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134 øriginsKofKStructureKandKwnergeticsKofKvanKderKWaalsKulustersKfromKabKInitioKualculationsZKChemicalt
ReviewsXK1994XKkfXKcideYcihg 68.1 736

133 StateKofKtheKsrtKandKuhallengesKofKtheKabKInitioKΠheoryKofKIntermolecularKInteractionsZKChemicalt
ReviewsXK2000XKcbbXKfddiYfdgd 68.1 451

132 ønKtheKconnectionKbetweenKtheKsupermolecularK–ˆ‚llerY∑lessetKtreatmentKofKtheKinteractionKenergyK
andKtheKperturbationKtheoryKofKintermolecularKforcesZKMoleculartPhysicsXK1988XKheXKdbgYddf 1.7 291

131 sbKinitioKstudyKofKintermolecularKpotentialKofKzdøKtrimerZKJournaltoftChemicaltPhysicsXK1991XKkfXKdjieYdjje3.9 138

130 uorrectionKofKtheKbasisKsetKsuperpositionKerrorKinKSuxKandK–∑dKinteractionKenergiesZKΠheKwaterK
dimerZKJournaltoftChemicaltPhysicsXK1986XKjfXKhedjYheeg 3.9 124

129 ·onadditiveKeffectsKinKzxKandKzulKtrimersZKJournaltoftChemicaltPhysicsXK1989XKkcXKibfjYibgh 3.9 113

128 ualculationsKofKnonadditiveKeffectsKbyKmeansKofKsupermolecularK–oallerâ��∑lessetKperturbationK
theoryKapproachlKsreKandKsrfZKJournaltoftChemicaltPhysicsXK1990XKkdXKdfjcYdfji 3.9 97

127 sbKinitioKstudyKofKtheKpotentialKenergyKsurfaceKofKuzfYzdøZKJournaltoftChemicaltPhysicsXK1993XKkjXKebijYebjk3.9 95

126 InteractionsKbetweenKaromaticKsystemslKdimersKofKbenzeneKandKsYtetrazineZKThetJournaltoftPhysicalt
ChemistryXK1984XKjjXKcidhYcieb 83

125 IntermolecularKpotentialKofKtheKmethaneKdimerKandKtrimerZKJournaltoftChemicaltPhysicsXK1990XKkeXKfdfeYfdge3.9 81

124 ΠheoreticalKstudyKofKzdøâ��zxKandKzdøâ��zullKuomparisonKwithKexperimentZKJournaltoftChemicalt
PhysicsXK1984XKjcXKgbdfYgbeb 3.9 79

123 ønKtheKroleKofKbondKfunctionsKinKinteractionKenergyKcalculationslKsrqqqzulXKsrqqqzdøXKSzxTdZKJournalt
oftChemicaltPhysicsXK1995XKcbeXKcfkjYcgbi 3.9 78

122 sbKinitioKstudyKofKtheKintermolecularKpotentialKofKsrâ��zdøZKJournaltoftChemicaltPhysicsXK1991XKkfXKdjbiYdjch3.9 78

121 snalysisKofKtheKpotentialKenergyKsurfaceKofKsrâ��·zeZKJournaltoftChemicaltPhysicsXK1989XKkcXKijbkYijci 3.9 74

120 sbKinitioKstudyKofKvanKderKWaalsKinteractionKofKuødKwithKsrZKJournaltoftChemicaltPhysicsXK1996XKcbfXKhghkYhgih3.9 67

119 ΠheKcomplexKofK·dKwithKzdøXKvdøXKandKzvølKsKcombinedKabKinitioKandKdiffusionK–onteKuarloKstudyZK
JournaltoftChemicaltPhysicsXK1994XKcbcXKceijYcekc 3.9 60

118 –oallerâ��∑lessetKtreatmentKofKelectronKcorrelationKeffectsKinKSzøzøzTâ��ZKJournaltoftChemicaltPhysicsXK
1982XKiiXKfgjhYfgke 3.9 58
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117 sbKinitioKstudyKofKintermolecularKpotentialKforKsrzulZKJournaltoftChemicaltPhysicsXK1991XKkfXKhhiiYhhjg 3.9 57

116 sbKinitioKstudyKofKprotonKtransfersKincludingKeffectsKofKelectronKcorrelationZKInternationaltJournaltoft
QuantumtChemistryXK1983XKdeXKiekYigc 2.1 56

115 SupermolecularKapproachKtoKmanyYbodyKdispersionKinteractionsKinKweakKvanKderKWaalsKcomplexeslK
zeXK·eXKandKsrKtrimersZKJournaltoftChemicaltPhysicsXK1994XKcbcXKjjhbYjjhk 3.9 54

114 øpticalKabsorptionKspectraKofKgoldKclustersKsuSnTKSnKoKfXKhXKjXcdXKdbTKfromKlongYrangeKcorrectedK
functionalsKwithKoptimalKtuningZKJournaltoftChemicaltPhysicsXK2012XKceiXKccfebd 3.9 52

113 SuppressionKofKangularKforcesKinKcollisionsKofKnonYSYstateKtransitionKmetalKatomsZKPhysicaltReviewt
LettersXK2005XKkfXKbcedbd 7.4 51

112 wffectsKofKexternalKionsKonKtheKenergeticsKofKprotonKtransfersKacrossKhydrogenKbondsZKThetJournalt
oftPhysicaltChemistryXK1985XKjkXKdhdYdhh 49

111 uounterpoiseYcorrectedKgeometriesKandKharmonicKfrequenciesKofK·YbodyKclusterslKspplicationKtoK
SzxTnKSnoeXfTZKJournaltoftChemicaltPhysicsXK2003XKccjXKgeiYgfk 3.9 46

110 sbKinitioKpotentialKenergyKsurfaceKforKtheKsrScSTWøzSXd˛ TKinteractionKandKboundKrovibrationalK
statesZKJournaltoftChemicaltPhysicsXK2000XKccdXKfkgdYfkgj 3.9 46

109 ∑artitioningKofKinteractionKenergyKinKvanKderKWaalsKcomplexesKinvolvingKexcitedKstateKspecieslKΠheK
zeScSTWuldStKe˛ uTKinteractionZKJournaltoftChemicaltPhysicsXK1995XKcbeXKcbcchYcbcdi 3.9 46

108 ΠheKnonadditiveKinteractionsKinKtheKsrdzxKandKsrdzulKclusterslKsnKabKinitioKstudyZKJournaltoft
ChemicaltPhysicsXK1993XKkkXKhiedYhifc 3.9 46

107 sbKinitioKstudyKofKstructureKandKcooperativityKinKammoniaYhydrogenKfluorideYhydrogenKfluorideKandK
phosphineYhydrogenKfluorideYhydrogenKfluorideZKThetJournaltoftPhysicaltChemistryXK1986XKkbXKfdgeYfdgj 46

106 ∑otentialKenergyKsurfaceKforKdispersionKinteractionKinKwaterKdimerKandKhydrogenKfluorideKdimerZKThet
JournaltoftPhysicaltChemistryXK1990XKkfXKcijcYcijj 44

105 sbKinitioKpotentialKenergyKandKdipoleKmomentKsurfacesXKinfraredKspectraXKandKvibrationalK
predissociationKdynamicsKofKtheKegulâ��qzdavdKcomplexesZKJournaltoftChemicaltPhysicsXK2003XKcckXKcdkecYcdkfg3.9 43

104 sbKinitioKcalculationsKofKadiabaticKandKdiabaticKpotentialKenergyKsurfacesKofKulSd∑TqzulSc˛£WTKvanKderK
WaalsKcomplexZKJournaltoftChemicaltPhysicsXK2001XKccgXKebjgYebkj 3.9 41

103 sKthreeYdimensionalKpotentialKenergyKsurfaceKforKzeWuldKStKe˛ buWTlKsbKinitioKcalculationsKandKaK
multipropertyKfitZKJournaltoftChemicaltPhysicsXK1999XKcccXKkkiYcbbi 3.9 41

102 σibrationalKfrequenciesKandKintensitiesKofKzYbondedKandK”iYbondedKcomplexesZKze·qqzulKandK
ze·qq”iulZKJournaltoftChemicaltPhysicsXK1988XKjkXKececYecej 3.9 39

101 SymmetryYadaptedKperturbationKtheoryKbasedKonKunrestrictedK“ohnYShamKorbitalsKforKhighYspinK
openYshellKvanKderKWaalsKcomplexesZKJournaltoftChemicaltPhysicsXK2012XKceiXKchfcbf 3.9 38

100 sbKinitioKcalculationsKofKtheKinteractionKofKzeKwithKtheKtKe˛ buWKstateKofKuldKasKaKfunctionKofKtheKuldK
internuclearKseparationZKJournaltoftChemicaltPhysicsXK1997XKcbhXKdhjgYdhkf 3.9 37

(1997-1991)
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99 sbKinitioKstudyKofKtheKvanKderKWaalsKinteractionKofK·zSXKe˛£â��TKwithKsrScSTZKJournaltoftChemicalt
PhysicsXK1998XKcbjXKedegYedfd 3.9 37

98 snalysisKofKtheKintermolecularKpotentialKofKsrâ��uzflKsnKabKinitioKstudyZKJournaltoftChemicaltPhysicsXK
1992XKkhXKfheYfhk 3.9 37

97 RyWulSd∑TKSRyozeXK·eXKsrTKinteractionslKsbKinitioKpotentialsKandKcollisionKpropertiesZKJournaltoft
ChemicaltPhysicsXK1998XKcbkXKdcffYdcgf 3.9 36

96 IntermolecularKpotentialKofKzdøqqqzdKinKtheKvanKderKWaalsKregionZKsnKabKinitioKstudyZKJournaltoft
ChemicaltPhysicsXK1992XKkhXKhbekYhbfi 3.9 36

95 InteractionKpotentialsKofKtheKRyYIKanionsXKneutralsXKandKcationsKSRyKoKzeXK·eXKsrTZKJournaltoftChemicalt
PhysicsXK2005XKcddXKckfecc 3.9 35

94 ∑aradigmKpreYreactiveKvanKderKWaalsKcomplexeslKXâ��zXKandKXâ��zdKSXKoKxXKulXKtrTZKInternationalt
ReviewstintPhysicaltChemistryXK2004XKdeXKgfcYgic 7 35

93 uollisionKandKtransportKpropertiesKofKRgWulSd∑TKandKRgWulâ��ScSTKSRgosrXK“rTKfromKabKinitioKpotentialsZK
JournaltoftChemicaltPhysicsXK2001XKccfXKkkckYkkdj 3.9 35

92 sbKinitioKstudyKofKtheKnonadditiveKeffectsKinKtheKtrimerKofKammoniaZKJournaltoftChemicaltPhysicsXK
1991XKkgXKgchkYgcij 3.9 35

91 surophilicKInteractionsKfromKWaveKxunctionXKSymmetryYsdaptedK∑erturbationKΠheoryXKandK
RangehybridKspproachesZKJournaltoftChemicaltTheorytandtComputationXK2011XKiXKdekkYfbi 6.4 34

90 sbKinitioKstudyKofKtheKødSXKe˛£â��gTWzeScSTKvanKderKWaalsKclusterZKJournaltoftChemicaltPhysicsXK1996XK
cbfXKikkiYjbbd 3.9 34

89 StudiesKofKdispersionKenergyKinKhydrogenYbondedKsystemsZKzdøâ��zøzXKzdøâ��zxXKze·â��zxXKzxâ��zxZK
JournaltoftChemicaltPhysicsXK1984XKjbXKcgegYcgfd 3.9 34

88 sbKinitioKstudyKofKzeScSTWuldSXKc˛£gXe˛ uTKpotentialKenergyKsurfacesZKJournaltoftChemicaltPhysicsXK
1994XKcbcXKhjbbYhjbk 3.9 33

87 wffectsKofKexternalKionsKonKtheKdynamicsKofKprotonKtransferKacrossKaKhydrogenKbondZKThetJournaltoft
PhysicaltChemistryXK1985XKjkXKcjegYcjfb 33

86 viffuseKbasisKfunctionsKforKsmallYcoreKrelativisticKpseudopotentialKbasisKsetsKandKstaticKdipoleK
polarizabilitiesKofKselectedKlanthanidesK”aXKSmXKwuXKΠmKandKYbZKStructuraltChemistryXK2007XKcjXKihkYiid 1.8 32

85 vensityKfunctionalKtheoryKapproachKtoKnoncovalentKinteractionsKviaKmonomerKpolarizationKandK∑auliK
blockadeZKPhysicaltReviewtLettersXK2010XKcbfXKchebbc 7.4 31

84 sbKinitioKbasedKstudyKofKtheKsrøâ��KphotoelectronKspectralKSelectivityKofKspinâ��orbitKtransitionsZK
JournaltoftChemicaltPhysicsXK2000XKccdXKgjgdYgjhg 3.9 31

83 sbKinitioKstudyKofKnonadditiveKinteractionsKinKtheKsrdzxKandKsrdzulKclustersZKIIZKsnalysisKofK
exchangeKandKinductionKeffectsZKJournaltoftChemicaltPhysicsXK1994XKcbcXKcbibjYcbich 3.9 30

82 InteractionsKofKlanthanideKatomslKuomparativeKabKinitioKstudyKofKYbzeXKYbKdKandKΠmzeXKΠmYbK
potentialsZKEuropeantPhysicaltJournaltDXK2007XKfgXKcfiYcge 1.3 28
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81 ∑rotonâ��donorKpropertiesKofKwaterKandKammoniaKinKvanKderKWaalsKcomplexesKwithKrareYgasKatomsZK
“râ��zdøKandK“râ��·zeZKJournaltoftChemicaltPhysicsXK1992XKkiXKjcjcYjcji 3.9 28

80 σibrationalKfrequenciesKandKintensitiesKofKzYbondedKsystemsZKclcKandKcldKcomplexesKofK·zeKandK
∑zeKwithKzxZKJournaltoftChemicaltPhysicsXK1987XKjiXKddcfYdddf 3.9 28

79 sccurateKevaluationKofKSuxKandK–∑dKcomponentsKofKinteractionKenergiesZKuomplexesKofKzxXKøzdXK
andK·zeKwithK”iWZKCollectiontoftCzechoslovaktChemicaltCommunicationsXK1988XKgeXKddcfYdddk 26

78 sbKinitioKstudyKofKtheKødSXKe˛£gâ��TWsrScSTKvanKderKWaalsKinteractionZKJournaltoftChemicaltPhysicsXK
1997XKcbhXKiiecYiiei 3.9 24

77 ønKtheKnatureKofKtheKinteractionKenergyKinKtheKsrYuldKcomplexZKComputationaltandtTheoreticalt
ChemistryXK1994XKebiXKcjiYckk 24

76 SuxKabKinitioKstudyKofKlithiumYbondedKcomplexesZKChemicaltPhysicstLettersXK1980XKifXKdfeYdfi 2.5 24

75 vanKderKWaalsKinteractionsKandKdipoleKpolarizabilitiesKofKlanthanideslKΠmSdxTYzeKandKYbScSTYzeK
potentialsZKJournaltoftChemicaltPhysicsXK2006XKcdfXKccfebc 3.9 23

74 sbKinitioKstudyKofKtheKzeScSTWuzSXKd˛ TKinteractionZKJournaltoftChemicaltPhysicsXK1996XKcbgXKkgdgYkgeg 3.9 23

73 uommentKonKâ��sKpossibleKdefinitionKofKbasisKsetKsuperpositionKerrorâ��ZKChemicaltPhysicstLettersXK1995XK
dfcXKcfbYcfg 2.5 23

72 zxYzullKstationaryKpointsKonKtheKscfKenergyKhypersurfaceKandKthermodynamicsKofKformationZK
ChemicaltPhysicstLettersXK1980XKifXKdfjYdgc 2.5 23

71 wlectronicKstructureKandKspinKcouplingKofKtheKmanganeseKdimerlKΠheKstateKofKtheKartKofKabKinitioK
approachZKJournaltoftChemicaltPhysicsXK2010XKcedXKbdfecd 3.9 22

70 ΠowardsKanKanalyticalKthreeYbodyKpotentialKofKsrdulâ��ZKJournaltoftChemicaltPhysicsXK1995XKcbeXKdkkYebj 3.9 22

69 ønKtheKnatureKofKtheKinteractionKenergyKinKtheKsrâ��ulxKcomplexZKJournaltoftChemicaltPhysicsXK1993XK
kkXKeibbYeibh 3.9 22

68 verivationKofKtheKsupermolecularKinteractionKenergyKfromKtheKmonomerKdensitiesKinKtheKdensityK
functionalKtheoryZKChemicaltPhysicstLettersXK2010XKfjhXKchbYchg 2.5 20

67 ΠheKeffectKofKtwoYKandKthreeYbodyKinteractionsKinKsrnuødKSnocXdTKonKtheKasymmetricKstretchingKuødK
coordinatelKsnKabKinitioKstudyZKJournaltoftChemicaltPhysicsXK1997XKcbhXKcbdcgYcbddc 3.9 20

66 øriginsKandKmodelingKofKmanyYbodyKexchangeKeffectsKinKvanKderKWaalsKclustersZKJournaltoftChemicalt
PhysicsXK1997XKcbhXKeebcYeecb 3.9 20

65 InteractionsKofKtransitionKmetalKatomsKwithKzeZKEuropeantPhysicaltJournaltDXK2004XKecXKfdkYfei 1.3 20

64 sbKinitioKzeroKelectronKkineticKenergyKspectroscopyKofKtheKsrulâ��KandK“rulâ��KanionsZKJournaltoft
ChemicaltPhysicsXK2001XKccfXKkkdkYkkei 3.9 20

(2001-1992)
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63 vynamicsKofKøSe∑jTWRgKcollisionsKonKabKinitioKandKscatteringKpotentialsZKJournaltoftChemicaltPhysicsXK
2002XKcchXKcfgiYcfhi 3.9 20

62 StudiesKonKtheKlithiumKbondZKChemicaltPhysicstLettersXK1976XKffXKfhgYfhi 2.5 20

61 vensityYdependentKonsetKofKtheKlongYrangeKexchangelKaKkeyKtoKdonorYacceptorKpropertiesZKJournalt
oftPhysicaltChemistrytAXK2013XKcciXKccgjbYh 2.8 18

60 ΠheoreticalKvibrationalKstudyKofKtheKxXqqqøSuzeTdKhydrogenYbondedKcomplexZKJournaltoftChemicalt
PhysicsXK1988XKjjXKfjhcYfjhh 3.9 18

59 ΠheoreticalKstudiesKofKlithiumKbondingKinKlithiumKchlorideaaliphaticKamineKcomplexesZKChemicalt
PhysicsXK1985XKkfXKggYhe 2.3 18

58 RangeYSeparatedKmetaYyysKxunctionalKvesignedKforK·oncovalentKInteractionsZKJournaltoftChemicalt
TheorytandtComputationXK2014XKcbXKfdkiYebh 6.4 17

57 zeliumKatomKasKaKprobeKofKmolecularKshapeKandKpropertieslKzeqzdøKcomplexZKJournaltoftMoleculart
StructureXK1993XKdkiXKeceYedg 3.4 17

56 uontributionKofKdispersionKtoKtheKpropertiesKofKzdSYYzxKandKzdSYYzulZKJournaltoftChemicaltPhysicsXK
1985XKjeXKciijYcije 3.9 17

55 ∑ropertiesKofKstrongKhydrogenYbondedKsystemsZKIIZKsbKinitioSuxY–øKstudyKofKtheKhydrogenKbondK
betweenKnitricKacidKandKammoniaZKJournaltoftComputationaltChemistryXK1980XKcXKfciYfck 3.5 17

54 zxYulxlKminimaKonKtheKfYecyKandKfYecyVKenergyKhypersurfacesKandKthermodynamicsKofKformationZK
ChemicaltPhysicstLettersXK1981XKjdXKfhkYfid 2.5 17

53 InteractionKpotentialsKforKtrSYTYRgKSRgozeYRnTlKspectroscopyKandKtransportKcoefficientsZKJournaltoft
ChemicaltPhysicsXK2006XKcdgXKhfebg 3.9 16

52 –odelingKofKadiabaticKandKdiabaticKpotentialKenergyKsurfacesKofKulSd∑TqzdScâ��gWTKprereactiveK
complexKfromKabKinitioKcalculationsZKJournaltoftChemicaltPhysicsXK2002XKcciXKfibkYfick 3.9 16

51 wffectKofKsecondaryKbasisYsetKsuperpositionKerrorKuponKcalculatedKvibrationalKintensitiesZKChemicalt
PhysicstLettersXK1986XKcecXKdebYdeh 2.5 16

50 ·onadditiveKinteractionsKinKnsdKandKspinYpolarizedKnsKmetalKatomKtrimersZKJournaltoftChemicalt
PhysicsXK2008XKcdkXKcefebd 3.9 15

49 sbKinitioKsimulationsKofKtheK“røâ��KanionKphotoelectronKspectraZKJournaltoftChemicaltPhysicsXK2002XK
cciXKdhdkYdhef 3.9 15

48 sbKinitioKlongYrangeKinteractionKandKadiabaticKchannelKcaptureKmodelKforKultracoldKreactionsK
betweenKtheK“RbKmoleculesZKJournaltoftChemicaltPhysicsXK2012XKceiXKccfebg 3.9 14

47 srqudzdlKaKchallengingKsystemKforKabKinitioKcalculationsZKJournaltoftMoleculartStructureXK1997XK
fehYfeiXKejiYfbb 3.4 14

46 ΠheKmethylationKeffectKinKamineZZZzxKhydrogenYbondedKsystemsZK−uantumKchemicalKandKstatisticalK
thermodynamicKstudyZKThetJournaltoftPhysicaltChemistryXK1984XKjjXKgkdeYgkdi 14
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45 sssessmentKofK·ewestK–etaYyysKzybridsKforK”ateKΠransitionK–etalKReactivitylKxractionalKuhargeK
andKxractionalKSpinK∑erspectiveZKJournaltoftPhysicaltChemistrytCXK2019XKcdeXKjbfiYjbgh 3.8 14

44 ΠheKnatureKofKthreeYbodyKinteractionsKinKvxΠlKwxchangeKandKpolarizationKeffectsZKJournaltoft
ChemicaltPhysicsXK2017XKcfiXKbjfcbh 3.9 13

43 ΠunedKrangeYseparatedKhybridKfunctionalsKinKtheKsymmetryYadaptedKperturbationKtheoryZKJournaltoft
ChemicaltPhysicsXK2014XKcfcXKcefcdb 3.9 13

42 sbKinitioKstudyKofKΠmYzeKinteractionsKandKdynamicsKinKaKmagneticKtrapZKPhysicaltReviewtAXK2006XKifXK 2.6 13

41 InteractionsKofKtransitionKmetalKatomsKinKhighYspinKstateslKurdXKScYurXKandKScY“rZKJournaltoftChemicalt
PhysicsXK2007XKcdiXKdffebd 3.9 13

40 sbKinitioKcalculationsKonKtheKlithiumKfluorideâ��ethyleneKcomplexZKJournaltoftChemicaltPhysicsXK1977XK
hiXKgfbbYgfbc 3.9 13

39 ∑ropertiesKofKstrongKhydrogenYbondedKsystemsZKChemicaltPhysicstLettersXK1980XKidXKccgYccj 2.5 12

38 vensityKfunctionalKtheoryKapproachKtoKgoldYligandKinteractionslKseparatingKtrueKeffectsKfromK
artifactsZKJournaltoftChemicaltPhysicsXK2014XKcfbXKdffece 3.9 11

37
sbKinitioKcalculationsKandKmodelingKofKthreeYdimensionalKadiabaticKandKdiabaticKpotentialKenergyK
surfacesKofKxSd∑T´•´•´•zdSc˛£WTKσanKderKWaalsKcomplexZKInternationaltJournaltoftQuantumtChemistryXK
2002XKkbXKcbejYcbfj

2.1 11

36 zydrogenKbondingKofKwaterXKhydrogenKsulphideKandKrelatedKacceptorsKwithKelectronKdonorsZK
JournaltoftMoleculartStructureXK1976XKebXKdicYdkb 3.4 11

35 wuropiumKdimerlKvanKderKWaalsKmoleculeKwithKextremelyKweakKantiferromagneticKspinKcouplingZK
JournaltoftChemicaltPhysicsXK2009XKcecXKdfccbd 3.9 10

34 xromKIntermolecularKInteractionsKtoKIncipientKuhemicalKtondZKCollectiontoftCzechoslovaktChemicalt
CommunicationsXK1998XKheXKcfieYcfjf 10

33 sbKinitioKstudyKofKtheKzduøâ��srKcomplexZKJournaltoftChemicaltPhysicsXK1993XKkkXKgdccYgdcj 3.9 10

32 wmployingKRangeKSeparationKonKtheKmetaYyysKRunglK·ewKxunctionalKSuitableKforKtothKuovalentK
andK·oncovalentKInteractionsZKJournaltoftChemicaltTheorytandtComputationXK2016XKcdXKehhdYie 6.4 9

31 vispersionYfreeKcomponentKofKnonYcovalentKinteractionKviaKmutualKpolarizationKofKfragmentK
densitiesZKJournaltoftChemicaltPhysicsXK2012XKcehXKdbfcbk 3.9 8

30 uharacterizationKofKsrnøâ��KclustersKfromKabKinitioKandKdiffusionK–onteKuarloKcalculationsZKJournaltoft
ChemicaltPhysicsXK2003XKccjXKdifj 3.9 8

29 StudyKofKsrøYKandKsrøKviaKslowKphotoelectronKvelocityYmapKimagingKspectroscopyKandKsbKinitioK
calculationsZKJournaltoftPhysicaltChemistrytAXK2009XKcceXKfhecYj 2.8 7

28 StudyKofK“røYKandK“røKviaKslowKphotoelectronKvelocityYmapKimagingKspectroscopyKandKabKinitioK
calculationsZKJournaltoftPhysicaltChemistrytAXK2009XKcceXKcffekYfh 2.8 7

(2009-2019)
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27 InteractionsKinKopenYshellKclusterslKabKinitioKstudyKofKpreYreactiveKcomplexKøSe∑TKWKzulZKJournaltoft
PhysicaltChemistrytAXK2005XKcbkXKccfjfYkf 2.8 7

26 sbKInitioKualculationsKandK–odelingKofKΠhreeYvimensionalKsdiabaticKandKviabaticK∑otentialKwnergyK
SurfacesKofKtrSd∑T´•´•´•zdSc˛£WTK∑reYReactiveKuomplexZKJournaltoftPhysicaltChemistrytAXK2002XKcbhXKiehdYiehj 2.8 7

25 StructureKandKenergeticsKofKsrn·øâ��KclustersKfromKabKinitioKcalculationsZKJournaltoftChemicaltPhysicsXK
2000XKccdXKcbjkgYcbkbf 3.9 7

24 SearchKforKsimplifiedKprocedureKforKtheKevaluationKofKtheKyibbsKfreeKenergyKofKhydrogenYbondK
formationZKThetJournaltoftPhysicaltChemistryXK1983XKjiXKdhbjYdhcf 7

23 sKfirstYprinciplesYbasedKcorrelationKfunctionalKforKharmoniousKconnectionKofKshortYrangeKcorrelationK
andKlongYrangeKdispersionZKJournaltoftChemicaltPhysicsXK2012XKceiXKdbfcdc 3.9 6

22 sbKinitioKstudyKofKtheKtrSd∑TYztrKvanKderKWaalsKcomplexZKJournaltoftChemicaltPhysicsXK2009XKcebXKcjfebf 3.9 6

21 –anyYbodyKexchangeKeffectsKinKclustersKofKrareKgasesKwithKaKchromophorelKzeduødZKChemicalt
PhysicsXK1998XKdekXKgieYgkc 2.3 6

20 –odelingKofKtheKthreeYbodyKeffectsKinKtheKsrdøâ��KtrimerKfromKabKinitioKcalculationsZKJournaltoft
ChemicaltPhysicsXK2003XKccjXKdiec 3.9 6
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