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152 uromGquantumGsimilarityGmeasuresGtoGquantumGanalogyGfunctorsiGtoolsGforGQShpöUGquantitativeG
shapeVactivityGrelationsWGTheoreticaluChemistryuAccountsUG2021UGZcYUGZ 1.9 1

151 pGfunctorialGapproachGtoGanalogousGmolecularGsystemsG2019UG 3

150 ”nGtheGdimensionGdependenceGofGtheGlevelGofGoptimalityGofGcertainGmultidimensionalGsamplingG
strategiesWGJournaluofuComputationaluMethodsuinuSciencesuanduEngineeringUG2017UGZeUGfZbVfZf 0.3

149 pnGalternativeGtoGtheGIStarG–athIGenhancementGofGtheGps’pGlinearGscalingGmethodGforGproteinG
modelingWGJournaluofuComputationaluChemistryUG2017UGbgUGZffcVZffh 3.5 2

148 TheGwolographicGtlectronGsensityGTheoremUGdeVquantizationUGreVquantizationUGandGnuclearGchargeG
spaceGextrapolationsGofGtheGUniversalG’oleculeG’odelG2017UG 3

147 xteratedGsimilarityGsequencesGandGfactorialGlevelGsimilaritiesGinGdatabasesWGJournaluofuComputationalu
MethodsuinuSciencesuanduEngineeringUG2017UGZeUGfZhVfaf 0.3

146 pGtrigonometricallyGscaledGmultipleGtilingGapproachGforGerrorGreductionGofGmodelsGbuiltGfromGfuzzyG
fragmentsWGJournaluofuComputationaluMethodsuinuSciencesuanduEngineeringUG2017UGZeUGfahVfba 0.3 2

145 rompensationGeffectsGinGmolecularGinteractionsGandGtheGquantumGchemicalGleGrhatelierGprincipleWG
JournaluofuPhysicaluChemistryuAUG2015UGZZhUGdbYdVZa 2.8 8

144 öelationsGbetweenGrealGmoleculesGthroughGabstractGmoleculesiGtheGreferenceGclusterGapproachWG
TheoreticaluChemistryuAccountsUG2015UGZbcUGZ 1.9 4

143
uuzzyGelectronGdensityGfragmentsGinGmacromolecularGquantumGchemistryUGcombinatorialGquantumG
chemistryUGfunctionalGgroupGanalysisUGandGshapeVactivityGrelationsWGAccountsuofuChemicaluResearchUG
2014UGcfUGagaZVf

24.3 27

142 xmperfectGperiodicityGandGsystematicGchangesGofGsomeGstructuralGfeaturesGalongGlinearGpolymersiG
theGcaseGofGrodVlikeGboronXnitrogenGnanostructuresWGTheoreticaluChemistryuAccountsUG2012UGZbZUGZ 1.9 5

141 “aturalGmolecularGfragmentsUGfunctionalGgroupsUGandGholographicGconstraintsGonGelectronGdensitiesWG
PhysicaluChemistryuChemicaluPhysicsUG2012UGZcUGgdZeVaa 3.6 20

140 uuzzyGtlectronVsensityGuragmentsGasGquildingGqlocksGinGrrystalVtngineeringGsesignG2012UGabbVacZ 6

139 siscreteGskeletonsGofGcontinuaGinGtheGuniversalGmoleculeGmodelG2012UG 6

138 UnexpectedGexpectationGvaluesGforGlatentGmolecularGpropertiesWGJournaluofuMathematicaluChemistryUG
2012UGdYUGgcbVgch 2.1

137 ’olecularGfragmentGshapeGvariationGindexGforGfunctionalGgroupsGandGtheGholographicGpropertiesGofG
electronGdensityWGJournaluofuMathematicaluChemistryUG2012UGdYUGhaeVhbb 2.1 5

136 uragmentGshapeGvariationGindexGforGperiodicityGdeficiencyGandGgradualGchangesGofGinternalG
coordinatesGalongGlinearGpolymersWGJournaluofuMathematicaluChemistryUG2012UGdYUGhbcVhcZ 2.1 3
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135 ’olecularGfragmentGshapeGvariationGindexGappliedGtoGintramolecularGinteractionGstudiesWGJournaluofu
MathematicaluChemistryUG2012UGdYUGhcaVhcg 2.1 2

134 SomeGdimensionGproblemsGinGmolecularGdatabasesWGJournaluofuMathematicaluChemistryUG2009UGcdUGZVe 2.1 13

133 QSpöGandGtheGultimateGmolecularGdescriptoriGtheGshapeGofGelectronGdensityGcloudsWGJournaluofu
MathematicaluChemistryUG2009UGcdUGdccVdch 2.1 5

132 tnergyGrelationsGbetweenGsmallGandGlargeGunitGcellGboronâ��nitrogenGpolymerGanaloguesGofGspiralG
graphiteGandGnanoneedleGstructuresWGJournaluofuMathematicaluChemistryUG2009UGcdUGddYVdde 2.1 3

131 TheGisoelectronicGandGisoprotonicGenergyGhypersurfaceGandGtheGtopologyGofGtheGnuclearGchargeG
spaceWGInternationaluJournaluofuQuantumuChemistryUG2009UGaYUGafhVagd 2.1 3

130 pnGapproachGtoGconformationGanalysisGonGmultidimensionalGpotentialGsurfacesWGInternationaluJournalu
ofuQuantumuChemistryUG2009UGacUGZdbVZeY 2.1

129 TheGdifferentiableGmanifoldGmodelGofGquantumVchemicalGreactionGnetworksWGInternationaluJournaluofu
QuantumuChemistryUG2009UGacUGZbfVZda 2.1 1

128 xnequalitiesGandGhomotopyGrelationsGinGreactionGtopologyWGInternationaluJournaluofuQuantumu
ChemistryUG2009UGacUGcdbVceY 2.1

127 vroupGtheoryGofGelectrostaticGpotentialsiGpGtoolGforGquantumGchemicalGdrugGdesignWGInternationalu
JournaluofuQuantumuChemistryUG2009UGagUGZZbVZaa 2.1 2

126 TheGreactionGpolyhedronGandGgroupGtheoryGofGreactionGmechanismsWGInternationaluJournaluofu
QuantumuChemistryUG2009UGagUGhbVZYd 2.1

125 TwoGapproachesGtoGtheGconceptGofGchemicalGspeciesiGöelationsGbetweenGpotentialGenergyGandG
molecularGshapeWGInternationaluJournaluofuQuantumuChemistryUG2009UGbeUGbYdVbaY 2.1

124 ”nGtheGqalanceGofGSimplificationGandGöealityGinG’olecularG’odelingGofGtheGtlectronGsensityWGJournalu
ofuChemicaluTheoryuanduComputationUG2008UGcUGZeafVbe 6.4 7

123
veneralisationGofGaGpropertyGofGwamiltoniansGdependingGlinearlyGuponGaGparameteriGapplicationGtoGaG
modelGofGinertGgasGmatrixGeffectGonGvibrationalGspectraWGJournaluofuMathematicaluChemistryUG2008UG
ccUGhgZVhgf

2.1 2

122 rhargeVconservingGelectronGdensityGaveragingGforGaGsetGofGnuclearGconfigurationsWGJournaluofu
MathematicaluChemistryUG2008UGccUGZYabVZYba 2.1 2

121 ‘argeVScaleGrhiralityG’easuresGandGveneralGSymmetryGseficiencyG’easuresGforGuunctionalGvroupG
–olyhedraGofG–roteinsWGJournaluofuMathematicaluChemistryUG2006UGcYUGZcdVZdb 2.1 5

120 tvaluationGofGtheGfieldVadaptedGps’pGapproachiGabsoluteGandGrelativeGenergiesGofGcrambinGandG
derivativesWGPhysicaluChemistryuChemicaluPhysicsUG2005UGfUGcYeZVh 3.6 40

119
uuzzyGfragmentGselectionGstrategiesUGbasisGsetGdependenceGandGwuâ��suTGcomparisonsGinGtheG
applicationsGofGtheGps’pGmethodGofGmacromolecularGquantumGchemistryWGInternationaluJournaluofu
QuantumuChemistryUG2005UGZYcUGgcfVgeY

2.1 38

118
StructuralGanalysisGofGcertainGlinearGoperatorsGrepresentingGchemicalGnetworkGsystemsGviaGtheG
existenceGandGuniquenessGtheoremsGofGspectralGresolutionGVxxWGInternationaluJournaluofuQuantumu
ChemistryUG2004UGhfUGfedVffd

2.1 9

(2004-2012)

3



117 TheGuieldVpdaptedGps’pGppproachiGGxntroducingG–ointGrhargesWGJournaluofuPhysicaluChemistryuAUG
2004UGZYgUGcbYZVcbYh 2.8 86

116 pbGinitioGqualityGpropertiesGforGmacromoleculesGusingGtheGps’pGapproachWGJournaluofu
ComputationaluChemistryUG2003UGacUGZhgYVe 3.5 95

115 –ossibleGöeactionG–athwayGofGw“bGTG“dTGandGStabilityGofGtheG–roductsPGxsomersWGJournaluofuPhysicalu
ChemistryuAUG2002UGZYeUGZgfaVZgfe 2.8 19

114
StructuralGanalysisGofGcertainGlinearGoperatorsGrepresentingGchemicalGnetworkGsystemsGviaGtheG
existenceGandGuniquenessGtheoremsGofGspectralGresolutionWGVxSWGInternationaluJournaluofuQuantumu
ChemistryUG2001UGgcUGbghVcYY

2.1 14

113 simensionGronceptsGandGöeducedGsimensionsGinGToxicologicalGQShpöGsatabasesGasGToolsGforGsataG
QualityGpssessmentWGJournaluofuMathematicaluChemistryUG2001UGbYUGbfdVbgf 2.1 7

112 TreatmentGofGsmallGdeformationsGofGpolyhedralGshapesGofGfunctionalGgroupGdistributionsGinG
biomoleculesWGInternationaluJournaluofuQuantumuChemistryUG2000UGfeUGfdeVfeZ 2.1 7

111 uractionalGsimplexGdesignsGforGinteractionGscreeningGinGcomplexGmixturesWGBiometricsUG2000UGdeUGgacVba 1.8 9

110 romputerGpidedGsrugGsesigniGSomeGuundamentalGpspectsWGJournaluofuMolecularuModelingUG2000UGeUGZdYVZdf2 6

109 pGfuzzyVsetGapproachGtoGfunctionalVgroupGcomparisonsGbasedGonGanGasymmetricGsimilarityGmeasureWG
InternationaluJournaluofuQuantumuChemistryUG1999UGfcUGdYbVdZc 2.1 7

108 TheGtopologyGofGcatchmentGregionsGofGpotentialGenergyGhypersurfacesWGTheoreticaluChemistryu
AccountsUG1999UGZYaUGafhVagc 1.9 6

107
StructuralGanalysisGofGcertainGlinearGoperatorsGrepresentingGchemicalGnetworkGsystemsGviaGtheG
existenceGandGuniquenessGtheoremsGofGspectralGresolutionWGVWGInternationaluJournaluofuQuantumu
ChemistryUG1999UGfcUGebbVecc

2.1 14

106 TheGholographicGelectronGdensityGtheoremGandGquantumGsimilarityGmeasuresWGMolecularuPhysicsUG
1999UGheUGZehVZfg 1.7 142

105 wolographicGelectronGdensityGshapeGtheoremGandGitsGroleGinGdrugGdesignGandGtoxicologicalGriskG
assessmentWGJournaluofuChemicaluInformationuanduComputeruSciencesUG1999UGbhUGaacVbY 40

104 weuristicGlipophilicityGpotentialGforGcomputerVaidedGrationalGdrugGdesigniGoptimizationsGofGscreeningG
functionsGandGparametersWGJournaluofuComputer-AideduMolecularuDesignUG1998UGZaUGcdZVfY 4.2 9

103 pGuunctionalGvroupGsatabaseiGpGrhargeGsensityGâ��GspörGppproachWGMolecularuEngineeringUG1998UGgUGadZVaed 3

102 veneralizedGchiralityGandGsymmetryGdeficiencyWGJournaluofuMathematicaluChemistryUG1998UGabUGedVgc 2.1 29

101
UseGofGquantitativeGshapeVactivityGrelationshipsGtoGmodelGtheGphotoinducedGtoxicityGofGpolycyclicG
aromaticGhydrocarbonsiGtlectronGdensityGshapeGfeaturesGaccuratelyGpredictGtoxicityWGEnvironmentalu
ToxicologyuanduChemistryUG1998UGZfUGZaYfVZaZd

3.8 21

100 pveragedGelectronGdensitiesGforGaveragedGconformationsWGJournaluofuComputationaluChemistryUG1998
UGZhUGZbbfVZbcc 3.5 15
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99 –olyhedralGshapesGofGfunctionalGgroupGdistributionsGinGbiomoleculesGandGrelatedGsimilarityG
measuresWGInternationaluJournaluofuQuantumuChemistryUG1998UGeeUGhhVZYd 2.1 16

98
StructuralGanalysisGofGcertainGlinearGoperatorsGrepresentingGchemicalGnetworkGsystemsGviaGtheG
existenceGandGuniquenessGtheoremsGofGspectralGresolutionWGxVWGInternationaluJournaluofuQuantumu
ChemistryUG1998UGefUGdfVeh

2.1 9

97 ’islowPsGlabelGparadoxUGchiralityVpreservingGconformationalGchangesUGandGrelatedGchiralityG
measuresWGChiralityUG1998UGZYUGZfbVZfh 2.1 9

96 weuristicGlipophilicityGpotentialGforGcomputerVaidedGrationalGdrugGdesignWGJournaluofuComputer-Aidedu
MolecularuDesignUG1997UGZZUGdYbVZd 4.2 20

95 rellVsheddingGtransformationsUGequivalenceGrelationsUGandGsimilarityGmeasuresGforGsquareVcellG
configurationsWGInternationaluJournaluofuQuantumuChemistryUG1997UGeaUGbdbVbeZ 2.1 20

94 pGproofGofGtheGmetricGpropertiesGofGtheGsymmetricGscalingVnestingGdissimilarityGmeasureGandGrelatedG
symmetryGdeficiencyGmeasuresWGInternationaluJournaluofuQuantumuChemistryUG1997UGebUGZYdVZYh 2.1 11

93
StructuralGanalysisGofGcertainGlinearGoperatorsGrepresentingGchemicalGnetworkGsystemsGviaGtheG
existenceGandGuniquenessGtheoremsGofGspectralGresolutionWGxxxWGInternationaluJournaluofuQuantumu
ChemistryUG1997UGebUGZchVZeb

2.1 9

92 QuantumGsimilarityGmeasuresGandG‘ˆ¶wdinPsGtransformGforGapproximateGdensityGmatricesGandG
macromolecularGforcesWGInternationaluJournaluofuQuantumuChemistryUG1997UGebUGbhVcg 2.1 72

91 ’olecularGgeometryGandGsymmetryGfromGaGdifferentialGgeometryGviewpointWGInternationaluJournaluofu
QuantumuChemistryUG1997UGecUGeehVefg 2.1 6

90 uunctionalGvroupsGinGQuantumGrhemistryWGAdvancesuinuQuantumuChemistryUG1996UGZebVaaa 1.4 51

89 TVhullGrelationsGforGshapeGenvelopesGofGmolecularGcontoursWGTheoreticauChimicauActaUG1996UGhcUGZffVZga 1

88 pGtopologicalGanalysisGofGmolecularGshapeGandGstructureWGInternationaluJournaluofuQuantumuChemistry
UG1996UGdhUGbfhVbhY 2.1 14

87 TheGdietGtransformGofGlatticeGpatternsUGequivalenceGrelationsUGandGsimilarityGmeasuresWGMolecularu
EngineeringUG1996UGeUGcZdVcae 6

86 ‘ocalVShapeGpnalysisGofG’acromolecularGtlectronGsensitiesWGComputationaluChemistryu-uReviewsuofu
CurrentuTrendsUG1996UGZYhVZbf 15

85 ShapeGanalysisGofGmacromolecularGelectronGdensitiesWGStructuraluChemistryUG1995UGeUGaeZVafY 1.8 34

84 ’acromolecularGdensityGmatricesGandGelectronGdensitiesGwithGadjustableGnuclearGgeometriesWG
JournaluofuMathematicaluChemistryUG1995UGZgUGZcZVZeg 2.1 93

83
pGnewGcomputationalGmicroscopeGforGmoleculesiGwighGresolutionG’ts‘pGimagesGofGtaxolGandGwxVVZG
proteaseUGusingGadditiveGelectronGdensityGfragmentationGprinciplesGandGfuzzyGsetGmethodsWGJournalu
ofuMathematicaluChemistryUG1995UGZfUGaYbVabc

2.1 60

82
StructuralGanalysisGofGcertainGlinearGoperatorsGrepresentingGchemicalGnetworkGsystemsGviaGtheG
existenceGandGuniquenessGtheoremsGofGspectralGresolutionWGxWGInternationaluJournaluofuQuantumu
ChemistryUG1995UGdbUGbfdVbge

2.1 14
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81
StructuralGanalysisGofGcertainGlinearGoperatorsGrepresentingGchemicalGnetworkGsystemsGviaGtheG
existenceGandGuniquenessGtheoremsGofGspectralGresolutionWGxxWGInternationaluJournaluofuQuantumu
ChemistryUG1995UGdbUGbgfVcYe

2.1 11

80 ThreeGpropertiesGofGrelativeGshapeGenvelopesGofGmolecularGelectronGdensityGcontoursWGTheoreticau
ChimicauActaUG1995UGhaUGbbbVbbg 10

79 TheTVhullGapproachGtoGshapeGanalysisWGTheoreticauChimicauActaUG1995UGhZUGefVfZ 1

78 TowardGsimilarityGmeasuresGforGmacromolecularGbodiesiG’edlaGtestGcalculationsGforGsubstitutedG
benzeneGsystemsWGJournaluofuComputationaluChemistryUG1995UGZeUGZabgVZach 3.5 48

77 ppplicationGofGtheGshapeGgroupGmethodGtoGconformationalGprocessesiGShapeGandGconjugationG
changesGinGtheGconformersGofGaVphenylGpyrimidineWGJournaluofuComputationaluChemistryUG1995UGZeUGZcfcVZcga3.5 18

76 SemisimilarityGofGmolecularGbodiesiGScalingâ��nestingGsimilarityGmeasuresWGInternationaluJournaluofu
QuantumuChemistryUG1994UGdZUGaddVaec 2.1 19

75 ShapeGgroupsGofGtheGelectronicGisodensityGsurfacesGforGsmallGmoleculesiGShapesGofGZYVelectronG
hydridesWGJournaluofuComputationaluChemistryUG1993UGZcUGZZfaVZZgb 3.5 10

74 TheGfundamentalGsyntopyGofGquasiVsymmetricGsystemsiGveometricGcriteriaGandGtheGunderlyingG
syntopyGofGaGnuclearGconfigurationGspaceWGInternationaluJournaluofuQuantumuChemistryUG1993UGcdUGZffVZgf2.1 23

73 ShapeVsimilarityGmeasuresGforGmolecularGbodiesiGpGbsGtopologicalGapproachGtoGquantitativeG
shapeVactivityGrelationsWGJournaluofuChemicaluInformationuanduComputeruSciencesUG1992UGbaUGedYVede 64

72 pGglobalGcharacterizationGandGsimilarityGanalysisGofGtwoVdimensionalGpotentialGenergyGsurfacesWG
InternationaluJournaluofuQuantumuChemistryUG1992UGcZUGddfVdfh 2.1 4

71 ShapeGsimilarityGandGshapeGstabilityGalongGreactionGpathsiGTheGcaseGofGtheG––”GVmG”––GisomerizationWG
InternationaluJournaluofuQuantumuChemistryUG1992UGcaUGcdhVcfc 2.1 11

70
öepresentationGofGsquareVcellGconfigurationsGinGtheGcomplexGplaneiGToolsGforGtheGcharacterizationGofG
molecularGmonolayersGandGcrossGsectionsGofGmolecularGsurfacesWGInternationaluJournaluofuQuantumu
ChemistryUG1992UGcbUGbfdVbha

2.1 12

69 öelationsGamongGfunctionalGgroupsGwithinGaGstoichiometryiGpGnuclearGconfigurationGspaceGapproachWG
InternationaluJournaluofuQuantumuChemistryUG1992UGcbUGecfVedg 2.1 9

68 SimilarityGanalysisGinGtwoGandGthreeGdimensionsGusingGlatticeGanimalsGandGpolycubesWGJournaluofu
MathematicaluChemistryUG1992UGZZUGafVcd 2.1 49

67 TheGshapesGofGbackbonesGofGchainGmoleculesiGThreeVdimensionalGcharacterizationGbyGsphericalG
shapeGmapsWGBiopolymersUG1992UGbaUGZeYhVZeaZ 2.2 39

66 pGcompleteGshapeGcharacterizationGforGmolecularGchargeGdensitiesGrepresentedGbyGvaussianVtypeG
functionsWGJournaluofuComputationaluChemistryUG1991UGZaUGaaYVabY 3.5 33

65
pGtopologicalGanalysisGofGmolecularGelectrostaticGpotentialGonGvanGderGWaalsGsurfacesGforGhistamineG
andGcVsubstitutedGderivativesGasGwaVreceptorGagonistsWGJournaluofuComputationaluChemistryUG1991UG
ZaUGfYdVfZe

3.5 21

64 VariableGatomicGradiiGbasedGonGsomeGapproximateGconfigurationalGinvarianceGandGtransferabilityG
propertiesGofGtheGelectronGdensityWGJournaluofuComputationaluChemistryUG1991UGZaUGZZhgVZaZY 3.5 21
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63
”nGtheGinhibitionGofGalcoholGdehydrogenaseiGShapeGgroupGanalysisGofGmolecularGelectrostaticG
potentialGonGvanGderGWaalsGsurfacesGforGsomeGpyrazoleGderivativesWGInternationaluJournaluofu
QuantumuChemistryUG1991UGcYUGaehVagg

2.1 8

62 ShapeGanalysisGalongGreactionGpathsGofGringGopeningGreactionsWGInternationaluJournaluofuQuantumu
ChemistryUG1991UGcYUGbbdVbcd 2.1 4

61 pGmeasureGofGroughnessGofGcrossGsectionsGofGmolecularGsurfacesWGTheoreticauChimicauActaUG1991UGgZUGfhVhb 2

60 SimilarityGandGcomplexityGofGtheGshapesGofGsquareVcellGconfigurationsWGTheoreticauChimicauActaUG1991
UGfhUGbfhVbgf 17

59 ’olecularGpointGsymmetryGandGtheGphaseGofGtheGelectronicGwaveGfunctioniGToolsGforGtheGpredictionG
ofGcriticalGpointsGofGpotentialGenergyGsurfacesWGInternationaluJournaluofuQuantumuChemistryUG1990UGbgUGehhVfZZ2.1 8

58 pnalysisGofGmolecularGshapeGchangesGalongGreactionGpathsWGInternationaluJournaluofuQuantumu
ChemistryUG1990UGbgUGfZbVfae 2.1 8

57 pGquantitativeGapproachGtoGstructuralGsimilarityGfromGmolecularGtopologyGofGreactionGpathsWG
InternationaluJournaluofuQuantumuChemistryUG1990UGbgUGZVZb 2.1 10

56 TheGconceptGofGâ��syntopyâ��WGMolecularuPhysicsUG1990UGehUGhfVZZb 1.7 42

55 ShapeGgroupGtheoryGofGvanGderGWaalsGsurfacesWGJournaluofuMathematicaluChemistryUG1989UGbUGcbVfZ 2.1 17

54 pGfastGintrinsicGlocalizationGprocedureGapplicableGforGabGinitioGandGsemiempiricalGlinearGcombinationG
ofGatomicGorbitalGwaveGfunctionsWGJournaluofuChemicaluPhysicsUG1989UGhYUGchZeVchae 3.9 1337

53 ShapeGcharacterizationGofGsomeGmolecularGmodelGsurfacesWGJournaluofuComputationaluChemistryUG
1988UGhUGddcVdeb 3.5 51

52 ShapeGgroupGstudiesGofGmolecularGsimilarityGandGregioselectivityGinGchemicalGreactionsWGJournaluofu
ComputationaluChemistryUG1988UGhUGeYgVeZh 3.5 35

51 ValidityGofGtheGwammondGpostulateGandGconstraintsGonGgeneralGoneVdimensionalGreactionGbarriersWG
JournaluofuComputationaluChemistryUG1988UGhUGfagVfcc 3.5 30

50 ShapeGgroupGstudiesGofGmolecularGsimilarityiGShapeGgroupsGandGshapeGgraphsGofGmolecularGcontourG
surfacesWGJournaluofuMathematicaluChemistryUG1988UGaUGahhVbab 2.1 67

49 vlobalGandGlocalGrelativeGconvexityGandGorientedGrelativeGconvexityjGapplicationGtoGmolecularGshapesG
inGexternalGfieldsWGJournaluofuMathematicaluChemistryUG1988UGaUGbadVbce 2.1 50

48 SymmetryGandGperiodicityGofGpotentialGsurfacesiGaGtestGforGmulticenterGinteractionsWGTheoreticau
ChimicauActaUG1988UGfbUGaaZVaag 11

47 ’olecularGconformationsGandGmolecularGshapeiGpGdiscreteGcharacterizationGofGcontinuaGofGvanGderG
WaalsGsurfacesWGInternationaluJournaluofuQuantumuChemistryUG1988UGbcUGdZfVdae 2.1 19

46 ShapeGdescriptionGofGconformationallyGflexibleGmoleculesiGppplicationGtoGtwoVdimensionalG
conformationalGproblemsWGInternationaluJournaluofuQuantumuChemistryUG1988UGbcUGbbVdc 2.1 18
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45 sependenceGofG’”GshapesGonGaGcontinuousGmeasureGofGdelocalizationWGInternationaluJournaluofu
QuantumuChemistryUG1988UGbcUGZVZb 2.1 22

44 ppproximateGeigenvaluesGofGparameterVdependentGsystemsGfromGboundariesGofGlevelGsetsWGJournalu
ofuMathematicaluPhysicsUG1988UGahUGZZhVZaf 1.2 2

43 ronstantGelectronicGenergyGtrajectoriesGinGabstractGnuclearGchargeGspaceGandGlevelGsetGtopologyWG
JournaluofuChemicaluPhysicsUG1987UGgfUGdggaVdghZ 3.9 10

42 öeflectionGpropertiesGofGreactionGpathsGinGtheGreducedGnuclearGconfigurationGspaceWGInternationalu
JournaluofuQuantumuChemistryUG1987UGbaUGZhZVZhg 2.1 1

41 vroupGtheoryGofGshapesGofGasymmetricGbiomoleculesWGInternationaluJournaluofuQuantumuChemistryUG
1987UGbaUGZafVZba 2.1 51

40 pGmethodGforGtheGcharacterizationGofGmolecularGconformationsWGInternationaluJournaluofuQuantumu
ChemistryUG1987UGbaUGZbbVZcf 2.1 43

39 TheGshapeGofGmolecularGchargeGdistributionsiGvroupGtheoryGwithoutGsymmetryWGJournaluofu
ComputationaluChemistryUG1987UGgUGceaVceh 3.5 115

38 “ewGglobalGconstraintsGonGelectronicGenergyGhypersurfacesWGInternationaluJournaluofuQuantumu
ChemistryUG1986UGahUGgdVhh 2.1 13

37 “uclearGchargesGandGmolecularGtotalGenergiesiGpGruleGonGnestedGreactionGglobesWGInternationalu
JournaluofuQuantumuChemistryUG1986UGahUGbbbVbcb 2.1 8

36 pGcomparisonGofGtwoGgroupGtheoreticalGmodelsGofGreactionGmechanismsGonGpotentialGsurfacesWG
InternationaluJournaluofuQuantumuChemistryUG1985UGagUGbgfVbhg 2.1 1

35 pbGinitioSruG’”GcalculationsGonGtheGreactionsGofGhydroxylGradicalGwithGimidazoleGandG
monoprotonatedGimidazoleWGJournaluofuComputationaluChemistryUG1985UGeUGegVfd 3.5

34 pGsimpleGrelationGbetweenGnuclearGchargesGandGpotentialGsurfacesWGJournaluofutheuAmericanuChemicalu
SocietyUG1985UGZYfUGbZYYVbZYd 16.4 31

33 TheGuutureGandGxmpactGofGQuantumG’echanicalGralculationsGinGtheGsescriptionGandGrharacterizationG
ofGZeolitesWGACSuSymposiumuSeriesUG1984UGZcdVZde 0.4 1

32 ronstraintsGonGelectronicGenergyGhypersurfacesGofGhigherGmultiplicitiesWGJournaluofuChemicaluPhysicsUG
1984UGgYUGdYddVdYdf 3.9 17

31 pGtheoreticalGstudyGonGtheGprotonationGofGcycloalkanesGrnwanGQnGlGbGtoGeRWGJournaluofuComputationalu
ChemistryUG1984UGdUGZhYVZhe 3.5 3

30 pGgeneralGformulationGofGtheGâ��quantumGchemicalGleGrhatelierGprincipleâ��WGInternationaluJournaluofu
QuantumuChemistryUG1984UGadUGgdbVgeZ 2.1 7

29 TheGmetricGpropertiesGofGtheGreducedGnuclearGconfigurationGspaceWGInternationaluJournaluofuQuantumu
ChemistryUG1984UGaeUGhgbVhgd 2.1 23

28 wypersphericalGcoordinateGrepresentationGofGpotentialGsurfacesGofGlargeGmoleculesWGInternationalu
JournaluofuQuantumuChemistryUG1984UGaeUGaefVafa 2.1 1
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27 TheGalgebraicGstructureGofGquantumVchemicalGreactionGmechanismsWGInternationaluJournaluofu
QuantumuChemistryUG1984UGaeUGffVgd 2.1 10

26 “etworkGrelationsGonGpotentialGsurfacesGasGaidsGtoGcomputerVbasedGquantumVchemicalGsynthesisG
planningWGInternationaluJournaluofuQuantumuChemistryUG1984UGaeUGefdVegZ 2.1 6

25 pGmolecularGgeometryGinvariantGpropertyGofGenergyGlevelGsetGboundariesGinGzGspaceWGInternationalu
JournaluofuQuantumuChemistryUG1983UGacUGdabVdae 2.1 12

24 TheGthioketoneâ��enethiolGtautomerismGofGaliphaticGthiocarbonylsiGpnGabGinitioGstudyWGJournaluofu
ComputationaluChemistryUG1983UGcUGZYcVZYh 3.5 5

23
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