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j Paper IF Citations

131 pssessmentKofKaKrangeXseparatedKorbitalXoptimisedKrandomXphaseKapproximationKelectronK
correlationKmethodYKTheoreticalmChemistrymAccountsWK2018WK]bfWK] 1.9 6

130 –erformanceKofKruKXWK–bKXWKandKwgKXtxchangedK’ordeniteKinKtheKpdsorptionKofKxKWKxrwKWKwK”WKr”WKrlrwK
WKandKrlKiKpKsensityKuunctionalKötudyYKChemPhysChemWK2017WK]gWK]ecaX]eda 3.2 19

129 rasimirX–olderKöizeKronsistencyiKpKronstraintKViolatedKbyKöomeKsispersionKøheoriesYKJournalmofm
ChemicalmTheorymandmComputationWK2017WK]bWKdgahXdgbb 6.4 6

128 pKuractionallyKxonicKppproachKtoK–olarizabilityKandKvanKderKWaalsK’anyXqodyKsispersionK
ralculationsYKJournalmofmChemicalmTheorymandmComputationWK2016WK]aWKdha[Xdhb[ 6.4 62

127 sielectricK’atrixKuormulationKofKrorrelationKtnergiesKinKtheKRandomK–haseKppproximationiK
xnclusionKofKtxchangeKtffectsYKJournalmofmChemicalmTheorymandmComputationWK2016WK]aWKa]h]Xa[a 6.4 27

126 ’anyXbodyKdispersionKcorrectionsKforKperiodicKsystemsiKanKefficientKreciprocalKspaceK
implementationYKJournalmofmPhysicsmCondensedmMatterWK2016WKagWK[cda[] 1.8 69

125 öpookyKcorrelationsKandKunusualKvanKderKWaalsKforcesKbetweenKgaplessKandKnearXgaplessK
moleculesYKJournalmofmChemicalmPhysicsWK2016WK]cdWKa[c][f 3.9 2

124 qlindKtestKofKdensityXfunctionalXbasedKmethodsKonKintermolecularKinteractionKenergiesYKJournalmofm
ChemicalmPhysicsWK2016WK]cdWK]ac][d 3.9 76

123 xmprovingKtheKaccuracyKofKgroundXstateKcorrelationKenergiesKwithinKaKplaneXwaveKbasisKsetiKøheK
electronXholeKexchangeKkernelYKJournalmofmChemicalmPhysicsWK2016WK]cdWK][c][d 3.9 15

122 öpinXunrestrictedKrandomXphaseKapproximationKwithKrangeKseparationiKqenchmarkKonKatomizationK
energiesKandKreactionKbarrierKheightsYKJournalmofmChemicalmPhysicsWK2015WK]caWK]dc]ab 3.9 33

121 RelationshipsKbetweenKchargeKdensityKresponseKfunctionsWKexchangeKholesKandKlocalizedKorbitalsYK
ComputationalmandmTheoreticalmChemistryWK2015WK][dbWKccXda 2 4

120 LocalKrandomKphaseKapproximationKwithKprojectedKoscillatorKorbitalsYKTheoreticalmChemistrym
AccountsWK2015WK]bcWK] 1.9 2

119 txtendingKtheKapplicabilityKofKtheKøkatchenkoXöchefflerKdispersionKcorrectionKviaKiterativeKwirshfeldK
partitioningYKJournalmofmChemicalmPhysicsWK2014WK]c]WK[bc]]c 3.9 134

118 pnalyticalKtnergyKvradientsKinKRangeXöeparatedKwybridKsensityKuunctionalKøheoryKwithKRandomK
–haseKppproximationYKJournalmofmChemicalmTheorymandmComputationWK2014WK][WK]hegXfh 6.4 19

117
øheKqlackK–olymorphKofKøøuXrpiKøøuK–olymorphismKandKöolventKtffectsKinK’echanochemicalKandK
VaporKsigestionKöynthesesWKuøXxRWKrrystalK–ackingWKandKtlectronicKötructureYKCrystalmGrowthmandm
DesignWK2014WK]cWKh]X][[

3.5 20

116 xmprovedKsensityKsependentKrorrectionKforKtheKsescriptionKofKLondonKsispersionKuorcesYKJournalm
ofmChemicalmTheorymandmComputationWK2013WKhWKcahbXh 6.4 138

115 pssessmentKofKrangeXseparatedKtimeXdependentKdensityXfunctionalKtheoryKforKcalculatingKreK
dispersionKcoefficientsYKJournalmofmChemicalmPhysicsWK2013WK]bgWK]hc][e 3.9 17
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114
rhalcogenKqondingiKtxperimentalKandKøheoreticalKseterminationsKfromKtlectronKsensityKpnalysisYK
veometricalK–referencesKsrivenKbyKtlectrophilicâ��“ucleophilicKxnteractionsYKCrystalmGrowthmandm
DesignWK2013WK]bWKbagbXbagh

3.5 134

113 rhargeKsensityKpnalysisKandKøopologicalK–ropertiesKofKwalbXöynthonsKandKøheirKromparisonKwithK
rompetingKwydrogenKqondsYKCrystalmGrowthmandmDesignWK2012WK]aWKdbfbXdbge 3.5 65

112 öpinKcrossoverKtransitionKofKueSphenTaS“röTaiKperiodicKdispersionXcorrectedKdensityXfunctionalK
studyYKPhysicalmChemistrymChemicalmPhysicsWK2012WK]cWKdbghXhe 3.6 51

111 öhortKrangeKsuøKcombinedKwithKlongXrangeKlocalKR–pKwithinKaKrangeXseparatedKhybridKsuøK
frameworkYKChemicalmPhysicsmLettersWK2012WKdd[WK]eaX]eh 2.5 28

110 pbKinitioKstudyKofKstructureKandKinterconversionKofKnativeKcelluloseKphasesYKJournalmofmPhysicalm
ChemistrymAWK2011WK]]dWK][[hfX][d 2.8 38

109
–eriodicKprojectorKaugmentedKwaveKdensityKfunctionalKcalculationsKonKtheKhexachlorobenzeneK
crystalKandKcomparisonKwithKtheKexperimentalKmultipolarKchargeKdensityKmodelYKJournalmofmPhysicalm
ChemistrymAWK2011WK]]dWK]ccgcXhc

2.8 37

108 xntermolecularKxnteractionKtnergiesKfromKtxperimentalKrhargeKsensityKötudiesK2011WKbgfXcbb 13

107 rorrelationKtnergyKtxpressionsKfromKtheKpdiabaticXronnectionKuluctuationXsissipationKøheoremK
ppproachYKJournalmofmChemicalmTheorymandmComputationWK2011WKfWKb]]eXb[ 6.4 103

106 LinearKResponseKandK’easuresKofKtlectronKselocalizationKinK’oleculesYKCurrentmOrganicmChemistryWK
2011WK]dWKbe[hXbe]g 1.7 16

105 ’onomolecularKcrackingKofKpropaneKoverKacidicKchabaziteiKpnKabKinitioKmolecularKdynamicsKandK
transitionKpathKsamplingKstudyYKJournalmofmCatalysisWK2011WKafhWKaa[Xaag 7.3 85

104 purophilicKxnteractionsKfromKWaveKuunctionWKöymmetryXpdaptedK–erturbationKøheoryWKandK
RangehybridKppproachesYKJournalmofmChemicalmTheorymandmComputationWK2011WKfWKabhhXc[f 6.4 34

103 sispersionKinteractionKinKhydrogenXchainKmodelsYKJournalmofmChemicalmPhysicsWK2011WK]bcWK]]c][e 3.9 24

102 rlosedXshellKringKcoupledKclusterKdoublesKtheoryKwithKrangeKseparationKappliedKonKweakK
intermolecularKinteractionsYKJournalmofmChemicalmPhysicsWK2011WK]bdWK[gc]]h 3.9 81

101 rohesiveKpropertiesKandKasymptoticsKofKtheKdispersionKinteractionKinKgraphiteKbyKtheKrandomKphaseK
approximationYKPhysicalmReviewmLettersWK2010WK][dWK]hec[] 7.4 298

100 RangeXseparatedKdensityXfunctionalKtheoryKwithKrandomKphaseKapproximationKappliedKtoK
noncovalentKintermolecularKinteractionsYKJournalmofmChemicalmPhysicsWK2010WK]baWKacc][g 3.9 113

99 xmprovedKdescriptionKofKtheKstructureKofKmolecularKandKlayeredKcrystalsiKabKinitioKsuøKcalculationsK
withKvanKderKWaalsKcorrectionsYKJournalmofmPhysicalmChemistrymAWK2010WK]]cWK]]g]cXac 2.8 737

98
”nKtheKequivalenceKofKringXcoupledKclusterKandKadiabaticKconnectionKfluctuationXdissipationK
theoremKrandomKphaseKapproximationKcorrelationKenergyKexpressionsYKJournalmofmChemicalmPhysicsWK
2010WK]bbWK]dc][e

3.9 67

97 RangeXseparatedKdensityXfunctionalKtheoryKwithKtheKrandomXphaseKapproximationiKsetailedK
formalismKandKillustrativeKapplicationsYKPhysicalmReviewmAWK2010WKgaWK 2.6 103

(2010-2013)
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96 pdiabaticXconnectionKfluctuationXdissipationKdensityXfunctionalKtheoryKbasedKonKrangeKseparationYK
PhysicalmReviewmLettersWK2009WK][aWK[hec[c 7.4 222

95 Wignerâ��sKSanKVK]TKruleKforKnonlinearKöchrˆ¶dingerKequationsYKJournalmofmMathematicalmChemistryWK2009
WKceWK]X]c 2.1 11

94 rhargeKdensityKreconstitutionKfromKapproximateKexchangeXcorrelationKholesYKCanadianmJournalmofm
ChemistryWK2009WKgfWK]cccX]cd[ 0.9 14

93 pssessingKtheKperformanceKofKrecentKdensityKfunctionalsKforKbulkKsolidsYKPhysicalmReviewmBWK2009WKfhWK 3.3 530

92 RayleighXöchrˆ¶dingerKmanyXbodyKperturbationKtheoryKforKdensityKfunctionalsiKpKunifiedKtreatmentK
ofKoneXKandKtwoXelectronKperturbationsYKPhysicalmReviewmAWK2008WKfgWK 2.6 22

91 ’odelingKspinXcrossoverKcompoundsKbyKperiodicKsuøV−KapproachYKPhysicalmReviewmBWK2008WKfgWK 3.3 67

90 serivationKofKsistributedK’odelsKofKptomicK–olarizabilityKforK’olecularKöimulationsYKJournalmofm
ChemicalmTheorymandmComputationWK2007WKbWK]h[]X]b 6.4 35

89 ’odelingKxnductionK–henomenaKinKxntermolecularKxnteractionsKwithKanKpbKxnitioKuorceKuieldYKJournalm
ofmChemicalmTheorymandmComputationWK2007WKbWK]h]cXae 6.4 33

88 –rotonKexchangeKofKsmallKhydrocarbonsKoverKacidicKchabaziteiKpbKinitioKstudyKofKentropicKeffectsYK
JournalmofmCatalysisWK2007WKad[WK]f]X]gb 7.3 48

87 ”nKtheKexchangeXholeKmodelKofKLondonKdispersionKforcesYKJournalmofmChemicalmPhysicsWK2007WK]afWK[ac][g3.9 49

86 RangeKseparatedKhybridKdensityKfunctionalKwithKlongXrangeKwartreeXuockKexchangeKappliedKtoK
solidsYKJournalmofmChemicalmPhysicsWK2007WK]afWK[dc][] 3.9 86

85 öphericalKharmonicKexpansionKofKshortXrangeKscreenedKroulombKinteractionsYKJournalmofmPhysicsmAWK
2006WKbhWKge]bXgeb[ 12

84 öcreenedKhybridKdensityKfunctionalsKappliedKtoKsolidsYKJournalmofmChemicalmPhysicsWK2006WK]acWK]dcf[h 3.9 1591

83 rontinuingKchallengesKinKtheKparametrizationKofKintermolecularKforceKfieldsYKøowardsKanKaccurateK
descriptionKofKelectrostaticKandKinductionKtermsYKNewmJournalmofmChemistryWK2005WKahWKc]]Xca[ 3.6 18

82 vanKderKWaalsKforcesKinKdensityKfunctionalKtheoryiK–erturbationalKlongXrangeKelectronXinteractionK
correctionsYKPhysicalmReviewmAWK2005WKfaWK 2.6 265

81 wybridKfunctionalKwithKseparatedKrangeYKChemicalmPhysicsmLettersWK2005WKc]dWK][[X][d 2.5 227

80 –otentialKcurvesKforKalkalineXearthKdimersKbyKdensityKfunctionalKtheoryKwithKlongXrangeKcorrelationK
correctionsYKChemicalmPhysicsmLettersWK2005WKc]eWKbf[Xbfd 2.5 51

79 veometryKoptimizationKofKperiodicKsystemsKusingKinternalKcoordinatesYKJournalmofmChemicalmPhysicsWK
2005WK]aaWK]acd[g 3.9 106
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78 ”–t–iKaKtoolKforKtheKoptimalKpartitioningKofKelectricKpropertiesYKJournalmofmComputationalmChemistryWK
2003WKacWKhhfX][[g 3.5 37

77 øheoreticalKrsKspectrumKcalculationsKofKtheKcrownXetherKaralkylXammoniumKsaltKcomplexYKChiralityWK
2002WK]cWKbffXgd 2.1 10

76 ppproximateKelectrostaticKinteractionKoperatorKforK—’Z’’KcalculationsYKChemicalmPhysicsmLettersWK
2002WKbdeWKbb]Xbbh 2.5 79

75
xntraXKandKintermolecularKinteractionsKinKcrystalsKofKpolarKmoleculesYKpKstudyKbyKtheKmixedKquantumK
mechanicalZmolecularKmechanicalKör’–X“ss”KmethodYKJournalmofmComputationalmChemistryWK2001WK
aaWK]efhX]eh[

3.5 11

74 uastKandKaccurateKdeterminationKofKinductionKenergiesiKreductionKofKtopologicallyKdistributedK
polarizabilityKmodelsYKChemicalmPhysicsmLettersWK2001WKbbgWK]g[X]gg 2.5 30

73 pnKefficientKmethodKforKtheKcoordinateKtransformationKproblemKofKmassivelyKthreeXdimensionalK
networksYKJournalmofmChemicalmPhysicsWK2001WK]]cWKhfcfXhfdb 3.9 17

72 plternativeKppproachesKforKtheKralculationKofKxnductionKtnergiesiKKrharacterizationWKtffectivenessWK
andK–itfallsYKJournalmofmPhysicalmChemistrymAWK2001WK][dWK]]d[dX]]d]c 2.8 23

71 sistributedKpolarizabilityKofKtheKwaterKdimeriKuieldXinducedKchargeKtransferKalongKtheKhydrogenK
bondYKJournalmofmChemicalmPhysicsWK2001WK]]cWKfhd]Xfhe] 3.9 67

70 pbKxnitioKöimulationsKofKZeoliteKReactivityYKProgressminmTheoreticalmChemistrymandmPhysicsWK2001WKffX][g 0.6 3

69 rrystalKandKelectronicKstructureKofKtwoKpolymorphicKmodificationsKofKfamotidineYKpnKexperimentalK
andKtheoreticalKstudyYKComputationalmandmTheoreticalmChemistryWK2000WKd[bWKfbXfh 30

68 rorrelationKofKbondKordersKandKsoftnessesYKComputationalmandmTheoreticalmChemistryWK2000WK
d[]Xd[aWKbfhXbgg 8

67
rhemicalKbuildingKblocksKinKquantumKchemicalKcalculationsYK–erspectiveKonKâ��øheKdensityKmatrixKinK
manyXelectronKquantumKmechanicsKxYKveneralizedKproductKfunctionsYKuactorizationKandKphysicalK
interpretationKofKtheKdensityKmatricesâ��YKTheoreticalmChemistrymAccountsWK2000WK][bWKabgXac]

1.9 7

66 LinearKscalingKalgorithmKforKtheKcoordinateKtransformationKproblemKofKmolecularKgeometryK
optimizationYKJournalmofmChemicalmPhysicsWK2000WK]]bWKddhgXde[b 3.9 26

65 sistributedKpolarizabilitiesKderivedKfromKinductionKenergiesiKpKfiniteKperturbationKapproachYKJournalm
ofmChemicalmPhysicsWK2000WK]]aWKaf[hXaf]f 3.9 38

64 sistributedKfirstKandKsecondKorderKhyperpolarizabilitiesiKpnKimprovedKcalculationKofKnonlinearK
opticalKsusceptibilitiesKofKmolecularKcrystalsYKJournalmofmChemicalmPhysicsWK2000WK]]aWKe]e]Xe]fa 3.9 51

63 romparisonKofKabKxnitioKwartreeâ��uockKandKzohnâ��öhamK”rbitalsKinKtheKralculationKofKptomicKrhargeWK
qondKxndexWKandKValenceYKJournalmofmPhysicalmChemistrymAWK2000WK][cWKhhdbXhheb 2.8 83

62 seterminationKofKsistributedK–olarizabilitiesKfromKaKötatisticalKpnalysisKofKxnductionKtnergiesYK
JournalmofmPhysicalmChemistrymAWK2000WK][cWK]ahbX]b[b 2.8 20

61 rovalentKbondKordersKandKatomicKvalencesKfromKcorrelatedKwavefunctionsYKChemicalmPhysicsmLettersWK
1999WKahhWK]Xg 2.5 53

(1999-2003)
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60 rolourK–olymorphismKofKaKqisSquinoxalineTKrompoundYKEuropeanmJournalmofmOrganicmChemistryWK1999
WK]hhhWKa]]hXa]ad 3.2 13

59 –olymorphismKinKsilicaKstudiedKinKtheKlocalKdensityKandKgeneralizedXgradientKapproximationsYK
JournalmofmPhysicsmCondensedmMatterWK1999WK]]WKbgbbXbgfc 1.8 157

58 ötatisticalKanalysisKofKdistributedKmultipolesKderivedKfromKmolecularKelectrostaticKpotentialsYK
MolecularmPhysicsWK1998WKhcWKgg]Xghd 1.7 31

57 ”nKtheK“atureKofKWaterKxnteractingKwithKqrˆ‚nstedKpcidicKöitesYKpbKxnitioK’olecularKsynamicsKötudyK
ofKwydratedKwöp–”XbcYKJournalmofmPhysicalmChemistrymBWK1998WK][aWKfb[fXfb][ 3.4 50

56 qrˆ‚nstedKpcidKöitesKinKwöp–”XbcKandKrhabaziteiKKpnKpbKxnitioKötructuralKötudyYKJournalmofmPhysicalm
ChemistrymBWK1998WK][aWKddfbXddg[ 3.4 146

55
rommentKonKâ��“ewKstrategiesKtoKincorporateKtheKsolventKpolarizationKinKselfXconsistentKreactionK
fieldKandKfreeXenergyKperturbationKsimulationsâ��K[yYKrhemYK–hysYK][bWK][]gbKS]hhdT]YKJournalmofm
ChemicalmPhysicsWK1997WK][fWK]ah]X]aha

3.9 14

54 tffectKofK–olarizabilityKonKtheK–otentialKofK’eanKuorceKofKøwoKrationsYKøheK
vuanidiniumâ��vuanidiniumKxonK–airKinKWaterYKJournalmofmPhysicalmChemistrymBWK1997WK][]WK][h][X][h]f 3.4 70

53 xntermolecularKinteractionKenergiesKbyKtopologicallyKpartitionedKelectricKpropertiesKxxYKsispersionK
energiesKinKoneXcentreKandKmulticentreKmultipoleKexpansionsYKMolecularmPhysicsWK1997WKh]WK]cdX]e[ 1.7 43

52 øheKoriginKofKtheKproblemsKwithKtheK–’bKcoreKrepulsionKfunctionYKComputationalmandmTheoreticalm
ChemistryWK1997WKbhbWKb]Xbg 80

51 øopologicallyKpartitionedKdynamicKpolarizabilitiesKusingKtheKtheoryKofKatomsKinKmoleculesYKCanadianm
JournalmofmChemistryWK1996WKfcWKhfeXhgf 0.9 23

50
’ixedKquantumâ��classicalKcalculationsKonKtheKwaterKmoleculeKinKliquidKphaseiKxnfluenceKofKaK
polarizableKenvironmentKonKelectronicKpropertiesYKInternationalmJournalmofmQuantummChemistryWK1996
WKdgWKad]Xaed

2.1 21

49 øransferabilityKofKtopologicallyKpartitionedKpolarizabilitiesiKtheKcaseKofKnXalkanesYKMolecularmPhysicsWK
1996WKghWKdhdXe[d 1.7 27

48
xntermolecularKinteractionKenergiesKbyKtopologicallyKpartitionedKelectricKpropertiesYK]YKtlectrostaticK
andKinductionKenergiesKinKoneXcentreKandKmulticentreKmultipoleKexpansionsYKMolecularmPhysicsWK1996
WKggWKehXha

1.7 32

47 rhoosingKbetweenKalternativeK’–aKalgorithmsKinKtheKselfXconsistentKreactionKfieldKtheoryKofK
solventKeffectsYKChemicalmPhysicsmLettersWK1995WKac]WKd]Xde 2.5 71

46 pbKinitioKandKsuøKinvestigationsKofKintramolecularKhydrogenKbondingKinK]WaXethanediolYKChemicalm
PhysicsmLettersWK1995WKacdWK]ahX]bd 2.5 26

45 pKcomprehensiveKapproachKtoKmolecularKchargeKdensityKmodelsiKuromKdistributedKmultipolesKtoK
fittedKatomicKchargesYKInternationalmJournalmofmQuantummChemistryWK1994WKdaWK]fXbf 2.1 45

44 øheKreliabilityKofKtheKpointKchargeKmodelKrepresentingKintermolecularKeffectsKinKabKinitioK
calculationsYKChemicalmPhysicsmLettersWK1994WKaadWKadgXaec 2.5 19

43 sistributedKpolarizabilitiesKusingKtheKtopologicalKtheoryKofKatomsKinKmoleculesYKChemicalmPhysicsm
LettersWK1994WKa]hWKaefXafb 2.5 136
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42 ”öx–tKâ��KaKtoolKforKscientificKprogrammingKinKu”RøRp“YKComputermPhysicsmCommunicationsWK1994WK
g]WKahbXb]f 4.2 14

41 rovalentKqondK”rdersKandKptomicKValenceKxndicesKinKtheKøopologicalKøheoryKofKptomsKinK’oleculesYK
ThemJournalmofmPhysicalmChemistryWK1994WKhgWKdaccXdacg 269

40
øransferableKnetKatomicKchargesKfromKaKdistributedKmultipoleKanalysisKforKtheKdescriptionKofK
electrostaticKpropertiesiKaKcaseKstudyKofKsaturatedKhydrocarbonsYKThemJournalmofmPhysicalmChemistryWK
1993WKhfWKeeagXeebe

67

39 ’odelingKaminoKacidKsideKchainsYKaYKseterminationKofKpointKchargesKfromKelectrostaticKpropertiesiK
towardKtransferableKpointKchargeKmodelsYKThemJournalmofmPhysicalmChemistryWK1993WKhfWKhfggXhfhe 28

38 ’odelingKaminoKacidKsideKchainsYKbYKxnfluenceKofKintraXKandKintermolecularKenvironmentKonKpointK
chargesYKThemJournalmofmPhysicalmChemistryWK1993WKhfWKhfhfXhg[f 18

37 pbKinitioKdeterminationKofKelectronicKenergyKsplittingKandKtransitionKratesKforKimidogenKinKargonK
matrixesYKThemJournalmofmPhysicalmChemistryWK1993WKhfWK][[]]X][[a[ 6

36 ReactionKfieldKfactorsKforKaKmultipoleKdistributionKinKaKcavityKsurroundedKbyKaKcontinuumYKChemicalm
PhysicsmLettersWK1993WKa[aWK]gXaa 2.5 78

35 Rayleighâ��öchrˆ¶dingerKperturbationKtheoryKforKnonlinearKöchrˆ¶dingerKequationsKwithKlinearK
perturbationYKInternationalmJournalmofmQuantummChemistryWK1993WKcfWKcehXcgb 2.1 34

34 rommonKtheoreticalKframeworkKforKquantumKchemicalKsolventKeffectKtheoriesYKJournalmofm
MathematicalmChemistryWK1992WK][WKhbX]bf 2.1 63

33 –roteinKelectrostaticsKonKpersonalKcomputersYKComputationalmandmTheoreticalmChemistryWK1992WKadeWK]]bX]ab 5

32 rriticalKanalysisKofKelectricKfieldKmodelingiKuormamideYKJournalmofmComputationalmChemistryWK1992WK
]bWK]abcX]acd 3.5 28

31 øheKroleKofKinductionKforcesKinKinfraXredKmatrixKshiftsiKquantumKchemicalKcalculationsKwithKreactionK
fieldKmodelKhamiltonianYKComputationalmandmTheoreticalmChemistryWK1991WKabaWKhfX]][ 5

30 “ormalizationKcorrectionsKtoKperturbationKtheoryKforKtheKtimeXindependentKnonlinearKöchrˆ¶dingerK
equationYKPhysicalmReviewmAWK1991WKccWKa]ggXa]h] 2.6 12

29 –eptideKmodelsYK]YKøopologyKofKselectedKpeptideKconformationalKpotentialKenergyKsurfacesKSglycineK
andKalanineKderivativesTYKJournalmofmthemAmericanmChemicalmSocietyWK1991WK]]bWKeadeXeaed 16.4 233

28 rhemicalKuragmentationKppproachKtoKtheK—uantumKrhemicalKsescriptionKofKtxtendedKöystemsK
1991WK]Xch 6

27 rhemicalKuragmentationKppproachKtoKtheK—uantumKrhemicalKsescriptionKofKtxtendedKöystemsK
1991WK]Xch 2

26 —uantumXchemicalKmodelKcalculationsKonKtheKacidicKsiteKofKzeolitesKincludingK’adelungXpotentialK
effectsYKChemicalmPhysicsmLettersWK1990WK]egWKce]Xcef 2.5 48

25 ’odellingKtheKelectricKfieldKofKwaterKobtainedKfromKaccurateKöruKwaveKfunctionsYKChemicalmPhysicsm
LettersWK1990WK]faWKddXe] 2.5 16

(1990-1994)
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24 romputationalKchemistryKonKaK–rYKInternationalmJournalmofmQuantummChemistryWK1990WKbgWK]ebX]f] 2.1 3

23 preKdirectKreactionKfieldKmethodsKappropriateKforKdescribingKdispersionKinteractionsnYKChemicalm
PhysicsmLettersWK1990WK]fdWKb]bXb]g 2.5 18

22 pnalyticalKfirstKandKsecondKenergyKderivativesKinKtheKpolarizationKmodelYKChemicalmPhysicsmLettersWK
1990WK]eeWK]g[X]gg 2.5 21

21 ralculationsKonKelectrostaticKpropertiesKofKwYKzeoliteYKJournalmofmthemChemicalmSocietyzmFaradaym
TransactionsWK1990WKgeWKbce]Xbcee 8

20 pKstudyKonKtheKbackboneZsideXchainKinteractionKinK“XformylXSLTserineamideYKCanadianmJournalmofm
ChemistryWK1990WKegWK]ggaX]ggg 0.9 19

19
veneralizedKselfXconsistentKreactionKfieldKtheoryKinKaKmulticenterXmultipoleKabXinitioKLrv”K
frameworkYKxYKtlectronicKpropertiesKofKtheKwaterKmoleculeKinKaK’onteKrarloKsampleKofKliquidKwaterK
moleculesKstudiedKwithKstandardKbasisKsetsYKJournalmDemChimiemPhysiquemEtmDemPhysico-Chimiem
BiologiqueWK1990WKgfWKgfdXh[b

34

18 xntramolecularKsulfurXoxygenKinteractionKinKsulfoniumKcompoundsKandKsulfoxidesYKComputationalm
andmTheoreticalmChemistryWK1989WK]geWKdbXe[ 4

17 qondKordersKinKthreeXcentreKbondsYKComputationalmandmTheoreticalmChemistryWK1989WK]geWKe]Xef 12

16 ralculationKofKelectrostaticKpotentialsKandKfieldsKinsideKzeoliteKcavitiesYKCollectionmofmCzechoslovakm
ChemicalmCommunicationsWK1988WKdbWKab[gXab]h 9

15 øheKuseKofKtheoreticalKindicesKforKtheKcharacterizationKofKön”KlinkageKmultiplicityYKComputationalm
andmTheoreticalmChemistryWK1988WK]edWKafbXagf 17

14 tlectrostaticKinteractionsKinKthreeXdimensionalKsolidsYKöelfXconsistentK’adelungKpotentialKSör’–TK
approachYKJournalmofmChemicalmPhysicsWK1987WKgeWKehdfXehee 3.9 36

13 tlectrostaticKcomplementarityKinKmolecularKaggregatesYKComputationalmandmTheoreticalmChemistryWK
1987WK]chWK]ehX]fe 6

12 qondingKbetweenKnonbondedKsulfurKandKoxygenKatomsKinKselectedKorganicKmoleculesKSaKquantumK
chemicalKstudyTYKJournalmofmthemAmericanmChemicalmSocietyWK1987WK][hWKaabfXaacd 16.4 109

11 ’olecularKelectrostaticKfieldsKfromKbondKfragmentsYKInternationalmJournalmofmQuantummChemistryWK
1987WKb]WKhafXhbh 2.1 36
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