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282 uowGsimilarGisGaGmoleculeGtoGanotherlGnnGelectronGdensityGmeasureGofGsimilarityGbetweenGtwoG
molecularGstructuresUGInternationalgJournalgofgQuantumgChemistrySG1980SGXdSGXXebTXXef 2.1 551

281 priticalGanalysisGandGextensionGofGtheGuirshfeldGatomsGinGmoleculesUGJournalgofgChemicalgPhysicsSG
2007SGXYcSGXaaXXX 3.9 484

280 rlectronGdelocalizationGandGaromaticityGinGlinearGpolyacenesgGatomsGinGmoleculesGmulticenterG
delocalizationGindexUGJournalgofgPhysicalgChemistrygASG2006SGXXWSGdcaYTe 2.8 159

279 priticalGthoughtsGonGcomputingGatomGcondensedGsukuiGfunctionsUGJournalgofgChemicalgPhysicsSG2007SG
XYdSGWZaXWY 3.9 128

278 zolecularGquantumGsimilarityGmeasuresGandG’TdimensionalGrepresentationGofGquantumGobjectsUGvUG
ïheoreticalGfoundationsUGInternationalgJournalgofgQuantumgChemistrySG1992SGaYSGXceXTXcfZ 2.1 108

277 QuantumGsimilarityGmeasuresGunderGatomicGshellGapproximationgGsirstGorderGdensityGfittingGusingG
elementaryGwacobiGrotationsUGJournalgofgComputationalgChemistrySG1997SGXeSGYWYZTYWZf 3.5 100

276 ’egativeGsukuiGfunctionsgG’ewGinsightsGbasedGonGelectronegativityGequalizationUGJournalgofgChemicalg
PhysicsSG2003SGXXeSGaZafTaZbc 3.9 99

275 nGgeneralGsurveyGofGmolecularGquantumGsimilarityUGComputationalgandgTheoreticalgChemistrySG1998SG
abXSGXXTYZ 87

274 ntomicGáhellGnpproximationgGrlectronGqensityGsittingGnlgorithmGRestrictingGpoefficientsGtoG—ositiveG
öaluesUGJournalgofgChemicalgInformationgandgComputergSciencesSG1995SGZbSGXWacTXWbZ 85

273 ïowardGaGglobalGmaximizationGofGtheGmolecularGsimilarityGfunctiongGáuperpositionGofGtwoGmoleculesUG
JournalgofgComputationalgChemistrySG1997SGXeSGeYcTeac 3.5 84

272
ïhreeTdimensionalGquantitativeGstructureTactivityGrelationshipsGfromGtunedGmolecularGquantumG
similarityGmeasuresgGpredictionGofGtheGcorticosteroidTbindingGglobulinGbindingGaffinityGforGaGsteroidG
familyUGJournalgofgChemicalgInformationgandgComputergSciencesSG1999SGZfSGZZZTaa

82

271 áixGquestionsGonGtopologyGinGtheoreticalGchemistryUGComputationalgandgTheoreticalgChemistrySG2015SG
XWbZSGYTXc 2 81

270 zolecularGquantumGsimilarityGandGtheGfundamentalsGofGQánRUGAccountsgofgChemicalgResearchSG2002SG
ZbSGYefTfb 24.3 78

269 zolecularGQuantumGáimilaritygGtheoreticalGsrameworkSG–rderingG—rinciplesSGandGöisualizationG
ïechniquesUGAdvancesgingQuantumgChemistrySG1994SGYbZTZXZ 1.4 73

268 zodelingGtheGstructureTpropertyGrelationshipsGofGnanoneedlesgGnGjourneyGtowardGnanomedicineUG
JournalgofgComputationalgChemistrySG2009SGZWSGYdbTea 3.5 71

267 ’ineGquestionsGonGenergyGdecompositionGanalysisUGJournalgofgComputationalgChemistrySG2019SGaWSGYYaeTYYeZ3.5 70

266
sittedGelectronicGdensityGfunctionsGfromGuGtoGRnGforGuseGinGquantumGsimilarityGmeasuresgG
cisTdiamminedichloroplatinumOvvPGcomplexGasGanGapplicationGexampleUGJournalgofgComputationalg
ChemistrySG1999SGYWSGfXXTfYW

3.5 65
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265 zolsimilGTGeegGzolecularGsimilarityGcalculationsGusingGaGp’q–TlikeGapproximationUGComputergPhysicsg
CommunicationsSG1989SGbbSGXXdTXYc 4.2 60

264 zolecularGquantumGsimilarityGmeasuresGandG’TdimensionalGrepresentationGofGquantumGobjectsUGvvUG
—racticalGapplicationsUGInternationalgJournalgofgQuantumgChemistrySG1992SGaYSGXcfbTXdWf 2.1 59

263 ïtángGnGmolecularGsuperpositionGprogramGbasedGonGtopoTgeometricalGconsiderationsUGJournalgofg
ComputationalgChemistrySG2001SGYYSGYbbTYcZ 3.5 58

262
QuantumGmolecularGsimilarityGmeasuresGOQzázPGasGaGnaturalGwayGleadingGtowardsGaGtheoreticalG
foundationGofGquantitativeGstructureTpropertiesGrelationshipsGOQá—RPUGJournalgofgMathematicalg
ChemistrySG1995SGXeSGYZdTYac

2.1 58

261 QuantumGzechanicalGoasisGforGzullikenG—opulationGnnalysisUGJournalgofgMathematicalgChemistrySG
2004SGZcSGYZXTYZf 2.1 55

260 nGzathematicalGqiscussionGonGqensityGandGáhapeGsunctionsSGöectorGáemispacesGandGRelatedG
QuestionsUGJournalgofgMathematicalgChemistrySG2004SGZcSGXfXTYWW 2.1 54

259 átructureTnctivityGRelationshipsGofGaGáteroidGsamilyGusingGQuantumGáimilarityGzeasuresGandG
ïopologicalGQuantumGáimilarityGvndicesUGQSARgandgCombinatorialgScienceSG1997SGXcSGacbTadY 52

258 ’egativeGandGvnfiniteGsukuiGsunctionsgGïheGRoleGofGqiagonalGqominanceGinGtheGuardnessGzatrixUG
JournalgofgMathematicalgChemistrySG2003SGZaSGcdTda 2.1 52

257 QuantumGmechanicalGoriginGofGQánRgGtheoryGandGapplicationsUGComputationalgandgTheoreticalg
ChemistrySG2000SGbWaSGXeXTYYe 52

256 zolecularGQuantumGáimilarityGinGQánRGandGqrugGqesignUGLecturegNotesgingQuantumgChemistrygIISG
2000SG 0.6 52

255 zolecularGbasisGofGquantitativeGstructureTpropertiesGrelationshipsGOQá—RPgGaGquantumGsimilarityG
approachUGJournalgofgComputerwAidedgMoleculargDesignSG1999SGXZSGYbfTdW 4.2 51

254 –nGquantumGmolecularGsimilarityGmeasuresGOQzázPGandGindicesGOQzávPUGJournalgofgMathematicalg
ChemistrySG1996SGXfSGadTbc 2.1 51

253 zolecularGelectronicGdensityGfittingGusingGelementaryGwacobiGrotationsGunderGatomicGshellG
approximationUGJournalgofgChemicalgInformationgandgComputergSciencesSG2000SGaWSGXXeeTfe 50

252
qefinitionGandGquantumGchemicalGapplicationsGofGnestedGsummationGsymbolsGandGlogicalGfunctionsgG
—edagogicalGartificialGintelligenceGdevicesGforGformulaeGwritingSGsequentialGprogrammingGandG
automaticGparallelGimplementationUGJournalgofgMathematicalgChemistrySG1995SGXeSGZdTdY

2.1 49

251 vndexGofGvdealityGofGporrelationgGnewGpossibilitiesGtoGvalidateGQánRgGaGcaseGstudyUGStructuralg
ChemistrySG2018SGYfSGZZTZe 1.8 47

250 QuantumGsimilarityGmeasuresSGmolecularGcloudGdescriptionSGandGstructureTpropertiesGrelationshipsUG
JournalgofgChemicalgInformationgandgComputergSciencesSG1992SGZYSGcWWTcWc 47

249 npplicationGofGzolecularGQuantumGáimilarityGtoGQánRUGQSARgandgCombinatorialgScienceSG1997SGXcSGYbTZY 46

248 nromaticityGinGlinearGpolyacenesgGgeneralizedGpopulationGanalysisGandGmolecularGquantumGsimilarityG
approachUGJournalgofgComputationalgChemistrySG2007SGYeSGXbYTcW 3.5 46
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247 vnwardGmatrixGproductsgGextensionsGandGapplicationsGtoGquantumGmechanicalGfoundationsGofGQánRUG
ComputationalgandgTheoreticalgChemistrySG2001SGbZdSGaXTba 46

246 ïheGsukuiGmatrixgGaGsimpleGapproachGtoGtheGanalysisGofGtheGsukuiGfunctionGandGitsGpositiveGcharacterUG
PhysicalgChemistrygChemicalgPhysicsSG2011SGXZSGcXXWTb 3.6 44

245 zolecularGquantumGsimilarityGmeasuresGtunedGZqGQánRgGanGantitumoralGfamilyGvalidationGstudyUG
JournalgofgChemicalgInformationgandgComputergSciencesSG1998SGZeSGcYaTZX 44

244 –nGtheGcalculationGofGabGinitioGquantumGmolecularGsimilaritiesGforGlargeGsystemsgGsittingGtheGelectronG
densityUGJournalgofgComputationalgChemistrySG1994SGXbSGXXXZTXXYW 3.5 44

243
nGcomparativeGanalysisGbyGmeansGofGquantumGmolecularGsimilarityGmeasuresGofGdensityGdistributionsG
derivedGfromGconventionalGabGinitioGandGdensityGfunctionalGmethodsUGJournalgofgChemicalgPhysicsSG
1996SGXWaSGcZcTcad

3.9 43

242 óseGofGabGvnitioGQuantumGzolecularGáimilaritiesGasGanGvnterpretativeGïoolGforGtheGátudyGofGphemicalG
ReactionsUGJournalgofgthegAmericangChemicalgSocietySG1994SGXXcSGbfWfTbfXb 16.4 43

241 ïripleGdensityGmolecularGquantumGsimilarityGmeasuresgGnGgeneralGconnectionGbetweenGtheoreticalG
calculationsGandGexperimentalGresultsUGMoleculargEngineeringSG1992SGYSGaZTca 43

240 pommunicationsGonGquantumGsimilaritySGpartGZgGaGgeometricTquantumGsimilarityGmolecularG
superpositionGalgorithmUGJournalgofgComputationalgChemistrySG2011SGZYSGbeYTff 3.5 41

239 zolecularGquantumGsimilarityGmeasuresGasGanGalternativeGtoGlogG—GvaluesGinGQánRGstudiesUGJournalgofg
ComputationalgChemistrySG1998SGXfSGXbdbTXbeZ 3.5 40

238 pommentariesGonGquantumGsimilarityGOXPgGqensityGgradientGquantumGsimilarityUGJournalgofg
ComputationalgChemistrySG2010SGZXSGYXfbTYXY 3.5 39

237 óseGofGpromolecularGnánGdensityGfunctionsGasGaGgeneralGalgorithmGtoGobtainGstartingGz–GinGápsG
calculationsUGInternationalgJournalgofgQuantumgChemistrySG2002SGedSGbfTcd 2.1 39

236 áhellG—artitionGandGzetricGáemispacesgGzinkowskiG’ormsSGRootGácalarG—roductsSGqistancesGandG
posinesGofGnrbitraryG–rderUGJournalgofgMathematicalgChemistrySG2002SGZYSGYWXTYYZ 2.1 38

235
QuantumGsimilarityGsuperpositionGalgorithmGOQáánPgGaGconsistentGschemeGforGmolecularGalignmentG
andGmolecularGsimilarityGbasedGonGquantumGchemistryUGJournalgofgChemicalgInformationgandg
ComputergSciencesSG2003SGaZSGXXaZTbW

38

234
soundationGofGquantumGsimilarityGmeasuresGandGtheirGrelationshipGtoGQá—RgGqensityGfunctionG
structureSGapproximationsSGandGapplicationGexamplesUGInternationalgJournalgofgQuantumgChemistrySG
2005SGXWXSGeTYW

2.1 38

233 qefinitionSGmathematicalGexamplesGandGquantumGchemicalGapplicationsGofGnestedGsummationG
symbolsGandGlogicalGxroneckerGdeltasUGComputersgogChemistrySG1994SGXeSGXXdTXYc 38

232 phemicalGstructuresGfromGtheGanalysisGofGdomainTaveragedGsermiGholesgGmultipleGmetalTmetalG
bondingGinGtransitionGmetalGcompoundsUGJournalgofgComputationalgChemistrySG2003SGYaSGXeYfTZe 3.5 37

231 zodelingGantimalarialGactivitygGapplicationGofGxineticGrnergyGqensityGQuantumGáimilarityGzeasuresG
asGdescriptorsGinGQánRUGJournalgofgChemicalgInformationgandgComputergSciencesSG2000SGaWSGXaWWTd 37

230 áhellsSGpointGcloudGhutsSGgeneralizedGscalarGproductsSGcosinesGandGsimilarityGtensorGrepresentationsG
inGvectorGsemispacesUGJournalgofgMathematicalgChemistrySG2012SGbWSGYXWTYXf 2.1 36
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229 zolecularGquantumGsimilarityGanalysisGofGestrogenicGactivityUGJournalgofgChemicalgInformationgandg
ComputergSciencesSG2003SGaZSGXXccTdc 36

228 áimpleGlinearGQánRGmodelsGbasedGonGquantumGsimilarityGmeasuresUGJournalgofgMedicinalgChemistrySG
1999SGaYSGbXcfTeW 8.3 36

227 vdentificationGofGactiveGmolecularGsitesGusingGquantumTselfTsimilarityGmeasuresUGJournalgofgChemicalg
InformationgandgComputergSciencesSG2001SGaXSGfdeTfX 35

226 QuantumGsimilarityGapproachGtoGysrRgGsubstituentGandGsolventGeffectsGonGtheGaciditiesGofGcarboxylicG
acidsUGJournalgofgPhysicalgOrganicgChemistrySG1999SGXYSGaadTaba 2.1 35

225 ïaggedGsetsSGconvexGsetsGandGquantumGsimilarityGmeasuresUGJournalgofgMathematicalgChemistrySG
1998SGYZSGZbZTZca 2.1 34

224 zaximalGprobabilityGdomainsGinGlinearGmoleculesUGJournalgofgComputationalgChemistrySG2005SGYcSGabbTcW 3.5 33

223 rlementaryGónitaryGz–GïransformationsGandGápsGïheoryUGAdvancesgingQuantumgChemistrySG1982SGXbSGYXbTYcb1.4 33

222 áomeGremarksGaboutGaGgeneralizedGápsGcouplingGoperatorGopenGshellGtheoryUGChemicalgPhysicsg
LettersSG1975SGZWSGaZTae 2.5 33

221 átructureTactivityGrelationshipsGofGphenethylamineUGaGcomparisonGofGquantumGmechanicalGápsGInbG
initioIGandGsemiempiricalGcalculationsUGJournalgofgthegAmericangChemicalgSocietySG1975SGfdSGXZZeTad 16.4 33

220
suzzyGsetsGandGbooleanGtaggedGsetshGvectorGsemispacesGandGconvexGsetshGquantumGsimilarityG
measuresGandGasaGdensityGfunctionshGdiagonalGvectorGspacesGandGquantumGchemistryUGAdvancesging
MoleculargSimilaritySG1999SGaZTdY

31

219 suzzyGsetsGandGoooleanGtaggedGsetsUGJournalgofgMathematicalgChemistrySG1997SGYYSGXaZTXad 2.1 30

218 zodellingGïoxicityGusingGzolecularGQuantumGáimilarityGzeasuresUGQSARgandgCombinatorialgScienceSG
2006SGYbSGbdfTbef 30

217
QualityGofGapproximateGelectronGdensitiesGandGinternalGconsistencyGofGmolecularGalignmentG
algorithmsGinGmolecularGquantumGsimilarityUGJournalgofgChemicalgInformationgandgComputergSciencesSG
2003SGaZSGXYWeTXd

30

216 nGteneralG—rocedureGtoG–btainGQuantumGzechanicalGphargeGandGoondG–rderGzolecularG
—arametersUGJournalgofgMathematicalgChemistrySG2004SGZcSGYWXTYXW 2.1 29

215 QuantumGmolecularGsimilarityGmeasuresGandGtheGnTdimensionalGrepresentationGofGaGmolecularGsetgG
phenyldimethylthiazinesUGComputationalgandgTheoreticalgChemistrySG1992SGYbaSGbXdTbZX 29

214 ’estedGsummationGsymbolsGandGperturbationGtheoryUGJournalgofgMathematicalgChemistrySG1993SGXZSGZZXTZaY2.1 29

213 átochasticGtransformationGofGquantumGsimilarityGmatricesGandGtheirGuseGinGquantumGQánRGOQQánRPG
modelsUGInternationalgJournalgofgQuantumgChemistrySG2000SGdfSGXcZTXdd 2.1 28

212 óseGofGelectronTelectronGrepulsionGenergyGasGaGmolecularGdescriptorGinGQánRGandGQá—RGstudiesUG
JournalgofgComputerwAidedgMoleculargDesignSG2000SGXaSGaddTeb 4.2 28
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211 nGsormalGpomparisonGbetweenGzolecularGQuantumGáimilarityGzeasuresGandGvndicesUGJournalgofg
ChemicalgInformationgandgComputergSciencesSG1998SGZeSGacfTadb 28

210 nromaticGpompoundsGnquaticGïoxicityGQánRGósingGzolecularGQuantumGáimilarityGzeasuresUGSARg
andgQSARgingEnvironmentalgResearchSG1999SGXWSGaWXTaYY 3.5 28

209 sastGcalculationGofGquantumGchemicalGmolecularGdescriptorsGfromGtheGelectronegativityGequalizationG
methodUGJournalgofgChemicalgInformationgandgComputergSciencesSG2003SGaZSGaYYTe 27

208 teneralGtrendsGinGatomicGandGnuclearGquantumGsimilarityGmeasuresUGInternationalgJournalgofg
QuantumgChemistrySG2000SGddSGcebTcfY 2.1 27

207
’otesGonGquantitativeGstructureTpropertiesGrelationshipsGOQá—RPGOXPgGnGdiscussionGonGaGQá—RG
dimensionalityGparadoxGOQá—RGq—PGandGitsGquantumGresolutionUGJournalgofgComputationalgChemistrySG
2009SGZWSGXXacTbf

3.5 26

206 zolecularGquantumGsimilarityGmatrixGbasedGclusteringGofGmoleculesGusingGdendrogramsUGJournalgofg
ChemicalgInformationgandgComputergSciencesSG2003SGaZSGXdWTd 26

205 átructureTtoxicityGrelationshipsGofGpolycyclicGaromaticGhydrocarbonsGusingGmolecularGquantumG
similarityUGJournalgofgComputerwAidedgMoleculargDesignSG2001SGXbSGcdTeW 4.2 26

204 ónconditionalGconvergenceGinGápsGtheorygGaGgeneralGlevelGshiftGtechniqueUGChemicalgPhysicsgLettersSG
1977SGadSGbeXTbeZ 2.5 26

203 nGcomparativeGstudyGofGisodensityGsurfacesGusingGabGinitioGandGnánGdensityGfunctionsUGJournalgofg
MoleculargGraphicsgandgModellingSG1998SGXcSGXfWTc 2.8 25

202 poulombGandGoverlapGselfTsimilaritiesgGaGcomparativeGselectivityGanalysisGofGstructureTfunctionG
relationshipsGforGauxinTlikeGmoleculesUGJournalgofgChemicalgInformationgandgModelingSG2006SGacSGXdbXTcY 6.1 25

201 zolecularGquantumGsimilarityGusingGconceptualGqsïGdescriptorsUGJournalgofgChemicalgSciencesSG2005SG
XXdSGaYbTaZb 1.8 25

200 nnalysisGofGtheGchangesGonGtheGpotentialGenergyGsurfaceGofGzenshutkinGreactionsGinducedGbyG
externalGperturbationsUGComputationalgandgTheoreticalgChemistrySG1996SGZdXSGXdXTXeZ 25

199 QuantumGmolecularGsimilarityGmeasuresUGAdvancesgingMoleculargSimilaritySG1996SGXTaY 24

198 pentroidGoriginGshiftGofGquantumGobjectGsetsGandGmolecularGpointGcloudsGdescriptionGandGelementG
comparisonsUGJournalgofgMathematicalgChemistrySG2012SGbWSGXXcXTXXde 2.1 23

197 QuantumGsimilarityGandGdiscreteGrepresentationGofGmolecularGsetsUGJournalgofgMathematicalg
ChemistrySG2011SGafSGXbbeTXbdY 2.1 23

196 zolecularGbasisGofGysrRUGzodelingGofGtheGelectronicGsubstituentGeffectGusingGfragmentGquantumG
selfTsimilarityGmeasuresUGJournalgofgChemicalgInformationgandgComputergSciencesSG2003SGaZSGYWZZTe 23

195 vnwardGzatrixG—roductGnlgebraGandGpalculusGasGïoolsGtoGponstructGápaceâ��ïimeGsramesGofGnrbitraryG
qimensionsUGJournalgofgMathematicalgChemistrySG2001SGZWSGYYdTYab 2.1 23

194 QuantumGmolecularGsimilarityGmeasuresGOQzázPGandGtheGatomicGshellGapproximationGOnánPUG
AdvancesgingMoleculargSimilaritySG1996SGXedTYXX 23
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193 QuantumGpolyhedraSGdefinitionsSGstatisticsGandGtheGconstructionGofGaGcollectiveGquantumGsimilarityG
indexUGJournalgofgMathematicalgChemistrySG2015SGbZSGXdXTXeY 2.1 22

192 ’aturalGöectorGápacesGOinwardGpowerGandGzinkowskiGnormGofGaG’aturalGöectorSG’aturalGoooleanG
uypercubesPGandGaGsermatâ��sGyastGïheoremGconjectureUGJournalgofgMathematicalgChemistrySG2017SGbbSGfXaTfaW2.1 22

191
pommunicationsGonGquantumGsimilarityGOaPgGcollectiveGdistancesGcomputedGbyGmeansGofGsimilarityG
matricesSGasGgeneratorsGofGintrinsicGorderingGamongGquantumGmultimolecularGpolyhedraUGWileyg
InterdisciplinarygReviews:gComputationalgMoleculargScienceSG2015SGbSGZeWTaWa

7.9 22

190
–nGtheGstatisticalGinterpretationGofGdensityGfunctionsgGntomicGshellGapproximationSGconvexGsetsSG
discreteGquantumGchemicalGmolecularGrepresentationsSGdiagonalGvectorGspacesGandGrelatedG
problemsUGJournalgofgMathematicalgChemistrySG1998SGYZSGZcbTZdb

2.1 22

189
nbGvnitioGQuantumGzolecularGáimilarityGzeasuresGonGzetalTáubstitutedGparbonicGnnhydraseGOzvvpnSG
zGjGoeSGzgSGznSGpoSG’iSGpuSGσnSGandGpdPUGJournalgofgChemicalgInformationgandgComputergSciencesSG
1994SGZaSGXWadTXWbZ

22

188
’otesGonGquantitativeGstructureTpropertyGrelationshipsGOQá—RPSGpartGZgGdensityGfunctionsGoriginGshiftG
asGaGsourceGofGquantumGQá—RGalgorithmsGinGmolecularGspacesUGJournalgofgComputationalgChemistrySG
2013SGZaSGdccTdf

3.5 21

187 ponstructionGofGcoherentGnanoGquantitativeGstructureTpropertiesGrelationshipsGOnanoTQá—RPGmodelsG
andGcatastropheGtheoryUGSARgandgQSARgingEnvironmentalgResearchSG2011SGYYSGccXTb 3.5 21

186 nboutGtheGpredictionGofGmolecularGpropertiesGusingGtheGfundamentalGQuantumGQá—RGOQQá—RPG
equationUGSARgandgQSARgingEnvironmentalgResearchSG2007SGXeSGYcbTea 3.5 21

185 npplicationGofGpromolecularGnánGdensitiesGtoGgraphicalGrepresentationGofGdensityGfunctionsGofG
macromolecularGsystemsUGJournalgofgMoleculargGraphicsgandgModellingSG2001SGXfSGZaZTe 2.8 21

184 ’TdimensionalGoooleanGhypercubesGandGtheGgoldbachGconjectureUGJournalgofgMathematicalg
ChemistrySG2016SGbaSGXYXZTXYYW 2.1 21

183 áelectTdivideTandTconquerGmethodGforGlargeTscaleGconfigurationGinteractionUGJournalgofgChemicalg
PhysicsSG2006SGXYbSGWXaXWe 3.9 20

182 rstimationGofGinfiniteGdilutionGactivityGcoefficientsGofGorganicGcompoundsGinGwaterGwithGneuralG
classifiersUGAICHEgJournalSG2004SGbWSGXZXbTXZaZ 3.6 20

181 zodelingGlargeGmacromolecularGstructuresGusingGpromolecularGdensitiesUGJournalgofgChemicalg
InformationgandgComputergSciencesSG2002SGaYSGeadTbY 20

180
QuantificationGofGtheGinfluenceGofGsingleTpointGmutationsGonGhaloalkaneGdehalogenaseGactivitygGaG
molecularGquantumGsimilarityGstudyUGJournalgofgChemicalgInformationgandgComputergSciencesSG2000SG
aWSGeZfTac

20

179 nnalyzingGtheGïripleGqensityGzolecularGQuantumGáimilarityGzeasuresGwithGtheGv’qápnyGzodelUG
JournalgofgChemicalgInformationgandgComputergSciencesSG1998SGZeSGcYWTcYZ 20

178 ósingGmolecularGquantumGsimilarityGmeasuresGasGdescriptorsGinGquantitativeGstructureTtoxicityG
relationshipsUGSARgandgQSARgingEnvironmentalgResearchSG1999SGXWSGbabTbc 3.5 20

177 QuantumGzolecularGáimilaritygGïheoryGandGnpplicationsGtoGtheGrvaluationGofGzolecularG—ropertiesSG
oiologicalGnctivitiesGandGïoxicityUGMathematicalgandgComputationalgChemistrySG2001SGXedTZYW 20

176 zultimolecularGpolyhedraGandGQá—RUGJournalgofgMathematicalgChemistrySG2014SGbYSGXeaeTXebc 2.1 19
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175 zolecularGquantumGsimilarityGmeasuresGinGzinkowskiGmetricGvectorGsemispacesUGJournalgofg
MathematicalgChemistrySG2008SGaaSGcYeTcZc 2.1 19

174 ïtánTslexgGrxtendingGtheGcapabilitiesGofGtheGïopoTteometricalGáuperpositionGnlgorithmGtoGhandleG
flexibleGmoleculesUGJournalgofgComputationalgChemistrySG2004SGYbSGXbZTf 3.5 19

173 áolutionsGtoGtheGQuantumGQá—RGproblemGinGmolecularGspacesUGTheoreticalgChemistrygAccountsSG2007SG
XXeSGcdZTcdf 1.9 18

172 nlgebraicGrelationshipsGbetweenGconceptualGqsïGquantitiesGandGtheGelectronegativityGequalizationG
hardnessGmatrixUGChemicalgPhysicsgLettersSG2002SGZcaSGZbdTZcY 2.5 18

171 RationalGmodellingGofGtheGvoltageTdependentGxRGchannelGinactivationGbyGaminopyridinesUG
BiophysicalgChemistrySG2003SGXWaSGaXdTYd 3.5 18

170 zolecularGbasisGofGlinearGfreeGenergyGrelationshipsUGïheGnatureGofGinductiveGeffectGinGaliphaticGseriesUG
JournalgofgChemicalgInformationgandgComputergSciencesSG2002SGaYSGbcaTdW 18

169 q’nSGunnaturalGbaseGpairsGandGhypercubesUGJournalgofgMathematicalgChemistrySG2018SGbcSGXZbZTXZbc 2.1 17

168 zathematicalGaspectsGofGtheGypn–Gz–GfirstGorderGdensityGfunctionGObPgGcentroidGshiftingGofGz–G
shapeGfunctionsGbasisGsetSGpropertiesGandGapplicationsUGJournalgofgMathematicalgChemistrySG2013SGbXSGYefTYfc2.1 17

167 nGnewGinsightGonGtheGquantumGquantitativeGstructureTpropertiesGrelationshipsUGInternationalgJournalg
ofgQuantumgChemistrySG2008SGXWeSGXdYXTXdZa 2.1 17

166 áimilarityGapproachGtoGQánRUGnpplicationGtoGantimycobacterialGbenzoxazinesUGInternationalgJournalg
ofgPharmaceuticsSG2004SGYcfSGbXTcW 6.5 17

165 vnwardGmatrixGproductsSGgeneralisedGdensityGfunctionsGandGRayleighâ��áchrˆ¶dingerGperturbationG
theoryUGComputationalgandgTheoreticalgChemistrySG2000SGbWXTbWYSGXdZTXdc 17

164 zanyGpenterGn–GvntegralGrvaluationGósingGpartesianGrxponentialGïypeG–rbitalsGOprï–NáPUGAdvancesg
ingQuantumgChemistrySG1992SGXXbTYZd 1.4 17

163 nllGvalenceGelectronGwavefunctionsGandGelectrostaticGmolecularGpotentialsGunderGzeroGdifferentialG
overlapGapproximationUGChemicalgPhysicsgLettersSG1974SGYbSGefTfX 2.5 17

162 nboutGrrdˆ¶sGdiscrepancyGconjectureUGJournalgofgMathematicalgChemistrySG2016SGbaSGcbdTccW 2.1 16

161 pollectiveGruclidianGdistancesGandGquantumGsimilarityUGJournalgofgMathematicalgChemistrySG2013SGbXSGZZeTZbZ2.1 16

160 ácaledGruclidianGdistancesgGaGgeneralGdissimilarityGindexGwithGaGsuitablyGdefinedGgeometricalG
foundationUGJournalgofgMathematicalgChemistrySG2012SGbWSGdZaTdaW 2.1 16

159 –nGtheGextensionGofGquantumGsimilarityGtoGatomicGnucleigG’uclearGquantumGsimilarityUGJournalgofg
MathematicalgChemistrySG1998SGYZSGZYdTZbX 2.1 16

158 sundamentalGquantumGQánRGOQYánRPGequationgGextensionsSGnonlinearGtermsSGandGgeneralizationsG
withinGextendedGuilbertâ��áobolevGspacesUGInternationalgJournalgofgQuantumgChemistrySG2002SGeeSGXcdTXeY 2.1 16
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157 átructureâ��propertyGrelationshipsGandGmomentumGspaceGquantitiesgGuammettGˇ�â��constantsUG
MoleculargPhysicsSG2003SGXWXSGZXbfTZXcY 1.7 16

156 –penGáhellGápsGïheorygGnnGabGvnitioGátudyGofGáomeGvnterstellarGzoleculesUGAdvancesgingQuantumg
ChemistrySG1980SGXYSGXbfTXed 1.4 16

155 rmpiricalGquantumGchemicalGapproachGtoGstructureTgasGchromatographicGretentionGindexG
relationshipUGvUGáterolGacetatesUGJournalgofgChromatographygASG1975SGXWeSGZZdTaa 4.5 16

154 nGgeneralGmulticonfigurationGpairedGexcitationGselfTconsistentGfieldGtheoryGOzpG—rGápsPUGChemicalg
PhysicsgLettersSG1977SGadSGebTfX 2.5 16

153 qivagationsGaboutGtheGperiodicGtablegGoooleanGhypercubeGandGquantumGsimilarityGconnectionsUG
JournalgofgComputationalgChemistrySG2019SGaWSGYcbZTYccZ 3.5 15

152 qefinitionGofGnormGcoherentGgeneralizedGscalarGproductsGandGquantumGsimilarityUGJournalgofg
MathematicalgChemistrySG2010SGadSGZZXTZaa 2.1 15

151 ónrevealedGstructuralGrequirementsGforGauxinTlikeGmoleculesGbyGtheoreticalGandGexperimentalG
evidencesUGPhytochemistrySG2007SGceSGYZdTbW 4 15

150
npplicationsGofGinwardGmatrixGproductsGandGmatrixGwaveGfunctionsGtoGuˆ…ckelGz–GtheorySGálaterG
extendedGwaveGfunctionsSGspinGextendedGfunctionsSGandGuartreeGmethodUGInternationalgJournalgofg
QuantumgChemistrySG2003SGfXSGcWdTcXd

2.1 15

149
QuantumGsimilarityGQánRgGátudyGofGinhibitorsGbindingGtoGthrombinSGtrypsinSGandGfactorGXaSGincludingG
aGcomparisonGwithGpozsnGandGpozávnGmethodsUGInternationalgJournalgofgQuantumgChemistrySG2000SG
eWSGYcbTYeY

2.1 15

148 sacetGdiagramsGforGquantumGsimilarityGdataUGJournalgofgComputerwAidedgMoleculargDesignSG1999SGXZSGbfdTcXW4.2 15

147 QuantumGsimilarityGmatricesGcolumnGsetGasGhologramsGofGqsGmolecularGpointGcloudsUGJournalgofg
MathematicalgChemistrySG2012SGbWSGYZZfTYZaX 2.1 14

146 nGtaussianGholographicGtheoremGandGtheGprojectionGofGelectronicGdensityGfunctionsGintoGtheGsurfaceG
ofGaGsphereUGJournalgofgMathematicalgChemistrySG2010SGaeSGfXaTfYa 2.1 14

145 ïheGperturbationGtheoryGforGnonTdegenerateGstatesGandGtheGextendedGuˆ…ckelGmethodUGTheoreticag
ChimicagActaSG1970SGXdSGdaTeW 14

144 nnGisometricGrepresentationGproblemGinGquantumGmultimolecularGpolyhedraGandGsimilarityUGJournalg
ofgMathematicalgChemistrySG2015SGbZSGXdbWTXdbe 2.1 13

143
zathematicalGaspectsGofGtheGypn–Gz–GfirstGorderGdensityGfunctionGOaPgGaGdiscussionGonGtheG
connectionGofGïaylorGseriesGexpansionGofGelectronicGdensityGOïárqPGfunctionGwithGtheGholographicG
electronGdensityGtheoremGOurqïPGandGtheGuohenbergTxohnGtheoremGOuxïPUGJournalgofgMathematicalg
ChemistrySG2011SGafSGeZcTeaY

2.1 13

142 QuantumGsimilaritySGvolumeGfunctionsGandGgeneralizedGparbˆ‡GindicesUGJournalgofgMathematicalg
ChemistrySG2011SGafSGYXWfTYXXb 2.1 13

141 nGquantumGsimilarityGmatrixGOQázPGnufbauGprocedureUGJournalgofgMathematicalgChemistrySG2008SGaaSGYYeTYZa2.1 13

140 ïowardGanGalternativeGhardnessGkernelGmatrixGstructureGinGtheGrlectronegativityGrqualizationG
zethodGOrrzPUGJournalgofgChemicalgInformationgandgModelingSG2006SGacSGXcbdTcb 6.1 13

(2006-2003)
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139 ’onTlinearGïermsGMGöariationalGnpproachGinGQuantumGQá—RUGJournalgofgMathematicalgChemistrySG
2004SGZcSGYaXTYcW 2.1 13

138 zolecularGquantumGsimilarityTbasedGQánRsGforGbindingGaffinitiesGofGseveralGsteroidGsetsUGJournalgofg
ChemicalgInformationgandgComputergSciencesSG2002SGaYSGXXebTfZ 13

137 rlectrostaticGmolecularGpotentialGasGaGstaticGindexGinGtheGstudyGofGaromaticGsubstitutionsUGChemicalg
PhysicsgLettersSG1975SGZXSGYcdTYdW 2.5 13

136 QuantumGsimilarityUGAdvancesgingMoleculargSimilaritySG1999SGXTaY 13

135 nGstudyGonGtoldbachGconjectureUGJournalgofgMathematicalgChemistrySG2016SGbaSGXdfeTXeWf 2.1 12

134 nntimalarialGactivityGofGsyntheticGXSYSaTtrioxanesGandGcyclicGperoxyGketalsSGaGquantumGsimilarityG
studyUGJournalgofgComputerwAidedgMoleculargDesignSG2001SGXbSGXWbZTcZ 4.2 12

133 rxtendedGdensityGfunctionsUGAdvancesgingQuantumgChemistrySG2000SGZeSGXTcZ 1.4 12

132 vcosahedralGsymmetryGstructuresGwithGopenTshellGelectronicGconfigurationGh’GO’jXâ��fPUUGPhysicsg
LettersvgSectiongA:gGeneralvgAtomicgandgSolidgStategPhysicsSG2000SGYcdSGZdWTZde 2.3 12

131 QuantumGQánRGandGtheGeigensystemsGofGstochasticGquantumGsimilarityGmatricesUGJournalgofg
MathematicalgChemistrySG2000SGYdSGZbdTZdc 2.1 12

130 phemicalGbondsGfromGtheGconditionGofGminimalGpairGfluctuationgGporrelatedGcaseUGInternationalg
JournalgofgQuantumgChemistrySG1999SGdYSGebTfX 2.1 12

129 rlectrostaticGcorrectionsGtoGextendedGuˆ…ckelGtheoryUGInternationalgJournalgofgQuantumgChemistrySG
1977SGXXSGYdXTYdc 2.1 12

128 ïowardGaGuniversalGquantumGQá—RGoperatorUGInternationalgJournalgofgQuantumgChemistrySG2018SGXXeSGeYbcWY2.1 11

127 ïheGgeneralGtaussianGproductGtheoremUGJournalgofgMathematicalgChemistrySG2011SGafSGXdcfTXdea 2.1 11

126 zathematicalGrlementsGofGQuantumGrlectronicGqensityGsunctionsUGAdvancesgingQuantumgChemistrySG
2005SGXYXTYWd 1.4 11

125 nGnaiveGlookGonGtheGuohenbergâ��xohnGtheoremUGJournalgofgMathematicalgChemistrySG1999SGYbSGYbZTYbd 2.1 11

124 rxtendingGmolecularGsimilarityGtoGenergyGsurfacesgGooltzmannGsimilarityGmeasuresGandGindicesUG
JournalgofgMathematicalgChemistrySG1996SGYWSGYadTYcX 2.1 11

123 teneralizedGRayleighTáchrˆ¶dingerGperturbationGtheoryGinGmatrixGformUGJournalgofgMathematicalg
ChemistrySG1994SGXbSGZfdTaWc 2.1 11

122 nGconcurrentGalgorithmGforGparallelGcalculationGofGeigenvaluesGandGeigenvectorsGofGrealGsymmetricG
matricesUGJournalgofgComputationalgChemistrySG1992SGXZSGXbbTXbf 3.5 11
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121 oooleanGuypercubesGasGtimeGrepresentationGholdersUGJournalgofgMathematicalgChemistrySG2018SGbcSGXZafTXZbY2.1 10

120 rz—GasGaGsimilarityGmeasuregGaGgeometricGpointGofGviewUGJournalgofgMathematicalgChemistrySG2013SG
bXSGZeYTZef 2.1 10

119 ’otesGonGquantitativeGstructureTpropertiesGrelationshipsGOQá—RPGpartGYgGtheGroleGofGtheGnumberGofG
atomsGasGaGmolecularGdescriptorUGJournalgofgComputationalgChemistrySG2009SGZWSGYWffTXWa 3.5 10

118 ámoothGfunctionGtopologicalGstructureGdescriptorsGbasedGonGgraphTspectraUGJournalgofgMathematicalg
ChemistrySG2008SGaaSGZdZTZde 2.1 10

117 wacobiGRotationsgGnGteneralG—rocedureGforGrlectronicGrnergyG–ptimizationUGAdvancesgingQuantumg
ChemistrySG1989SGYWSGZdbTaaX 1.4 10

116 nriadneTeegGnnGabGinitioGmonoconfigurationalGclosedGandGopenGshellGdirectGelectronicGenergyG
calculationGusingGelementaryGwacobiGrotationsUGComputergPhysicsgCommunicationsSG1989SGbYSGZabTZba 4.2 10

115 nromaticitySGquantumGmultimolecularGpolyhedraSGandGquantumGQá—RGfundamentalGequationUG
JournalgofgComputationalgChemistrySG2016SGZdSGdeTeY 3.5 10

114 RefinementGofGaGgeneralizedGsermatâ��sGlastGtheoremGconjectureGinGnaturalGvectorGspacesUGJournalgofg
MathematicalgChemistrySG2017SGbbSGXecfTXedd 2.1 9

113 teometryGofGnTdimensionalGruclideanGspaceGtaussianGenfoldmentsUGJournalgofgMathematicalg
ChemistrySG2011SGafSGYYaaTYYaf 2.1 9

112 pommunicationsGonGquantumGsimilarityGOYPgGnGgeometricGdiscussionGonGholographicGelectronGdensityG
theoremGandGconfinedGquantumGsimilarityGmeasuresUGJournalgofgComputationalgChemistrySG2010SGZXSGYabYTcY3.5 9

111 plassificationGofGreactionGpathwaysGviaGmomentumâ��spaceGandGquantumGmolecularGsimilarityG
measuresUGChemicalgPhysicsgLettersSG2003SGZcdSGYWdTYXZ 2.5 9

110 ósingGmolecularGquantumGsimilarityGmeasuresGunderGstochasticGtransformationGtoGdescribeGphysicalG
propertiesGofGmolecularGsystemsUGJournalgofgChemicalgInformationgandgComputergSciencesSG2002SGaYSGZXdTYb 9

109 vnterstellarGchemistryUGJournalgofgChemicalgEducationSG1985SGcYSGeZY 2.4 9

108 troundGandGfirstGexcitedGstatesGelectrostaticGmolecularGpotentialsGofGketeneGandGdiazomethaneUG
ChemicalgPhysicsgLettersSG1974SGYeSGaYYTaYc 2.5 9

107 QuantumGpolyhedraGinGypn–Gz–GtheoryUGMoleculargPhysicsSG2016SGXXaSGXYZcTXYaf 1.7 8

106 uypercubesGdefinedGonGnTaryGsetsSGtheGrrdˆ¶sâ��saberâ��yovˆ¡szGconjectureGonGgraphGcoloringSGandGtheG
descriptionGspacesGofGpolypeptidesGandGR’nUGJournalgofgMathematicalgChemistrySG2019SGbdSGYXeYTYXfa 2.1 8

105 yeastGsquaresGestimationGofGunknownGmolecularGpropertiesGandGquantumGQá—RGfundamentalG
equationUGJournalgofgMathematicalgChemistrySG2015SGbZSGXcbXTXcbc 2.1 8

104 öariationalGprincipleSGuohenbergâ��xohnGtheoremSGandGdensityGfunctionGoriginGshiftsUGJournalgofg
MathematicalgChemistrySG2013SGbXSGXZfdTXaWf 2.1 8

(2013-2018)
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103 qiagonalGcoefficientGrepresentationGofGdensityGfunctionsGandGquantumGsimilarityGmeasuresUGJournalg
ofgMathematicalgChemistrySG2008SGaaSGcYXTcYd 2.1 8

102
nboutGáomeGQuestionsGRelativeGtoGtheGnrbitrarinessGofGáignsgGïheirG—ossibleGponsequencesGinG
zatrixGáignaturesGqefinitionGandGQuantumGphemicalGnpplicationsUGJournalgofgMathematicalg
ChemistrySG2003SGZZSGYYdTYaa

2.1 8

101 ápsGïheoryGofGmultipletGstatesUGInternationalgJournalgofgQuantumgChemistrySG1980SGXdSGdYbTdZc 2.1 8

100 nverageGfockGoperatorsUGInternationalgJournalgofgQuantumgChemistrySG1980SGXeSGXYWdTXYYX 2.1 8

99 ïimeGvectorsGandGparticleGswarmsGdefinedGasGpolyhedraGinGsphericallyGenfoldedGspacesUGJournalgofg
MathematicalgChemistrySG2016SGbaSGXdbXTXdbd 2.1 7

98 átereographicG—rojectionGofGqensityGsunctionsGOqsPGandGtheGuolographicGrlectronicGqensityG
ïheoremGOurqïPUGJournalgofgChemicalgTheorygandgComputationSG2012SGeSGebaTcX 6.4 7

97 –nGtheGnatureGofGatomicGshellGapproximationGOnánPGelectrostaticGmolecularGpotentialsGOrz—PUG
JournalgofgMathematicalgChemistrySG2012SGbWSGfeXTfee 2.1 7

96 nboutGtheGconceptGofGphemicalGápacegGaGconcernedGreflectionGonGsomeGtrendsGofGmodernGscientificG
thoughtGwithinGtheoreticalGchemicalGloreUGJournalgofgMathematicalgChemistrySG2013SGbXSGaXZTaXf 2.1 7

95 nTqimensionalGruclideanGspaceGtaussianGenfoldmentUGJournalgofgMathematicalgChemistrySG2011SGafSGYYZXTYYaZ2.1 7

94 nnGiterativeGmethodGtoGsolveGtheGalgebraicGeigenvalueGproblemUGJournalgofgMathematicalgChemistrySG
1997SGYXSGZfbTaXY 2.1 7

93 zathematicalGaspectsGofGtheGypn–Gz–GfirstGorderGdensityGfunctionGOXPgGatomicGpartitionSGmetricG
structureGandGpracticalGapplicationsUGJournalgofgMathematicalgChemistrySG2008SGaZSGXWdcTXXWX 2.1 7

92 tenerationGofGzolecularGsieldsSGQuantumGáimilarityGzeasuresGandGRelatedGQuestionsUGJournalgofg
MathematicalgChemistrySG2006SGZfSGafbTbXW 2.1 7

91 rnergyGvariationGandGelementaryGwacobiGrotationsUGComputationalgandgTheoreticalgChemistrySG1983SG
fZSGXbTZZ 7

90
pantorTlikeGtransfiniteGsequencesGandGtˆ¶delTlikeGincompletenessGrevealedGbyGmeansGofGzersenneG
transfiniteGdimensionalGbooleanGhypercubeGconcatenationUGJournalgofgMathematicalgChemistrySG2020
SGbeSGXTb

2.1 7

89 RoleGofGtheGstructureGofGoooleanGhypercubesGwhenGusedGasGvectorsGinGnaturalGOoooleanPGvectorG
semispacesUGJournalgofgMathematicalgChemistrySG2019SGbdSGcfdTdWW 2.1 7

88 áoftenedGelectrostaticGmolecularGpotentialsUGJournalgofgMoleculargGraphicsgandgModellingSG2013SGZfSGZfTaf2.8 6

87 zathematicalGaspectsGofGtheGypn–Gz–GfirstGorderGdensityGfunctionGOZPgGnGgeneralGlocalizationG
procedureUGJournalgofgMathematicalgChemistrySG2008SGaZSGXWcfTXWdb 2.1 6

86 zathematicalGaspectsGofGtheGypn–Gz–GfirstGorderGdensityGfunctionGOYPgGRelationshipsGbetweenG
densityGfunctionsUGJournalgofgMathematicalgChemistrySG2008SGaZSGXXWYTXXXe 2.1 6

RamontCarbˆ‡-DorcatitCarrˆ'

12



85 RiemannianGthreeGdimensionalGmolecularGspacesUGJournalgofgMathematicalgChemistrySG2008SGaaSGYecTZWW 2.1 6

84 qescriptorsGandG—robabilityGqistributionsGinGz–GïheorygGüeightedGzullikenGzatricesGandGzolecularG
QuantumGáimilarityGzeasuresUGJournalgofgMathematicalgChemistrySG2006SGZfSGbbXTbfX 2.1 6

83 vnfiniteTqimensionalGïimeGöectorsGasGoackgroundGouildingGolocksGofGaGápaceâ��ïimeGsrameGátructureUG
JournalgofgMathematicalgChemistrySG2004SGZcSGdbTeX 2.1 6

82 zolecularG’uclearGsieldsgGnG’aˆflveG—erspectiveUGJournalgofgMathematicalgChemistrySG2005SGZeSGcdXTcdc 2.1 6

81 qr’ávï−Gsó’pïv–’áGn’qGtr’rRnïv’tGünörGsó’pïv–’áG2002SGaWXTaXY 6

80 nGnewGlookGonGápsGtheoryUGChemicalgPhysicsgLettersSG1975SGZZSGbabTbaf 2.5 6

79 rmpiricalGquantumGchemicalGapproachGtoGstructureTgasGchromatographicGretentionGindexG
relationshipsUGJournalgofgChromatographygASG1976SGXXdSGXWbTXXc 4.5 6

78 áequenceGofGenergyGlevelsGinGmolecularGcalculationsGwithGaGnonorthogonalGbasisG1969SGbfSGYWaTYXd 6

77 rigenspaceGmanipulationGinGápsGtheoryUGInternationalgJournalgofgQuantumgChemistrySG1972SGcSGeaZTead 2.1 6

76 oooleanGhypercubesGandGtheGstructureGofGvectorGspacesUGJournalgofgMathematicalgSciencesgandg
ModellingSG2018SGXSGXTXa 3 6

75 nGtheoremGonGtheGtramGmatrixGofGaGpolyhedronUGJournalgofgMathematicalgChemistrySG2017SGbbSGdfTfd 2.1 5

74 rnfoldedGconformationalGspacesgGdefinitionGofGtheGchemicalGquantumGmechanicalGmultiverseGunderG
oornâ��–ppenheimerGapproximationUGJournalgofgMathematicalgChemistrySG2013SGbXSGXWfYTXWfe 2.1 5

73 —ositionTmomentumGueisenbergGuncertaintyGinGtaussianGenfoldmentsGofGruclidianGspaceUGJournalgofg
MathematicalgChemistrySG2013SGbXSGaYWTaYc 2.1 5

72 ueisenbergâ��sGRelationsGinGqiscreteG’TqimensionalG—arameterizedGzetricGöectorGápacesUGJournalgofg
MathematicalgChemistrySG2004SGZcSGaXTba 2.1 5

71 teometricGandGelectronicGsimilaritiesGbetweenGtransitionGstructuresGforGelectrocyclizationsGandG
sigmatropicGhydrogenGshiftsUGTheoreticalgChemistrygAccountsSG2005SGXXZSGYWbTYXX 1.9 5

70 zolecularGQuantumGáimilarityGzeasuresGasGqescriptorsGforGQuantumGQánRUGPolycyclicgAromaticg
CompoundsSG2001SGXfSGbXTdX 1.3 5

69 RayleighTáchrˆ¶dingerG—erturbationGïheoryGinGzatrixGsormUGJournalgofgChemicalgEducationSG1998SGdbSGbWY 2.4 5

68 zulticonfigurationalGcalculationsGusingGrlementaryGwacobiGRotationsUGComputationalgandgTheoreticalg
ChemistrySG1985SGXYWSGZbdTZcZ 5

(1985-2008)
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67 pomparativeGborazarobenzenesGcalculationsGfollowingGdifferentGmethodsUGTheoreticagChimicagActaSG
1969SGXaSGXadTXcY 5

66 ponformationalGanalysisGfromGtheGviewpointGofGmolecularGsimilarityUGAdvancesgingMoleculargSimilarity
SG1996SGXZbTXcb 5

65 ïransformationGofGbooleanGhypercubeGverticesGintoGunitGintervalGelementsgGQá—RGworkoutG
consequencesUGJournalgofgMathematicalgChemistrySG2019SGbdSGcfaTcfc 2.1 5

64 suzzyGuypercubesGandGtheirGtimeTlikeGevolutionUGJournalgofgMathematicalgChemistrySG2020SGbeSGXZZdTXZaa2.1 4

63 –nGdensityGfunctionGcoordinateGmatrixUGJournalgofgMathematicalgChemistrySG2013SGbXSGXceXTXceZ 2.1 4

62
ypn–Gz–GfirstGorderGdensityGfunctionsgG—artitionGinGmonocentricGandGbicentricGtermsSGreciprocalGz–G
spacesSGinvariantGtransformationsGandGruclidianGatomicGpopulationsUGComputationalgandgTheoreticalg
ChemistrySG2010SGfaZSGZYTaX

4

61 qeductionGofGueisenbergGrelationsGandGáchrˆ¶dingerGequationGthroughGtheGstructureGofG’G
TdimensionalGparameterizedGmetricGvectorGspacesUGJournalgofgMathematicalgChemistrySG2005SGZeSGefTXWX 2.1 4

60 teneralizedGoneTelectronGspinGfunctionsGandGselfTsimilarityGmeasuresUGJournalgofgMathematicalg
ChemistrySG2001SGYfSGaXTab 2.1 4

59 zulticentricGexpansionsGforGisoscelesGuRRZGconfigurationsUGJournalgofgChemicalgPhysicsSG1975SGcYSGYcZdTYcZf3.9 4

58 zathematicalGbasisGofGapproximateGz–GtheoriesgG–riginGofGmullikenNsGmagicGformulaUGInternationalg
JournalgofgQuantumgChemistrySG1978SGXaSGYWfTYXY 2.1 4

57 nGquantumGsimilarityGdiscussionGaboutGrinsteinâ��—odolskyâ��RosenGOr—RPGparadoxGinGtaussianG
enfoldedGspacesUGJournalgofgMathematicalgChemistrySG2020SGbeSGXeXbTXeYd 2.1 4

56 teneralizedGscalarGproductsGinGzinkowskiGmetricGspacesUGJournalgofgMathematicalgChemistrySG2021SG
bfSGXWYfTXWab 2.1 4

55 –nGtheGnatureGofGtheGcollectiveGquantumGmechanicalGdescriptionGofGmolecularGatomsGandGbondsUG
JournalgofgMathematicalgChemistrySG2016SGbaSGXaaWTXaac 2.1 4

54
nGpostulateGinvolvingGquantumGmechanicalGmomentumGinGpositionGspaceSGdensityGfunctionG
expressionGofGtheGkineticGenergyGandGueisenbergâ��sGuncertaintyGrelationUGJournalgofgMathematicalg
ChemistrySG2014SGbYSGXfafTXfcd

2.1 3

53 nGnaˆflveGgeometricalGperspectiveGofGsukuiGfunctionsgGdefinitionGofGsukuiGfunctionGskewGsymmetricG
matricesGdescribedGonGdensityGfunctionGsetsUGJournalgofgMathematicalgChemistrySG2013SGbXSGeaZTebc 2.1 3

52 sermiGacceleratorgGnGnewGinsightGfromGquantumGtheoryGofGmotionUGInternationalgJournalgofgQuantumg
ChemistrySG2015SGXXbSGXdZZTXdZe 2.1 3

51 pompletelyGsoftGmolecularGelectrostaticGpotentialsGOpoázr—PGandGtotalGdensityGfunctionsUGJournalgofg
MathematicalgChemistrySG2013SGbXSGXddYTXdeZ 2.1 3

50 yogicalGxroneckerGdeltaGdeconstructionGofGtheGabsoluteGvalueGfunctionGandGtheGtreatmentGofG
absoluteGdeviationsUGJournalgofgMathematicalgChemistrySG2011SGafSGcXfTcYa 2.1 3
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49 nGmonodimensionalGscientificGperformanceGmeasuregGtheGhGindexSGcanGbeGsubstitutedGbyGsimpleG
multidimensionalGdescriptorslUGJournalgofgMathematicalgChemistrySG2010SGadSGbaeTbbW 2.1 3

48 pommentGonGIphemoselectivesGinGacetalizationSGthioacetalizationSGoxathioacetalizationGandG
azathioacetalizationIUGJournalgofgPhysicalgChemistrygASG2007SGXXXSGYcaW 2.8 3

47 –nGrinsteinâ��—odolskyâ��RosenG—aradoxUGJournalgofgMathematicalgChemistrySG2007SGaXSGYWfTYXb 2.1 3

46 rxtendedGáobolevGandGuilbertGspacesGandGapproximateGstationaryGsolutionsGforGelectronicGsystemsG
withinGtheGnonTlinearGáchrˆ¶dingerGequationG2001SGYfSGZTYW 3

45 nGprocedureGtoGobtainGanGaccurateGapproximationGtoGaGfullGpvGwavefunctionUGJournalgofgMathematicalg
ChemistrySG1996SGYWSGYcZTYdX 2.1 3

44 nGmodifiedGqelGReGmethodUGTheoreticagChimicagActaSG1970SGXeSGXdWTXdZ 3

43 zolecularGQuantumGáimilarityG2009SG 3

42
’otesGonGQuantitativeGátructureT—ropertiesGRelationshipsGOQá—RPG—artGsourgGQuantumG
zultimolecularG—olyhedraSGpollectiveGöectorsSGQuantumGáimilaritySGandGQuantumGQá—RG
sundamentalGrquationUGManagementgStudiesSG2016SGaSG

1.3 3

41 nGstudyGonGtheGcentroidGvectorGofGaGpolyhedronUGJournalgofgMathematicalgChemistrySG2016SGbaSGcXTdX 2.1 2

40 óniversalGtransformationGandGnonTlinearGconnectionGbetweenGexperimentalGandGcalculatedGpropertyG
vectorsGinGQá—RUGJournalgofgMathematicalgChemistrySG2019SGbdSGXWdbTXWed 2.1 2

39 sunctionGextendedGspacesUGJournalgofgMathematicalgChemistrySG2013SGbXSGccWTcdX 2.1 2

38 áymmetricalGoverlapGtransformationsGofGfunctionGbasisGsetsgGtheGypn–Gz–GandGquantumGsimilarityG
practicalGcasesUGJournalgofgMathematicalgChemistrySG2012SGbWSGdaXTdbX 2.1 2

37 —articleGcoordinatesGandGdiscreteGmolecularGdescriptiongGaGgeometricGpointGofGviewGonGaGtwofoldG
dimensionalityGenvironmentUGJournalgofgMathematicalgChemistrySG2013SGbXSGXbcfTXbeZ 2.1 2

36 ïheGrelationshipGbetweenGtheGeigenvaluesGandGeigenvectorsGofGaGsimilarityGmatrixGandGitsGassociatedG
parbˆ‡GindexGmatrixUGJournalgofgMathematicalgChemistrySG2011SGafSGcTXX 2.1 2

35 rxpectationGvalueGaveragesGofGsizeGconsistentGhermitianGoperatorsGandGtheGdefinitionGofGsukuiG
functionsUGInternationalgJournalgofgQuantumgChemistrySG2009SGXWfSGYZbcTYZca 2.1 2

34 nGqiscussionGonGtheGrinsteinâ��—odolskiâ��RosenGOr—RPGrffectQGinGaGóniqueGüavefunctionGQuantumG
zechanicalGsrameworkUGJournalgofgMathematicalgChemistrySG2006SGZfSGYcdTYdf 2.1 2

33
nnalysisGofGaGteneralGïheoremGponcerningGïwoG’onTpommutingGuermitianGzatricesgGQuantumG
zechanicalGvmplicationsGforGtroundGandGrxcitedGátatesUGJournalgofgMathematicalgChemistrySG2003SG
ZaSGdbTeY

2.1 2

32 QuantumGchemistrySGáobolevGspacesGandGápsUGJournalgofgMathematicalgChemistrySG2000SGYeSGbfTdW 2.1 2

(2000-2010)
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31 nGdiscussionGonGanGapparentGz–GtheoryGparadoxUGJournalgofgMathematicalgChemistrySG2000SGYdSGZbTaX 2.1 2

30 ’oteGonGaGRoothaanGprocedureUGChemicalgPhysicsgLettersSG1971SGeSGdbTdc 2.5 2

29 oooleanGuypercubesSGzersenneG’umbersSGandGtheGpollatzGponjectureUGJournalgofgMathematicalg
SciencesgandgModellingSXYWTXYf 3 2

28 rxtendedGzinkowskiGspacesSGzeroGnormsSGandGzinkowskiGhypersurfacesUGJournalgofgMathematicalg
ChemistrySG2021SGbfSGXedbTXedf 2.1 2

27 nnGu—pGhybridGparallelGapproachGtoGtheGexperimentalGanalysisGofGsermatâ��sGtheoremGextensionGtoG
arbitraryGdimensionsGonGheterogeneousGcomputerGsystemsUGJournalgofgSupercomputingSG2021SGddSGXXZYeTXXZbY2.5 2

26 poulombGrepulsionSGpointTlikeGnuclearGchargesSGqiracGparadoxSGsoftGnuclearGchargeGdensityGandG
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