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80 vbNinitioNcalculationsNinNatomsaNmoleculesaNandNsolidsaNtreatingNspinborbitNcouplingNandNelectronN
interactionNonNanNequalNfootingccNJournaloofoChemicaloPhysicsaN2022aNfjkaNefifel 3.9 1

79 LocalNzmbeddingNandNzffectiveNyownfoldingNinNtheNvuxiliaryb–ieldNQuantumNMonteNxarloNMethodcN
JournaloofoChemicaloTheoryoandoComputationaN2019aNfjaNhninbhnjn 6.4 6

78 vuxiliarybfieldNquantumNMonteNxarloNcalculationsNwithNmultiplebprojectorNpseudopotentialscN
PhysicaloReviewoBaN2017aNnjaN 3.3 16

77 vuxiliarybfieldNquantumNMonteNxarloNcalculationsNofNtheNmolybdenumNdimercNJournaloofoChemicalo
PhysicsaN2016aNfiiaNgiihek 3.9 9

76 vnNauxiliarybfieldNquantumNMonteNxarloNstudyNofNtheNchromiumNdimercNJournaloofoChemicaloPhysicsaN
2015aNfigaNekiheg 3.9 44

75 zlectronbphononNcouplingNandNexchangebcorrelationNeffectsNinNsuperconductingN·hSNunderNhighN
pressurecNPhysicaloReviewoBaN2015aNngaN 3.3 28

74 QuantumNMonteNxarloNxalculationsNinNSolidsNwithNyownfoldedN·amiltonianscNPhysicaloReviewoLetters
aN2015aNffiaNggkief 7.4 40

73 StabilityaNenergeticsaNandNmagneticNstatesNofNcobaltNadatomsNonNgraphenecNPhysicaloReviewoLettersaN
2014aNffhaNfljjeg 7.4 38

72 zlectronicNStructureNandNTotalNznergyNxalculationsNforNOxideNPerovskitesNandNSuperconductorscN
GeophysicaloMonographoSeriesaN2013aNjjbkk 1.1 8

71 –rozenbOrbitalNandNyownfoldingNxalculationsNwithNvuxiliaryb–ieldNQuantumNMonteNxarlocNJournaloofo
ChemicaloTheoryoandoComputationaN2013aNnaNimgjbhh 6.4 26

70 zxcitedNstateNcalculationsNinNsolidsNbyNauxiliarybfieldNquantumNMonteNxarlocNNewoJournaloofoPhysicsaN
2013aNfjaNenhefl 2.9 33

69 vbNinitioNmanybbodyNstudyNofNcobaltNadatomsNadsorbedNonNgraphenecNPhysicaloReviewoBaN2012aNmkaN 3.3 23

68
–irstbprinciplesNcalculationsNofNflONnuclearNmagneticNresonanceNchemicalNshieldingNinN
PbWZrWfdgXTiWfdgXXOhNandNPbWMgWfdhXNbWgdhXXOhoNlinearNdependenceNonNtransitionbmetaldoxygenN
bondNlengthscNJournaloofoChemicaloPhysicsaN2011aNfhjaNffijel

3.9 5

67 –initebsizeNcorrectionNinNmanybbodyNelectronicNstructureNcalculationsNofNmagneticNsystemscNPhysicalo
ReviewoBaN2011aNmiaN 3.3 14

66 vssessingNweakNhydrogenNbindingNonNxaZNcentersoNanNaccurateNmanybbodyNstudyNwithNlargeNbasisN
setscNJournaloofoChemicaloPhysicsaN2011aNfhjaNfkifej 3.9 41

65 ·ighNsensitivityNofNflONNMRNtoNpbdNhybridizationNinNtransitionNmetalNperovskitesoNfirstNprinciplesN
calculationsNofNlargeNanisotropicNchemicalNshieldingcNJournaloofoChemicaloPhysicsaN2009aNfhfaNfmijff 3.9 4

64 PressurebinducedNdiamondNtoN˛†btinNtransitionNinNbulkNsiliconoNvNquantumNMonteNxarloNstudycNPhysicalo
ReviewoBaN2009aNmeaN 3.3 50
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63 zxcitedNstateNcalculationsNusingNphaselessNauxiliarybfieldNquantumNMonteNxarlooNPotentialNenergyN
curvesNofNlowblyingNxWgXNsingletNstatescNJournaloofoChemicaloPhysicsaN2009aNfheaNenifel 3.9 54

62 StereochemistryNdeterminationNbyNpowderNXbrayNdiffractionNanalysisNandNNMRNspectroscopyN
residualNdipolarNcouplingscNAngewandteoChemieo-oInternationaloEditionaN2009aNimaNjklebi 16.4 49

61 zliminatingNspinNcontaminationNinNauxiliarybfieldNquantumNMonteNxarlooNrealisticNpotentialNenergyN
curveNofN–WgXcNJournaloofoChemicaloPhysicsaN2008aNfgmaNffihen 3.9 47

60 –initebsizeNcorrectionNinNmanybbodyNelectronicNstructureNcalculationscNPhysicaloReviewoLettersaN2008aN
feeaNfgkiei 7.4 93

59 vNstudyNofN·Z·gNandNseveralN·bbondedNmoleculesNbyNphaselessNauxiliarybfieldNquantumNMonteNxarloN
withNplaneNwaveNandN—aussianNbasisNsetscNJournaloofoChemicaloPhysicsaN2007aNfgkaNfnifej 3.9 17

58 wondNbreakingNwithNauxiliarybfieldNquantumNMonteNxarlocNJournaloofoChemicaloPhysicsaN2007aNfglaNfiifef3.9 40

57 PhaselessNauxiliarybfieldNquantumNMonteNxarloNcalculationsNwithNplaneNwavesNandNpseudopotentialsoN
vpplicationsNtoNatomsNandNmoleculescNPhysicaloReviewoBaN2007aNljaN 3.3 55

56 StructuralNdependenceNofNelectricNfieldNgradientsNinNPbWZrfâ��xTixXOhNfromNfirstNprinciplescNPhysicalo
ReviewoBaN2007aNlkaN 3.3 11

55 vuxiliarybfieldNquantumNMonteNxarloNstudyNofNfirstbNandNsecondbrowNpostbdNelementscNJournaloofo
ChemicaloPhysicsaN2006aNfgjaNfjiffe 3.9 22

54 vuxiliarybfieldNquantumNMonteNxarloNstudyNofNTiONandNMnONmoleculescNPhysicaloReviewoBaN2006aNlhaN 3.3 34

53 WannierNfunctionsNandNwornNchargeNtensorsNofNbrookiteNTiOgcNPhysicaloReviewoBaN2006aNliaN 3.3 18

52 vuxiliarybfieldNquantumNMonteNxarloNcalculationsNofNmolecularNsystemsNwithNaN—aussianNbasiscN
JournaloofoChemicaloPhysicsaN2006aNfgiaNggifef 3.9 69

51 QuantumNsimulationsNofNrealisticNsystemsNbyNauxiliaryNfieldscNComputeroPhysicsoCommunicationsaN
2005aNfknaNhnibhnn 4.2 16

50 KineticNMonteNxarloNsimulationsNofNcrystalNgrowthNinNferroelectricNalloyscNPhysicaloReviewoBaN2005aN
lfaN 3.3 2

49 wornNchargeNdifferencesNofNTiOgNpolytypesoNMultipoleNexpansionNofNWannierNchargeNdensitiescN
PhysicaloReviewoBaN2004aNknaN 3.3 26

48 QuantumNMonteNxarloNmethodNusingNphasebfreeNrandomNwalksNwithNslaterNdeterminantscNPhysicalo
ReviewoLettersaN2003aNneaNfhkief 7.4 213

47 –irstbprinciplesNcalculationsNofNpiezoelectricityNandNpolarizationNrotationNinNPbWZrecjTiecjXOhcN
PhysicaloReviewoBaN2003aNkmaN 3.3 64

46 xhargebtransferNelectrostaticNmodelNofNcompositionalNorderNinNperovskiteNalloyscNPhysicaloReviewoBaN
2001aNkhaN 3.3 13
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45 yynamicNlocalNdistortionsNinNKNbOhcNJournaloofoPhysicsoCondensedoMatteraN1999aNffaNhllnbhlml 1.8 38

44 PrecursorNstructuresNinNferroelectricsNfromNfirstbprinciplesNcalculationscNFerroelectricsaN1998aNgekaNfhhbfjj0.6 19

43 zffectiveN·amiltonianNforNtheNferroelectricNphaseNtransitionsNinNKNbOhN1998aN 2

42 –irstbprinciplesNstudyNofNSrTiOhNinNcubicNandNtetragonalNphasesN1998aN 1

41 vbNinitioNlinearNresponseNstudyNofNSrTiOhcNFerroelectricsaN1997aNfniaNfenbffm 0.6 78

40 wornNeffectiveNchargesaNdielectricNconstantsaNandNlatticeNdynamicsNofNKNbOhcNFerroelectricsaN1997aN
fniaNnlbfel 0.6 5

39 PolarizationNdependenceNofNwornNeffectiveNchargeNandNdielectricNconstantNinNKNbOhcNPhysicalo
ReviewoBaN1996aNjiaNfffkfbfffkm 3.3 51

38 WavevectorNdependenceNofNferroelectricNinstabilitiesNinNKNbOhcNJournaloofoPhysicsoandoChemistryoofo
SolidsaN1996aNjlaNfienbfifg 3.9 4

37 PressureNdependenceNofNwornNeffectiveNchargesaNdielectricNconstantaNandNlatticeNdynamicsNinNSixcN
PhysicaloReviewoBaN1996aNjhaNjihebjihl 3.3 42

36 vbNinitioNlinearNresponseNcalculationsNofNlatticeNdynamicsNusingNanNLvPWNbasiscNInternationaloJournalo
ofoQuantumoChemistryaN1995aNjkaNfhfbfhk 2.1

35 LatticeNdynamicsNofNferroelectricsNusingNtheNlapwNlinearNresponseNmethodoNvpplicationNtoNKNbOhcN
FerroelectricsaN1995aNfkiaNfkfbfkl 0.6 9

34 –irstbPrinciplesNyeterminationNofNxhainbStructureN−nstabilityNinNKNbOhcNPhysicaloReviewoLettersaN1995
aNliaNieklbiele 7.4 143

33 LinearizedbaugmentedbplanebwaveNmethodNwithNxarbParrinelloNscalingcNPhysicaloReviewoBaN1994aNinaNfligibfligl3.3 3

32 vbNinitioNlapwNlinearNresponseNmethodNforNferroelectricscNFerroelectricsaN1994aNfjfaNhnbil 0.6

31 TheoreticalNdeterminationNthatNelectronsNactNasNanionsNinNtheNelectrideNxsZNWfjbcrownbjXg´•ebcNNatureaN
1993aNhkjaNhnbig 50.4 87

30 LinearNresponseNcalculationsNusingNlapwNandNmixedNbasisNmethodscNFerroelectricsaN1992aNfhkaNfejbffg 0.6 2

29 zlectronicNstructureNstudiesNofNtheNdifferencesNinNferroelectricNbehaviorNofNbatiohNandNPbTiOhcN
FerroelectricsaN1992aNfhkaNkjbmh 0.6 308

28 zlectronicNstructureNandNelectronbphononNcouplingNinNlayeredNcopperNoxideNsuperconductorscN
PhysicaoB:oCondensedoMatteraN1991aNfknaNijbje 2.8 12
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27 zvidenceNofNstrongNelectronâ��phononNcouplingNinNtheNhighNTcNcopperNoxideNsuperconductorscN
InternationaloJournaloofoQuantumoChemistryaN1990aNhmaNknhbknn 2.1 2

26 MartensiticNtransformationNofNxacNPhysicaloReviewoBaN1990aNigaNijkhbijkl 3.3 21

25 –irstNprinciplesNcalculationsNforNferroelectricsNâ��NaNvisioncNFerroelectricsaN1990aNfffaNfbl 0.6 6

24 PositronNannihilationNinNhighbTcNsuperconductorscNPhysicaloReviewoBaN1989aNhnaNnkklbnkle 3.3 58

23 —roundbstateNpropertiesNofNfccNandNbccNlanthanumcNPhysicaloReviewoBaN1989aNhnaNingfbingj 3.3 21

22 TotalbenergyNstudyNofNtheNequationNofNstateNofN·gTeNandN·gSecNPhysicaloReviewoBaN1989aNhnaNfefjibfefkf3.3 31

21 zlectronicNstructureNandNbondingNofNtheNxudWWeefXNsurfaceNalloycNSurfaceoScienceaN1989aNgfkaNhehbhfe 1.8 29

20 vnalysisNofNelectronicNstructureNandNchargeNdensityNofNtheNhighbtemperatureNsuperconductorN
YwagxuhOlcNJournaloofoSuperconductivityoandoNoveloMagnetismaN1988aNfaNfffbfif 192

19 zffectNofNbismuthNonNhighbTcNcuprateNsuperconductorsoNzlectronicNstructureNofNwigSrcNPhysicalo
ReviewoLettersaN1988aNkeaNfkkjbfkkl 7.4 314

18 wondingNandNreconstructionNofNtheNWWeefXNsurfacecNPhysicaloReviewoBaN1988aNhlaNhnnnbieek 3.3 73

17 vnisotropicNnormalbstateNtransportNpropertiesNpredictedNandNanalyzedNforNhighbTcNoxideN
superconductorscNPhysicaloReviewoBaN1988aNhlaNlimgbline 3.3 357

16 LocalbdensitybapproximationNstudyNofNLaSNandNSmScNPhysicaloReviewoBaN1988aNhlaNfeeijbfeein 3.3 25

15 SmoothN–ourierNinterpolationNofNperiodicNfunctionscNPhysicaloReviewoBaN1988aNhmaNglgfbglgk 3.3 72

14 LocalbdensityNdescriptionNofNantiferromagneticNxrcNPhysicaloReviewoBaN1988aNhmaNfgmhibfgmhk 3.3 33

13 –irstbPrinciplesNPhononNxalculationsNforNLvgxUOicNMaterialsoResearchoSocietyoSymposiaoProceedingsaN
1988aNfifaNflf

12 wandbtheoryNanalysisNofNanisotropicNtransportNinNLagxuOcNPhysicaloReviewoBaN1987aNhkaNhngkbhngn 3.3 150

11 zquilibriumNpropertiesNofNhcpNtitaniumNandNzirconiumcNPhysicaloReviewoBaN1987aNhkaNlhhjblhif 3.3 41

10 vnisotropicNNormalNStateNTransportNPropertiesNofNOxideNSuperconductorsNPredictedNfromNLapwN
wandNStructurescNMaterialsoResearchoSocietyoSymposiaoProceedingsaN1987aNnnaNfmh
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9 LatticeNyynamicsNandN−onicityNinNtheN·ighbTemperatureNSuperconductorscNMaterialsoResearchoSocietyo
SymposiaoProceedingsaN1987aNnnaNmgj 2

8 TheNsolutionNofNlargeNdenseNgeneralizedNeigenvalueNproblemsNonNtheNcrayNXbMPdgiNwithNSSycN
JournaloofoComputationaloPhysicsaN1987aNknaNilfbimf 4.1 10

7 LinearizedNvugmentedNPlaneNWaveNWLvPWXNMethodNforN−solatedNxlustersNandNMoleculesN1987aNjflbjgf

6 PredictionNofNvnisotropicNThermopowerNofNLagâ��xMxxuOiN1987aNimnbinf 4

5 vcceleratingNtheNconvergenceNofNselfbconsistentNlinearizedNaugmentedbplanebwaveNcalculationscN
PhysicaloReviewoBaN1986aNhiaNmhnfbmhnh 3.3 96

4 −nstabilityNofNtheNidealNtungstenNWeefXNsurfacecNPhysicaloReviewoLettersaN1986aNjlaNhgngbhgnj 7.4 58

3 LocalbdensitybfunctionalNcalculationNofNtheNpressurebinducedNmetallizationNofNwaSeNandNwaTecN
PhysicaloReviewoLettersaN1985aNjjaNfgeebfgeh 7.4 476

2 LinearizedNaugmentedbplanebwaveNcalculationNofNtheNelectronicNstructureNandNtotalNenergyNofN
tungstencNPhysicaloReviewoBaN1985aNhgaNllngbllnl 3.3 132

1 MethodNforNcalculatingNsurfaceNelectronicNstructureNofNnobleNandNtransitionNmetalscNPhysicaloReviewo
BaN1977aNfkaNkejbkfk 3.3 33
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