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154 ”ationalHpesignHofH’hotocatalystsHforHoontrolledH’olymerizationfHqffectHofH–tructuresHonH
’hotocatalyticHmctivitiesVVHChemicaltReviewsTH2022TH 68.1 14

153 TuningHoatalystUrreeH’hotocontrolledH’olymerizationHbyH–ubstitutionfHmH“uantitativeHandH
“ualitativeHunterpretationVVHJournaltoftPhysicaltChemistrytLettersTH2022TH[ZeXU[Zeb 6.4 0

152 TheH–taticâ��pynamicâ��–taticHramilyHofHyethodsHforH–tronglyHoorrelatedHqlectronsfHyethodologyHandH
nenchmarkingVHTopicstintCurrenttChemistrytCollectionsTH2022THYdYUZ[b 1.8

151 iou–orfHmnHuterativeHoonfigurationHunteractionUnasedHyulticonfigurationalH–elfUoonsistentHrieldH
TheoryHforHxargeHmctiveH–pacesVHJournaltoftChemicaltTheorytandtComputationTH2021TH 6.4 5

150 TheH–taticUpynamicU–taticHramilyHofHyethodsHforH–tronglyHoorrelatedHqlectronsfHyethodologyHandH
nenchmarkingVHTopicstintCurrenttChemistryTH2021TH[ceTH][ 7.2 2

149 pynamicUthenU–taticHmpproachHforHooreHqxcitationsHofH‘penU–hellHyoleculesVHJournaltoftPhysicalt
ChemistrytLettersTH2021THYZTHc]XeUc]Yc 6.4 5

148 iom–fHumposedHmutomaticH–electionHandHxocalizationHofHoompleteHmctiveH–pacesVHJournaltoftChemicalt
TheorytandtComputationTH2021THYcTH]d]bU]dae 6.4 7

147 rurtherHpevelopmentHofHiou’TZHforH–tronglyHoorrelatedHqlectronsVHJournaltoftChemicaltTheorytandt
ComputationTH2021THYcTHe]eUeb] 6.4 7

146 i‘ufHmnHuterativeH‘rbitalHunteractionHmpproachHforH–olvingHtheH–elfUoonsistentHrieldH’roblemVHJournalt
oftChemicaltTheorytandtComputationTH2021THYcTH]d[YU]d]a 6.4 4

145 zmoUTpprTfHTimeUpependentHpensityHrunctionalHTheoryHforHzonadiabaticHoouplingsVHAccountstoft
ChemicaltResearchTH2021THa]TH[ZddU[Zec 24.3 3

144 UnravellingHanHoxygenUmediatedHreductiveHquenchingHpathwayHforHphotopolymerisationHunderHlongH
wavelengthsVHNaturetCommunicationsTH2021THYZTH]cd 17.4 20

143 qssentialsHofHrelativisticHquantumHchemistryVHJournaltoftChemicaltPhysicsTH2020THYaZTHYdXeXY 3.9 22

142 nprfHmHrelativisticHelectronicHstructureHprogramHpackageVHJournaltoftChemicaltPhysicsTH2020THYaZTHXb]YY[ 3.9 28

141 uterativeHoonfigurationHunteractionHwithH–electionVHJournaltoftChemicaltTheorytandtComputationTH
2020THYbTHZZebUZ[Yb 6.4 34

140 ”elativisticHquantumHchemistryfHtodayHandHtomorrowVHScientiatSinicatChimicaTH2020THaXTHYbcZUYbeb 1.6 4

139 TheHsroundH–tateHqlectronicHqnergyHofHnenzeneVHJournaltoftPhysicaltChemistrytLettersTH2020THYYTHdeZZUdeZe6.4 52

138 mnalyticHqnergyHsradientsHandHtessiansHofHqxactHTwoUoomponentH”elativisticHyethodsfHqfficientH
umplementationHandHqxtensiveHmpplicationsVHJournaltoftChemicaltTheorytandtComputationTH2020THYbTHYa]YUYaa]6.4 10
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137 mnalyticHenergyHgradientsHofHspinUadaptedHopenUshellHtimeUdependentHdensityHfunctionalHtheoryVH
JournaltoftChemicaltPhysicsTH2020THYa[THYb]YXe 3.9 9

136 –ublinearHscalingHquantumHchemicalHmethodsHforHmagneticHshieldingsHinHlargeHmoleculesVHJournaltoft
ChemicaltPhysicsTH2019THYaXTHYa]YY[ 3.9 1

135 oomputerUsuidedHpiscoveryHofHaHptU”esponsiveH‘rganicH’hotocatalystHandHmpplicationHforHptHandH
xightHpualUsatedH’olymerizationVHJournaltoftthetAmericantChemicaltSocietyTH2019THY]YTHdZXcUdZZX 16.4 63

134 iVuUTpUprTfHmnHiterativeHvectorHinteractionHmethodHforHexteriorWinteriorHrootsHofHTpUprTVHJournaltoft
ComputationaltChemistryTH2019TH]XTHYXZ[UYX[c 3.5 11

133 ”elativisticHtimeUdependentHdensityHfunctionalHtheoriesVHChemicaltSocietytReviewsTH2018TH]cTH]]dYU]aXe 58.5 37

132
oombiningHtheHspinUseparatedHexactHtwoUcomponentHrelativisticHtamiltonianHwithHtheH
equationUofUmotionHcoupledUclusterHmethodHforHtheHtreatmentHofHspinUorbitHsplittingsHofHlightHandH
heavyHelementsVHPhysicaltChemistrytChemicaltPhysicsTH2017THYeTH[cY[U[cZY

3.6 26

131 mHquantumHchemicalHdefinitionHofHelectronâ��nucleusHcorrelationVHTheoreticaltChemistrytAccountsTH
2017THY[bTHY 1.9 8

130 qlectronicHtransitionsHofHtantalumHmonofluorideVHJournaltoftChemicaltPhysicsTH2017THY]bTHXe][Xd 3.9 2

129 xocalizationHofHopenUshellHmolecularHorbitalsHviaHleastHchangeHfromHfragmentsHtoHmoleculeVHJournalt
oftChemicaltPhysicsTH2017THY]bTHYX]YX] 3.9 12

128 rurtherHdevelopmentHofH–p–’TZHforHstronglyHcorrelatedHelectronsVHMoleculartPhysicsTH2017THYYaTHZbebUZcXc1.7 26

127 ’erformanceHofHTpUprTHforHqxcitedH–tatesHofH‘penU–hellHTransitionHyetalHoompoundsVHJournaltoft
PhysicaltChemistrytATH2017THYZYTH[eZeU[e]Z 2.8 20

126 –pinUyultipletHoomponentsHandHqnergyH–plittingsHbyHyultistateHpensityHrunctionalHTheoryVHJournalt
oftPhysicaltChemistrytLettersTH2017THdTH]d[dU]d]a 6.4 23

125 iVufHmnHiterativeHvectorHinteractionHmethodHforHlargeHeigenvalueHproblemsVHJournaltoftComputationalt
ChemistryTH2017TH[dTHZ]dYUZ]ee 3.5 16

124 WithU’airH”elativisticHtamiltoniansH2017TH[]aU[c[ 2

123 ”elativisticHTheoryHofHzuclearH–pinU”otationHTensorH2017THbe[UcZ[ 2

122 ”elativisticHTheoriesHofHzy”H–hieldingH2017THbacUbeZ 9

121 zoU’airH”elativisticHtamiltoniansf“]oHandHXZoH2017TH[caU[e[ 6

120 –pinH–eparationHofH”elativisticHtamiltoniansH2017TH]YYU]]c 3
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119 nasicH–tructuresHofH”elativisticWaveHrunctionsH2017TH]dYU]eb 3

118 ooalescenceHoonditionsHofH”elativisticHWaveHrunctionsH2017TH]ecUa[X 2

117 ”elativisticHqxplicitHoorrelationfH’roblemsandH–olutionsH2017THa[YUa]a 3

116 ioufHuterativeHouHtowardHfullHouVHJournaltoftChemicaltTheorytandtComputationTH2016THYZTHYYbeUcd 6.4 90

115 nigHpictureHofHrelativisticHmolecularHquantumHmechanicsVHNationaltSciencetReviewTH2016TH[THZX]UZZY 10.8 41

114 oriticalHmssessmentHofHTpUprTHforHqxcitedH–tatesHofH‘penU–hellH–ystemsfHuVHpoubletUpoubletH
TransitionsVHJournaltoftChemicaltTheorytandtComputationTH2016THYZTHZ[dUbX 6.4 28

113 WithU’airH”elativisticHtamiltoniansH2016THYUZe

112 qxactHtwoUcomponentHrelativisticHenergyHbandHtheoryHandHapplicationVHJournaltoftChemicaltPhysicsTH
2016THY]]THX]]YXa 3.9 14

111 oriticalHmssessmentHofHTimeUpependentHpensityHrunctionalHTheoryHforHqxcitedH–tatesHofH‘penU–hellH
–ystemsfHuuVHpoubletU“uartetHTransitionsVHJournaltoftChemicaltTheorytandtComputationTH2016THYZTHZaYcUZc6.4 17

110 qffectiveHquantumHelectrodynamicsHhamiltoniansfHmHtutorialHreviewVHInternationaltJournaltoft
QuantumtChemistryTH2015THYYaTHb[YUb]X 2.1 15

109
”oleHofH’lanarHoonformationsHinHmggregationHunducedH–pectralH–hiftsHofH–upermolecularH
‘ligofluorenolsHinH–olutionsHandHrilmsfHmHoombinedHqxperimentalHandHypWTpUprTH–tudyVHJournaltoft
PhysicaltChemistrytBTH2015THYYeTHYX[YbU[[

3.4 14

108 ”elativisticHqxplicitHoorrelationfH’roblemsHandH–olutionsH2015THYUY[

107
–olventHeffectsHonHtheHopticalHspectraHandHexcitedUstateHdecayHofHtriphenylamineUthiadiazoleHwithH
hybridizedHlocalHexcitationHandHintramolecularHchargeHtransferVHJournaltoftPhysicaltChemistrytATH2015
THYYeTHaZ[[U]X

2.8 55

106 pecouplingHelectronsHandHnucleiHwithoutHtheHnornU‘ppenheimerHapproximationfHTheH
electronUnucleusHmeanUfieldHconfigurationUinteractionHmethodVHPhysicaltReviewtATH2015THeZTH 2.6 14

105 ”elativisticHTheoriesHofHzy”H–hieldingH2015THYU[[ 2

104 nasicH–tructuresHofH”elativisticHWaveHrunctionsH2015THYUY] 1

103 WithU’airH”elativisticHtamiltoniansH2015THYUZe

102 ooalescenceHoonditionsHofH”elativisticHWaveHrunctionsH2015THYU[Y
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101 zoU’airH”elativisticHtamiltoniansfH“]oHandHXZoH2015THYUYc

100 ”elativisticHTheoryHofHzuclearH–pinU”otationHTensorH2015THYU[Y

99 –pinH–eparationHofH”elativisticHtamiltoniansH2015THYU[[

98 –p–fHtheHâ��staticâ��dynamicâ��staticâ��HframeworkHforHstronglyHcorrelatedHelectronsVHTheoreticaltChemistryt
AccountsTH2014THY[[THY 1.9 46

97 mdvancesHinHrelativisticHmolecularHquantumHmechanicsVHPhysicstReportsTH2014THa[cTHaeUde 27.7 99

96
TowardsHunderstandingHtheHcolorHchangeHofHYUbutylU[UmethylimidazoliumH
bisPtrifluoromethylsulfonylQimideHduringHgammaHirradiationfHanHexperimentalHandHtheoreticalHstudyVH
PhysicaltChemistrytChemicaltPhysicsTH2014THYbTHYdcZeU[a

3.6 19

95 yorphologicalHeffectsHofHtheHnanostructuredHceriaHsupportHonHtheHactivityHandHstabilityHofH
ou‘Woe‘ZHcatalystsHforHtheHwaterUgasHshiftHreactionVHPhysicaltChemistrytChemicaltPhysicsTH2014THYbTHYcYd[Uea3.6 120

94 xocalizationHofHmolecularHorbitalsfHfromHfragmentsHtoHmoleculeVHAccountstoftChemicaltResearchTH
2014TH]cTHZcadUbc 24.3 28

93 ”elativisticHsVV’TZHmultireferenceHperturbationHtheoryHdescriptionHofHtheHelectronicHstatesHofHYZH
andHTcZVHJournaltoftPhysicaltChemistrytATH2014THYYdTHY]deUaXY 2.8 23

92 zewHqxperimentalHzy”H–hieldingH–calesHyappedH”elativisticallyHfromHz–”fHTheoryHandHmpplicationVH
JournaltoftChemicaltTheorytandtComputationTH2014THYXTHbXXUd 6.4 20

91 rirstUorderHnonadiabaticHcouplingHmatrixHelementsHbetweenHexcitedHstatesfHaHxagrangianH
formulationHatHtheHou–TH”’mTHTpUtrTHandHTpUprTHlevelsVHJournaltoftChemicaltPhysicsTH2014THY]YTHXY]YYX 3.9 59

90 ’hotoexcitationHofHxightUtarvestingHoU’UobXHTriadsfHmHrxy‘UTpUprTH–tudyVHJournaltoftChemicalt
TheorytandtComputationTH2014THYXTHZ][bU]d 6.4 28

89 UnravelingHtheHpynamicHzatureHofHaHou‘Woe‘ZHoatalystHforHo‘H‘xidationHinH‘perandofHmHoombinedH
–tudyHofHXmzq–HPrluorescenceQHandHp”urT–VHACStCatalysisTH2014TH]THYbaXUYbbY 13.1 106

88 ’erspectivefH”elativisticHtamiltoniansVHInternationaltJournaltoftQuantumtChemistryTH2014THYY]THed[Uedb 2.1 19

87 ”elativisticHtheoryHofHnuclearHspinUrotationHtensorHwithHkineticallyHbalancedHrotationalHxondonH
orbitalsVHJournaltoftChemicaltPhysicsTH2014THY]YTHYb]YYX 3.9 8

86 ‘nHtheHspinHseparationHofHalgebraicHtwoUcomponentHrelativisticHtamiltoniansfHmolecularHpropertiesVH
JournaltoftChemicaltPhysicsTH2014THY]YTHXa]YYY 3.9 50

85 rirstHorderHnonadiabaticHcouplingHmatrixHelementsHbetweenHexcitedHstatesfHimplementationHandH
applicationHatHtheHTpUprTHandHppUTpmHlevelsVHJournaltoftChemicaltPhysicsTH2014THY]YTHZ]]YXa 3.9 59

84 WithU’airH”elativisticHtamiltoniansH2014THYUZb
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83 TheoreticalHstudyHofHtheHlowUlyingHelectronicHexcitedHstatesHforHmolecularHaggregatesVHSciencetChinat
ChemistryTH2013THabTHYZadUYZbZ 7.9 15

82 TheoreticalHstudyHofHlowUlyingHexcitedHstatesHofHmolecularHaggregatesVHuVHpevelopmentHofH
linearUscalingHTpUprTVHSciencetChinatChemistryTH2013THabTHYZb[UYZbb 7.9 4

81 oombiningHspinUadaptedHopenUshellHTpUprTHwithHspinâ��orbitHcouplingVHMoleculartPhysicsTH2013THYYYTH[c]YU[caa1.7 69

80 soingHbeyondHJnoUpairHrelativisticHquantumHchemistryJVHJournaltoftChemicaltPhysicsTH2013THY[eTHXY]YXd 3.9 52

79 nodyUfixedHrelativisticHmolecularHtamiltonianHandHitsHapplicationHtoHnuclearHspinUrotationHtensorVH
JournaltoftChemicaltPhysicsTH2013THY[dTHY[]YX] 3.9 35

78 nodyUfixedHrelativisticHmolecularHtamiltonianHandHitsHapplicationHtoHnuclearHspinUrotationHtensorfH
linearHmoleculesVHJournaltoftChemicaltPhysicsTH2013THY[eTHX[]YY[ 3.9 21

77 rullyHrelativisticHtheoriesHandHmethodsHforHzy”HparametersVHTheoreticaltChemistrytAccountsTH2012TH
Y[YTHY 1.9 41

76 ’erspectivesHofHrelativisticHquantumHchemistryfHtheHnegativeHenergyHcatHsmilesVHPhysicaltChemistryt
ChemicaltPhysicsTH2012THY]TH[aU]d 3.6 62

75 TheoreticalHandHnumericalHassessmentsHofHspinUflipHtimeUdependentHdensityHfunctionalHtheoryVH
JournaltoftChemicaltPhysicsTH2012THY[bTHXZ]YXc 3.9 56

74 TheHObigHpictureOHofHrelativisticHmolecularHquantumHmechanicsH2012TH 9

73 ‘nHtheHspinHseparationHofHalgebraicHtwoUcomponentHrelativisticHtamiltoniansVHJournaltoftChemicalt
PhysicsTH2012THY[cTHYa]YY] 3.9 97

72 ”elativisticHexplicitHcorrelationfHcoalescenceHconditionsHandHpracticalHsuggestionsVHJournaltoft
ChemicaltPhysicsTH2012THY[bTHY]]YYc 3.9 31

71 mHspinUadaptedHsizeUextensiveHstateUspecificHmultiUreferenceHperturbationHtheoryHwithHvariousH
partitioningHschemesVHuuVHyolecularHapplicationsVHJournaltoftChemicaltPhysicsTH2012THY[bTHXZ]YXb 3.9 31

70 mHspinUadaptedHsizeUextensiveHstateUspecificHmultiUreferenceHperturbationHtheoryVHuVHrormalH
developmentsVHJournaltoftChemicaltPhysicsTH2012THY[bTHXZ]YXa 3.9 42

69 qxactHtwoUcomponentHrelativisticHtheoryHforHzy”HparametersfHgeneralHformulationHandHpilotH
applicationVHJournaltoftChemicaltPhysicsTH2012THY[cTHYc]YXa 3.9 47

68 rullyHrelativisticHtheoriesHandHmethodsHforHzy”HparametersH2012THYdcUZX[ 2

67 xinearU–calingHTimeUpependentHpensityHrunctionalHTheoryHnasedHonHtheHudeaHofHJrromHrragmentsH
toHyoleculeJVHJournaltoftChemicaltTheorytandtComputationTH2011THcTH[b][UbX 6.4 58

66 –pinUadaptedHopenUshellHtimeUdependentHdensityHfunctionalHtheoryVHuuVHTheoryHandHpilotHapplicationVH
JournaltoftChemicaltPhysicsTH2011THY[]THY[]YXY 3.9 60
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65 –pinUadaptedHopenUshellHtimeUdependentHdensityHfunctionalHtheoryVHuuuVHmnHevenHbetterHandHsimplerH
formulationVHJournaltoftChemicaltPhysicsTH2011THY[aTHYe]YXb 3.9 49

64 oomparisonHofHrestrictedTHunrestrictedTHinverseTHandHdualHkineticHbalancesHforHfourUcomponentH
relativisticHcalculationsVHTheoreticaltChemistrytAccountsTH2011THYZeTH]Z[U][b 1.9 55

63 ‘nHtheHperformanceHofHtheHopenUshellHperturbationHtheoryVHSciencetChinatChemistryTH2011THa]TH]]bU]a[ 7.9 6

62 TuningHmesomorphicHpropertiesHandHhandednessHofHchiralHcalamiticHliquidHcrystalsHbyHminimalH
modificationHofHtheHeffectiveHcoreVHChiralityTH2011THZ[H–upplHYTHqc]Ud[ 2.1 4

61 –‘xVmTu‘zHqzq”sYH‘rHz‘zq“Uuxun”uUyH’‘xm”uZmTu‘zfH‘xpH“Uq–Tu‘zTHzqWHmz–Wq”VH
JournaltoftTheoreticaltandtComputationaltChemistryTH2010THXeTHZ[U[c 1.8 17

60 udeasHofHrelativisticHquantumHchemistryVHMoleculartPhysicsTH2010THYXdTHYbceUYcXb 1.7 242

59 telyoPbQolPdQrPbQfHaHstableHcomplexHofHheliumVHJournaltoftPhysicaltChemistrytATH2010THYY]THb]bUaY 2.8 17

58 –pinUadaptedHopenUshellHrandomHphaseHapproximationHandHtimeUdependentHdensityHfunctionalH
theoryVHuVHTheoryVHJournaltoftChemicaltPhysicsTH2010THY[[THXb]YXb 3.9 60

57 qxcitedHstatesHofH‘s‘]fHaHcomprehensiveHtimeUdependentHrelativisticHdensityHfunctionalHtheoryH
studyVHJournaltoftComputationaltChemistryTH2010TH[YTHa[ZUaY 3.5 18

56 rourUcomponentHrelativisticHtheoryHforHnuclearHmagneticHshieldingfHmagneticallyHbalancedH
gaugeUincludingHatomicHorbitalsVHJournaltoftChemicaltPhysicsTH2009THY[YTHZ]]YY[ 3.9 64

55
’ublisherOsHzotefHJrourUcomponentHrelativisticHtheoryHforHzy”HparametersfHunifiedHformulationHandH
numericalHassessmentHofHdifferentHapproachesJH[vVHohemVH’hysVHY[XTHY]]YXZHPZXXeQ]VHJournaltoft
ChemicaltPhysicsTH2009THY[YTHXYeeXZ

3.9 5

54 oomprehensiveHabHinitioHcalculationHandHsimulationHonHtheHlowUlyingHelectronicHstatesHofHTlXHPXHiHrTH
olTHnrTHuTHandHmtQVHJournaltoftComputationaltChemistryTH2009TH[XTHaZ]U[e 3.5 16

53 TimeUdependentHrelativisticHdensityHfunctionalHstudyHofHYbHandHYb‘VHSciencetintChinatSeriestB:t
ChemistryTH2009THaZTHYe]aUYea[ 23

52 ‘nHtheHconstructionHofHwramersHpairedHdoubleHgroupHsymmetryHfunctionsVHInternationaltJournaltoft
QuantumtChemistryTH2009THYXeTHZY]eUZYbc 2.1 29

51 qxcitedHstatesHofH”e‘]UfHmHcomprehensiveHtimeUdependentHrelativisticHdensityHfunctionalHtheoryH
studyVHChemicaltPhysicsTH2009TH[abTHZYeUZZd 2.3 24

50 rourUcomponentHrelativisticHtheoryHforHzy”HparametersfHunifiedHformulationHandHnumericalH
assessmentHofHdifferentHapproachesVHJournaltoftChemicaltPhysicsTH2009THY[XTHY]]YXZ 3.9 55

49 qxactHtwoUcomponentHtamiltoniansHrevisitedVHJournaltoftChemicaltPhysicsTH2009THY[YTHX[YYX] 3.9 221

48 qxactHtwoUcomponentHrelativisticHtheoryHforHnuclearHmagneticHresonanceHparametersVHJournaltoft
ChemicaltPhysicsTH2009THY[YTHXdYYXY 3.9 49
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47 ”elativisticHtheoryHofHnuclearHmagneticHresonanceHparametersHinHaHsaussianHbasisHrepresentationVH
JournaltoftChemicaltPhysicsTH2009THY[YTHX]]YZe 3.9 30

46 yatrixHformulationHofHdirectHperturbationHtheoryHofHrelativisticHeffectsHinHaHkineticallyHbalancedH
basisVHChemicaltPhysicsTH2008TH[]eTHY[[UY]b 2.3 5

45 TowardsHnearUinfraredHchiropticallyHswitchingHmaterialsfHtheoreticalHandHexperimentalHstudiesHonH
viologenUcontainingHYTYOUbinaphthylsVHChemPhysChemTH2008THeTHYZbaUe 3.2 12

44 rourUcomponentHrelativisticHtheoryHforHnuclearHmagneticHshieldingHconstantsfHtheHorbitalH
decompositionHapproachVHJournaltoftChemicaltPhysicsTH2007THYZbTHXdYYXY 3.9 54

43 rourUcomponentHrelativisticHtheoryHforHnuclearHmagneticHshieldingHconstantsfHcriticalHassessmentsH
ofHdifferentHapproachesVHJournaltoftChemicaltPhysicsTH2007THYZbTHZY]YXY 3.9 70

42 TheoreticalHstudyHonHtheHlowUlyingHelectronicHstatesHofHzitHandHzimtVHJournaltoftComputationalt
ChemistryTH2007THZdTHZZdbUed 3.5 13

41 mbHinitioHinvestigationHonHelectronHtransferHinHmolecularHelectronicHdevicesfHmHminimalHmodelHstudyVH
ChemicaltPhysicstLettersTH2007TH][eTHdaUeX 2.5 3

40 yakingHfourUHandHtwoUcomponentHrelativisticHdensityHfunctionalHmethodsHfullyHequivalentHbasedHonH
theHideaHofHJfromHatomsHtoHmoleculeJVHJournaltoftChemicaltPhysicsTH2007THYZcTHYX]YXb 3.9 175

39 “uasirelativisticHtheoryVHuuVHTheoryHatHmatrixHlevelVHJournaltoftChemicaltPhysicsTH2007THYZbTHYY]YXc 3.9 126

38 ”esponseHtoHâ��oommentHonHâ��“uasirelativisticHtheoryHequivalentHtoHfullyHrelativisticHtheoryâ��Hâ��H[vVH
ohemVH’hysVHYZ[THZ]YYXZHPZXXaQ]VHJournaltoftChemicaltPhysicsTH2006THYZaTHYXcYXZ 3.9 20

37 unfiniteUorderHquasirelativisticHdensityHfunctionalHmethodHbasedHonHtheHexactHmatrixHquasirelativisticH
theoryVHJournaltoftChemicaltPhysicsTH2006THYZaTH]]YXZ 3.9 186

36 “uasirelativisticHtheoryHuVHTheoryHinHtermsHofHaHquasiUrelativisticHoperatorVHMoleculartPhysicsTH2006TH
YX]THZZZaUZZ]X 1.7 96

35 oomprehensiveHtheoreticalHstudiesHonHtheHlowUlyingHelectronicHstatesHofHzirTHziolTHzinrTHandHziuVH
JournaltoftChemicaltPhysicsTH2006THYZ]THYa][YZ 3.9 30

34 z‘ZUcatalyzedHdeepHoxidationHofHmethanolfHqxperimentalHandHtheoreticalHstudiesVHJournaltoft
MoleculartCatalysistATH2006THZaZTHZXZUZYY 16

33 “uasirelativisticHtheoryH2006THeXeUeYX 1

32 mHnovelHinfiniteUorderHquasirelativisticHdensityHfunctionalHtheoryH2006THeYeUeZZ

31 TimeUdependentHquasirelativisticHdensityUfunctionalHtheoryHbasedHonHtheHzerothUorderHregularH
approximationVHJournaltoftChemicaltPhysicsTH2005THYZ[THY]]YXY 3.9 58

30 TimeUdependentHfourUcomponentHrelativisticHdensityUfunctionalHtheoryHforHexcitationHenergiesVHuuVH
TheHexchangeUcorrelationHkernelVHJournaltoftChemicaltPhysicsTH2005THYZ[THXa]YXZ 3.9 80
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29 “uasirelativisticHtheoryHequivalentHtoHfullyHrelativisticHtheoryVHJournaltoftChemicaltPhysicsTH2005THYZ[THZ]YYXZ3.9 316

28 nenchmarkHfourUcomponentHrelativisticHdensityHfunctionalHcalculationsHonHouZTHmgZTHandHmuZVH
ChemicaltPhysicsTH2005TH[YYTHb[Ube 2.3 21

27 qlectronicHcouplingHmatrixHelementsHofHUUshapedHdonorUbridgeUacceptorHmoleculesHandHinfluenceHofH
mediatedHbenzeneHsolventVHChemicaltPhysicstLettersTH2005TH]Y]THcYUca 2.5 3

26 qxtensiveHtheoreticalHstudiesHonHtheHlowUlyingHelectronicHstatesHofHindiumHmonochlorideHcationTH
unolSVHJournaltoftComputationaltChemistryTH2005THZbTHYXbUY[ 3.5 29

25 ”qxmTuVu–TuoHpqz–uTYHrUzoTu‘zmxHTtq‘”YfHTtqHnprH’”‘s”myH’mowmsqVHRecenttAdvancestint
ComputationalTH2004THZacUZdZ 39

24 TimeUdependentHfourUcomponentHrelativisticHdensityHfunctionalHtheoryHforHexcitationHenergiesVH
JournaltoftChemicaltPhysicsTH2004THYZYTHbbadUbb 3.9 85

23 oomparisonHofHpifferentH’olarizationH–chemesHinH‘penUshellH”elativisticHpensityHrunctionalH
oalculationsVHJournaltoftthetChinesetChemicaltSocietyTH2003THaXTHaecUbXb 1.5 66

22 TheHneijingHpensityHrunctionalHPnprQH’rogramH’ackagefHyethodologiesHandHmpplicationsVHJournaltoft
TheoreticaltandtComputationaltChemistryTH2003THXZTHZacUZcZ 1.8 114

21 oomprehensiveHrelativisticHabHinitioHandHdensityHfunctionalHtheoryHstudiesHonH’ttTH’trTH’tolTHandH
’tPztP[QQPZQolPZQVHJournaltoftComputationaltChemistryTH2002THZ[THab]Uca 3.5 25
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