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95 QuantificationKofKrompetingKMagneticKStatesKandKSwitchingK–athwaysKinKrurvedK“anowiresKbyK
sirectKsynamicKxmagingYKACSrNanoWK2020WK]cWK]bbacX]bbba 16.7 5

94 sirectKxmagingKofKwighXurequencyKMultimodeKSpinKWaveK–ropagationKinKrobaltXxronKWaveguidesK
UsingKXXπayKMicroscopyKbeyondK][KvwzYKPhysicarStatusrSolidir-rRapidrResearchrLettersWK2020WK]cWKa[[[bfb2.5 3

93 MagneticKStateKrontrolKviaKuieldXpngleXSelectiveKSwitchingKinKpsymmetricKπingsYKPhysicalrReviewr
AppliedWK2020WK]cWK 4.3 1

92 –tychographicKimagingKandKmicromagneticKmodelingKofKthermalKmeltingKofKnanoscaleKmagneticK
domainsKinKantidotKlatticesYKAIPrAdvancesWK2020WK][WK]ad]aa 1.5 1

91 TowardKaKwavefunctionXbasedKtreatmentKofKstrongKelectronKcorrelationKinKextendedKsystemsKbyK
meansKofKincrementalKmethodsYKJournalrofrChemicalrPhysicsWK2019WK]d]WK[cc][c 3.9 6

90 roherentKtxcitationKofKweterosymmetricKSpinKWavesKwithKUltrashortKWavelengthsYKPhysicalrReviewr
LettersWK2019WK]aaWK]]fa[a 7.4 36

89 “anoscaleKXXrayKimagingKofKspinKdynamicsKinKyttriumKironKgarnetYKJournalrofrAppliedrPhysicsWK2019WK
]aeWK]fbh[h 2.5 12

88 sirectKobservationKofKcoherentKmagnonsKwithKsubopticalKwavelengthsKinKaKsingleXcrystallineK
ferrimagneticKinsulatorYKPhysicalrReviewrBWK2019WK][[WK 3.3 19

87 sealingKwithKtheKexponentialKwallKinKelectronicKstructureKcalculationsYKJournalrofrChemicalrPhysicsWK
2017WK]ceWK]hc][f 3.9 14

86 pllXelectronXderivedKpseudopotentialsKforKembeddingiKtheKpolarisabilityKofKtheKiodineKanionKinKaK
waterKcageYKMolecularrPhysicsWK2016WK]]cWKhc]Xhce 1.7

85 rombiningKdensityKfunctionalKandKincrementalKpostXwartreeXuockKapproachesKforKvanKderKWaalsK
dominatedKadsorbateXsurfaceKinteractionsiKpgaZgrapheneYKJournalrofrChemicalrPhysicsWK2015WK]cbWK][ag[c3.9 26

84 xmagingKspinKdynamicsKonKtheKnanoscaleKusingKXXπayKmicroscopyYKFrontiersrinrPhysicsWK2015WKbWK 3.9 39

83 uillingKtheKvapKbetweenK–seudopotentialKandKpllXtlectronKSchemesiKurozenXroreKralculationsKwithK
tfficientKUseKofKsensityXuittingYKJournalrofrChemicalrTheoryrandrComputationWK2014WK][WKbgdfXea 6.4 1

82 UnidirectionalKsubX][[XpsKmagneticKvortexKcoreKreversalYKPhysicalrReviewrBWK2014WKh[WK 3.3 20

81 ppproachingKtheKbulkKlimitKwithKfiniteKclusterKcalculationsKusingKlocalKincrementsiKtheKcaseKofKLiwYK
JournalrofrChemicalrPhysicsWK2012WK]beWK[fc][e 3.9 19

80 MagneticKvortexKcoreKreversalKbyKexcitationKofKspinKwavesYKNaturerCommunicationsWK2011WKaWKafh 17.4 178

79 txtrapolatingKwavefunctionXbasedKabKinitioKresultsKfromKfiniteKclustersKtoKtheKbulkKsolidKâ��KTheKcaseK
ofKgroupK]KandK]]KmetalsKSLiWruTYKChemicalrPhysicsrLettersWK2011WKd[]WKagbXage 2.5 2
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78 pnKincrementalKcorrelationKapproachKtoKexcitedKstateKenergiesKbasedKonKnaturalKtransitionZlocalizedK
orbitalsYKJournalrofrChemicalrPhysicsWK2011WK]bcWK[bc]aa 3.9 43

77 pKtheoreticalKstudyKofKZnwaiKaKcaseKofKveryKstrongKsarlingâ��sennisonKresonanceYKMolecularrPhysicsWK
2010WK][gWKcgfXchh 1.7 6

76 SimultaneousKadsorptionKofKbenzeneKandKdioxygenKinKruwYKzeolitesKasKaKprecursorKprocessKtoKtheK
aerobicKoxidationKofKbenzeneKtoKphenolYKPhysicalrChemistryrChemicalrPhysicsWK2010WK]aWKebcdXd] 3.6 11

75 ranKincrementalKexpansionsKcopeKwithKhighXorderKcoupledXclusterKcontributionsnYKMolecularrPhysicsWK
2010WK][gWKacbXacg 1.7 14

74 TowardsKanKincrementalKexpansionKofKstrongKcorrelationKeffectsKinKsolidsYKAnnalenrDerrPhysikWK2010WK
d[gWKbddXbea 2.6 6

73 VortexKcoreKswitchingKbyKcoherentKexcitationKwithKsingleKinXplaneKmagneticKfieldKpulsesYKPhysicalr
ReviewrLettersWK2009WK][aWK[ffa[] 7.4 83

72 pnKincrementalKcoupledXclusterKapproachKtoKmetallicKlithiumYKChemicalrPhysicsrLettersWK2009WKcehWKh[Xhb 2.5 22

71 tnergyXconsistentKpseudopotentialsKforKtheKddKelementsXXbenchmarkKcalculationsKforKoxidesWK
nitridesWKandK–tSaTYKJournalrofrPhysicalrChemistryrAWK2009WK]]bWK]acfgXgc 2.8 13

70 TowardKaKwaveXfunctionXbasedKtreatmentKofKmetalsiKextrapolationKfromKfiniteKclustersYKJournalrofr
PhysicalrChemistryrAWK2009WK]]bWK]]cgbXe 2.8 7

69 tnergyXconsistentKpseudopotentialsKandKcorrelationKconsistentKbasisKsetsKforKtheKddKelementsK
wfX–tYKJournalrofrChemicalrPhysicsWK2009WK]b[WK]ec][g 3.9 483

68 pdsorptionKofKqenzeneKtoKropperKinKruwYKZeoliteYKJournalrofrPhysicalrChemistryrCWK2009WK]]bWKc][fXc]]e3.8 25

67 pccurateKpotentialKenergyKsurfaceKandKcalculatedKspectroscopicKpropertiesKforKrdwaKisotopomersYK
JournalrofrPhysicalrChemistryrAWK2009WK]]bWK]]ffaXga 2.8 4

66 pdsorptionKofKdioxygenKtoKcopperKinKruwYKzeoliteYKPhysicalrChemistryrChemicalrPhysicsWK2009WK]]WKggddXee3.6 17

65 ”nKtheKperformanceKofKtwoXcomponentKenergyXconsistentKpseudopotentialsKinKatomicKuockXspaceK
coupledKclusterKcalculationsYKJournalrofrChemicalrPhysicsWK2008WK]agWK[ac][e 3.9 13

64 xmprovedKdipoleKmomentsKbyKcombiningKshortXrangeKgradientXcorrectedKdensityXfunctionalKtheoryK
withKlongXrangeKwaveXfunctionKmethodsYKPhysicalrReviewrAWK2007WKfeWK 2.6 30

63 ralculatedKspectroscopicKpropertiesKofKwgwaYKMolecularrPhysicsWK2007WK][dWK]]hbX]a[d 1.7 13

62 tnergyXconsistentKrelativisticKpseudopotentialsKandKcorrelationKconsistentKbasisKsetsKforKtheKcdK
elementsKYX–dYKJournalrofrChemicalrPhysicsWK2007WK]aeWK]ac][] 3.9 714

61 LatticeKstructureKofKmercuryiKxnfluenceKofKelectronicKcorrelationYKPhysicalrReviewrBWK2006WKfcWK 3.3 54
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60 πelativisticKsmallXcoreKenergyXconsistentKpseudopotentialsKforKtheKalkalineXearthKelementsKfromKraK
toKπaYKJournalrofrChemicalrPhysicsWK2006WK]acWK[bc][f 3.9 160

59 ”nKtheKspectroscopicKandKthermochemicalKpropertiesKofKrl”WKqr”WKx”WKandKtheirKanionsYKJournalrofr
PhysicalrChemistryrAWK2006WK]][WK]bgffXgb 2.8 606

58 MagneticKvortexKcoreKreversalKbyKexcitationKwithKshortKburstsKofKanKalternatingKfieldYKNatureWK2006WK
cccWKce]Xc 50.4 675

57 LargeXcoreKvsYKsmallXcoreKpseudopotentialsiKpKcaseKstudyKforKpuaYKChemicalrPhysicsrLettersWK2006WK
cahWKaghXahb 2.5 10

56 ”nKtheKaccuracyKofKsmallXcoreKandKlargeXcoreKpseudopotentialsK2006WKhfbXhfc

55 tnergyXconsistentKpseudopotentialsKforKgroupK]]KandK]aKatomsiKadjustmentKtoKmultiXconfigurationK
siracâ��wartreeâ��uockKdataYKChemicalrPhysicsWK2005WKb]]WKaafXacc 2.3 763

54 ”nKtheKaccuracyKofKcorrelationXenergyKexpansionsKinKtermsKofKlocalKincrementsYKJournalrofrChemicalr
PhysicsWK2005WK]abWK]cc][g 3.9 110

53 pKsystematicKabKinitioKstudyKofKtheKequilibriumKgeometryKandKvibrationalKwaveKnumbersKofK
bismuthineYKJournalrofrChemicalrPhysicsWK2004WK]a[WK][c[cX]b 3.9 9

52 ronvergenceKofKtheKabKinitioKmanyXbodyKexpansionKforKtheKcohesiveKenergyKofKsolidKmercuryYK
PhysicalrReviewrBWK2004WKf[WK 3.3 64

51
rommentKonKâ��ptomizationKenergiesKandKenthalpiesKofKformationKofKtheKSnqinKSnl]â��bTKgaseousK
moleculesKbyKznudsenKcellKmassKspectrometryâ��K[yYKrhemYK–hysYK]]eWKehdfKSa[[aT]YKJournalrofr
ChemicalrPhysicsWK2003WK]]gWKcfeeXcfef

3.9 4

50
SystematicallyKconvergentKbasisKsetsKwithKrelativisticKpseudopotentialsYKxxYKSmallXcoreK
pseudopotentialsKandKcorrelationKconsistentKbasisKsetsKforKtheKpostXdKgroupK]eâ��]gKelementsYK
JournalrofrChemicalrPhysicsWK2003WK]]hWK]]]]bX]]]ab

3.9 1590

49 ValenceKbasisKsetsKforKrelativisticKenergyXconsistentKsmallXcoreKactinideKpseudopotentialsYKJournalr
ofrChemicalrPhysicsWK2003WK]]gWKcgfXche 3.9 518

48 ”nKtheKcouplingKofKmultiXconfigurationKselfXconsistentXfieldKandKdensityXfunctionalKinformationYK
ChemicalrPhysicsrLettersWK2003WKbfeWK]c]X]cf 2.5 22

47 πelativisticKenergyXconsistentKpseudopotentialsXXrecentKdevelopmentsYKJournalrofrComputationalr
ChemistryWK2002WKabWKfefXfg 3.5 184

46 tlectronicKstructureKandKspectroscopyKofKmonohalidesKofKmetalsKofKgroupKxXqYKChemicalrPhysicsWK
2002WKag[WKf]X][a 2.3 52

45 TransferableKScalingKuactorsKforKVibrationalKuorceKuieldsKofKwalogenatedKMoleculesKqasedKonK
tnergyXronsistentK–seudopotentialsYKJournalrofrPhysicalrChemistryrAWK2002WK][eWKeg][Xeg]e 2.8 7

44 ”nKtheKperformanceKofKenergyXconsistentKspinâ��orbitKpseudopotentialsiKS]]]TwKrevisitedYKChemicalr
PhysicsrLettersWK2001WKbcdWKch[Xche 2.5 23

43 pKsmallXcoreKmulticonfigurationKsiracâ��wartreeâ��uockXadjustedKpseudopotentialKforKTlKâ��KapplicationK
toKTlXKSXKlKuWKrlWKqrWKxTYKTheoreticalrChemistryrAccountsWK2000WK][cWKaaXag 1.9 122
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42 pbKinitioKcoupledXclusterKcalculationsKforKtheKfccKandKhcpKstructuresKofKrareXgasKsolidsYKPhysicalr
ReviewrBWK2000WKeaWKdcgaXdcgg 3.3 105

41 SmallXcoreKmulticonfigurationXsiracâ��wartreeâ��uockXadjustedKpseudopotentialsKforKpostXdKmainK
groupKelementsiKppplicationKtoK–bwKandK–b”YKJournalrofrChemicalrPhysicsWK2000WK]]bWKadebXadeh 3.9 869

40 TheKaccuracyKofKtheKpseudopotentialKapproximationYKxxxYKpKcomparisonKbetweenKpseudopotentialK
andKallXelectronKmethodsKforKpuKandKpuwYKJournalrofrChemicalrPhysicsWK2000WK]]bWKf]][Xf]]g 3.9 76

39 WaveXfunctionXbasedKcorrelatedKabKinitioKcalculationsKonKcrystallineKsolidsYKPhysicalrReviewrBWK1999WK
e[WKda]]Xda]e 3.3 71

38 pbKinitioKcalculationKofKgroundXstateKpropertiesKofKrareXgasKcrystalsYKPhysicalrReviewrBWK1999WKe[WKfh[dXfh][3.3 114

37 vroundXstateKpropertiesKofKheavyKalkaliKhalidesYKPhysicalrReviewrBWK1998WKdfWKcbafXcbb] 3.3 35

36 rlosedXshellKinteractionKinKsilverKandKgoldKchloridesYKJournalrofrChemicalrPhysicsWK1998WK][hWKabbhXabcd 3.9 60

35 rohesiveKpropertiesKofKalkaliKhalidesYKPhysicalrReviewrBWK1997WKdeWK][]a]X][]af 3.3 37

34 QuantumKchemicalKapproachKtoKcohesiveKpropertiesKofK“i”YKPhysicalrReviewrBWK1997WKddWK][agaX][agg 3.3 64

33 SpinXorbitKinteractionKinKheavyKgroupK]bKatomsKandKTlprYKChemicalrPhysicsWK1997WKa]fWK]hXaf 2.3 70

32
TheKaccuracyKofKtheKpseudopotentialKapproximationYKxxYKpKcomparisonKofKvariousKcoreKsizesKforK
indiumKpseudopotentialsKinKcalculationsKforKspectroscopicKconstantsKofKxnwWKxnuWKandKxnrlYKJournalrofr
ChemicalrPhysicsWK1996WK][dWK][daX][dh

3.9 434

31 TheKaccuracyKofKtheKpseudopotentialKapproximationiKnonXfrozenXcoreKeffectsKforKspectroscopicK
constantsKofKalkaliKfluoridesKXuKSXKlKzWKπbWKrsTYKChemicalrPhysicsrLettersWK1996WKaddWKafcXag[ 2.5 255

30 rorrelationKeffectsKinKMg”KandKra”iKrohesiveKenergiesKandKlatticeKconstantsYKPhysicalrReviewrBWK
1996WKdcWK]bdahX]bdbd 3.3 55

29
TheKaccuracyKofKtheKpseudopotentialKapproximationYKxYKpnKanalysisKofKtheKspectroscopicKconstantsK
forKtheKelectronicKgroundKstatesKofKxnrlKandKxnrlbKusingKvariousKthreeKvalenceKelectronK
pseudopotentialsKforKindiumYKJournalrofrChemicalrPhysicsWK1995WK][aWKa[d[Xa[ea

3.9 70

28 tlectronKcorrelationsKforKgroundXstateKpropertiesKofKgroupXxVKsemiconductorsYKPhysicalrReviewrBWK
1995WKd]WK][dfaX][dfg 3.3 56

27 rorrelationKeffectsKinKionicKcrystalsiKTheKcohesiveKenergyKofKMg”YKPhysicalrReviewrBWK1995WKdaWKcgcaXcgcg3.3 81

26 ”nKtheKimportanceKofKcoreKpolarizationKinKheavyKpostXdKelementsiKaKpseudopotentialKcalibrationK
studyKforKXaweKSXKlKSiWKveWKSnWK–bTYKMolecularrPhysicsWK1995WKgeWKb]fXbae 1.7 19

25 pbKinitioKenergyXadjustedKpseudopotentialsKforKtheKnobleKgasesK“eKthroughKXeiKralculationKofK
atomicKdipoleKandKquadrupoleKpolarizabilitiesYKJournalrofrChemicalrPhysicsWK1995WK][aWKghcaXghda 3.9 434
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24 pdiabaticKpotentialKcurvesKforKtheKrdaKdimerYKChemicalrPhysicsrLettersWK1994WKaadWKabbXabh 2.5 33

23 tnergyXadjustedKpseudopotentialsKforKtheKactinidesYK–arameterKsetsKandKtestKcalculationsKforK
thoriumKandKthoriumKmonoxideYKJournalrofrChemicalrPhysicsWK1994WK][[WKfdbdXfdca 3.9 1289

22 pbKinitioKenergyXadjustedKpseudopotentialsKforKelementsKofKgroupsK]bâ��]fYKMolecularrPhysicsWK1993WK
g[WK]cb]X]cc] 1.7 2334

21 pccuracyKofKenergyXadjustedKquasirelativisticKabKinitioKpseudopotentialsYKMolecularrPhysicsWK1993WK
fgWK]a]]X]aac 1.7 342

20
πelativisticKandKcorrelationKeffectsKforKelementK][dKShahniumWKwaTiKaKcomparativeKstudyKofKMKandK
M”KSMKlK“bWKTaWKwaTKusingKenergyXadjustedKabKinitioKpseudopotentialsYKTherJournalrofrPhysicalr
ChemistryWK1993WKhfWKdgdaXdgdh

608

19 pKcombinationKofKquasirelativisticKpseudopotentialKandKligandKfieldKcalculationsKforKlanthanoidK
compoundsYKTheoreticarChimicarActaWK1993WKgdWKcc]Xcd[ 612

18 ”nKtheKcorrelationKenergyKofKgraphiteYKJournalrofrChemicalrPhysicsWK1992WKhfWKgcchXgcdc 3.9 188

17 rorrelationKenergyKofKdiamondYKPhysicalrReviewrBWK1992WKceWKef[[Xef[c 3.3 343

16 TheKcorrelationKenergyKofKcrystallineKsiliconYKChemicalrPhysicsrLettersWK1992WK]h]WKdcgXdda 2.5 241

15 vroundKstateKcalculationsKofKdiXˇ�XcyclooctatetraeneKceriumYKJournalrofrChemicalrPhysicsWK1991WKhcWKb[]]Xb[]f3.9 143

14 pbKinitioKpseudopotentialsKforKwgKtoKπnYKMolecularrPhysicsWK1991WKfcWK]aedX]agd 1.7 68

13 pbKinitioKpseudopotentialsKforKwgKthroughKπnYKMolecularrPhysicsWK1991WKfcWK]acdX]aeb 1.7 469

12 –seudopotentialKapproachesKtoKraWKSrWKandKqaKhydridesYKWhyKareKsomeKalkalineKearthKMXaK
compoundsKbentnYKJournalrofrChemicalrPhysicsWK1991WKhcWK]be[X]bee 3.9 502

11 tnergyXadjustedabKinitioKpseudopotentialsKforKtheKsecondKandKthirdKrowKtransitionKelementsYK
TheoreticarChimicarActaWK1990WKffWK]abX]c] 6599

10 SemiXlocalKpseudopotentialKcalculationsKforKtheKadiabaticKpotentialsKofKalkaliXneonKsystemsYK
ChemicalrPhysicsWK1989WK]beWKfhXhc 2.3 51

9 tnergyXadjustedKpseudopotentialsKforKtheKrareKearthKelementsYKTheoreticarChimicarActaWK1989WKfdWK]fbX]hc 971

8 tnergyXadjustedKabKinitioKpseudopotentialsKforKtheKrareKearthKelementsYKJournalrofrChemicalrPhysicsWK
1989WKh[WK]fb[X]fbc 3.9 817

7 –seudopotentialsKforKmainKgroupKelementsKSxxxaKthroughKVxxaTYKMolecularrPhysicsWK1988WKedWK]ba]X]bag 1.7 368
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6 tnergyXadjustedKabKinitioKpseudopotentialsKforKtheKfirstKrowKtransitionKelementsYKJournalrofr
ChemicalrPhysicsWK1987WKgeWKgeeXgfa 3.9 2632

5 –seudopotentialKcalculationsKforKalkalineXearthKatomsYKJournalrofrPhysicsrB:rAtomicrandrMolecularr
PhysicsWK1985WK]gWK]agfX]ahe 196

4 ruKandKpgKasKoneXvalenceXelectronKatomsiKrxKresultsKandKquadrupoleKcorrectionsKforKruaWKpgaWKruwWK
andKpgwYKJournalrofrChemicalrPhysicsWK1984WKg]WKafbaXafbe 3.9 97

3 ”nKtheKreliabilityKofKsemiXempiricalKpseudopotentialsiKsimulationKofKwartreeXuockKandKsiracXuockK
resultsYKJournalrofrPhysicsrB:rAtomicrandrMolecularrPhysicsWK1983WK]eWKLbabXLbag 147

2 pKproperKaccountKofKcoreXpolarizationKwithKpseudopotentialsiKsingleKvalenceXelectronKalkaliK
compoundsYKChemicalrPhysicsrLettersWK1982WKghWKc]gXcaa 2.5 768

1 –seudopotentialKcalculationsKonKπbVaWKrsVaWKπbwVWKrswVKandKtheKmixedKalkaliKdimerKionsYKChemicalr
PhysicsrLettersWK1982WKhbWKdddXddh 2.5 212
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