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135 wydrogenKdynamicsKonKdefectiveKmonolayerKgrapheneYKChemicaliPhysicsWK2022WK]]]dhf 2.3 0

134 ”uantumKeffectsKinKtheKstructuralKandKelasticKpropertiesKofKgraphiteiK“athXintegralKsimulationsYK
PhysicaliReviewiBWK2021WK][cWK 3.3 1

133 xsotopicKeffectsKinKchairKgraphaneYKJournaliofiPhysicsiandiChemistryiofiSolidsWK2021WK]dfWK]][]ga 3.9 0

132 pnharmonicityKofKtheKacousticKmodesKofKgrapheneYKPhysicaliReviewiBWK2020WK][]WK 3.3 4

131 NuclearKquantumKeffectsKinKgraphaneYKChemicaliPhysicsWK2020WKdbbWK]][fbf 2.3 1

130 ThermodynamicKpropertiesKofKgrapheneKbilayersYKPhysicaliReviewiBWK2020WK][]WK 3.3 6

129 xsotopicKeffectsKinKstructuralKpropertiesKofKgrapheneYKEuropeaniPhysicaliJournaliBWK2020WKhbWK] 1.2 3

128 NuclearKquantumKeffectsKinKgrapheneKbilayersYKJournaliofiChemicaliPhysicsWK2019WK]d[WKa[cf[f 3.9 4

127 “hononKdispersionKinKtwoXdimensionalKsolidsKfromKatomicKprobabilityKdistributionsYKJournaliofi
ChemicaliPhysicsWK2019WK]d]WKaac][f 3.9 5

126 ThermalKpropertiesKofKgrapheneKfromKpathXintegralKsimulationsYKJournaliofiChemicaliPhysicsWK2018WK
]cgWK][ab[a 3.9 19

125 ThermalKcontrolKofKgrapheneKmorphologyiKpKsignatureKofKitsKintrinsicKsurfaceKtensionYKPhysicali
ReviewiBWK2018WKhfWK 3.3 2

124 rommentKonKâ��pKnovelKapproachKtoKcalculateKthermalKexpansionKofKgrapheneiK}olecularKdynamicsK
studyâ��KbyKwamidKvhasemiWKpliK–ajabpourYKEuropeaniPhysicaliJournaliPlusWK2018WK]bbWK] 3.1

123 rommunicationiKrriticalKbehaviorKinKgrapheneiKSpinodalKinstabilityKatKroomKtemperatureYKJournaliofi
ChemicaliPhysicsWK2018WK]chWK[c]][a 3.9 2

122 ThermalKpropertiesKofKgrapheneKunderKtensileKstressYKPhysicaliReviewiBWK2018WKhfWK 3.3 9

121 tlasticKpropertiesKandKmechanicalKtensionKofKgrapheneYKPhysicaliReviewiBWK2017WKhdWK 3.3 18

120 “athXintegralKsimulationKofKgrapheneKmonolayersKunderKtensileKstressYKPhysicaliChemistryiChemicali
PhysicsWK2017WK]hWKb]ghgXb]h[h 3.6 4

119 pnharmonicKeffectsKinKtheKopticalKandKacousticKbendingKmodesKofKgrapheneYKPhysicaliReviewiBWK2016
WKhbWK 3.3 24
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118 ”uantumKeffectsKinKgrapheneKmonolayersiK“athXintegralKsimulationsYKJournaliofiChemicaliPhysicsWK
2016WK]cdWKaacf[] 3.9 25

117 “athXintegralKsimulationKofKiceKíxxiK“ressureKandKtemperatureKeffectsYKChemicaliPhysicsWK2015WKce]WK]adX]be2.3 8

116 “athXintegralKsimulationKofKsolidsYKJournaliofiPhysicsiCondensediMatterWK2014WKaeWKabba[] 1.8 35

115 xceKandKwaterKdropletsKonKgraphiteiKaKcomparisonKofKquantumKandKclassicalKsimulationsYKJournaliofi
ChemicaliPhysicsWK2014WK]c]WKa[cf[] 3.9 13

114 ronfigurationalKentropyKofKhydrogenXdisorderedKiceKpolymorphsYKJournaliofiChemicaliPhysicsWK2014WK
]c[WKabcd[a 3.9 19

113 ronfigurationalKentropyKofKiceKfromKthermodynamicKintegrationYKChemicaliPhysicsiLettersWK2013WK
degXdehWKf[Xfc 2.5 14

112 TopologicalKcharacterizationKofKcrystallineKiceKstructuresKfromKcoordinationKsequencesYKPhysicali
ChemistryiChemicaliPhysicsWK2013WK]dWK]eefeXgd 3.6 8

111 TheKphaseKdiagramKofKiceiKaKquasiXharmonicKstudyKbasedKonKaKflexibleKwaterKmodelYKJournaliofi
ChemicaliPhysicsWK2013WK]bhWK[gcd[b 3.9 11

110 SimulationKofKquantumKzeroXpointKeffectsKinKwaterKusingKaKfrequencyXdependentKthermostatYK
PhysicaliReviewiBWK2013WKgfWK 3.3 14

109 pnomalousKnuclearKquantumKeffectsKinKiceYKPhysicaliReviewiLettersWK2012WK][gWK]hb[[b 7.4 104

108 ”uasiXharmonicKapproximationKofKthermodynamicKpropertiesKofKiceKxhWKxxWKandKxxxYKJournaliofiChemicali
PhysicsWK2012WK]bfWK[ccd[a 3.9 41

107 wighXdensityKamorphousKiceiKaKpathXintegralKsimulationYKJournaliofiChemicaliPhysicsWK2012WK]bfWK][cd[d 3.9 12

106 TheKphaseKdiagramKofKiceKxhWKxxWKandKxxxiKaKquasiXharmonicKstudyYKJournaliofiChemicaliPhysicsWK2012WK
]bfWK]bcd[b 3.9 13

105 “athXintegralKsimulationKofKiceKxhiKTheKeffectKofKpressureYKPhysicaliReviewiBWK2011WKgcWK 3.3 12

104 zineticKenergyKofKprotonsKinKiceKxhKandKwateriKpKpathKintegralKstudyYKPhysicaliReviewiBWK2011WKgcWK 3.3 32

103 “athKintegralK}onteKrarloKsimulationsKforKrigidKrotorsKandKtheirKapplicationKtoKwaterYKMoleculari
PhysicsWK2011WK][hWK]chX]eg 1.7 22

102 xsotopeKeffectsKinKiceKxhiKaKpathXintegralKsimulationYKJournaliofiChemicaliPhysicsWK2011WK]bcWK[hcd][ 3.9 44

101 ”uantumKpathKintegralKsimulationKofKisotopeKeffectsKinKtheKmeltingKtemperatureKofKiceKxhYKJournaliofi
ChemicaliPhysicsWK2010WK]bbWK]ccd]] 3.9 40
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100 siffusionKofKhydrogenKinKgraphiteiKaKmolecularKdynamicsKsimulationYKJournaliPhysicsiD:iAppliedi
PhysicsWK2010WKcbWKaddc[a 3 36

99 }olecularKhydrogenKinKgraphiteiKpKpathXintegralKsimulationYKPhysicaliReviewiBWK2010WKgaWK 3.3 13

98 weatKcapacityKofKwateriKpKsignatureKofKnuclearKquantumKeffectsYKJournaliofiChemicaliPhysicsWK2010WK
]baWK[ce][] 3.9 81

97 ranKgasKhydrateKstructuresKbeKdescribedKusingKclassicalKsimulationsnYKJournaliofiChemicaliPhysicsWK
2010WK]baWK]]cd[b 3.9 36

96 }olecularKhydrogenKinKsiliconiKpKpathXintegralKsimulationYKPhysicaliReviewiBWK2009WKg[WK 3.3 5

95 xsotopeKeffectsKonKtheKlatticeKparameterKofKcubicKSirYKPhysicaliReviewiBWK2009WKfhWK 3.3 8

94 ”uantumKcontributionsKinKtheKiceKphasesiKtheKpathKtoKaKnewKempiricalKmodelKforK
waterXTx“c“”Za[[dYKJournaliofiChemicaliPhysicsWK2009WK]b]WK[acd[e 3.9 57

93 ”uantumKeffectsKonKtheKmaximumKinKdensityKofKwaterKasKdescribedKbyKtheKTx“c“”Za[[dKmodelYK
JournaliofiChemicaliPhysicsWK2009WK]b]WK]acd]g 3.9 24

92 rrystalKstructureKandKchargeXtransportKpropertiesKofKNXtrimethyltriindoleiKNovelKpXtypeKorganicK
semiconductorKsingleKcrystalsYKOrganiciElectronicsWK2009WK][WKecbXeda 3.5 49

91 íibrationalKpropertiesKandKdiffusionKofKhydrogenKonKgrapheneYKPhysicaliReviewiBWK2009WKfhWK 3.3 45

90 StrongKcovalentKbondingKbetweenKtwoKgrapheneKlayersYKPhysicaliReviewiBWK2008WKffWK 3.3 126

89 “athKintegralKcalculationKofKfreeKenergiesiKquantumKeffectsKonKtheKmeltingKtemperatureKofKneonYK
JournaliofiChemicaliPhysicsWK2008WK]ahWK[ec]][ 3.9 22

88 ”uantumKpathXintegralKstudyKofKtheKphaseKdiagramKandKisotopeKeffectsKofKneonYKJournaliofiChemicali
PhysicsWK2008WK]ahWKa[cd[a 3.9 25

87 “athXintegralKmolecularKdynamicsKsimulationKofKbrâ��SirYKPhysicaliReviewiBWK2008WKffWK 3.3 20

86
OnKtheKinfluenceKofKvibrationalKmodesKandKintramolecularKisomerizationKprocessesKonKtheKN}–K
parametersKofKbullvaleneiKpKueynmanKpathKintegralKâ��KabKinitioKinvestigationYKChemicaliPhysicsWK2007WK
bcaWK]X]d

2.3 19

85 siffusionKofKmuoniumKandKhydrogenKinKdiamondYKPhysicaliReviewiLettersWK2007WKhhWKa[dd[c 7.4 27

84 “athXintegralKmolecularKdynamicsKsimulationKofKdiamondYKPhysicaliReviewiBWK2006WKfbWK 3.3 51

83 wydrogenKandKmuoniumKinKdiamondiKpKpathXintegralKmolecularKdynamicsKsimulationYKPhysicali
ReviewiBWK2006WKfbWK 3.3 26
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82 xnfluenceKofKnuclearKfluctuationsKonKtheKN}–KparametersKofKbullvaleneiKpKueynmanKpathKintegralKâ��K
pbKinitioKstudyYKChemicaliPhysicsiLettersWK2006WKcbaWKdfhXdgc 2.5 7

81 uiniteXtemperatureKpropertiesKofKtheKmuoniumKsubstitutedKethylKradicalKrwa}urwaiKnuclearK
degreesKofKfreedomKandKhyperfineKsplittingKconstantsYKMoleculariPhysicsWK2005WK][bWKac[fXacbe 1.7 12

80 ueynmanKpathKintegralKâ��KabKinitioKstudyKofKtheKisotropicKhyperfineKcouplingKconstantsKofKtheK
muoniumKsubstitutedKethylKradicalKrwa}urwaYKChemicaliPhysicsiLettersWK2005WKc[aWKbceXbd] 2.5 6

79 pnharmonicKphononKenergiesKinKrareXgasKsolidsKderivedKbyKpathXintegralKsimulationsYKPhysicali
ReviewiBWK2005WKfaWK 3.3 18

78
TheoreticalKstudyKofKtheKnuclearKdegreesKofKfreedomKinKtheKisotropicKandKanisotropicKhyperfineK
couplingKconstantsKofKtheKrawdKradicaliKaKueynmanKpathKintegralâ��densityKfunctionalKapproachYK
MoleculariPhysicsWK2005WK][bWK][dX]af

1.7 4

77 –areXgasKsolidsKunderKpressureiKpKpathXintegralK}onteKrarloKsimulationYKPhysicaliReviewiBWK2005WKf]WK 3.3 17

76 NuclearKdegreesKofKfreedomKinKcalculatedKisotropicKhyperfineKcouplingKconstantsKofKtheKethylK
radicaliKaKueynmanKpathKintegralKâ��KabKinitioKstudyYKChemicaliPhysicsiLettersWK2004WKbghWKbefXbfa 2.5 5

75 ”uantumKcorrectionsKtoKclassicalKtimeXcorrelationKfunctionsiKhydrogenKbondingKandKanharmonicK
floppyKmodesYKJournaliofiChemicaliPhysicsWK2004WK]a]WKbhfbXgb 3.9 254

74 sensityKfunctionalKtheoryKstudyKofKtheKinteractionKofKmonomericKwaterKwithKtheKpg{]]]}KsurfaceYK
PhysicaliReviewiBWK2004WKehWK 3.3 51

73 óaterKdimerKdiffusionKonK“d[]]]]KassistedKbyKanKwXbondKdonorXacceptorKtunnelingKexchangeYK
PhysicaliReviewiLettersWK2004WKhaWK]be][c 7.4 96

72 pnharmonicKeffectsKonKtheKstructuralKandKvibrationalKpropertiesKofKtheKethylKradicaliKpKpathKintegralK
}onteKrarloKstudyYKJournaliofiChemicaliPhysicsWK2003WK]]hWKcbagXcbbg 3.9 23

71
OnKtheKinfluenceKofKnuclearKfluctuationsKonKcalculatedKN}–KshieldingsKofKbenzeneKandKethyleneiKaK
ueynmanKpathKintegralâ��abKinitioKinvestigationUYKInternationaliJournaliofiQuantumiChemistryWK2002WK
geWKag[Xahe

2.1 23

70 –amˆ›rezKandK{ˆ‡pezXriudadK–eplyiYKPhysicaliReviewiLettersWK2002WKggWK 7.4 4

69 ueynmanKpathKintegralKXKabKinitioKinvestigationKofKtheKexcitedXstateKpropertiesKofKbenzeneYKJournali
ofiPhysicsiB:iAtomicwiMoleculariandiOpticaliPhysicsWK2002WKbdWKadgbXadha 1.3 3

68 txcitedKStateK“ropertiesKofKreweKandKreseKStudiedKbyKueynmanK“athKxntegralâ��abKxnitioK
SimulationsYKJournaliofiPhysicaliChemistryiAWK2002WK][eWKb]ehXb]g[ 2.8 8

67 vroundKstateKandKexcitedKstateKpropertiesKofKethyleneKisomersKstudiedKbyKaKcombinedKueynmanK
pathKintegralXabKinitioKapproachYKMoleculariPhysicsWK2001WKhhWK]achX]afb 1.7 9

66 NuclearKquantumKeffectsKinKcalculatedKN}–KshieldingsKofKbenzenejKaKueynmanKpathKintegralKstudyYK
MoleculariPhysicsWK2001WKhhWK]]ddX]]dg 1.7 10

65 tlectronsKandKnucleiKofKethyleneKisomersjKaKueynmanKpathKintegralKâ��KabKinitioKstudyYKChemicaliPhysics
WK2001WKaecWKbf]Xc[[ 2.3 17
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64 xsotopeKdependenceKofKdispersionKforcesiKaKueynmanKpathKintegralâ��abKinitioKstudyYKComputationali
andiTheoreticaliChemistryWK2001WKdbeWKaffXagf 3

63 pddendumKtoKxsotopeKtffectKinKtheK}ottKTransitioniKpK“redictionKonKtheKqasisKofK}olecularK
pllX”uantumKSimulationsYKPhysicaiStatusiSolidiisBt:iBasiciResearchWK2000WKaa[WK][bbX][bd 1.3 6

62 xsotopeKtffectKinKtheK}ottKTransitionjKaK“redictionKonKtheKqasisKofK}olecularKpllX”uantumK
SimulationsYKPhysicaiStatusiSolidiisBt:iBasiciResearchWK2000WKa]hWKb]bXba] 1.3 7

61 ueynmanKpathKintegralâ��abKinitioKinvestigationKofKtheKexcitedKstateKpropertiesKofKrawcYKChemicali
PhysicsiLettersWK2000WKbaaWKdafXdbd 2.5 14

60 NuclearKquantumKeffectsKinKcalculatedKN}–KshieldingsKofKethylenejKaKueynmanKpathKintegralKâ��KabK
initioKstudyYKChemicaliPhysicsiLettersWK2000WKbbaWK]]fX]ac 2.5 24

59 SpectralKdecompositionKandKqlochKequationKofKtheKoperatorsKrepresentedKbyKfixedXcentroidKpathK
integralsYKJournaliofiChemicaliPhysicsWK2000WK]]bWK][gchX][ge[ 3.9 16

58 StructuralKandKthermodynamicKpropertiesKofKdiamondiKpKpathXintegralK}onteKrarloKstudyYKPhysicali
ReviewiBWK2000WKebWK 3.3 50

57 “haseXSpaceKuormulationKofKThermodynamicKandKsynamicalK“ropertiesKofK”uantumK“articlesYK
PhysicaliReviewiLettersWK1999WKgbWKccdeXccdh 7.4 26

56 TheKSchrˆ¶dingerKformulationKofKtheKueynmanKpathKcentroidKdensityYKJournaliofiChemicaliPhysicsWK
1999WK]]]WKbbbhXbbcg 3.9 43

55 NuclearKquantumKeffectsKinKtheKelectronicKstructureKofKrawciKaKcombinedKueynmanKpathKintegralâ��abK
initioKapproachYKChemicaliPhysicsiLettersWK1998WKah]WKccXd[ 2.5 17

54 tlectronsKandKnucleiKofKreweKandKresejKaKcombinedKueynmanKpathKintegralKâ��KabKinitioKapproachYK
ChemicaliPhysicsWK1998WKaafWKaf]Xb[[ 2.3 22

53 ueynmanKtffectiveKrlassicalK“otentialKinKtheKSchrˆ¶dingerKuormulationYKPhysicaliReviewiLettersWK1998WK
g]WKbb[bXbb[e 7.4 31

52 TheKisotopeKeffectKinKelectronicKexpectationKvaluesiKanKallXquantumKstudyKofKreKweKandKreKseYK
MoleculariPhysicsWK1998WKhbWKg[]Xg[f 1.7 2

51 TheKisotopeKeffectKinKelectronicKexpectationKvaluesiKanKallXquantumKstudyKofKreweKandKreseYK
MoleculariPhysicsWK1998WKhbWKg[]Xg[f 1.7 6

50 {owXenergyKquantumKdynamicsKofKatomsKatKdefectsjKinterstitialKoxygenKinKsiliconYKJournaliofiPhysicsi
CondensediMatterWK1997WKhWKb][fXb]]e 1.8 11

49 ThermallyKpssistedKTunnelingKofKtheKqXwKromplexKinKSiliconYKPhysicaliReviewiLettersWK1997WKfhWK]]]X]]c 7.4 20

48 }icroscopicKstructureKandKreorientationKkineticsKofKqXwKcomplexesKinKsiliconYKPhysicaliReviewiBWK
1997WKdeWK]d]bhX]d]d[ 3.3 10

47 xnterstitialKoxygenKinKgermaniumKandKsiliconYKPhysicaliReviewiBWK1997WKdeWKbga[Xbgbb 3.3 48
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46 synamicsKofKquantumKparticlesKbyKpathXintegralKcentroidKsimulationsiKTheKsymmetricKtckartKbarrierYK
JournaliofiChemicaliPhysicsWK1997WK][fWKbdd[Xbddf 3.9 8

45 xsotopeKdependenceKofKtheKlatticeKparameterKofKgermaniumKfromKpathXintegralK}onteKrarloK
simulationsYKPhysicaliReviewiBWK1997WKdeWKabfXacb 3.3 39

44 SynthesisKandKrrystalKStructureKofKqaeru]aue]bSafYKJournaliofiSolidiStateiChemistryWK1997WK]agWKeaXed 3.3 7

43 pllXquantumKdescriptionKofKmoleculesiKelectronsKandKnucleiKofKreweYKChemicaliPhysicsiLettersWK1997WK
afdWKbffXbgd 2.5 14

42 qondXcentredKhydrogenKandKmuoniumKinKsiliconjKaKueynmanKpathXintegralKsimulationYKJournaliofi
PhysicsiCondensediMatterWK1996WKgWKgb[hXgba[ 1.8 4

41 tlectronKtransferKandKelectronicKstructureKofKzruueSaYKJournaliofiAlloysiandiCompoundsWK1996WKabcWKc[Xca5.7 64

40 OnKtheKrelaxationKofKsimpleKmagneticKsystemsYKJournaliofiAppliediPhysicsWK1996WKfhWKecfh 2.5 8

39 }odellingKtheKtimeKdependenceKofKtheKmagnetizationKinKaKsystemKwithKmanyKdegreesKofKfreedomYK
JournaliofiMagnetismiandiMagneticiMaterialsWK1996WK]dfX]dgWKbebXbed 2.8 4

38 ”uantumKdelocalizationKofKnucleiKandKelectronsiKcyclobutadieneYKChemicaliPhysicsiLettersWK1996WK
acgWKbfhXbgd 2.5 20

37 SynthesisWKrrystalKStructureWKandKtlectronicKStructureKofKrsruueSaYKJournaliofiSolidiStateiChemistryWK
1996WK]aaWKb]Xbd 3.3 16

36 {owXtemperatureKdelocalizationKofKhydrogenKinKcrystallineKsiliconYKSolidiStateiCommunicationsWK1996
WKhfWKb]hXbaa 1.6 4

35 ThermodynamicKpropertiesKofKcXSiKderivedKbyKquantumKpathXintegralK}onteKrarloKsimulationsYK
PhysicaliReviewiBWK1996WKdbWKhgehXhgfd 3.3 34

34 rollectiveKdemagnetizationKprocessesKinKsystemsKofKexchangeKcoupledKgrainsYKJournaliofiMagnetismi
andiMagneticiMaterialsWK1995WK]c[X]ccWK]gcbX]gcc 2.8 2

33 uromKmetastableKtoKstableKstatesKinKaKmagneticKsystemKwithKmanyKdegreesKofKfreedomYKJournaliofi
MagnetismiandiMagneticiMaterialsWK1995WK]c[X]ccWK]gcfX]gcg 2.8 4

32 tlectronKtransferKinKtheKinsertionKofKalkaliKmetalsKinKchalcopyriteYKMaterialsiResearchiBulletinWK1995WK
b[WKcbXcg 5.1 11

31 NonXprrheniusKrelaxationKinKmicromagneticKmodelsKofKsystemsKwithKmanyKdegreesKofKfreedomYK
PhysicaliReviewiBWK1995WKdaWK]e[bcX]e[c[ 3.3 30

30 “athXintegralK}onteKrarloKsimulationKofKhydrogenKinKcrystallineKsiliconYKPhysicaliReviewiBWK1995WKd]WK]efe]X]eff]3.3 33

29 OnKtheKdelocalizationKofKtheKrKnucleiKinKtheKre[moleculejKaKueynmanKpathXintegralK}onteKrarloK
studyYKJournaliofiPhysicsiCondensediMatterWK1995WKfWKcgcfXcgdb 1.8 15
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28 synamicsKofKtheKrarbonKNucleiKinKre[KStudiedKbyKueynmanK“athXxntegralK”uantumK}onteKrarloK
SimulationsYKTheiJournaliofiPhysicaliChemistryWK1995WKhhWK]ac[]X]ac[g 17

27 YKIEEEiTransactionsioniMagneticsWK1994WKb[WKcbdhXcbe] 2 2

26 sistinctKquantumKbehaviorKofKhydrogenKandKmuoniumKinKcrystallineKsiliconYKPhysicaliReviewiLettersWK
1994WKfbWK]aeX]ah 7.4 45

25 OrderingKofKtransitionKmetalKatomsKinK}ruueSaKS}KlK{iWKNaTiKelectronicKstructureKandK}onteKrarloK
simulationsYKChemicaliPhysicsWK1994WK]ghWKdgdXdh] 2.3 4

24 }onteKrarloKsimulationKofKöeKadsorbedKonKplS][[TYKSurfaceiScienceWK1993WKaheWK{afX{ba 1.8 1

23 “athXintegralKsimulationKofKcrystallineKsiliconYKPhysicaliReviewiBWK1993WKcgWK]cedhX]ceea 3.3 30

22 sefectXmediatedKmeltingKofKöeKadsorbedKonKtheKSiS][[TXaKxK]KsurfaceiKpKmolecularXdynamicsKstudyYK
PhysicaliReviewiBWK1993WKcfWKcdddXcdea 3.3 3

21 tnergeticsKofKcationKorderingKinKtheKfaujasiteKframeworkiK}onteKrarloKsimulationsYKTheiJournaliofi
PhysicaliChemistryWK1992WKheWKaaceXaadb 26

20 StatisticalKthermodynamicsKofKSiWplKorderingKinKaluminosilicateKfaujasitesYKPhysicaliReviewiBWK1992WK
ceWKfgfXfhc 3.3 15

19 }olecularKdynamicsKsimulationKofKöeKdiffusionKonKtheKSiS][[TXaˆ�]KsurfaceYKJournaliofiChemicali
PhysicsWK1992WKheWKfgbgXfgcf 3.9 10

18 rommensurateKversusKincommensurateKstructureKofKxenonKadsorbedKonKtheKSiSK][[Tâ��Kˆ�K]KsurfaceYK
SurfaceiScienceWK1992WKaf]WK{bfbX{bff 1.8 2

17 ronfigurationalKdensityKofKstatesKinKzeoliteKframeworksiKaK}onteKrarloKapproachYKChemicaliPhysicsi
LettersWK1992WK]hcWKfhXgb 2.5 4

16 {ongXKversusKshortXrangeKSiWKplKorderingKinKzeolitesKöKandKYYKChemicaliPhysicsiLettersWK1991WK]gbWK]hhXa[b 2.5 10

15 OxygenKreactivityKinKvanadiumKpentoxideiKelectronicKstructureKandKinfraredKspectroscopyKstudiesYK
TheiJournaliofiPhysicaliChemistryWK1990WKhcWKghe[Xghed 75

14 pKrrystalKOrbitalKapproachKforKtwoXKandKthreeXdimensionalKsolidsKonKtheKbasisKofKrNsOZxNsOK
wamiltoniansYKqasisKequationsYKInternationaliJournaliofiQuantumiChemistryWK1988WKbcWKcfXf] 2.1 31

13 TheKtwoXdimensionalKbandKstructureKofKSpolyphthalocyaninatoTNiSxxTYKInternationaliJournaliofi
QuantumiChemistryWK1988WKbcWKfbXgc 2.1 7

12
TheKuseKofKsymmetryKinKreciprocalKspaceKintegrationsYKpsymmetricKunitsKandKweightingKfactorsKforK
numericalKintegrationKproceduresKinKanyKcrystalKsymmetryYKInternationaliJournaliofiQuantumi
ChemistryWK1988WKbcWKdf]Xdhc

2.1 83

11 pnalyticKtxpressionsKforKtheKOneXrenterKtlementsKofKromptonK“rofilesYKSlaterXTypeKOrbitalsYK
PhysicaiStatusiSolidiisBt:iBasiciResearchWK1988WK]chWKz]bdXz]c[ 1.3 1
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10 TheKOneXsimensionalKqandKStructureKofKSTetrazaporphyrinatoTironSxxTYKZeitschriftiFuriElektrotechniki
UndiElektrochemieWK1987WKh]WKf]fXfac 5

9 OnKtheKvalidityKofKformalKelectronKcountingKrulesKinKlithiumKsilicidesYKJournaliofiPhysicsiandiChemistryi
ofiSolidsWK1987WKcgWKd]Xde 3.9 12

8 TheKbandKstructureKofKoneXdimensionalKStetrazaporphyrinatoTcobaltSxxTYKpKsemiXempiricalK
selfXconsistentKfieldKcrystalKorbitalKanalysisYKChemicaliPhysicsWK1987WK]]fWKc[dXc]b 2.3 8

7 [Nbpsg]bâ��WKaKNovelKTypeKofKromplexKandKanK×nexpectedKOneXsimensionalKrhainKStructureiK
[–b{Nbpsg}]aâ��YKAngewandteiChemieiInternationaliEditioniiniEnglishWK1986WKadWKbdbXbdc 46

6 TheKbandKstructureKofKNiSwdrbqaTYKpnKexampleKforKenergeticKstabilizationKdueKtoKdimerizationYK
ChemicaliPhysicsWK1986WK][eWKa]bXaac 2.3 9

5 pnKefficientKtechniqueKforKtheKevaluationKofKlatticeKsumsKinKcrystalKorbitalKSrOTKcalculationsYKPhysicai
StatusiSolidiisBt:iBasiciResearchWK1986WK]bdWKee]Xeef 1.3 13

4 SimpleKgeometricKgenerationKofKspecialKpointsKinKbrillouinXzoneKintegrationsYKTwoXdimensionalK
bravaisKlatticesYKInternationaliJournaliofiQuantumiChemistryWK1986WKb[WKbh]Xc]] 2.1 90

3
TheKtlectronicKStructureKandKtheKNatureKofKrhemicalKqondKofKrrystallineK{i]aSifYKpKSemiempiricalK
rrystalKOrbitalKSrOTKppproachKqasedKonKtheKSelfXronsistentXuieldKSSruTKppproximationKinKtheK
wartreeXuockKSwuTKSchemeKpppliedKtoKOneXsimensionalKS]sTKSubunitsKofKtheK{i]aSifKSolidYK
ZeitschriftiFuriElektrotechnikiUndiElektrochemieWK1985WKghWKcedXcg]

21

2 TheKsolidXstateKelectronicKstructureKandKtheKnatureKofKtheKchemicalKbondKofKtheKternaryK−intlXphaseK
{ig}gSieYKpKtightXbindingKanalysisYKChemicaliPhysicsWK1985WKhdWK]fXbd 2.3 15

1 TightXbindingKapproachKtoKtheKsolidXstateKstructureKofKtheKcomplexK−intlXphaseK{i]aSifYKPhysicali
ReviewiBWK1984WKb[WKcgf[Xcgfb 3.3 31
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