriptorsKinKQuantitativeKStructureâ��sctivityKRelationshipK
SQSsRTKsnalysisKofKuytotoxicitiesKofKaKSeriesKofKSimpleKPhenolsYKQSARaandaCombinatorialaScienceWK
2007WKdhWKeijXejf

4

71 vevelopmentKofKtheKcomputerKsoftwareYKJournalaofaComputeraAidedaChemistryWK2005WKhWKkbXkh 0.2 4

70 vevelopmentKofKaKβewKxeedXxorwardKuontrolK–ethodKtasedKonKSoftKSensorsKandKInverseKsnalysisYK
KagakuaKogakuaRonbunshuWK2015WKfcWKdkXei 0.4 4

69 vevelopmentKofKsnKsdaptiveKSoftKSensorK–ethodKuonsideringKPredictionKuonfidenceKofK–odelsYK
JournalaofaComputeraChemistryaJapanWK2012WKccWKdfXeb 0.2 4

68 uonstructionKofK”ongXTermKTransmembraneKPressureKwstimationK–odelKforKaK–embraneK
tioreactorYKJournalaofaComputeraAidedaChemistryWK2012WKceWKcbXck 0.2 4

67 uonsiderationKofKSoftKSensorK–ethodsKtasedKonKTimeKvifferenceKandKviscussionKonKIntervalsKofK
TimeKvifferenceYKJournalaofaComputeraAidedaChemistryWK2012WKceWKdkXfe 0.2 4

66 vevelopmentKofKaKβovelKSpectraKsnalysisK–ethodKtoKuonstructKsccurateKβIRK–odelsYKJournalaofa
ComputeraAidedaChemistryWK2014WKcgWKcXk 0.2 4

65 IterativeKScreeningK–ethodsKforKIdentificationKofKuhemicalKuompoundsKwithKSpecificKValuesKofK
VariousKPropertiesYKJournalaofaChemicalaInformationaandaModelingWK2019WKgkWKdhdhXdhfc 6.1 3

64 SoftKSensorK–odelingKforKIdentifyingKSignificantKProcessKVariablesKwithKTimeKvelaysYKIndustriala
gamp;aEngineeringaChemistryaResearchWK2020WKgkWKcdcghXcdche 3.9 3

63 ProcessKuontrolKandKSoftKSensorsK2018WKgicXgjf 3

62 vataK–iningKofKuhemogenomicsKvataKUsingKtiX–odalKP”SK–ethodsKandKuhemicalKInterpretationKforK
–olecularKvesignYKMolecularaInformaticsWK2014WKeeWKifkXgh 3.8 3

61
spplicationKofKorthogonalK”XshapedKP”SKtoKchemogenomicKdataKandKitsKchemicalKinterpretationK
fromKpredictiveKandKorthogonalKlatentKvariablesYKChemometricsaandaIntelligentaLaboratoryaSystemsWK
2014WKcegWKchhXcic

3.8 3

60 PracticalK–odelsKforKPredictingKtheKwmissionKPeakKWavelengthsKofKInorganicKPhosphorsKtasedKonK
StoichiometricKInformationYKChemistryaLettersWK2017WKfhWKcfjdXcfjg 1.7 3

59 sKβewK–ethodKforK–appingKtheK–olecularKSurfaceKofKaKProteinKStructureKUsingKaKSphericalK
SelfXOrganizingK–apYKMolecularaInformaticsWK2012WKecWKchcXh 3.8 3

58 ulassificationKandKPredictionKofKReagentsRKRolesKbyKxRsUKSystemKwithKSelfXOrganizingKβeuralK
βetworkK–odelYKBulletinaofatheaChemicalaSocietyaofaJapanWK2000WKieWKckggXckhg 5.1 3

57 RankingXOrientedKQuantitativeKStructureXsctivityKRelationshipK–odelingKuombinedKwithK
sssayXWiseKvataKIntegrationYKACSaOmegaWK2021WKhWKcckhfXcckie 3.9 3

(2021-2014)
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56 uomparingKpredictiveKabilityKofKQSsRaQSPRKmodelsKusingKdvKandKevKmolecularKrepresentationsYK
JournalaofaComputeroAidedaMolecularaDesignWK2021WKegWKcikXcke 4.2 3

55 IdentificationKofKtioactiveKScaffoldsKtasedKonKQSsRK–odelsYKMolecularaInformaticsWK2018WKeiWKcibbcbe 3.8 3

54 xormulationKofKtheKexcessKabsorptionKinKinfraredKspectraKbyKnumericalKdecompositionKforKeffectiveK
processKmonitoringYKComputersaandaChemicalaEngineeringWK2018WKcceWKjhXki 4 2

53 ”XshapedKP”SKanalysisKofKmultipleKinhibitoryKactivitiesKofKadrenergicKalphaKreceptorsKusingKligandK
andKproteinKmatricesYKChemometricsaandaIntelligentaLaboratoryaSystemsWK2014WKcebWKchhXcic 3.8 2

52 wstimationKofKPredictiveKsccuracyKofKSoftKSensorK–odelsKtasedKonKOneXulassKSupportKVectorK
–achineYKComputeraAidedaChemicalaEngineeringWK2012WKcdfhXcdgb 0.6 2

51 snKsutomaticK–odelingKSystemKofKtheKualculationKProcessKofKaKuVvKxilmKvepositionKSimulatorYK
JournalaofaChemicalaEngineeringaofaJapanWK2010WKfeWKkiiXkjd 0.8 2

50 VisualizationKandKuhemicalKInterpretationKofK–ultiXTargetKStructureXsctivityKRelationshipsKUsingK
SO–P”SYKJournalaofaComputeraAidedaChemistryWK2011WKcdWKfiXge 0.2 2

49 uomputerXsssistedKStructureKwlucidationKforKOrganicKuompoundYYKYukiaGoseiaKagakua
KyokaishirJournalaofaSyntheticaOrganicaChemistryWK1993WKgcWKgchXgdj 0.2 2

48 PowerfulKIntegrativeKToolKuombiningKStructureKyeneratorKandKuhemicalKSpaceKVisualizationYK
JournalaofaComputeraAidedaChemistryWK2012WKceWKcXk 0.2 2

47 –etabolicKdisassemblerKforKunderstandingKandKpredictingKtheKbiosyntheticKunitsKofKnaturalK
productsYKBMCaBioinformaticsWK2019WKdbWKidj 3.6 2

46
IndustrialKuaseKStudylKIdentificationKofKImportantKSubstructuresKandKwxplorationKofK–onomersKforK
theKRapidKvesignKofKβovelKβetworkKPolymersKwithKvistributedKRepresentationYKBulletinaofathea
ChemicalaSocietyaofaJapanWK2021WKkfWKccdXcdc

5.1 2

45
snKUpdatedKPredictionK–ethodKforKVolumesKofKSystemicKuirculationKofKedeKvisparateKuhemicalsKforK
UseKinKPhysiologicallyKtasedKPharmacokineticK–odelsKtoKwstimateKPlasmaKandKTissueK
uoncentrationsKafterKOralKvosesKinKRatsYKChemicalaResearchainaToxicologyWK2021WKefWKdcjbXdcje

4 2

44 βovelKwlectrotopologicalKstomicKvescriptorsKforKtheKPredictionKofKXenobioticKuytochromeKPfgbK
ReactionsYKMolecularaInformaticsWK2019WKejWKeckbbbcb 3.8 1

43
spplicabilityKdomainsKofKaKminimalXcalibrationKmodelKforKeffectiveKonlineKmonitoringKofKpureK
componentsâ��KconcentrationsKinKtheKpharmaceuticalKcontinuousKmanufacturingKprocessesYKComputera
AidedaChemicalaEngineeringWK2018WKffWKkckXkdf

0.6 1

42 –odelKforKpredictingKtransmembraneKpressureKjumpKforKvariousKmembraneKbioreactorsYK
DesalinationaandaWateraTreatmentWK2015WKgeWKcficXcfjc 1

41 βovelK–ethodKProposingKuhemicalKStructuresKwithKvesirableKProfileKofKsctivitiesKtasedKonK
uhemicalKandKProteinKSpacesYKMolecularaInformaticsWK2017WKehWKcibbbig 3.8 1

40 yenerativeKtopographicKmappingKofKbindingKpocketKofK˛†dKreceptorKandKthreeXwayKpartialKleastK
squaresKmodelingKofKinhibitoryKactivitiesYKJournalaofaChemometricsWK2014WKdjWKhkhXibe 1.6 1

39 StatisticalKspproachKtoKuonstructingKPredictiveK–odelsKforKThermalKResistanceKtasedKonKOperatingK
uonditionsYKIndustrialagamp;aEngineeringaChemistryaResearchWK2012WKgcWKkkbhXkkcd 3.9 1
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38 uonstructionKofKStatisticalK–odelsKforKPredictingKtheKPresenceKofKszeotropyKatKsnyKPressureKinK
SeparationKProcessesYKJournalaofaComputeraChemistryaJapanWK2012WKccWKccdXcdb 0.2 1

37 spplicationKofKRuleK–iningKtoKQuantativeKStructureXsctivityKRelationshipKUsingKRoughKSetKTheoryYK
JournalaofaComputeraAidedaChemistryWK2008WKkWKcXi 0.2 1

36
uonstructionKofKaKStatisticalKwvaluationK–odelKtasedKonK–olecularKuentralityKtoKxindK
RetrosyntheticallyKImportantKtondsKinKOrganicKuompoundsYKEuropeanaJournalaofaOrganicaChemistryWK
2008WKdbbjWKgkkgXhbbi

3.2 1

35 ImprovementKofKProcessKStateKRecognitionKPerformanceKbyKβoiseKReductionKwithKSmoothingK
–ethodsYKJournalaofaChemicalaEngineeringaofaJapanWK2017WKgbWKfddXfdk 0.8 1

34 sdvancedKP”SKTechniqueKxocusingKonKVisualizationKandKuhemicalKInterpretationKXKSO–P”SKsnalysisK
ofKSerineKProteaseKInhibitorsKXYKJournalaofaComputeraAidedaChemistryWK2010WKccWKghXhc 0.2 1

33 ”igandXbasedKsctivityKuliffKPredictionK–odelsKwithKspplicabilityKvomainYKMolecularaInformaticsWK2020
WKekWKedbbbcbe 3.8 1

32 PracticalKUseKofKSavitzkyXyolayKxilteringXtasedKwnsembleKOnlineKSVRYKIFACoPapersOnLineWK2016WKfkWKeicXeih0.7 1

31 ImprovementKofKtheKStructureKyeneratorKvswuSKwithKRespectKtoKStructuralKviversityYKMoleculara
InformaticsWK2021WKfbWKedbbbddg 3.8 1

30
InvestigationKofKPreprocessingKandKValidationK–ethodologiesKforKPsTlKuaseKStudyKofKtheK
yranulationKandKuoatingKStepsKforKtheK–anufacturingKofKwthenzamideKTabletsYKAAPSaPharmSciTechWK
2021WKddWKfc

3.9 1

29 SelectiveKUseKofKsdaptiveK–odelsKuonsideringKtheKPredictionKwfficienciesYKIndustrialagamp;a
EngineeringaChemistryaResearchWK2018WKgiWKcfdjhXcfdkh 3.9 1

28 SparseKTopologicalKPharmacophoreKyraphsKforKInterpretableKScaffoldKzoppingYKJournalaofaChemicala
InformationaandaModelingWK2021WKhcWKeefjXeehb 6.1 1

27
PredictionKofKpermeabilityKacrossKintestinalKcellKmonolayersKforKdckKdisparateKchemicalsKusingKinK
vitroKexperimentalKcoefficientsKinKaKpzKgradientKsystemKandKinKsilicoKanalysesKbyKtrivariateKlinearK
regressionsKandKmachineKlearningYKBiochemicalaPharmacologyWK2021WKckdWKccfifk

6 1

26 yoverningKxactorsKforKuarbonKβanotubeKvispersionKinKOrganicKSolventsKwstimatedKbyK–achineK
”earningYKAdvancedaMaterialsaInterfacesWdcbcide 4.6 0

25 vevelopmentKofKaK–odelKPredictingKTransmembraneKPressureinK–embraneKtioreactorsYKJournalaofa
ComputeraChemistryaJapanWK2011WKcbWKcecXcfb 0.2 0

24 vevelopmentKofKSoftKSensorK–ethodsKtasedKonKWavelengthKRegionKSelectionK–ethodsYKJournalaofa
ComputeraChemistryaJapanWK2012WKccWKecXfd 0.2 0

23
vevelopmentKofKaKWavelengthKRegionKSelectionK–ethodKtasedonKyeneticKslgorithmXbasedK
Wave”engthKSelectionandKSupportKVectorKRegressionYKJournalaofaComputeraChemistryaJapanWK2011WK
cbWKcddXceb

0.2 0

22 vevelopmentKofKaKStrategicKParameterKSearchK–ethodKforwfficientKProductKvesignYKJournalaofa
ComputeraChemistryaJapanWK2013WKcdWKcceXcdc 0.2 0

21 wnsembleK–achineK”earningKandKspplicabilityKvomainKwstimationKforKxluorescenceKPropertiesKandK
itsKspplicationKtoKStructuralKvesignYKJournalaofaComputeraAidedaChemistryWK2019WKdbWKiXci 0.2 0

(2019-2012)
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20 SolubilityKPredictionKUsingKβeuralKβetworkKandKuhemicalKwxplanationKofKveepK”earningK–odelYK
JournalaofaComputeraAidedaChemistryWK2018WKckWKcXh 0.2 0

19 PredictionKofKReactionKYieldKforKtuchwaldXzartwigKurossXcouplingKReactionsKUsingKveepK”earningYK
MolecularaInformaticsWK2021WKedcbbcgh 3.8 0

18
spplicationKofKorthogonalK”XshapedKP”SKtoKchemogenomicsKdataKandKitsKchemicalKinterpretationK
fromKpredictiveKandKorthogonalKregressionKcoefficientsYKChemometricsaandaIntelligentaLaboratorya
SystemsWK2014WKcekWKhfXhk

3.8

17 –ultivariateKsnalysisKofKSideKwffectsKofKvrugK–oleculesKtasedKonK“nowledgeKofKProteinKtindingsK
andKProteinqProteinKInteractionsYKMolecularaInformaticsWK2014WKeeWKigiXhe 3.8

16 ImprovementKofKPredictionKsccuracyKinK’ustXInXTimeK–odellingKUsingKvistanceXbasedKvatabaseK
UpdateYKJournalaofaComputeraAidedaChemistryWK2015WKchWKcXcf 0.2

15 snalysisKofKaKtransmembraneKpressureKST–PTKjumpKpredictionKmodelKforKpreventingKT–PKjumpsYK
DesalinationaandaWateraTreatmentWK2015WKggWKedfcXedfh

14 ImprovementKandKwstimationKofKPredictionKsccuracyKofKSoftKSensorK–odelsKtasedKonKTimeK
vifferenceYKLectureaNotesainaComputeraScienceWK2011WKccgXcdf 0.9

13
snKsutonomousKandKIntelligentKSystemKUsingK–obileXsgentKSoftwareKtoK–odelKtheKualculationK
ProcessesKofKxilmKvepositionKSimulatorsYKMaterialsaResearchaSocietyaSymposiaaProceedingsWK2007WK
cbdfWKc

12 sutomaticKReactionK–odelingKinKuhemicalKVaporKvepositionsKUsingK–ultipleKProcessKSimulatorsYK
MaterialsaResearchaSocietyaSymposiaaProceedingsWK2003WKjbfWKdg

11 SoftXSensorK–odelingKforKSemiXtatchKuhemicalKProcessKUsingK”imitedKβumberKofKSamplingYKJournala
ofaComputeraAidedaChemistryWK2019WKdbWKcckXced 0.2

10 IntegrationKandKutilizationKofKriskKinformationKofKchemicalKsubstancesYKJournalaofaInformationa
ProcessingaandaManagementWK2015WKgjWKcdXck

9 vataK–iningKofKuhemogenomicsKvataKUsingKsctivityK”andscapeKandKPartialK”eastKSquaresK2015WKcideXciec

8 vevelopmentKofKT–PKPredictionK–odelKandKT–PK’umpKPredictionK–odelKinK–tRsYKMembraneWK2015WK
fbWKeeiXefc 0

7 vesignKofKserationKPatternsKusingKT–PKPredictionK–odelKandKT–PK’umpKPredictionK–odelKforK
wnergyâ��savingK–tRsYKMembraneWK2016WKfcWKcggXcgk 0

6 vevelopmentKofKβonlinearKSoftKSensorK–ethodsKuonsideringKProcessKvynamicsYKTransactionsaofathea
SocietyaofaInstrumentaandaControlaEngineersWK2013WKfkWKdbhXdce 0.1

5 vryKwtchingKvamageKandKslloyKuompositionKsnalysisKofKyaβXtasedKSemiconductorsKUsingKwlectronK
wnergyX”ossKSpectroscopyYKJournalaofaElectronicaMaterialsWK2021WKgbWKfdebXfdei 1.9

4 SoftKSensorslKuhemoinformaticK–odelKforKwfficientKuontrolKandKOperationKinKuhemicalKPlantsYK
MolecularaInformaticsWK2016WKegWKgfkXggf 3.8

3 vataKVisualizationKQKulusteringlKyenerativeKTopographicK–appingKSimilarityKsssessmentKslliedKtoK
yraphKTheoryKulusteringYKACSaSymposiumaSeriesWK2016WKcigXdcb 0.4
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2 ImprovementKofKPredictionKwrrorsKtasedKonKStandardizedKInfraredKSpectraKforKaKualibrationXfreeK
spproachYKMATECaWebaofaConferencesWK2021WKeeeWKbhbbc 0.3

1 yoverningKxactorsKforKuarbonKβanotubeKvispersionKinKOrganicKSolventsKwstimatedKbyK–achineK
”earningKSsdvYK–aterYKInterfacesKiadbddTYKAdvancedaMaterialsaInterfacesWK2022WKkWKddibbej 4.6
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