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l Paper IF Citations

177  ongW ivedJvxcitedJStateJinJaJSolubilizedJxrapheneJNanoribbonXJJournalgofgPhysicalgChemistrygCVJ
2022VJbcgVJbjegWbjfh 3.8

176 UnveilingJultrafastJdynamicsJinJbridgedJbimetallicJcomplexesJusingJopticalJandJXWrayJtransientJ
absorptionJspectroscopiesXXJChemicalgScienceVJ2022VJbdVJbhbfWbhce 9.4 4

175 zntersystemJtrossingsJinJ ateWπowJvlementskJrJPerspectiveXXJJournalgofgPhysicalgChemistrygLettersVJ
2022VJdadjWdaeg 6.4 2

174 SpinJphotovoltaicJeffectJinJmagneticJvanJderJWaalsJheterostructuresXJSciencegAdvancesVJ2021VJhVJeabgiaje14.3 0

173
simetallicJtuZπuZ−sJtomplexeskJ−bservationJofJtonformationalJuifferencesJsetweenJtheJSolutionJ
PhaseJandJSolidJStateJbyJrtomicJPairJuistributionJwunctionJrnalysisXJAngewandtegChemiegwg
InternationalgEditionVJ2021VJgbVJecacbbbhge

16.4 1

172 xeneralJuesignJπulesJforJsimetallicJPlatinumRzzSJtomplexesXJJournalgofgPhysicalgChemistrygAVJ2021VJ
bcfVJjediWjeej 2.8 2

171 ueterminationJofJtheJSm−JbondJenergyJbyJthresholdJphotodissociationJofJtheJcryogenicallyJcooledJ
ionXJJournalgofgChemicalgPhysicsVJ2021VJbffVJbhedad 3.9 2

170 xeneralizationJofJslockW ocalizedJWaveJwunctionJforJtonstrainedJ−ptimizationJofJvxcitedJ
ueterminantsXJJournalgofgChemicalgTheorygandgComputationVJ2021VJbhVJchhWcij 6.4 8

169
znterplaysJofJelectronJandJnuclearJmotionsJalongJt−JdissociationJtrajectoryJinJmyoglobinJrevealedJ
byJultrafastJXWraysJandJquantumJdynamicsJcalculationsXJProceedingsgofgthegNationalgAcademygofg
SciencesgofgthegUnitedgStatesgofgAmericaVJ2021VJbbiVJ

11.5 3

168 πelationshipJbetweenJyydrogenWsondingJ²otifsJandJtheJbbJSplittingJinJtheJXWrayJvmissionJ
SpectrumJofJ iquidJWaterXJJournalgofgPhysicalgChemistrygLettersVJ2021VJbcVJdjjgWeaac 6.4 8

167 vxcitedJStateJzntramolecularJProtonJTransferJwithJNuclearWvlectronicJ−rbitalJvhrenfestJuynamicsXJ
JournalgofgPhysicalgChemistrygLettersVJ2021VJbcVJdejhWdfac 6.4 13

166 TowardJtheJ²inimalJwloatingJ−perationJtountJtholeskyJuecompositionJofJvlectronJπepulsionJ
zntegralsXJJournalgofgPhysicalgChemistrygAVJ2021VJbcfVJecfiWecgf 2.8 0

165 vfficientJwourWtomponentJuiracWtoulombWxauntJyartreeWwockJinJtheJPauliJSpinorJπepresentationXJ
JournalgofgChemicalgTheorygandgComputationVJ2021VJbhVJddiiWdeac 6.4 4

164 ShortJzterativeJ anczosJzntegrationJinJTimeWuependentJvquationWofW²otionJtoupledWtlusterJ
TheoryXJJournalgofgPhysicalgChemistrygAVJ2021VJbcfVJfediWfeeh 2.8 2

163 vxactWtwoWcomponentJblockWlocalizedJwaveJfunctionkJrJsimpleJschemeJforJtheJautomaticJ
computationJofJrelativisticJ˛�StwXJJournalgofgChemicalgPhysicsVJ2021VJbffVJabebad 3.9 0

162 UltrafastJvxcitedWStateJuynamicsJofJPhotoluminescentJPtRzzSJuimersJProbedJbyJaJtoherentJ
VibrationalJWavepacketXJJournalgofgPhysicalgChemistrygLettersVJ2021VJbcVJghjeWgiad 6.4 9

161 yighWvfficiencyJΔuasiWcuJPerovskiteJSolarJtellsJzncorporatingJcVcpWsiimidazoliumJtationXJSolargRrlVJ
2021VJfVJcaaahaa 7.1 3
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160 zronWtontentWuependentVJΔuasiWStaticJuielectricJπesonancesJandJ−xidativeJTransitionsJinJsorniteJ
andJthalcopyriteJtopperJzronJSulfideJNanocrystalsXJChemistrygofgMaterialsVJ2021VJddVJbicbWbidb 9.6 7

159 uefectWznducedJ²agneticJSkyrmionJinJaJTwoWuimensionalJthromiumJTriiodideJ²onolayerXJJacsgAuVJ
2021VJbVJbdgcWbdgh 4

158 TuningJtheJinterfacialJstoichiometryJofJznPJcoreJandJznPZZnSeJcoreZshellJquantumJdotsXJJournalgofg
ChemicalgPhysicsVJ2021VJbffVJaiehab 3.9 3

157 πeinforcementJ earningJtonfigurationJznteractionXJJournalgofgChemicalgTheorygandgComputationVJ
2021VJbhVJfeicWfejb 6.4 1

156 TunableJsandWvdgeJPotentialsJandJthargeJStorageJinJtolloidalJTinWuopedJzndiumJ−xideJRzT−SJ
NanocrystalsXJACSgNanoVJ2021VJbfVJbebbgWbebce 16.7 4

155 PhaseWtontrolledJSynthesisJandJΔuasiWStaticJuielectricJπesonancesJinJSilverJzronJSulfideJRrgweSJSJ
NanocrystalsXXJSmallVJ2021VJecbaejhf 11 1

154
TwoWtomponentJ²ultireferenceJπestrictedJrctiveJSpaceJtonfigurationJznteractionJforJtheJ
tomputationJofJ WvdgeJXWrayJrbsorptionJSpectraXXJJournalgofgChemicalgTheorygandgComputationVJ
2021VJ

6.4 2

153 NaturalJtransitionJorbitalsJforJcomplexJtwoWcomponentJexcitedJstateJcalculationsXJJournalgofg
ComputationalgChemistryVJ2020VJebVJbffhWbfgd 3.5 10

152 πelativisticJTwoWtomponentJ²ultireferenceJtonfigurationJznteractionJ²ethodJwithJTunableJ
torrelationJSpaceXJJournalgofgChemicalgTheorygandgComputationVJ2020VJbgVJcjhfWcjie 6.4 10

151 πelativisticJvffectsJinJ²agneticJtircularJuichroismkJπestrictedJ²agneticJsalanceJandJTemperatureJ
uependenceXJJournalgofgChemicalgTheorygandgComputationVJ2020VJbgVJefddWefec 6.4 6

150 rbJinitioJmethodsJforJ WedgeJxWrayJabsorptionJspectroscopyXJChemicalgPhysicsgReviewsVJ2020VJbVJabbdae 4.4 8

149 NuclearWelectronicJorbitalJvhrenfestJdynamicsXJJournalgofgChemicalgPhysicsVJ2020VJbfdVJccebbb 3.9 13

148 TheoreticalJinvestigationJofJquantumJconfinementJonJtheJπashbaJeffectJinJZn−JsemiconductorJ
nanocrystalsXJJournalgofgChemicalgPhysicsVJ2020VJbfcVJabedai 3.9 3

147 vxcitonJtoherenceJ engthJandJuynamicsJinJxrapheneJΔuantumJuotJrssembliesXJJournalgofgPhysicalg
ChemistrygLettersVJ2020VJbbVJcbaWcbg 6.4 10

146 PhotophysicsJofJgrapheneJquantumJdotJassembliesJwithJaxiallyJcoordinatedJcobaloximeJcatalystsXJ
JournalgofgChemicalgPhysicsVJ2020VJbfdVJbcejad 3.9 4

145 πelativisticJtwoWcomponentJprojectionWbasedJquantumJembeddingJforJopenWshellJsystemsXJJournalg
ofgChemicalgPhysicsVJ2020VJbfdVJajebbd 3.9 3

144 SpectroscopicJSignaturesJofJtheJsJandJyeJPolyatomicJNitrogenJrggregatesJinJNanodiamondXJ
JournalgofgPhysicalgChemistrygCVJ2020VJbceVJbichfWbicid 3.8 2

143
wrequencyJandJTimeJuomainJNuclearWvlectronicJ−rbitalJvquationWofW²otionJtoupledJtlusterJ
²ethodskJtombinationJsandsJandJvlectronicWProtonicJuoubleJvxcitationsXJJournalgofgPhysicalg
ChemistrygLettersVJ2020VJbbVJgedfWgeec

6.4 11

(2020-2021)
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142 TheJLyoleLJStoryJinJzonizedJWaterJfromJtheJPerspectiveJofJvhrenfestJuynamicsXJJournalgofgPhysicalg
ChemistrygLettersVJ2020VJbbVJjjegWjjfb 6.4 3

141 UltrafastJNonradiativeJuecayJofJaJuipolarJPlasmonWlikeJStateJinJNaphthaleneXJJournalgofgPhysicalg
ChemistrygAVJ2020VJbceVJjhcjWjhdh 2.8 3

140 vfficientJzntermolecularJvnergyJvxchangeJandJSoftJzonizationJofJWaterJatJNanoplateletJznterfacesXJ
JournalgofgPhysicalgChemistrygLettersVJ2020VJbbVJbaaiiWbaajd 6.4 1

139 vlectronicJStructureJandJNonadiabaticJuynamicsJofJrtomicJSilverJNanowireâ��NcJSystemsXJJournalgofg
PhysicalgChemistrygCVJ2020VJbceVJcaideWcaief 3.8 9

138 UltrafastJNonlinearJPlasmonJuecayJProcessesJinJSilverJNanoclustersXJJournalgofgPhysicalgChemistrygCVJ
2020VJbceVJcaehhWcaeih 3.8 4

137 PerspectiveJonJ–ramersJsymmetryJbreakingJandJrestorationJinJrelativisticJelectronicJstructureJ
methodsJforJopenWshellJsystemsXJJournalgofgChemicalgPhysicsVJ2020VJbfdVJajajad 3.9 2

136  ocalizedJrelativisticJtwoWcomponentJmethodsJforJgroundJandJexcitedJstateJcalculationsXJAnnualg
ReportsgingComputationalgChemistryVJ2020VJbgVJbhWdh 1.8 2

135 rggwluorkJwluorogenicJToolboxJvnablesJuirectJVisualizationJofJtheJ²ultiWStepJProteinJrggregationJ
ProcessJinJ iveJtellsXJJournalgofgthegAmericangChemicalgSocietyVJ2020VJbecVJbhfbfWbhfcd 16.4 31

134 πealWTimeJTimeWuependentJvlectronicJStructureJTheoryXJChemicalgReviewsVJ2020VJbcaVJjjfbWjjjd 68.1 60

133 TheJthronusJΔuantumJsoftwareJpackageXJWileygInterdisciplinarygReviews:gComputationalgMolecularg
ScienceVJ2020VJbaVJebedg 7.9 31

132 πealWTimeJTimeWuependentJNuclearWvlectronicJ−rbitalJrpproachkJuynamicsJbeyondJtheJ
sornW−ppenheimerJrpproximationXJJournalgofgPhysicalgChemistrygLettersVJ2020VJbbVJeafcWeafi 6.4 27

131 TowardJtheJevaluationJofJintersystemJcrossingJratesJwithJvariationalJrelativisticJmethodsXJJournalgofg
ChemicalgPhysicsVJ2019VJbfbVJaiebah 3.9 8

130 πesolvingJtheJultrafastJintersystemJcrossingJinJaJbimetallicJplatinumJcomplexXJJournalgofgChemicalg
PhysicsVJ2019VJbfbVJbbedad 3.9 13

129 TimeWuependentJtompleteJrctiveJSpaceJvmbeddedJinJaJPolarizableJworceJwieldXJJournalgofgChemicalg
TheorygandgComputationVJ2019VJbfVJbgddWbgeb 6.4 12

128 StructuralJuiversityJinJtesiumJsismuthJyalideJNanocrystalsXJChemistrygofgMaterialsVJ2019VJdbVJegifWegjh 9.6 49

127 ²odelingJ WedgeJXWrayJabsorptionJspectroscopyJwithJlinearJresponseJexactJtwoWcomponentJ
relativisticJtimeWdependentJdensityJfunctionalJtheoryXJJournalgofgChemicalgPhysicsVJ2019VJbfaVJcdebad 3.9 20

126 ²odelingJ²agnetoWPhotoabsorptionJUsingJTimeWuependentJtomplexJxeneralizedJyartreeWwockXJ
ChemPhotoChemVJ2019VJdVJhdjWheg 3.3 7

125 πealWTimeJTuuwTJznvestigationJofJ−pticalJrbsorptionJinJxoldJNanowiresXJJournalgofgPhysicalg
ChemistrygCVJ2019VJbcdVJbehdeWbehef 3.8 18
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124 TheJπoleJofJvxcitedWStateJProtonJπelaysJinJtheJPhotochemicalJuynamicsJofJWaterJNanodropletsXJ
JournalgofgPhysicalgChemistrygLettersVJ2019VJbaVJdgjeWdgji 6.4 4

123 TailoringJtheJwunctionalityJofJ−rganicJSpacerJtationsJforJvfficientJandJStableJΔuasiWcuJPerovskiteJ
SolarJtellsXJAdvancedgFunctionalgMaterialsVJ2019VJcjVJbjaaccb 15.6 94

122 yighWpressureVJhighWtemperatureJmolecularJdopingJofJnanodiamondXJSciencegAdvancesVJ2019VJfVJeaaugahd14.3 25

121 VariationalJπelativisticJTwoWtomponentJtompleteWrctiveWSpaceJSelfWtonsistentJwieldJ²ethodXJ
JournalgofgChemicalgTheorygandgComputationVJ2019VJbfVJcjheWcjic 6.4 12

120
rnJabJznitioJ inearJπesponseJ²ethodJforJtomputingJ²agneticJtircularJuichroismJSpectraJwithJ
NonperturbativeJTreatmentJofJ²agneticJwieldXJJournalgofgChemicalgTheorygandgComputationVJ2019VJ
bfVJdbgcWdbgj

6.4 17

119 tarboxylateJrnchorsJrctJasJvxcitonJπeportersJinJbXdJnmJzndiumJPhosphideJNanoclustersXJJournalgofg
PhysicalgChemistrygLettersVJ2019VJbaVJbiddWbidj 6.4 16

118 vmbeddingJnonWcollinearJtwoWcomponentJelectronicJstructureJinJaJcollinearJquantumJenvironmentXJ
JournalgofgChemicalgPhysicsVJ2019VJbfaVJbhebbe 3.9 4

117 SimulatingJ²agneticJtircularJuichroismJSpectraJwithJπealWTimeJTimeWuependentJuensityJwunctionalJ
TheoryJinJxaugeJzncludingJrtomicJ−rbitalsXJJournalgofgChemicalgTheorygandgComputationVJ2019VJbfVJgiceWgidb6.4 11

116 πelativisticJπealWTimeJTimeWuependentJvquationWofW²otionJtoupledWtlusterXJJournalgofgChemicalg
TheorygandgComputationVJ2019VJbfVJggbhWggce 6.4 16

115 NonequilibriumJvnvironmentJuynamicsJinJaJwrequencyWuependentJPolarizableJvmbeddingJ²odelXJ
JournalgofgChemicalgTheorygandgComputationVJ2019VJbfVJedWfb 6.4 15

114 xeneralizedJyartreeWwockJwithJNonperturbativeJTreatmentJofJStrongJ²agneticJwieldskJrpplicationJ
toJ²olecularJSpinJPhaseJTransitionsXJJournalgofgChemicalgTheorygandgComputationVJ2019VJbfVJdeiWdfg 6.4 22

113 XWrayJabsorptionJsignaturesJofJhydrogenWbondJstructureJinJwaterâ��alcoholJsolutionsXJInternationalg
JournalgofgQuantumgChemistryVJ2019VJbbjVJecfiac 2.1 7

112 rnticorrelatedJtontributionsJtoJPreWedgeJweaturesJofJrluminateJNearWvdgeJXWrayJrbsorptionJ
SpectroscopyJinJtoncentratedJvlectrolytesXJJournalgofgPhysicalgChemistrygLettersVJ2018VJjVJceeeWceej 6.4 9

111 SolubleJSupercapacitorskJ argeJandJπeversibleJthargeJStorageJinJtolloidalJzronWuopedJZn−J
NanocrystalsXJNanogLettersVJ2018VJbiVJdcjhWddac 11.5 24

110 vffectJofJSurfaceJPassivationJonJNanodiamondJtrystallinityXJJournalgofgPhysicalgChemistrygCVJ2018VJ
bccVJifhdWifia 3.8 19

109 πoleJofJVibrationalJuynamicsJonJvxcitedWStateJvlectronicJtoherenceJinJaJsinuclearJPlatinumJ
tomplexXJJournalgofgPhysicalgChemistrygAVJ2018VJbccVJfahbWfahh 2.8 8

108 TunableJsandJxapJandJ ongJtarrierJπecombinationJ ifetimeJofJStableJ²ixedJtydNydPbxSnbâ��xsrdJ
SingleJtrystalsXJChemistrygofgMaterialsVJ2018VJdaVJbffgWbfgf 9.6 63

107 −rientationWdependentJimagingJofJelectronicallyJexcitedJquantumJdotsXJJournalgofgChemicalgPhysicsVJ
2018VJbeiVJagehab 3.9 11

(2018-2019)
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106 vfficientJzmplementationJofJVariationJafterJProjectionJxeneralizedJyartreeWwockXJJournalgofg
ChemicalgTheorygandgComputationVJ2018VJbeVJfiiWfjg 6.4 11

105 tomputationalJsimulationJofJvibrationallyJresolvedJspectraJforJspinWforbiddenJtransitionsXJChiralityVJ
2018VJdaVJifaWigf 2.1 11

104 rnisotropicJPolarizabilityWznducedJPlasmonJTransferXJJournalgofgPhysicalgChemistrygCVJ2018VJbccVJbagcbWbagcg3.8 12

103 rJWellWTemperedJyybridJ²ethodJforJSolvingJthallengingJTimeWuependentJuensityJwunctionalJ
TheoryJRTuuwTSJSystemsXJJournalgofgChemicalgTheorygandgComputationVJ2018VJbeVJcadeWcaeb 6.4 11

102 ²odelingJ WvdgeJXWrayJrbsorptionJSpectroscopyJwithJπealWTimeJvxactJTwoWtomponentJπelativisticJ
TimeWuependentJuensityJwunctionalJTheoryXJJournalgofgChemicalgTheorygandgComputationVJ2018VJbeVJbjjiWcaag6.4 30

101 turrentJdevelopmentJofJnoncollinearJelectronicJstructureJtheoryXJInternationalgJournalgofgQuantumg
ChemistryVJ2018VJbbiVJecfdji 2.1 19

100 πealWtimeJtimeWdependentJelectronicJstructureJtheoryXJWileygInterdisciplinarygReviews:g
ComputationalgMoleculargScienceVJ2018VJiVJebdeb 7.9 89

99 yighlyJvfficientJ−rganicJSolarJtellsJsasedJonJSVNWyeteroaceneJNonWwullereneJrcceptorsXJChemistryg
ofgMaterialsVJ2018VJdaVJfecjWfede 9.6 158

98
 ongW ivedVJNonWxeminateVJπadiativeJπecombinationJofJPhotogeneratedJthargesJinJaJ
PolymerZSmallW²oleculeJrcceptorJPhotovoltaicJslendXJJournalgofgthegAmericangChemicalgSocietyVJ
2018VJbeaVJjjjgWbaaai

16.4 61

97 rnJefficientJimplementationJofJtwoWcomponentJrelativisticJdensityJfunctionalJtheoryJwithJ
torqueWfreeJauxiliaryJvariablesXJEuropeangPhysicalgJournalgBVJ2018VJjbVJb 1.2 35

96 znterplayJofJ²obileJzonsJandJznjectedJtarriersJtreatesJπecombinationJtentersJinJ²etalJyalideJ
PerovskitesJunderJsiasXJACSgEnergygLettersVJ2018VJdVJbchjWbcig 20.1 81

95 ²odulationJofJwluorescentJProteinJthromophoresJToJuetectJProteinJrggregationJwithJTurnW−nJ
wluorescenceXJJournalgofgthegAmericangChemicalgSocietyVJ2018VJbeaVJhdibWhdie 16.4 78

94 πealizationJofJaJyighlyJ−rientedJ²rPbsrdJPerovskiteJThinJwilmJviaJzonJvxchangeJforJUltrahighJtolorJ
PurityJxreenJ ightJvmissionXJACSgEnergygLettersVJ2018VJdVJbggcWbggj 20.1 28

93 znvertedJsolvatochromicJStokesJshiftJinJxwPWlikeJchromophoresJwithJextendedJconjugationâ� XJ
ChinesegJournalgofgChemicalgPhysicsVJ2018VJdbVJfjjWgah 0.9

92 vlectronicJstructuresJandJspectroscopicJsignaturesJofJsiliconWvacancyJcontainingJnanodiamondsXJ
PhysicalgReviewgBVJ2018VJjiVJ 3.3 9

91 ²appingJVibronicJtouplingsJinJaJSolarJtellJuyeJwithJPolarizationWSelectiveJTwoWuimensionalJ
vlectronicWVibrationalJSpectroscopyXJJournalgofgPhysicalgChemistrygLettersVJ2018VJjVJgcijWgcjf 6.4 17

90 TimeWuependentJtonfigurationJznteractionJUsingJtheJxraphicalJUnitaryJxroupJrpproachkJNonlinearJ
vlectricJPropertiesXJAdvancesgingQuantumgChemistryVJ2018VJhgVJcjfWdbd 1.4 14

89 TheJtationWˇ�JznteractionJvnablesJaJyaloWTagJwluorogenicJProbeJforJwastJNoWWashJ iveJtellJzmagingJ
andJxelWwreeJProteinJΔuantificationXJBiochemistryVJ2017VJfgVJbfifWbfjf 3.2 45
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88
tanJvxcitedJStateJvlectronicJtoherenceJseJTunedJviaJ²olecularJStructuralJ²odificationpJrJ
wirstWPrinciplesJΔuantumJvlectronicJuynamicsJStudyJofJPyrazolateWsridgedJPtRzzSJuimersXJJournalgofg
PhysicalgChemistrygAVJ2017VJbcbVJbjdcWbjdj

2.8 12

87 ²idWxapJStatesJandJNormalJvsJznvertedJsondingJinJ uminescentJtuW´ andJrgWuopedJtdSeJ
NanocrystalsXJJournalgofgthegAmericangChemicalgSocietyVJ2017VJbdjVJgebbWgecb 16.4 69

86 rbJznitioJvxcitedWStateJTransientJπamanJrnalysisXJJournalgofgPhysicalgChemistrygAVJ2017VJbcbVJdjfiWdjgf 2.8 13

85 TwoWtomponentJNoncollinearJTimeWuependentJSpinJuensityJwunctionalJTheoryJforJvxcitedJStateJ
talculationsXJJournalgofgChemicalgTheorygandgComputationVJ2017VJbdVJcfjbWcgad 6.4 48

84 vffectiveJznclusionJofJ²echanicalJandJvlectricalJrnharmonicityJinJvxcitedJvlectronicJStateskJ
VPTcWTuuwTJπouteXJJournalgofgChemicalgTheorygandgComputationVJ2017VJbdVJchijWciad 6.4 18

83 uopingJVersatileJnWTypeJ−rganicJSemiconductorsJviaJπoomJTemperatureJSolutionWProcessableJ
rnionicJuopantsXJACSgAppliedgMaterialsgoamp;gInterfacesVJ2017VJjVJbbdgWbbee 9.5 28

82 touplingJπealWTimeJTimeWuependentJuensityJwunctionalJTheoryJwithJPolarizableJworceJwieldXJ
JournalgofgPhysicalgChemistrygLettersVJ2017VJiVJfcidWfcij 6.4 18

81 rJyybridJΔuantumWtlassicalJ²odelJofJvlectrostaticsJinJ²ultiplyJthargedJΔuantumJuotsXJJournalgofg
PhysicalgChemistrygCVJ2017VJbcbVJcgaigWcgajf 3.8 19

80 tationJvxchangeJznducedJTransformationJofJznPJ²agicWSizedJtlustersXJChemistrygofgMaterialsVJ2017VJ
cjVJhjieWhjjc 9.6 49

79 ²odelJ−rderJπeductionJrlgorithmJforJvstimatingJtheJrbsorptionJSpectrumXJJournalgofgChemicalg
TheorygandgComputationVJ2017VJbdVJejfaWejgb 6.4 11

78 ²olecularJVibrationJznducedJPlasmonJuecayXJJournalgofgPhysicalgChemistrygCVJ2017VJbcbVJbfdgiWbfdhe 3.8 20

77 ²ixedJtationJwrxPvrbâ��xPbzdJwithJvnhancedJPhaseJandJrmbientJStabilityJtowardJ
yighWPerformanceJPerovskiteJSolarJtellsXJAdvancedgEnergygMaterialsVJ2017VJhVJbgabdah 21.8 237

76 znvestigatingJtheJroleJofJamineJinJznPJnanocrystalJsynthesiskJdestabilizingJclusterJintermediatesJbyJ
ZWtypeJligandJdisplacementXJChemicalgCommunicationsVJ2016VJfdVJbgbWbge 5.8 44

75 LWatchingLJPolaronJPairJwormationJfromJwirstWPrinciplesJvlectronWNuclearJuynamicsXJJournalgofg
PhysicalgChemistrygAVJ2016VJbcaVJhcffWgb 2.8 39

74 tlassicalJorJΔuantumpJrJtomputationalJStudyJofJSmallJzonJuiffusionJinJzzâ��VzJSemiconductorJ
ΔuantumJuotsXJJournalgofgPhysicalgChemistrygCVJ2016VJbcaVJbjedeWbjeeb 3.8 11

73 uirectJrtomicW−rbitalWsasedJπelativisticJTwoWtomponentJ inearJπesponseJ²ethodJforJtalculatingJ
vxcitedWStateJwineJStructuresXJJournalgofgChemicalgTheorygandgComputationVJ2016VJbcVJdhbbWi 6.4 41

72 rcceleratingJπealWTimeJTimeWuependentJuensityJwunctionalJTheoryJwithJaJNonrecursiveJthebyshevJ
vxpansionJofJtheJΔuantumJPropagatorXJJournalgofgChemicalgTheorygandgComputationVJ2016VJbcVJfdddWfddi6.4 12

71 rbJznitioJTransientJVibrationalJSpectralJrnalysisXJJournalgofgPhysicalgChemistrygLettersVJ2016VJhVJefabWefai6.4 30

(2016-2017)
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70 UltrafastJvxcitedJStateJπelaxationJofJaJ²etalloporphyrinJπevealedJbyJwemtosecondJXWrayJ
rbsorptionJSpectroscopyXJJournalgofgthegAmericangChemicalgSocietyVJ2016VJbdiVJihfcWge 16.4 67

69 SingleWtrystalJandJvlectronicJStructureJofJaJbXdJnmJzndiumJPhosphideJNanoclusterXJJournalgofgtheg
AmericangChemicalgSocietyVJ2016VJbdiVJbfbaWd 16.4 118

68
tomputationalJStudiesJofJtheJvlectronicJStructuresJofJtopperWuopedJtdSeJNanocrystalskJ−xidationJ
StatesVJ†ahnâ��TellerJuistortionsVJVibronicJsandshapesVJandJSingletâ��TripletJSplittingsXJJournalgofg
PhysicalgChemistrygCVJ2016VJbcaVJfhbeWfhcd

3.8 52

67 uirectJabJznitioJR²etaWSSurfaceWyoppingJuynamicsXJJournalgofgChemicalgTheorygandgComputationVJ
2016VJbcVJjdfWef 6.4 34

66 πealJtimeJpropagationJofJtheJexactJtwoJcomponentJtimeWdependentJdensityJfunctionalJtheoryXJ
JournalgofgChemicalgPhysicsVJ2016VJbefVJbaebah 3.9 50

65 tanJΔuantizedJVibrationalJvffectsJseJ−btainedJfromJvhrenfestJ²ixedJΔuantumWtlassicalJ
uynamicspXJJournalgofgPhysicalgChemistrygLettersVJ2016VJhVJfbjdWfbjh 6.4 4

64 rnJatomicJorbitalJbasedJrealWtimeJtimeWdependentJdensityJfunctionalJtheoryJforJcomputingJ
electronicJcircularJdichroismJbandJspectraXJJournalgofgChemicalgPhysicsVJ2016VJbeeVJcdebac 3.9 32

63 πelativisticJTwoWtomponentJParticleWParticleJTammWuancoffJrpproximationXJJournalgofgChemicalg
TheorygandgComputationVJ2016VJbcVJfdhjWfdie 6.4 12

62 zmagingJultrafastJexcitedJstateJpathwaysJinJtransitionJmetalJcomplexesJbyJXWrayJtransientJ
absorptionJandJscatteringJusingJXWrayJfreeJelectronJlaserJsourceXJFaradaygDiscussionsVJ2016VJbjeVJgdjWgfi3.6 10

61 ΔuantumJconfinementJeffectsJonJopticalJtransitionsJinJnanodiamondsJcontainingJnitrogenJ
vacanciesXJPhysicalgReviewgBVJ2016VJjeVJ 3.3 28

60 talibrationJofJvnergyWSpecificJTuuwTJforJ²odelingJ–WedgeJXrSJSpectraJofJ ightJvlementsXJJournalg
ofgChemicalgTheorygandgComputationVJ2015VJbbVJcjjeWj 6.4 61

59 StabilityJofJtheJcomplexJgeneralizedJyartreeWwockJequationsXJJournalgofgChemicalgPhysicsVJ2015VJbecVJbfebaj3.9 25

58 πealWTimeJTuuwTJStudiesJofJvxcitonJuecayJandJTransferJinJSilverJNanowireJrrraysXJJournalgofg
PhysicalgChemistrygCVJ2015VJbbjVJgecbWgech 3.8 40

57 rJconductiveJliquidJcrystalJviaJfacileJdopingJofJanJnWtypeJbenzodifurandioneJderivativeXJJournalgofg
MaterialsgChemistrygAVJ2015VJdVJgjcjWgjde 13 14

56 TimeWdependentJnonWequilibriumJdielectricJresponseJinJΔ²ZcontinuumJapproachesXJJournalgofg
ChemicalgPhysicsVJ2015VJbecVJadebca 3.9 28

55
vnergyWSpecificJvquationWofW²otionJtoupledWtlusterJ²ethodsJforJyighWvnergyJvxcitedJStateskJ
rpplicationJtoJ–WedgeJXWrayJrbsorptionJSpectroscopyXJJournalgofgChemicalgTheorygandgComputationVJ
2015VJbbVJebegWfd

6.4 76

54 rpproximateJsinglyJexcitedJstatesJfromJaJtwoWcomponentJyartreeWwockJreferenceXJJournalgofg
ChemicalgPhysicsVJ2015VJbedVJbeebag 3.9 10

53 TheJconsequencesJofJimproperlyJdescribingJoscillatorJstrengthsJbeyondJtheJelectricJdipoleJ
approximationXJJournalgofgChemicalgPhysicsVJ2015VJbedVJcdebad 3.9 28
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52 rbJinitioJtwoWcomponentJvhrenfestJdynamicsXJJournalgofgChemicalgPhysicsVJ2015VJbedVJbbebaf 3.9 25

51 zmagingJvxcitedJ−rbitalsJofJΔuantumJuotskJvxperimentJandJvlectronicJStructureJTheoryXJJournalgofg
thegAmericangChemicalgSocietyVJ2015VJbdhVJbehedWfa 16.4 17

50 uynamicalJznvestigationsJofJznhomogeneousJVibrationalJsroadeningJinJuilutedJ²agneticJ
SemiconductorJNanocrystalsXJJournalgofgPhysicalgChemistrygCVJ2014VJbbiVJdcggWdchd 3.8 6

49 TheoreticalJtharacterizationJofJtonductionWsandJvlectronsJinJPhotodopedJandJrluminumWuopedJ
ZincJ−xideJRrZ−SJΔuantumJuotsXJJournalgofgPhysicalgChemistrygCVJ2014VJbbiVJcgfieWcgfja 3.8 29

48 NonWadiabaticJmolecularJdynamicsJinvestigationJofJphotoionizationJstateJformationJandJlifetimeJinJ
²n´†UWdopedJZn−JquantumJdotsXJPhysicalgChemistrygChemicalgPhysicsVJ2014VJbgVJbhfahWbe 3.6 21

47 vffectJofJvxcitedWStateJStructuralJπelaxationJonJ²idgapJvxcitationsJinJtocUWuopedJZn−JΔuantumJ
uotsXJJournalgofgPhysicalgChemistrygCVJ2014VJbbiVJbdbfcWbdbfg 3.8 18

46 wromJchargeWtransferJtoJaJchargeWseparatedJstatekJaJperspectiveJfromJtheJrealWtimeJTuuwTJ
excitonicJdynamicsXJPhysicalgChemistrygChemicalgPhysicsVJ2014VJbgVJceefhWgf 3.6 44

45 vffectsJofJtrystallographicJandJShapeJrnisotropiesJonJuopantWtarrierJvxchangeJznteractionsJinJ
²agneticJSemiconductorJΔuantumJuotsXJJournalgofgPhysicalgChemistrygCVJ2014VJbbiVJhgdaWhgdg 3.8 11

44 rssessmentJofJlowWscalingJapproximationsJtoJtheJequationJofJmotionJcoupledWclusterJsinglesJandJ
doublesJequationsXJJournalgofgChemicalgPhysicsVJ2014VJbebVJbgebbg 3.9 29

43 werromagneticJexcitedWstateJ²ncUJdimersJinJZnbâ��x²nxSeJquantumJdotsJobservedJbyJtimeWresolvedJ
magnetophotoluminescenceXJPhysicalgReviewgBVJ2014VJijVJ 3.3 28

42 ΔuantumJcoherentJplasmonJinJsilverJnanowireskJaJrealWtimeJTuuwTJstudyXJJournalgofgChemicalg
PhysicsVJ2014VJbeaVJceehaf 3.9 50

41 rbJinitioJnonWrelativisticJspinJdynamicsXJJournalgofgChemicalgPhysicsVJ2014VJbebVJcbebbb 3.9 19

40
rJxuidedJSelfWtonsistentWwieldJ²ethodJforJvxcitedWStateJWaveJwunctionJ−ptimizationkJrpplicationsJ
toJ igandWwieldJTransitionsJinJTransitionW²etalJtomplexesXJJournalgofgChemicalgTheorygandg
ComputationVJ2013VJjVJdjddWi

6.4 20

39 rnJefficientJmethodJforJcalculatingJdynamicalJhyperpolarizabilitiesJusingJrealWtimeJtimeWdependentJ
densityJfunctionalJtheoryXJJournalgofgChemicalgPhysicsVJ2013VJbdiVJagebae 3.9 63

38 SolventJeffectsJonJintramolecularJchargeJtransferJdynamicsJinJaJfullereneJderivativeXJJournalgofg
PhysicalgChemistrygAVJ2013VJbbhVJcgihWjb 2.8 21

37 uopingJofJfullerenesJviaJanionWinducedJelectronJtransferJandJitsJimplicationJforJsurfactantJ
facilitatedJhighJperformanceJpolymerJsolarJcellsXJAdvancedgMaterialsVJ2013VJcfVJeecfWda 24 220

36 SolutionWprocessibleJhighlyJconductingJfullerenesXJAdvancedgMaterialsVJ2013VJcfVJcefhWgb 24 113

35 ²odelingJultrafastJsolvatedJelectronicJdynamicsJusingJtimeWdependentJdensityJfunctionalJtheoryJ
andJpolarizableJcontinuumJmodelXJJournalgofgPhysicalgChemistrygAVJ2012VJbbgVJbiieWja 2.8 25
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34 SolvatedJwirstWPrinciplesJvxcitedWStateJthargeWTransferJuynamicsJwithJTimeWuependentJPolarizableJ
tontinuumJ²odelJandJSolventJuielectricJπelaxationXJJournalgofgPhysicalgChemistrygLettersVJ2012VJdVJcijiWcjae6.4 31

33 werromagnetismJinJpWTypeJ²anganeseWuopedJZincJ−xideJΔuantumJuotsXJJournalgofgPhysicalg
ChemistrygLettersVJ2012VJdVJbdheWia 6.4 19

32 ²echanismsJofJbridgeWmediatedJelectronJtransferkJaJTuuwTJelectronicJdynamicsJstudyXJJournalgofg
ChemicalgPhysicsVJ2012VJbdhVJccrfbc 3.9 17

31 −rbitalJpathwaysJforJ²ncUWcarrierJspâ��dJexchangeJinJdilutedJmagneticJsemiconductorJquantumJ
dotsXJPhysicalgReviewgBVJ2011VJieVJ 3.3 47

30 vnergyWSpecificJ inearJπesponseJTuywZTuuwTJforJtalculatingJyighWvnergyJvxcitedJStatesXJJournalg
ofgChemicalgTheorygandgComputationVJ2011VJhVJdfeaWh 6.4 83

29 −nJtheJgaugeJinvarianceJofJnonperturbativeJelectronicJdynamicsJusingJtheJtimeWdependentJ
yartreeWwockJandJtimeWdependentJ–ohnWShamXJJournalgofgChemicalgPhysicsVJ2011VJbdfVJbgebab 3.9 40

28 tharacterizationJofJvxcitedWStateJ²agneticJvxchangeJinJ²ncUWuopedJZn−JΔuantumJuotsJUsingJ
TimeWuependentJuensityJwunctionalJTheoryXJJournalgofgPhysicalgChemistrygCVJ2011VJbbfVJcajigWcajjb 3.8 15

27 UltrafastJtoherentJvlectronWyoleJSeparationJuynamicsJinJaJwullereneJuerivativeXJJournalgofgPhysicalg
ChemistrygLettersVJ2011VJcVJbbijWjc 6.4 48

26 −penWsystemJelectronicJdynamicsJandJthermalizedJelectronicJstructureXJJournalgofgChemicalgPhysicsVJ
2011VJbdeVJacebbi 3.9 11

25 vfficientJfirstWprinciplesJelectronicJdynamicsXJJournalgofgChemicalgPhysicsVJ2011VJbdeVJbiebac 3.9 54

24 SurfaceJhoppingJwithJvhrenfestJexcitedJpotentialXJJournalgofgChemicalgPhysicsVJ2011VJbdfVJbeebac 3.9 40

23 vxcitedWStateJuoubleJvxchangeJinJ²anganeseWuopedJZn−JΔuantumJuotskJrJTimeWuependentJ
uensityWwunctionalJStudyXJJournalgofgPhysicalgChemistrygLettersVJ2010VJbVJbjchWbjdb 6.4 18

22
TimeWdependentJdensityJfunctionalJtheoryJcalculationsJofJvhrenfestJdynamicsJofJlaserJcontrolledJ
dissociationJofJN−UkJpulseJlengthJandJsequentialJmultipleJsingleWphotonJprocessesXJJournalgofg
PhysicalgChemistrygAVJ2010VJbbeVJgcabWg

2.8 29

21
vhrenfestJdynamicsJwithJaJtimeWdependentJdensityWfunctionalWtheoryJcalculationJofJlifetimesJandJ
resonantJwidthsJofJchargeWtransferJstatesJofJ iUJnearJanJaluminumJclusterJsurfaceXJPhysicalgReviewg
AVJ2009VJiaVJ

2.6 32

20 thargeWcontrolledJmagnetismJinJcolloidalJdopedJsemiconductorJnanocrystalsXJNatureg
NanotechnologyVJ2009VJeVJgibWh 28.7 135

19  aserWcontrolledJdissociationJofJtcycRcUSkJvhrenfestJdynamicsJusingJtimeWdependentJdensityJ
functionalJtheoryXJJournalgofgPhysicalgChemistrygAVJ2009VJbbdVJdegdWj 2.8 15

18 SingletWTripletJTransitionsJinJπealWTimeJTimeWuependentJyartreeWwockZuensityJwunctionalJTheoryXJ
JournalgofgChemicalgTheorygandgComputationVJ2009VJfVJcebfWj 6.4 43

17 TheoreticalJtharacterizationJofJvlectronicJTransitionsJinJtocUWJandJ²ncUWuopedJZn−JNanocrystalsXJ
JournalgofgPhysicalgChemistrygCVJ2009VJbbdVJihbaWihbh 3.8 45
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16 znvestigationJofJpureJandJtocUWdopedJZn−JquantumJdotJelectronicJstructuresJusingJtheJdensityJ
functionalJtheorykJchoosingJtheJrightJfunctionalXJNewgJournalgofgPhysicsVJ2008VJbaVJaffabd 2.9 54

15 ²odelingJtheJdoublyJexcitedJstateJwithJtimeWdependentJyartreeWwockJandJdensityJfunctionalJ
theoriesXJJournalgofgChemicalgPhysicsVJ2008VJbcjVJcaebah 3.9 49

14 NumericalJsimulationJofJnonadiabaticJelectronJexcitationJinJtheJstrongWfieldJregimeXJdXJPolyaceneJ
neutralsJandJcationsXJJournalgofgPhysicalgChemistrygAVJ2007VJbbbVJgjcaWdc 2.8 20

13 TimeWdependentJdensityJfunctionalJtheoryJvhrenfestJdynamicskJcollisionsJbetweenJatomicJoxygenJ
andJgraphiteJclustersXJJournalgofgChemicalgPhysicsVJ2007VJbcgVJbdedah 3.9 120

12 rbJinitioJtimeWresolvedJdensityJfunctionalJtheoryJforJlifetimesJofJexcitedJadsorbateJstatesJatJmetalJ
surfacesXJChemicalgPhysicsgLettersVJ2007VJedjVJbjjWcad 2.5 33

11 vlectronicJopticalJresponseJofJmoleculesJinJintenseJfieldskJcomparisonJofJTuWywVJTuWtzSVJandJ
TuWtzSRuSJapproachesXJJournalgofgChemicalgPhysicsVJ2007VJbcgVJceebba 3.9 84

10 vnergyWπepresentedJuirectJznversionJinJtheJzterativeJSubspaceJwithinJaJyybridJxeometryJ
−ptimizationJ²ethodXJJournalgofgChemicalgTheorygandgComputationVJ2006VJcVJidfWj 6.4 324

9 rJnumericalJsimulationJofJnonadiabaticJelectronJexcitationJinJtheJstrongJfieldJregimekJ inearJ
polyenesXJJournalgofgPhysicalgChemistrygAVJ2005VJbajVJfbhgWif 2.8 29

8 NumericalJsimulationJofJnonadiabaticJelectronJexcitationJinJtheJstrongJfieldJregimeXJcXJ inearJ
polyeneJcationsXJJournalgofgPhysicalgChemistrygAVJ2005VJbajVJbafchWde 2.8 25

7 rJtimeWdependentJyartreeWwockJapproachJforJstudyingJtheJelectronicJopticalJresponseJofJmoleculesJ
inJintenseJfieldsXJPhysicalgChemistrygChemicalgPhysicsVJ2005VJhVJcddWj 3.6 159

6 rbJinitioJvhrenfestJdynamicsXJJournalgofgChemicalgPhysicsVJ2005VJbcdVJaiebag 3.9 269

5 uensityJmatrixJsearchJusingJdirectJinversionJinJtheJiterativeJsubspaceJasJaJlinearJscalingJalternativeJ
toJdiagonalizationJinJelectronicJstructureJcalculationsXJJournalgofgChemicalgPhysicsVJ2003VJbbjVJhgfbWhgfi3.9 51

4 xlyoxalJphotodissociationXJzzXJrnJabJinitioJdirectJclassicalJtrajectoryJstudyJofJtcyc−cWot−Uyct−XJ
JournalgofgChemicalgPhysicsVJ2001VJbbfVJgjahWgjbc 3.9 18

3 xlyoxalJphotodissociationXJrnJabJinitioJdirectJclassicalJtrajectoryJstudyJofJtcyc−cWoycUcJt−XJJournalg
ofgChemicalgPhysicsVJ2001VJbbeVJiijhWijae 3.9 33

2
rbJinitioJmolecularJdynamicsJstudiesJofJtheJphotodissociationJofJformaldehydeVJyct−WoycUt−kJ
uirectJclassicalJtrajectoryJcalculationsJbyJ²PcJandJdensityJfunctionalJtheoryXJJournalgofgChemicalg
PhysicsVJ2000VJbbdVJbaagcWbaagh

3.9 119

1 SimulatingJvffectiveJΔvuJonJΔuantumJtomputersXJQuantumgwgthegOpengJournalgforgQuantumgScience
VgVJgcc 0

List of Publications

11


