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218 qharacterizationJofJmolecularJbranchingXJJournaliofitheiAmericaniChemicaliSocietyVJ1975VJgeVJddZgWdd[c 16.4 2324

217 oromaticityJofJpolycyclicJconjugatedJhydrocarbonsXJChemicaliReviewsVJ2003VJ[ZaVJabbgWdZc 68.1 584

216 oromaticityJandJconjugationXJJournaliofitheiAmericaniChemicaliSocietyVJ1977VJggVJbbbWbcZ 16.4 345

215 qonjugatedJcircuitsJandJresonanceJenergiesJofJbenzenoidJhydrocarbonsXJChemicaliPhysicsiLettersVJ
1976VJafVJdfWeZ 2.5 273

214 –ovelJmolecularJdescriptorJforJstructureâ��propertyJstudiesXJChemicaliPhysicsiLettersVJ1993VJ][[VJbefWbfa 2.5 219

213 –ovelJ]WrJgraphicalJrepresentationJofJr–oJsequencesJandJtheirJnumericalJcharacterizationXJ
ChemicaliPhysicsiLettersVJ2003VJadfVJ[Wd 2.5 211

212 ResolutionJofJambiguitiesJinJstructureWpropertyJstudiesJbyJuseJofJorthogonalJdescriptorsXJJournaliofi
ChemicaliInformationiandiComputeriSciencesVJ1991VJa[VJa[[Wa]Z 199

211 onalysisJofJsimilarityYdissimilarityJofJr–oJsequencesJbasedJonJnovelJ]WrJgraphicalJrepresentationXJ
ChemicaliPhysicsiLettersVJ2003VJae[VJ]Z]W]Ze 2.5 180

210 oJgraphJtheoreticalJapproachJtoJconjugationJandJresonanceJenergiesJofJhydrocarbonsXJTetrahedronVJ
1977VJaaVJ[gZcW[g]Z 2.4 177

209 ’olecularJconnectivityJ−hJconnectivityJseriesJconceptJappliedJtoJdensityXJJournaliofiPharmaceuticali
SciencesVJ1976VJdcVJ[]]dWaZ 3.9 168

208 —nJmolecularJidentificationJnumbersXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ1984VJ
]bVJ[dbW[ec 164

207 öheJconnectivityJindexJ]cJyearsJafterXJJournaliofiMoleculariGraphicsiandiModellingVJ2001VJ]ZVJ[gWac 2.8 158

206 —nJqharacterizationJofJqhemicalJétructureXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ
1997VJaeVJde]Wdfe 149

205 —nJtheJrecognitionJofJidenticalJgraphsJrepresentingJmolecularJtopologyXJJournaliofiChemicaliPhysics
VJ1974VJdZVJag]ZWag]f 3.9 111

204 –ovelJgraphJtheoreticalJapproachJtoJheteroatomsJinJquantitativeJstructureâ��activityJrelationshipsXJ
ChemometricsiandiIntelligentiLaboratoryiSystemsVJ1991VJ[ZVJ][aW]]e 3.8 106

203 ristanceYristanceJ’atrixesXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ1994VJabVJ]eeW]fd 100

202 —nJtheJsimilarityJofJr–oJprimaryJsequencesXJJournaliofiChemicaliInformationiandiComputeriSciences
VJ2000VJbZVJcggWdZd 99
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201 uraphJtheoreticalJorderingJofJstructuresJasJaJbasisJforJsystematicJsearchesJforJregularitiesJinJ
molecularJdataXJTheiJournaliofiPhysicaliChemistryVJ1979VJfaVJ[c]cW[cbZ 99

200 —nJaJfourWdimensionalJrepresentationJofJr–oJprimaryJsequencesXJJournaliofiChemicaliInformationi
andiComputeriSciencesVJ2003VJbaVJca]Wg 98

199 —nJtheJcharacterizationJofJr–oJprimaryJsequencesJbyJtripletJofJnucleicJacidJbasesXJJournaliofi
ChemicaliInformationiandiComputeriSciencesVJ2001VJb[VJd[gW]d 96

198 —nJcomputationJofJoptimalJparametersJforJmultivariateJanalysisJofJstructureWpropertyJrelationshipXJ
JournaliofiComputationaliChemistryVJ1991VJ[]VJgeZWgfZ 3.5 94

197 qorrelationJofJenthalphyJofJoctanesJwithJorthogonalJconnectivityJindicesXJComputationaliandi
TheoreticaliChemistryVJ1991VJ]aaVJbcWcg 92

196 uraphicalJrepresentationJofJproteinsXJChemicaliReviewsVJ2011VJ[[[VJegZWfd] 68.1 88

195 oJnovelJ]WrJgraphicalJrepresentationJofJr–oJsequencesJofJlowJdegeneracyXJChemicaliPhysicsiLetters
VJ2001VJacZVJ[ZdW[[] 2.5 88

194 RandomJwalksJandJtheirJdiagnosticJvalueJforJcharacterizationJofJatomicJenvironmentXJJournaliofi
ComputationaliChemistryVJ1980VJ[VJafdWagg 3.5 87

193 –ovelJ]WrJgraphicalJrepresentationJofJproteinsXJChemicaliPhysicsiLettersVJ2006VJb[gVJc]fWca] 2.5 86

192 —nJinterpretationJofJwellWknownJtopologicalJindicesXJJournaliofiChemicaliInformationiandiComputeri
SciencesVJ2001VJb[VJccZWdZ 85

191 qondensedJrepresentationJofJr–oJprimaryJsequencesXJJournaliofiChemicaliInformationiandi
ComputeriSciencesVJ2000VJbZVJcZWd 84

190 ēniqueJgraphicalJrepresentationJofJproteinJsequencesJbasedJonJnucleotideJtripletJcodonsXJChemicali
PhysicsiLettersVJ2004VJageVJ]beW]c] 2.5 83

189 uraphicalJrepresentationsJofJr–oJasJ]WrJmapXJChemicaliPhysicsiLettersVJ2004VJafdVJbdfWbe[ 2.5 79

188 —nJrepresentationJofJproteinsJbyJstarWlikeJgraphsXJJournaliofiMoleculariGraphicsiandiModellingVJ2007
VJ]dVJ]gZWaZc 2.8 78

187 –ovelJshapeJdescriptorsJforJmolecularJgraphsXJJournaliofiChemicaliInformationiandiComputeri
SciencesVJ2001VJb[VJdZeW[a 73

186 snumerationJofJtheJyekulˆ'JstructuresJinJconjugatedJhydrocarbonsXJJournaliofitheiChemicaliSocietyyi
FaradayiTransactionsi2VJ1976VJe]VJ]a]W]ba 68

185 qonjugationJandJaromaticityJofJcorannulenesXJJournaliofitheiAmericaniChemicaliSocietyVJ1984VJ[ZdVJbb]fWbbab16.4 67

184 ResonanceJenergyJofJveryJlargeJbenzenoidJhydrocarbonsXJInternationaliJournaliofiQuantumi
ChemistryVJ1980VJ[eVJcbgWcfd 2.1 66
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183 —nJuseJofJtheJvariableJconnectivityJindexJ[chiRfSJinJQéoRhJtoxicityJofJaliphaticJethersXJJournaliofi
ChemicaliInformationiandiComputeriSciencesVJ2001VJb[VJd[bWf 63

182 —ptimalJ’olecularJrescriptorsJpasedJonJWeightedJPathJ–umbersXJJournaliofiChemicaliInformationi
andiComputeriSciencesVJ1999VJagVJ]d[W]dd 62

181 ’olecularJéhapeJProfilesXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ1995VJacVJaeaWaf] 61

180 qompactJ]WrJgraphicalJrepresentationJofJr–oXJChemicaliPhysicsiLettersVJ2003VJaeaVJccfWcd] 2.5 60

179 —nJaJgraphJtheoreticalJbasisJforJorderingJofJstructuresXJChemicaliPhysicsiLettersVJ1979VJdaVJaa]Waad 2.5 58

178 PartitioningJofJpiWelectronsJinJringsJofJpolycyclicJbenzenoidJhydrocarbonsXJ]X[XJqatacondensedJ
coronoidsXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ2004VJbbVJcZWg 55

177 —nJcharacterizationJofJr–oJprimaryJsequencesJbyJaJcondensedJmatrixXJChemicaliPhysicsiLettersVJ
2000VJa[eVJ]gWab 2.5 54

176 —nJqanonicalJ–umberingJofJotomsJinJaJ’oleculeJandJuraphJwsomorphismXJJournaliofiChemicali
InformationiandiModelingVJ1977VJ[eVJ[e[W[fZ 6.1 54

175 oJcorrelationJbetweenJyekul˜�JvalenceJstructuresJandJconjugatedJcircuitsXJChemicaliPhysicsVJ1979VJ
b[VJ]dcW]eZ 2.3 51

174 —nJaWrJgraphicalJrepresentationJofJproteomicsJmapsJandJtheirJnumericalJcharacterizationXJJournali
ofiChemicaliInformationiandiComputeriSciencesVJ2001VJb[VJ[aagWbb 50

173 ēseJofJtheJézegedJindexJandJtheJrevisedJézegedJindexJforJmeasuringJnetworkJbipartivityXJDiscretei
AppliediMathematicsVJ2010VJ[cfVJ[gadW[gbb 1 49

172 PoRöwöw—–w–uJ—tJˇ�WszsqöR—–éJw–JRw–uéJ—tJP—zβqβqzwqJconjugatedJvβrR—qoRp—–éXJPoRöJ[hJ
qoöoq—–rs–ésrJps–πs–—wréXJPolycycliciAromaticiCompoundsVJ2004VJ]bVJ[eaW[ga 1.3 49

171 vierarchicalJorthogonalizationJofJdescriptorsXJInternationaliJournaliofiQuantumiChemistryVJ1997VJdaVJ][cW]]]2.1 48

170 olgebraicJyekulˆ'JformulasJforJbenzenoidJhydrocarbonsXJJournaliofiChemicaliInformationiandi
ComputeriSciencesVJ2004VJbbVJadcWe] 48

169 −ariableJconnectivityJindexJforJcycleWcontainingJstructuresXJJournaliofiChemicaliInformationiandi
ComputeriSciencesVJ2001VJb[VJdceWd] 48

168 —nJaJcharacterizationJofJtheJfoldingJofJproteinsXJInternationaliJournaliofiQuantumiChemistryVJ1999VJ
ecVJ[Z[eW[Z]d 2.1 48

167 wnJsearchJofJstructuralJinvariantsXJJournaliofiMathematicaliChemistryVJ1992VJgVJgeW[bd 2.1 48

166 PartitioningJofJˇ�WelectronsJinJringsJofJpolycyclicJconjugatedJhydrocarbonsXJPartJaXJPerifusenesXJNewi
JournaliofiChemistryVJ2004VJ]fVJfZZWfZd 3.6 47
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165 ]WrJuraphicalJrepresentationJofJproteinsJbasedJonJphysicoWchemicalJpropertiesJofJaminoJacidsXJ
ChemicaliPhysicsiLettersVJ2007VJbbZVJ]g[W]gc 2.5 45

164 PartitioningJofJpiWelectronsJinJringsJofJpolycyclicJconjugatedJhydrocarbonsXJcXJ–onalternantJ
compoundsXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ2004VJbbVJ[eZ[We 45

163 öheJvariableJmolecularJdescriptorsJbasedJonJdistanceJrelatedJmatricesXJJournaliofiChemicali
InformationiandiComputeriSciencesVJ2001VJb[VJcecWf[ 45

162 qharacterizationJofJaWrJsequencesJofJproteinsXJChemicaliPhysicsiLettersVJ1997VJ]e]VJ[[cW[[g 2.5 43

161
öheJvariableJconnectivityJindexJ[chiRfSJversusJtheJtraditionalJmolecularJdescriptorshJaJcomparativeJ
studyJofJ[chiRfSJagainstJdescriptorsJofJq—rsééoXJJournaliofiChemicaliInformationiandiComputeri
SciencesVJ2001VJb[VJda[Wf

43

160 —nJevaluationJofJtheJcharacteristicJpolynomialJforJlargeJmoleculesXJJournaliofiComputationali
ChemistryVJ1982VJaVJb][Wbac 3.5 43

159 tittingJofJnonlinearJregressionsJbyJorthogonalizedJpowerJseriesXJJournaliofiComputationali
ChemistryVJ1993VJ[bVJadaWaeZ 3.5 42

158 uraphicalJrepresentationJofJproteinsJasJfourWcolorJmapsJandJtheirJnumericalJcharacterizationXJ
JournaliofiMoleculariGraphicsiandiModellingVJ2009VJ]eVJdaeWb[ 2.8 41

157 tourWcolorJmapJrepresentationJofJr–oJorJR–oJsequencesJandJtheirJnumericalJcharacterizationXJ
ChemicaliPhysicsiLettersVJ2005VJbZeVJ]ZcW]Zf 2.5 41

156 —nJcharacterizationJofJthreeWdimensionalJstructuresXJInternationaliJournaliofiQuantumiChemistryVJ
1988VJabVJ]Z[W]Zf 2.1 41

155 –onempiricalJapproachJtoJstructureâ��activityJstudiesXJInternationaliJournaliofiQuantumiChemistryVJ
1984VJ]dVJ[aeW[ca 2.1 41

154
PartitioningJofJˇ�JWelectronsJinJringsJofJpolycyclicJconjugatedJhydrocarbonshJPartJdXJqomparisonJwithJ
otherJmethodsJforJestimatingJtheJlocalJaromaticityJofJringsJinJpolycyclicJbenzenoidsXJJournaliofi
MathematicaliChemistryVJ2005VJaeVJbbaWbca

2.1 40

153 uraphJtheoreticalJapproachJtoJˇ�WelectronJcurrentsJinJpolycyclicJconjugatedJhydrocarbonsXJChemicali
PhysicsiLettersVJ2010VJcZZVJ[]aW[]e 2.5 39

152 —nJcharacterizationJofJphysicalJpropertiesJofJaminoJacidsXJInternationaliJournaliofiQuantumi
ChemistryVJ2000VJfZVJ[[ggW[]Zg 2.1 39

151 —nJgraphicalJandJnumericalJcharacterizationJofJproteomicsJmapsXJJournaliofiChemicaliInformationi
andiComputeriSciencesVJ2001VJb[VJ[aaZWf 39

150 éymmetryJpropertiesJofJgraphsJofJinterestJinJchemistryXJwwXJresarguesâ��zeviJgraphXJInternationali
JournaliofiQuantumiChemistryVJ1979VJ[cVJddaWdf] 2.1 39

149 PartitioningJofJpiWelectronsJinJringsJforJqlarJstructuresJofJbenzenoidJhydrocarbonsXJJournaliofi
ChemicaliInformationiandiModelingVJ2006VJbdVJceWdb 6.1 38

148 —nJtheJevaluationJofJtheJcharacteristicJpolynomialJviaJsymmetricJfunctionJtheoryXJJournaliofi
MathematicaliChemistryVJ1987VJ[VJ[bcW[c] 2.1 38

(1987-2007)
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147 —nJēniqueJ–umberingJofJotomsJandJēniqueJqodesJforJ’olecularJuraphsXJJournaliofiChemicali
InformationiandiModelingVJ1975VJ[cVJ[ZcW[Zf 6.1 38

146 –ovelJmapJdescriptorsJforJcharacterizationJofJtoxicJeffectsJinJproteomicsJmapsXJJournaliofi
MoleculariGraphicsiandiModellingVJ2003VJ]]VJ[Wg 2.8 37

145 —ptimalJmolecularJconnectivityJdescriptorsJforJnitrogenWcontainingJmoleculesXJInternationaliJournali
ofiQuantumiChemistryVJ1998VJeZVJ[]ZgW[][c 2.1 36

144 olgorithmJforJcodingJr–oJsequencesJintoJLspectrumWlikeLJandJLzigzagLJrepresentationsXJJournaliofi
ChemicaliInformationiandiModelingVJ2005VJbcVJaZgW[a 6.1 36

143 oJnovelJunexpectedJuseJofJaJgraphicalJrepresentationJofJr–ohJuraphicalJalignmentJofJr–oJ
sequencesXJChemicaliPhysicsiLettersVJ2006VJba[VJaecWaeg 2.5 36

142 qharacterizationJofJr–oJprimaryJsequencesJbasedJonJtheJaverageJdistancesJbetweenJbasesXJ
JournaliofiChemicaliInformationiandiComputeriSciencesVJ2001VJb[VJcd[Wf 36

141 öheJconjugatedWcircuitJmodelhJapplicationJtoJbenzenoidJhydrocarbonsXJJournaliofiMoleculari
StructureVJ1989VJ[gfVJ]]aW]ae 3.4 36

140 —nJsomeJsolvedJandJunsolvedJproblemsJofJchemicalJgraphJtheoryXJInternationaliJournaliofiQuantumi
ChemistryVJ1986VJaZVJdggWeb] 2.1 35

139 qonstructionJofJhighWqualityJstructureWpropertyWactivityJregressionshJtheJboilingJpointsJofJsulfidesXJ
JournaliofiChemicaliInformationiandiComputeriSciencesVJ2000VJbZVJfggWgZc 32

138 —nJstructuralJinterpretationJofJseveralJdistanceJrelatedJtopologicalJindicesXJJournaliofiChemicali
InformationiandiComputeriSciencesVJ2001VJb[VJcgaWdZ[ 32

137 —nJqharacterizationJofJqyclicJétructuresXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ
1997VJaeVJ[ZdaW[Ze[ 31

136 olgebraicJyekulˆ'JstructuresJofJbenzenoidJhydrocarbonsXJJournaliofiChemicaliInformationiandi
ComputeriSciencesVJ2004VJbbVJ]gdWg 31

135 oJnewJdescriptorJforJstructureWpropertyJandJstructureWactivityJcorrelationsXJJournaliofiChemicali
InformationiandiComputeriSciencesVJ2001VJb[VJdcZWd 31

134 ’olecularJbondingJprofilesXJJournaliofiMathematicaliChemistryVJ1996VJ[gVJaecWag] 2.1 31

133
PartitioningJofJˇ�WelectronsJinJRingsJofJPolycyclicJqonjugatedJvydrocarbonsXJPartJbXJpenzenoidsJwithJ
’oreJöhanJ—neJueometricJyekulˆ'JétructureJqorrespondingJtoJtheJéameJolgebraicJyekulˆ'J
étructureXJJournaliofiMathematicaliChemistryVJ2004VJadVJ]e[W]eg

2.1 30

132 ResonanceJinJcatacondensedJbenzenoidJhydrocarbonsXJInternationaliJournaliofiQuantumiChemistryVJ
1997VJdaVJcfcWdZZ 2.1 29

131 onotherJlookJatJtheJchaosWgameJrepresentationJofJr–oXJChemicaliPhysicsiLettersVJ2008VJbcdVJfbWff 2.5 29

130 —rderJfromJchaoshJobservingJhormesisJatJtheJproteomeJlevelXJJournaliofiProteomeiResearchVJ2005VJ
bVJ][aaWd 5.6 29
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129 oJgraphJtheoreticalJcharacterizationJofJproteomicsJmapsXJInternationaliJournaliofiQuantumi
ChemistryVJ2002VJgZVJfbfWfcf 2.1 29

128 uraphWtheoreticalJanalysisJofJmolecularJpropertiesXJwsomericJvariationsJinJnonanesXJInternationali
JournaliofiQuantumiChemistryVJ1980VJ[fVJ[ZZcW[Z]e 2.1 29

127 —nJtheJparityJofJyekulˆ'JstructuresXJMoleculariPhysicsVJ1977VJabVJfbgWfcd 1.7 29

126 RepresentationJofJmolecularJgraphsJbyJbasicJgraphsXJJournaliofiChemicaliInformationiandiComputeri
SciencesVJ1992VJa]VJceWdg 28

125 öheJgraphJcenterJconceptJforJpolycyclicJgraphsXJInternationaliJournaliofiQuantumiChemistryVJ1981VJ
[gVJd[Wf] 2.1 28

124 éolvedJandJēnsolvedJProblemsJofJétructuralJqhemistry 28

123 ’ilestonesJinJgraphicalJbioinformaticsXJInternationaliJournaliofiQuantumiChemistryVJ2013VJ[[aVJ]b[aW]bbd2.1 26

122 —nJcharacterizationJofJdoseJvariationsJofJ]WrJproteomicsJmapsJbyJmatrixJinvariantsXJJournaliofi
ProteomeiResearchVJ2002VJ[VJ][eW]d 5.6 26

121 —nJqharacterizationJofJ’olecularJéhapesXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ
1995VJacVJcgbWdZd 26

120 éymmetryJpropertiesJofJchemicalJgraphsXJwαXJöheJvalenceJtautomerismJinJtheJPeaâ��JskeletonXJJournali
ofiComputationaliChemistryVJ1986VJeVJacWcb 3.5 26

119 —nJyekulˆ'JstructuresJofJbuckminsterfullereneXJChemicaliPhysicsiLettersVJ2005VJbZ[VJbbdWbcZ 2.5 25

118 vighJqualityJstructureâ��propertyJregressionsXJpoilingJpointsJofJsmallerJalkanesXJNewiJournaliofi
ChemistryVJ2000VJ]bVJ[dcW[e[ 3.6 24

117 oJcomparativeJstudyJofJproteomicsJmapsJusingJgraphJtheoreticalJbiodescriptorsXJJournaliofi
ChemicaliInformationiandiComputeriSciencesVJ2002VJb]VJgfaWg] 23

116 éurveyJofJstructuralJregularitiesJinJmolecularJpropertiesXJwXJqarbonW[aJchemicalJshiftsJinJalkanesXJ
InternationaliJournaliofiQuantumiChemistryVJ1983VJ]aVJ[eZeW[e]] 2.1 22

115 opplyingJtheJconjugatedJcircuitsJmethodJtoJqlarJstructuresJofJ[n]phenylenesJforJdeterminingJ
resonanceJenergiesXJPhysicaliChemistryiChemicaliPhysicsVJ2011VJ[aVJ]ZdbbWf 3.6 21

114 ēsingJvariableJandJfixedJtopologicalJindicesJforJtheJpredictionJofJreactionJrateJconstantsJofJvolatileJ
unsaturatedJhydrocarbonsJwithJ—vJradicalsXJMoleculesVJ2004VJgVJ[[dZWed 4.8 21

113 uraphJtheoreticalJdescriptorsJofJtwoWdimensionalJchiralityJwithJpossibleJextensionJtoJ
threeWdimensionalJchiralityXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ2001VJb[VJdagWbg 21

112 öheJantiWadjacencyJmatrixJofJaJgraphhJsccentricityJmatrixXJDiscreteiAppliediMathematicsVJ2018VJ]c[VJ]ggWaZg1 20
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111 –umericalJyekulˆ'JstructuresJofJfullerenesJandJpartitioningJofJpiWelectronsJtoJpentagonalJandJ
hexagonalJringsXJJournaliofiChemicaliInformationiandiModelingVJ2007VJbeVJfgeWgZb 6.1 20

110 PartitioningJofJˇ�WslectronsJinJRingsJofJtibonacenesXJZeitschriftiFuriNaturforschungi-iSectioniAi
JournaliofiPhysicaliSciencesVJ2005VJdZVJ[e[W[ed 1.4 20

109 —nJcharacterizationJofJmolecularJsurfacesXJInternationaliJournaliofiQuantumiChemistryVJ1997VJdcVJ[ZdcW[Zed2.1 19

108 WienerWvosoyaJindexWWaJnovelJgraphJtheoreticalJmolecularJdescriptorXJJournaliofiChemicali
InformationiandiComputeriSciencesVJ2004VJbbVJaeaWe 19

107 ’anagementJofJpostJlaserJinJsituJkeratomileusisJectasiaJwithJsimultaneousJtopographyJguidedJ
photorefractiveJkeratectomyJandJcollagenJcrossWlinkingXJOpeniOrganiciChemistryiJournalVJ2011VJcVJ[[Wa 19

106 —nJstructuralJorderingJandJbranchingJofJacyclicJsaturatedJhydrocarbonsXJJournaliofiMathematicali
ChemistryVJ1998VJ]bVJabcWacf 2.1 18

105 —nJirreducibleJendospectralJgraphsXJJournaliofiMathematicaliPhysicsVJ1986VJ]eVJ]dZ[W]d[] 1.2 18

104 ResonanceJenergiesJofJlargeJconjugatedJhydrocarbonsJbyJaJstatisticalJmethodXJInternationaliJournali
ofiQuantumiChemistryVJ1987VJa]VJacWcg 2.1 18

103 qomputerJassistedJstructureâ��tasteJstudiesJonJsulfamatesJbyJpatternJrecognitionJmethodJusingJ
graphJtheoreticalJinvariantsXJJournaliofiComputationaliChemistryVJ1988VJgVJdadWdbd 3.5 18

102 –ovelJinsightJintoJqlarâ��sJaromaticJˇ�WsextetsXJChemicaliPhysicsiLettersVJ2014VJdZ[VJ[Wc 2.5 17

101 uraphWtheoreticalJanalysisJofJstructureWpropertyJandJstructureWactivityJcorrelationsXJInternationali
JournaliofiQuantumiChemistryVJ2009VJ[bVJ]bcW]cc 2.1 17

100 —nJaJgeometryWbasedJapproachJtoJproteinJsequenceJalignmentXJJournaliofiMathematicaliChemistryVJ
2008VJbaVJecdWee] 2.1 17

99 qompositionJasJaJmethodJforJdataJreductionhJapplicationJtoJcarbonW[aJ–’RJchemicalJshiftsXJ
TheoreticaiChimicaiActaVJ1988VJeaVJ]aaW]bd 17

98 —nJinvariantsJofJaJ]WrJproteomeJmapJderivedJfromJneighborhoodJgraphsXJJournaliofiProteomei
ResearchVJ2004VJaVJeefWfc 5.6 16

97 ēnusualJrandomJwalksXJInternationaliJournaliofiQuantumiChemistryVJ1983VJ]bVJbacWbc] 2.1 16

96 qanonicalJlabelingJofJproteomeJmapsXJJournaliofiProteomeiResearchVJ2005VJbVJ[abeWc] 5.6 15

95 r–oJinvariantsJbasedJonJnonoverlappingJtripletsJofJnucleotideJbasesXJChemicaliPhysicsiLettersVJ
2003VJaegVJ[beW[cb 2.5 15

94 qharacterizationJofJmolecularJcomplexityXJInternationaliJournaliofiQuantumiChemistryVJ2003VJg[VJ]ZWa[ 2.1 15
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93 –ovelJcharacterizationJofJproteomicsJmapsJbyJsequentialJneighborhoodsJofJproteinJspotsXJJournali
ofiChemicaliInformationiandiModelingVJ2005VJbcVJ[]ZcW[a 6.1 15

92 ˇ�WszsqöR—–Jq—–ös–öéJ—tJRw–uéJw–JövsJr—ēpzsWvsαou—–ozWqvow–Jv—’—z—u—ēéJésRwséJ
RPβRs–sVJo–övo–övRs–sJo–rJ—övsRJoqs–—oqs–séSXJPolycycliciAromaticiCompoundsVJ2005VJ]cVJ][cW]]d1.3 15

91 vigherWorderJtibonacciJnumbersXJJournaliofiMathematicaliChemistryVJ1996VJ]ZVJegWgb 2.1 15

90 —nJtheJconstructionJofJtheJmatchingJpolynomialJforJunbranchedJcatacondensedJbenzenoidsXJ
JournaliofiComputationaliChemistryVJ1989VJ[ZVJdfaWdge 3.5 15

89 oJrationalJselectionJofJgraphWtheoreticalJindicesJinJtheJQéoRXJInternationaliJournaliofiQuantumi
ChemistryVJ1988VJabVJ]deW]fc 2.1 15

88 éymmetryJpropertiesJofJchemicalJgraphsXJw−XJRearrangementJofJtetragonalWpyramidalJcomplexesXJ
InternationaliJournaliofiQuantumiChemistryVJ1982VJ][VJdbeWdda 2.1 15

87 qharacterizationJofJcomplexJbiologicalJsystemsJbyJmatrixJinvariantsXJJournaliofiComputationali
BiologyVJ2006VJ[aVJ[ccfWdb 1.7 14

86 —nJrearrangementJofJtheJconnectivityJmatrixJofJaJgraphXJJournaliofiChemicaliPhysicsVJ1975VJd]VJaZg 3.9 14

85 uraphJenergyJbasedJonJtheJeccentricityJmatrixXJDiscreteiMathematicsVJ2019VJab]VJ]dadW]dbd 0.7 13

84 zocalJaromaticityJandJaromaticJsextetJtheoryJbeyondJqlarXJInternationaliJournaliofiQuantumi
ChemistryVJ2018VJ[[fVJe]cdce 2.1 13

83 RingJsignaturesJforJbenzenoidsJwithJupJtoJsevenJringsVJPartJ[hJqatacondensedJsystemsXJ
InternationaliJournaliofiQuantumiChemistryVJ2008VJ[ZfVJfdcWfge 2.1 13

82 RestrictedJrandomJwalksJonJgraphsXJTheoreticaiChimicaiActaVJ1995VJg]VJgeW[Zd 13

81 —nJaJtragmentJopproachJtoJétructureWactivityJqorrelationsXJQSARiandiCombinatorialiScienceVJ1989VJ
fVJagWbf 13

80 éymmetryJpropertiesJofJchemicalJgraphsXJ−wXJwsomerizationsJofJoctahedralJcomplexesXJInternationali
JournaliofiQuantumiChemistryVJ1984VJ]dVJdgWfg 2.1 13

79 ˇ�WelectronJcurrentsJinJpolycyclicJconjugatedJhydrocarbonshJqoroneneJandJitsJisomersJhavingJfiveJ
andJsevenJmemberJringsXJInternationaliJournaliofiQuantumiChemistryVJ2012VJ[[]VJge]Wgfc 2.1 12

78 renseJuraphsJandJéparseJ’atricesXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ1997VJ
aeVJ[ZefW[Zf[ 12

77 PiWelectronJpartitionsVJsignaturesVJandJqlarJstructuresJofJselectedJbenzenoidJhydrocarbonsXJJournali
ofiPhysicaliChemistryiAVJ2008VJ[[]VJb[bfWce 2.8 12

76 —nJrepresentationJofJr–oJbyJlineJdistanceJmatrixXJJournaliofiMathematicaliChemistryVJ2008VJbaVJdebWdg]2.1 12

(2008-2005)
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75 RingJsignaturesJforJbenzenoidsJwithJupJtoJsevenJringsVJPartJ]hJPericondensedJsystemsXJInternationali
JournaliofiQuantumiChemistryVJ2008VJ[ZfVJfgfWg]d 2.1 12

74 QuantitativeJcharacterizationsJofJproteomehJdependenceJonJtheJnumberJofJproteinsJconsideredXJ
JournaliofiProteomeiResearchVJ2006VJcVJ[cecWg 5.6 12

73 —nJqonstructionJofJqlarJétructuresJforJzargeJpenzenoidsXJPolycycliciAromaticiCompoundsVJ1995VJbVJ]bgW]dg1.3 12

72 qonjugationJandJaromaticityJofJmacrocyclicJsystemsXJInternationaliJournaliofiQuantumiChemistryVJ
1988VJabVJ[]eW[b[ 2.1 12

71 qlarQsJvalenceJstructuresJofJbenzenoidJhydrocarbonsXJJournaliofitheiChemicaliSocietyyiFaradayi
Transactionsi2VJ1988VJfbVJ[fec 12

70 qitationsJversusJlimitationsJofJcitationshJbeyondJvirschJindexXJScientometricsVJ2009VJfZVJfZgWf[f 3 11

69 –ovelJspectralJrepresentationJofJR–oJsecondaryJstructureJwithoutJlossJofJinformationXJChemicali
PhysicsiLettersVJ2009VJbedVJ]eeW]fZ 2.5 11

68 étudyJofJproteomeJmapsJusingJpartialJorderingXJJournaliofiTheoreticaliBiologyVJ2010VJ]ddVJ][Wf 2.3 11

67 −ariableJconnectivityJindexJasJaJtoolJforJmodelingJstructureWpropertyJrelationshipsXJMoleculesVJ2004
VJgVJ[[eeWga 4.8 11

66 −eryJefficientJsearchJforJnucleotideJalignmentsXJJournaliofiComputationaliChemistryVJ2013VJabVJeeWf] 3.5 10

65 qorrelationsJbetweenJvariousJwaysJofJaccountingJforJtheJdistributionJofJˇ�WelectronsJinJbenzenoidsXJ
NewiJournaliofiChemistryVJ2008VJa]VJ[Ze[ 3.6 10

64 oJgraphJtheoreticalJapproachJtoJ’ˆ¶biusJsystemsJinJorganicJchemistryXJInternationaliJournaliofi
QuantumiChemistryVJ1986VJaZVJ[fcW]Z[ 2.1 10

63 ProteinJalignmenthJsxactJversusJapproximateXJonJillustrationXJJournaliofiComputationaliChemistryVJ
2015VJadVJ[ZdgWeb 3.5 9

62 ˇ�WslectronJcurrentsJinJfixedJˇ�WsextetJaromaticJbenzenoidsXJJournaliofiMathematicaliChemistryVJ2012VJ
cZVJ]eccW]eeb 2.1 9

61 —nJtheJdependenceJofJaJcharacterizationJofJproteomicsJmapsJonJtheJnumberJofJproteinJspotsJ
consideredXJJournaliofiChemicaliInformationiandiModelingVJ2006VJbdVJ[[dW]] 6.1 9

60 QuantitativeJcharacterizationJofJproteinJstructurehJapplicationJtoJaJnovelJ˛–Y˛†JfoldXJNewiJournaliofi
ChemistryVJ2004VJ]fVJ[dZfW[d[b 3.6 9

59 —nJcharacterizationJofJtheJconformationsJofJnineWmemberedJringsXJInternationaliJournaliofi
QuantumiChemistryVJ1995VJcdVJd[Wea 2.1 9

58 —nJtheJRelativeJétabilitiesJofJqonjugatedJveterocyclesJqontainingJrivalentJéulfurXJSulfuriReportsVJ
1986VJdVJaegWb]d 9
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57 PartitionJofJˇ�WelectronsJbetweenJfacesJofJpolyhedralJcarbonJaggregatesXJJournaliofiMathematicali
ChemistryVJ2008VJbaVJeeaWeeg 2.1 8

56 LonticonnectivityLhJaJchallengeJforJstructureWpropertyWactivityJstudiesXJJournaliofiChemicali
InformationiandiModelingVJ2006VJbdVJ]Wf 6.1 8

55 qlarJPolynomialsJofJzargeJpenzenoidJéystemsXJJournaliofiChemicaliInformationiandiComputeri
SciencesVJ1998VJafVJcdaWceb 8

54 ResonanceJenergyJofJgiantJbenzenoidJhydrocarbonJqefv]dXJInternationaliJournaliofiQuantumi
ChemistryVJ1999VJebVJdgeWeZf 2.1 8

53 —rthosimilarityXJJournaliofiChemicaliInformationiandiComputeriSciencesVJ1996VJadVJ[Zg]W[Zge 8

52 —nJtheJdifferenceJinJbondJordersJbetweenJv’—JandJPPPJmethodsXJInternationaliJournaliofi
QuantumiChemistryVJ1990VJaeVJbaeWbbf 2.1 8

51 ēseJofJpathJmatricesJforJaJcharacterizationJofJmolecularJstructuresXJDIMACSiSeriesiiniDiscretei
MathematicsiandiTheoreticaliComputeriScienceVJ2000VJaZcWa]] 8

50 qonjugatedJcircuitsJcurrentsJinJhexabenzocoroneneJandJitsJderivativesJformedJbyJjoiningJproximalJ
carbonsXJJournaliofiComputationaliChemistryVJ2012VJaaVJ[[[[W]] 3.5 7

49 épectrumWlikeJgraphicalJrepresentationJofJR–oJsecondaryJstructureXJInternationaliJournaliofi
QuantumiChemistryVJ2009VJ[ZgVJ]gf]W]ggc 2.1 7

48 RetroWregressionWWanotherJimportantJmultivariateJregressionJimprovementXJJournaliofiChemicali
InformationiandiComputeriSciencesVJ2001VJb[VJdZ]Wd 7

47 qompactJqodeshJ—nJ–omenclatureJofJocyclicJqhemicalJqompoundsXJJournaliofiChemicaliInformationi
andiComputeriSciencesVJ1995VJacVJaceWadc 7

46 —nJconjugatedâ��circuitJpolynomialsXJInternationaliJournaliofiQuantumiChemistryVJ1994VJcZVJadgWafb 2.1 7

45 —nJtheJRelativeJétabilityJofJ–onbenzenoidJolternantJvydrocarbonsXJPolycycliciAromaticiCompoundsVJ
1991VJ]VJ[faW[gb 1.3 7

44 vybridizationJbyJtheJmaximumJoverlapJmethodXJInternationaliJournaliofiQuantumiChemistryVJ1974VJ
fVJdbaWded 2.1 7

43 —nJofJmolecularJsimilarityJbasedJonJaJsingleJmolecularJdescriptorXJChemicaliPhysicsiLettersVJ2014VJ
cggVJ[Wd 2.5 6

42 qomputerWassistedJstudiesJofJstructureâ��propertyJrelationshipsJusingJgraphJinvariantsXJMagnetici
ResonanceiiniChemistryVJ1991VJ]gVJad]Wadc 2.1 6

41 —nJtheJstabilityJofJconjugatedJhydrocarbonJionsXJInternationaliJournaliofiQuantumiChemistryVJ1986VJ
aZVJ]ZaW][f 2.1 6

40 uraphJgeneratorsXJJournaliofiComputationaliChemistryVJ1987VJfVJc]]Wcac 3.5 6

(1987-2008)
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39 éymmetryJpropertiesJofJchemicalJgraphsXJ−XJwnternalJrotationJinJαβmaαβm]αβaXJJournaliofi
ComputationaliChemistryVJ1983VJbVJeaWfa 3.5 6

38 oJnewJyardstickJforJbenzenoidJpolycyclicJaromaticJhydrocarbonsXJJournaliofiPhysicaliChemistryiAVJ
2008VJ[[]VJ[[edgWed 2.8 5

37
qlarâ��sJˇ�WaromaticJsextetJrevisitedTTTöhisJpaperJisJhonoringJProfessorJwvanJuutmanVJaJdedicatedJ
warriorJforJaJbetterJrecognitionJofJqlarâ��sJinsightsJintoJtheJnatureJofJbenzenoidsJdominateJ
propertiesJofJbenzenoidJsystemsXXJTheoreticaliandiComputationaliChemistryVJ2002VJcZaWcaa

5

36 ’uchJadoJaboutJnothingâ��anJintroductiveJinquiryJaboutJzeroXJInternationaliJournaliofiMathematicali
EducationiiniScienceiandiTechnologyVJ1998VJ]gVJe]gWebb 0.5 5

35 pondJprofilesJforJcuboctahedronJandJtwistJcuboctahedronXJInternationaliJournaliofiQuantumi
ChemistryVJ1996VJdZVJ[fc[W[fda 2.1 5

34 QuantitativeJqharacterizationJofJProteomicsJ’apsJbyJ’atrixJwnvariantsb]gWbcZ 5

33 étructuralJopproachJtoJoromaticityJandJzocalJoromaticityJinJqonjugatedJPolycyclicJéystemsXJCarboni
MaterialsVJ2011VJ[cgW]Zb 4

32 —nJnumericalJcharacterizationJofJproteomicsJmapsJbasedJonJpartitioningJofJ]WrJmapsJintoJ−oronoiJ
regionsXJJournaliofiMathematicaliChemistryVJ2011VJbgVJ[ecgW[edf 2.1 4

31 –ovelJgraphJdistanceJmatrixXJJournaliofiComputationaliChemistryVJ2010VJa[VJ[fa]Wb[ 3.5 4

30 —–Jéw’wzoRwöβJ—tJPR—ös—’sJ’oPéXJMedicinaliChemistryiResearchVJ2004VJ[aVJfZZWf[[ 2.2 4

29 ueneralizedJbondJordersXJInternationaliJournaliofiQuantumiChemistryVJ1994VJbgVJ][cW]ae 2.1 4

28 olgebraicJclarJformulasJWJnumericalJrepresentationJofJclarJstructuralJformulaXJActaiChimicaiSlovenica
VJ2011VJcfVJbbfWce 1.9 4

27 —nJcharacterizingJproteomicsJmapsJbyJusingJweightedJ−oronoiJmapsXJJournaliofiMathematicali
ChemistryVJ2012VJcZVJ]dfgW]eZ] 2.1 3

26 ˇ�WslectronJcurrentsJinJlargerJfullyJaromaticJbenzenoidsXJInternationaliJournaliofiQuantumiChemistryVJ
2012VJ[[]VJ]bcdW]bd] 2.1 3

25 qommonJvertexJmatrixhJaJnovelJcharacterizationJofJmolecularJgraphsJbyJcountingXJJournaliofi
ComputationaliChemistryVJ2013VJabVJ[bZgW[g 3.5 3

24 —nJtheJqharacterizationJofJtullerenesXJFullerenesyiNanotubesyiandiCarboniNanostructuresVJ1994VJ]VJb]eWbbb 3

23 QuantumJqhemicalJxustificationJforJqlarâ��sJ−alenceJétructuresJ2002VJ]ZbW]ag 3

22 QuantitativeJqharacterizationJofJProteomicsJ’apsJbyJ’atrixJwnvariantsJ2003VJb]gWbcZ 3
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21 penzenoidJringsJresonanceJenergiesJandJlocalJaromaticityJofJbenzenoidJhydrocarbonsXJJournaliofi
ComputationaliChemistryVJ2019VJbZVJecaWed] 3.5 3

20 oromaticityJRevisitedXJAdvancesiiniQuantumiChemistryVJ2018VJeeVJ[deW[gg 1.4 3

19 RecursiveJtormulaeJforJsnumerationJofJz’WqonjugatedJqircuitsJinJétructurallyJRelatedJpenzenoidJ
vydrocarbonsXJJournaliofiMathematicaliChemistryVJ2001VJaZVJa]cWab] 2.1 2

18 qurveWfittingJparadoxXJInternationaliJournaliofiQuantumiChemistryVJ1994VJc]VJ][cW]]c 2.1 2

17 RankJofJvadamardJpowersJofJsuclideanJdistanceJmatricesXJJournaliofiMathematicaliChemistryVJ2014VJ
c]VJe]gWebZ 2.1 1

16 uraphicalJenumerationJofJconformationsJofJchainsXJInternationaliJournaliofiQuantumiChemistryVJ
2009VJ[fVJ[feW[ge 2.1 1

15 oJgraphJtheoreticalJapproachJtoJquantitativeJstructureWactivityJrelationshipXJInternationaliJournaliofi
QuantumiChemistryVJ2009VJ]fVJ[]aW[ag 2.1 1

14 uiantJpenzenoidJvydrocarbonsXJéuperphenaleneJResonanceJsnergyXJPolycycliciAromaticiCompounds
VJ2000VJ[fVJbgWdg 1.3 1

13 oboutJoneJWJanJinquiryJaboutJtheJmeaningsJandJusesJofJtheJnumberJoneXJInternationaliJournaliofi
MathematicaliEducationiiniScienceiandiTechnologyVJ2000VJa[VJf[[Wf]b 0.5 1

12 öheJsearchJforJactiveJsubstructuresJinJstructureWactivityJstudiesXJInternationaliJournaliofiQuantumi
ChemistryVJ1987VJa]VJ]bcW]dZ 2.1 1

11 retailedJotlasJofJyekulˆ'JétructuresJofJtheJpuckminsterfullereneXJCarboniMaterialsVJ2011VJ[caW[dg 1

10 —nJ’apJRepresentationsJofJr–oXJCroaticaiChemicaiActaVJ2013VJfdVJc[gWc]g 0.8 0

9 —nJtheJcentralityJofJverticesJofJmolecularJgraphsXJJournaliofiComputationaliChemistryVJ2013VJabVJ]c[bW]a3.5

8 —nJéolvedJandJēnsolvedJProblemsJinJqhemistryXJJournaliofiComputeriChemistryiJapanVJ2017VJ[dVJb]Wbd 0.2

7 qanonicalJlabelsJforJproteinJspotsJofJproteomicsJmapsXJJournaliofiMathematicaliChemistryVJ2014VJc]VJ[gfW][]2.1

6 uraphJtheoreticalJstudyJofJstructuralJsimilarityJinJbenzomorphansXJInternationaliJournaliofiQuantumi
ChemistryVJ2009VJ[dVJccWe[ 2.1

5 éymmetryJpropertiesJofJgraphsJofJinterestJinJchemistryXJwwwXJvomotetrahedrylJrearrangementXJ
InternationaliJournaliofiQuantumiChemistryVJ2009VJ[fVJcceWcee 2.1

4 —nJintramolecularJaverageJ[aqJchemicalJshiftJinJnonanesXJInternationaliJournaliofiQuantumi
ChemistryVJ2009VJ[ZgVJaZgaWa[Z] 2.1

(2009-2019)
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3 —nJaJtourWrimensionalJRepresentationJofJr–oJPrimaryJéequencesJ[xXJqhemXJwnfXJqomputXJéciXJbaVJ
ca]â��cagJR]ZZaS]XJJournaliofiChemicaliInformationiandiComputeriSciencesVJ2003VJbaVJ[e]bW[e]b

2 ProposalJforJēsingJanJēntappedJéourceJofJqitationsJqharacterizingJécientificJoreasXJScientometricsVJ
2000VJbgVJc[eWc][ 3

1 ’athematicalJchemistryJillustrationshJaJpersonalJviewJofJlessJknownJresultsXJJournaliofi
MathematicaliChemistryVJ2019VJceVJ]fZWa[b 2.1
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