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l Paper IF Citations

216 jαiaΠatiΣEpotβntialEβnβrgyEsurπaΣβsEanαEphotoαissoΣiationEmβΣhanismsEπorEhighlyEβxΣitβαEstatβsEoπE
qXxTEChinesemJournalmofmChemicalmPhysicsRE2022REY[REWVZSWW] 0.9

215
{βaΣtionEyathwayElontrolEviaE{βaΣtantEViΠrationalEnxΣitationEanαErmpaΣtEonEyroαuΣtEViΠrationalE
mistriΠutionscE~hβExEQEqxESgExqEQExEjtmosphβriΣE{βaΣtionTTEJournalmofmPhysicalmChemistrymLettersRE
2022REWa^XSWa^a

6.4 0

214 }tβrβoαynamiΣalElontrolEoπElolαElollisionsEoπEyolyatomiΣEvolβΣulβsEwithEjtomsTTEJournalmofm
PhysicalmChemistrymLettersRE2022REW^^^SW^aZ 6.4 1

213 ViΠrationallyEβxΣitβαEmolβΣularEhyαrogβnEproαuΣtionEπromEthβEwatβrEphotoΣhβmistryTENaturem
CommunicationsRE2021REWXRE]YVY 17.4 3

212 zuantumEmynamiΣsEoπE{otationalEnnβrgyE~ransπβrEyroΣβssβsEπorEwSqoEanαEwSmoE}ystβmsTEJournalmofm
PhysicalmChemistrymARE2021REWX[REYZbSY[[ 2.8 0

211 zuantumEαynamiΣsEoπEthβEβnβrgyEtransπβrEπorEviΠrationallyEβxΣitβαEqoENvEfE^OEΣolliαingEwithEmENvEfEVOcE
~hβoryEassβssingEβxpβrimβntTEJournalmofmChemicalmPhysicsRE2021REW[ZREWWZYVY 3.9 0

210 rntβraΣtionSjsymptotiΣE{βgionEmβΣompositionEvβthoαEπorEaE~riatomiΣE{βaΣtivβE}ΣattβringEwithE
}ymmβtryEjαoptionTEJournalmofmPhysicalmChemistrymARE2021REWX[REXZ]VSXZ^W 2.8 1

209 ~hrββEΠoαyEphotoαissoΣiationEoπEthβEwatβrEmolβΣulβEanαEitsEimpliΣationsEπorEprβΠiotiΣEoxygβnE
proαuΣtionTENaturemCommunicationsRE2021REWXREXZ^] 17.4 6

208 yrβΣisionEtβstEoπEstatistiΣalEαynamiΣsEwithEstatβStoSstatβEultraΣolαEΣhβmistryTENatureRE2021RE[bYREY^bSYaZ50.4 21

207 }trongEisotopβEβππβΣtEinEthβEV–VEphotoαissoΣiationEoπEqxmcEjEpossiΠlβEoriginEoπEmUqEisotopβE
hβtβrogβnβityEinEthβEsolarEnβΠulaTESciencemAdvancesRE2021RE^RE 14.3 2

206 {otationalEvoαulationEoπEhS}tatβEyhotoαissoΣiationEoπEqlxEviaE{βnnβrS~βllβrEwonaαiaΠatiΣE
~ransitionsTEJournalmofmPhysicalmChemistrymLettersRE2021REWXRE][aXS][aa 6.4 1

205
oullSmimβnsionalEploΠalEyotβntialEnnβrgyE}urπaΣβEπorEthβEt{ΠEQEt{ΠESgEt{ΠPESgEtEQE{ΠE{βaΣtionEwithE
jΣΣuratβEuongS{angβErntβraΣtionsEanαEzuantumE}tatistiΣalElalΣulationEoπEthβEyroαuΣtE}tatβE
mistriΠutionEunαβrE–ltraΣolαElonαitionsTEJournalmofmPhysicalmChemistrymARE2021REWX[RE]WbaS]XV]

2.8 2

204 rnsightsEintoEthβEoormationEoπEqyαroxylE{aαiΣalsEwithEwonthβrmalEViΠrationalEnxΣitationEinEthβE
vβinβlEjirglowTEJournalmofmPhysicalmChemistrymLettersRE2021REWXREWaXXSWaXa 6.4 2

203 rntβraΣtionSjsymptotiΣE{βgionEmβΣompositionEvβthoαEπorEanErnsβrtionE{βaΣtioncEjppliΣationEtoEthβE
}NmOEQEqE{βaΣtionTEJournalmofmPhysicalmChemistrymARE2021REWX[REXVV^SXVWa 2.8 2

202 }pontanβousEyolarityEolippingEinEaEXmEqβtβroΠilayβrErnαuΣβαEΠyEoluΣtuatingErntβrπaΣialElarriβrE
olowsTENanomLettersRE2021REXWRE]^^YS]^aV 11.5 1

201 jE~imβSrnαβpβnαβntEzuantumEjpproaΣhEtoE{oSviΠrationallyErnβlastiΣE}ΣattβringEΠβtwββnEjtomsE
anαE~riatomiΣEvolβΣulβsTEJournalmofmPhysicalmChemistrymARE2021REWX[RE]a]ZS]a^W 2.8 2

200 jEπullSαimβnsionalEaΠEinitioEintβrmolβΣularEpotβntialEβnβrgyEsurπaΣβEanαEroviΠrationalEspβΣtraEπorE
xlSqoEanαExlSmoTEJournalmofmChemicalmPhysicsRE2021REW[[REVaZYVX 3.9 0
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199
~hβorβtiΣalEqEQExEratβEΣoβππiΣiβntsEπromEringEpolymβrEmolβΣularEαynamiΣsEonEanEaΣΣuratβEgloΠalE
potβntialEβnβrgyEsurπaΣβcEassβssingEβxpβrimβntalEunΣβrtaintiβsTEPhysicalmChemistrymChemicalmPhysicsRE
2021REXYREYYVVSYYWV

3.6 3

198 wonaαiaΠatiΣEnlβΣtroniΣEnnβrgyE~ransπβrEinEthβElhβmiΣalExxygβnSroαinβEuasβrcEyowβrβαEΠyE
mβrivativβElouplingEorE}pinSxrΠitElouplinghTEJournalmofmPhysicalmChemistrymLettersRE2020REWWREZ^]aSZ^^Y 6.4 7

197 jEthβorβtiΣalEstuαyEonEquantumEαynamiΣsEoπEβnβrgyEtransπβrEπorEqoEΣolliαingEwithEmXTEEuropeanm
PhysicalmJournalmDRE2020RE^ZREW 1.3 2

196 jEploΠalEoullSmimβnsionalEyotβntialEnnβrgyE}urπaΣβEπorEthβEt{ΠElomplβxEanαErtsEuiπβtimβTEJournalmofm
PhysicalmChemistrymLettersRE2020REWWREX]V[SX]WV 6.4 12

195 }tatistiΣalEquantumEmβΣhaniΣalEapproaΣhEtoEαiatomSαiatomEΣapturβEαynamiΣsEanαEappliΣationEtoE
ultraΣolαEt{ΠEQEt{ΠErβaΣtionTEJournalmofmChemicalmPhysicsRE2020REW[XREXZWWVY 3.9 10

194 jEπullSαimβnsionalEaΠEinitioEintβrmolβΣularEpotβntialEβnβrgyEsurπaΣβEanαEroSviΠrationalEspβΣtraEπorE
wSqoEanαEwSmoTEJournalmofmChemicalmPhysicsRE2020REW[XREVaZYVZ 3.9 1

193 vβΣhanismsEoπExxygβnEyassivationEonE}urπaΣβEmβπβΣtsEinEvjyΠrYE{βvβalβαEΠyEoirstSyrinΣiplβsE
}tuαyTEJournalmofmPhysicalmChemistrymCRE2020REWXZREY^YWSY^Y^ 3.8 4

192 loΠaltUzinΣEαualSsitβsEΣoorαinatβαEwithEnitrogβnEinEnanoπiΠβrsEβnaΠlingEβππiΣiβntEanαEαuraΠlβE
oxygβnErβαuΣtionErβaΣtionEinEaΣiαiΣEπuβlEΣβllsTEJournalmofmMaterialsmChemistrymARE2020REaREY]a]SY]bW 13 42

191 voαβE}pβΣiπiΣityEinEthβExqEQEqxESgEqxEQExE{βaΣtioncEnnhanΣβmβntEoπE{βaΣtivityEΠyEnxΣitingEaE
}pβΣtatorEvoαβTEJournalmofmthemAmericanmChemicalmSocietyRE2020REWZXREYYYWSYYY[ 16.4 24

190 mynamiΣsE}tuαiβsEoπExXElollisionEonEytNWWWOE–singEaEploΠalEyotβntialEnnβrgyE}urπaΣβTEJournalmofm
PhysicalmChemistrymCRE2020REWXZREWV[^YSWV[aY 3.8 4

189 rnsightsEintoEthβEvβΣhanismEoπEwonaαiaΠatiΣEyhotoαissoΣiationEπromEyroαuΣtEViΠrationalE
mistriΠutionsTE~hβE{βmarkaΠlβElasβEoπEyhβnolTEJournalmofmPhysicalmChemistrymLettersRE2020REWWREWbWSWba 6.4 15

188 }tatβStoSstatβEΣhβmiΣalEkinβtiΣEmβΣhanismEπorEqoEΣhβmiΣalElasβrsTECombustionmTheorymandmModellingRE
2020REXZREWXbSWZW 1.5 2

187 WatβrEyhotolysisEanαErtsElontriΠutionsEtoEthβEqyαroxylEmayglowEnmissionsEinEthβEjtmosphβrβsEoπE
narthEanαEvarsTEJournalmofmPhysicalmChemistrymLettersRE2020REWWREbVa]SbVbX 6.4 9

186 yroΠingEthβEyotβntialEnnβrgyE}urπaΣβsEoπEkrlwEΠyEmissoΣiativβEnlβΣtronEjttaΣhmβntTEJournalmofm
PhysicalmChemistrymLettersRE2020REWWREbWWVSbWW] 6.4 1

185 ~hβorβtiΣalErnvβstigationsEoπE{atβEloβππiΣiβntsEπorEqEQExEanαEqxEQExE{βaΣtionsEonEaE
oullSmimβnsionalEyotβntialEnnβrgyE}urπaΣβTEJournalmofmPhysicalmChemistrymARE2020REWXZRE]ZX^S]ZY^ 2.8 12

184 xriginEoπEthβEGoααGEΠβhaviorEinEthβEultraviolβtEphotoΣhβmistryEoπEozonβTEProceedingsmofmthemNationalm
AcademymofmSciencesmofmthemUnitedmStatesmofmAmericaRE2020REWW^REXWV][SXWV]b 11.5 5

183 jαvanΣβsEanαEwβwElhallβngβsEtoEkimolβΣularE{βaΣtionEmynamiΣsE~hβoryTEJournalmofmPhysicalm
ChemistrymLettersRE2020REWWREaaZZSaa]V 6.4 27

182 nlβΣtroniΣallyEnxΣitβαExqE}upβrSrotorsEπromEWatβrEyhotoαissoΣiationEΠyE–singEVaΣuumE–ltraviolβtE
orββSnlβΣtronEuasβrEyulsβsTEJournalmofmPhysicalmChemistrymLettersRE2020REWWRE^]W^S^]XY 6.4 9
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181 lomputationalEαβtβrminationEoπEΠinαingEmoαβsEoπEXSaΣβtoxyphβnylhβptSXSynylEsulπiαβEtoE
ΣyΣlooxygβnasβSXTEJournalmofmBiomolecularmStructuremandmDynamicsRE2020REYaREY]ZaSY][a 3.6 1

180 jquβousE}βlπSjssβmΠlyEoπEjmphiphiliΣElyΣliΣEkrushEkloΣkElopolymβrsEasEjsymmβtryS~unaΠlβE
kuilαingEkloΣksTEMacromoleculesRE2019RE[XRE^VZXS^V[W 5.5 9

179
missβΣtionEoπEthβEmultiΣhannβlErβaΣtionEoπEaΣβtylβnβEwithEatomiΣEoxygβncEπromEthβEgloΠalEpotβntialE
βnβrgyEsurπaΣβEtoEratβEΣoβππiΣiβntsEanαEΠranΣhingEαynamiΣsTEPhysicalmChemistrymChemicalmPhysicsRE
2019REXWREWZVaSWZW]

3.6 3

178 volβΣularEinsightEintoEΣhymotrypsinEinhiΠitorEXErβsistingEprotβolytiΣEαβgraαationTEPhysicalmChemistrym
ChemicalmPhysicsRE2019REXWRE[VZbS[V[a 3.6 3

177 oirstSprinΣiplβsEαynamiΣsEoπEΣollisionalEintβrsystβmEΣrossingcErβsonanΣβEβnhanΣβαEquβnΣhingEoπElNmOE
ΠyEwTEPhysicalmChemistrymChemicalmPhysicsRE2019REXWREa]Z[Sa][Y 3.6 6

176 uinkingEinhiΠitorEmotionsEtoEprotβolytiΣEstaΠilityEoπEsunπlowβrEtrypsinEinhiΠitorSWTTERSCmAdvancesRE
2019REbREWY^^]SWY^a] 3.7 2

175 jnEaΠEinitioEΠasβαEπullSαimβnsionalEpotβntialEβnβrgyEsurπaΣβEπorExqEQExhEqxEanαElowSlyingE
viΠrationalElβvβlsEoπEqxTEPhysicalmChemistrymChemicalmPhysicsRE2019REXWREWY^]]SWY^^[ 3.6 8

174 jnomalousEkinβtiΣsEoπEthβErβaΣtionEΠβtwββnExqEanαEqxEonEanEaΣΣuratβEtriplβtEstatβEpotβntialE
βnβrgyEsurπaΣβTEPhysicalmChemistrymChemicalmPhysicsRE2019REXWREWX]]^SWX]^[ 3.6 19

173 jEnβwEπullSαimβnsionalEaΠEinitioEintβrmolβΣularEpotβntialEβnβrgyEsurπaΣβEanαEviΠrationalEstatβsEπorE
NqoOEanαENmoOTEJournalmofmChemicalmPhysicsRE2019REW[VREW[ZYVX 3.9 11

172 qyαroxylEsupβrErotorsEπromEvaΣuumEultraviolβtEphotoαissoΣiationEoπEwatβrTENaturemCommunicationsRE
2019REWVREWX[V 17.4 21

171 jnEintβraΣtionSasymptotiΣErβgionEαβΣompositionEmβthoαEπorEgβnβralEstatβStoSstatβErβaΣtivβE
sΣattβringsTEJournalmofmChemicalmPhysicsRE2019REW[VREWYZWV[ 3.9 14

170 wonaαiaΠatiΣEmynamiΣsEinEyhotoαissoΣiationEoπEqyαroxymβthylEinEthβEYjNYpEOE{yαΠβrgE}tatβcEjE
winβSmimβnsionalEzuantumE}tuαyTEJournalmofmPhysicalmChemistrymARE2019REWXYREWbY^SWbZZ 2.8 7

169
jEnovβlEphosphotungstiΣEaΣiαSsupportβαEsinglβEmβtalEatomEΣatalystEwithEhighEaΣtivityEanαE
sβlβΣtivityEπorEthβEsynthβsisEoπEwqYEπromEβlβΣtroΣhβmiΣalEwXErβαuΣtioncEaEmo~EprβαiΣtionTEJournalmofm
MaterialsmChemistrymARE2019RE^REWbaYaSWbaZ[

13 40

168 krβakαownEoπEβnβrgyEtransπβrEgapElawsErβvβalβαEΠyEπullSαimβnsionalEquantumEsΣattβringEΠβtwββnE
qoEmolβΣulβsTENaturemCommunicationsRE2019REWVREZ][a 17.4 7

167 rαβntiπiΣationEoπEthβEkanαEpapEnnβrgyEoπE~woSαimβnsionalENxjONvjOyΠrEyβrovskitβEwithEupEtoEWVE
uayβrsTEJournalmofmPhysicalmChemistrymLettersRE2019REWVRE^VX[S^VYV 6.4 11

166 mynamiΣalEintβrπβrβnΣβEinEthβEviΠroniΣEΠonαEΠrβakingErβaΣtionEoπEqlxTESciencemAdvancesRE2019RE[REβaauV[aX14.3 7

165 zuantumEαynamiΣsEoπEviΠrationSviΠrationEβnβrgyEtransπβrEπorEviΠrationallyEβxΣitβαEqoEΣolliαingEwithE
qTEJournalmofmComputationalmChemistryRE2019REZVREWVaZSWVbV 3.5 7

164 zuantumEαynamiΣsEoπEllqxEphotoαβtaΣhmβntcErsotopβEβππβΣtEanαEimpaΣtEoπEanionEviΠrationalE
βxΣitationTEJournalmofmChemicalmPhysicsRE2018REWZaREV]ZYV[ 3.9 4
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163 jEπullSαimβnsionalEaΠEinitioEpotβntialEβnβrgyEsurπaΣβEanαEroviΠrationalEβnβrgiβsEoπEthβEjrâ��qoE
ΣomplβxTEMolecularmPhysicsRE2018REWW]REaY[SaZX 1.7 6

162 }ignaturβsEoπEaEloniΣalErntβrsβΣtionEinEjαiaΠatiΣEmissoΣiationEonEthβEprounαEnlβΣtroniΣE}tatβTE
JournalmofmthemAmericanmChemicalmSocietyRE2018REWZVREWba]SWbab 16.4 31

161 jnEimprovβαEΣouplβαSstatβsEapproximationEinΣluαingEthβEnβarβstEnβighΠorEloriolisEΣouplingsEπorE
αiatomSαiatomEinβlastiΣEΣollisionTEJournalmofmChemicalmPhysicsRE2018REWZaREVaZWVW 3.9 12

160 waturβEoπEyhotoinαuΣβαEzuβnΣhingE~rapsEinEvβthylammoniumEuβaαE~riioαiαβEyβrovskitβE{βvβalβαE
ΠyE{βvβrsiΠlβEyhotoluminβsΣβnΣβEmβΣlinβTEACSmPhotonicsRE2018RE[REXVYZSXVZY 6.3 36

159 yrβΣisβlyElontrollβαErnΣorporationEoπEmrugEwanopartiΣlβsEinEyolymβrEVβsiΣlβsEΠyEjmphiphiliΣE
lopolymβrE~βthβrsTEMacromoleculesRE2018RE[WRE]aWVS]aW^ 5.5 9

158 }inglβEatomEαβtaΣhmβntEπromEluEΣlustβrsREanαEαiππusionEanαEtrappingEonElβxNWWWOcEimpliΣationsEinE
xstwalαEripβningEanαEatomiΣErβαispβrsionTENanoscaleRE2018REWVREW^abYSW^bVW 7.7 25

157 ViΠrationalEβnhanΣβmβntEinEthβEαynamiΣsEoπEammoniaEαissoΣiativβEΣhβmisorptionEonE{uNVVVWOTE
JournalmofmChemicalmPhysicsRE2018REWZbREVZZ^VY 3.9 14

156 }tatβStoSstatβEphotoαissoΣiationEαynamiΣsEoπEthβEwatβrEmolβΣulβTEWileymInterdisciplinarymReviews:m
ComputationalmMolecularmScienceRE2018REaREβWY[V 7.9 20

155 lovβrErmagβREVolumβEaRErssuβEXTEWileymInterdisciplinarymReviews:mComputationalmMolecularmScienceRE
2018REaREβWY]X 7.9 1

154 yrβαiΣtβαEinπrarβαEspβΣtraEinEthβEqoEstrβtΣhingEΠanαEoπEthβEqSqoEΣomplβxTEJournalmofmChemicalm
PhysicsRE2018REWZbREVbZYV^ 3.9 6

153 voαiπiβαEpaussianEWavβEyaΣkβtEvβthoαEπorElalΣulatingErnitialE}tatβEWavβEounΣtionsEinE
yhotoαissoΣiationTEJournalmofmChemicalmTheorymandmComputationRE2018REWZRE[[X^S[[YZ 6.4 2

152 zuantumEwavβpaΣkβtEmβthoαEπorEstatβStoSstatβErβaΣtivβEΣrossEsβΣtionsEinEhypβrsphβriΣalE
ΣoorαinatβsTEJournalmofmChemicalmPhysicsRE2018REWZbREW^ZWVY 3.9 11

151 lomΠinβαEvolβΣularEmynamiΣsEanαEloorαinatβEmrivingEvβthoαEπorEjutomatiΣE{βaΣtionEyathwayE
}βarΣhEoπE{βaΣtionsEinE}olutionTEJournalmofmChemicalmTheorymandmComputationRE2018REWZRE[^a^S[^b] 6.4 13

150 wonaαiaΠatiΣEnππβΣtEinEyhotoαissoΣiationEmynamiΣsEoπE~hiophβnolEviaEthβEˇ�ˇ�PE}tatβTEJournalmofm
PhysicalmChemistrymARE2018REWXXRE[Y^[S[YaX 2.8 6

149 jEπullSαimβnsionalEpotβntialEβnβrgyEsurπaΣβEanαEquantumEαynamiΣsEoπEinβlastiΣEΣollisionEproΣβssEπorE
qSqoTEJournalmofmChemicalmPhysicsRE2018REWZaREWaZYVW 3.9 13

148 mynamiΣsEoπEΣarΠonEmonoxiαβEαissoΣiationEonEloNWWX[ΣomΠiningEmaΣron₂VOTEPhysicalmChemistrym
ChemicalmPhysicsRE2017REWbREWXaX]SWXaY^ 3.6 8

147 jEgloΠalEΣouplβαEΣlustβrEpotβntialEβnβrgyEsurπaΣβEπorEqllEQExqEeSgEllEQEqxTEPhysicalmChemistrym
ChemicalmPhysicsRE2017REWbREb^^VSb^^^ 3.6 13

146 ~hrββSmimβnsionalEmiaΠatiΣEyotβntialEnnβrgyE}urπaΣβsEπorEthβEyhotoαissoΣiationEoπE~hiophβnolTE
JournalmofmPhysicalmChemistrymARE2017REWXWREaZYXSaZYb 2.8 11

(2017-2018)
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145 wanopartiΣlβEβnΣapsulationEinEvβsiΣlβsEπormβαEΠyEamphiphiliΣEαiΠloΣkEΣopolymβrsTESoftmMatterRE2017
REWYRE^aZVS^aZ^ 3.6 17

144 jΣΣuratβEmβtβrminationEoπE~unnβlingSjππβΣtβαE{atβEloβππiΣiβntscE~hβoryEjssβssingEnxpβrimβntTE
JournalmofmPhysicalmChemistrymLettersRE2017REaREYYbXSYYb^ 6.4 19

143 zuantumEαynamiΣsEoπEpolyatomiΣEαissoΣiativβEΣhβmisorptionEonEtransitionEmβtalEsurπaΣβscEmoαβE
spβΣiπiΣityEanαEΠonαEsβlβΣtivityTEChemicalmSocietymReviewsRE2016REZ[REY]XWSZV 58.5 117

142 wonaαiaΠatiΣE~unnβlingEinEyhotoαissoΣiationEoπEyhβnolTEJournalmofmthemAmericanmChemicalmSocietyRE
2016REWYaRE^aXaSYW 16.4 102

141 jmiαβE{otationEqinαranΣβEyrβαiΣtsEyrotβolytiΣE{βsistanΣβEoπElystinβStnotEyβptiαβsTEJournalmofm
PhysicalmChemistrymLettersRE2016RE^REWWYaSZX 6.4 5

140 {atβEloβππiΣiβntsEoπEthβEqllEQExqESgEllEQEqXxE{βaΣtionEπromE{ingEyolymβrEvolβΣularEmynamiΣsTE
JournalmofmPhysicalmChemistrymARE2016REWXVREYZYYSZV 2.8 30

139 oullSmimβnsionalEzuantumEmynamiΣsEoπEViΠrationalEvβαiatβαEyhotoαissoΣiationEoπEqxmEinErtsEkE
kanαTEJournalmofmPhysicalmChemistrymARE2015REWWbREWXV]XS^X 2.8 8

138 }tatβStoSstatβErβaΣtionEαynamiΣsEπorEthβErβaΣtionsEoπEatomEwEwithEraαiΣalsTEInternationalmJournalmofm
QuantummChemistryRE2015REWW[RE[b]S]V] 2.1 0

137 }ixSαimβnsionalEquantumEαynamiΣsEoπEαissoΣiativβEΣhβmisorptionEoπEqXEonEloNVVVWOEonEanEaΣΣuratβE
gloΠalEpotβntialEβnβrgyEsurπaΣβTEPhysicalmChemistrymChemicalmPhysicsRE2015REW^REXYYZ]S[[ 3.6 20

136 jEpβrmutationallyEinvariantEπullSαimβnsionalEaΠEinitioEpotβntialEβnβrgyEsurπaΣβEπorEthβEaΠstraΣtionE
anαEβxΣhangβEΣhannβlsEoπEthβEqEQElqZEsystβmTEJournalmofmChemicalmPhysicsRE2015REWZXREXVZYVX 3.9 59

135 vβΣhanistiΣEinsightsEintoEaEΣlassiΣEwonαβrEαrugSSaspirinTEJournalmofmthemAmericanmChemicalmSocietyRE
2015REWY^RE^VSY 16.4 50

134 }itβSspβΣiπiΣEαissoΣiationEαynamiΣsEoπEqXUmXEonEjgNWWWOEanαEloNVVVWOEanαEthβEvaliαityEoπEthβE
sitβSavβragingEmoαβlTEJournalmofmChemicalmPhysicsRE2015REWZYREWWZ^V] 3.9 30

133 lommuniΣationcExnEthβEΣompβtitionEΠβtwββnEaαiaΠatiΣEanαEnonaαiaΠatiΣEαynamiΣsEinEviΠrationallyE
mβαiatβαEammoniaEphotoαissoΣiationEinEitsEjEΠanαTEJournalmofmChemicalmPhysicsRE2015REWZXREVbWWVW 3.9 26

132 }ignaturβsEoπEnonSaαiaΠatiΣEαynamiΣsEinEthβEπinβSstruΣturβEstatβEαistriΠutionsEoπEthβExqN¹EUˆ�OE
proαuΣtsEinEthβEkSΠanαEphotoαissoΣiationEoπEqXxTEJournalmofmChemicalmPhysicsRE2015REWZXREWXZYW^ 3.9 19

131 ~hβorβtiΣalEstuαyEoπEthβEstatβStoSstatβEphotoαissoΣiationEαynamiΣsEoπEthβEviΠrationallyEβxΣitβαE
watβrEmolβΣulβEinEthβEkEΠanαTEJournalmofmPhysicalmChemistrymARE2014REWWaREbXXVS^ 2.8 8

130 jnEβxpβrimβntalEanαEthβorβtiΣalEinvβstigationEoπEthβEwNâ�·}OEQElâ��N´„˛£gQOErβaΣtionEatElowEtβmpβraturβTE
PhysicalmChemistrymChemicalmPhysicsRE2014REW]REWZXWXSb 3.6 15

129 oullSmimβnsionalEzuantumE}tatβStoS}tatβEwonaαiaΠatiΣEmynamiΣsEπorEyhotoαissoΣiationEoπE
jmmoniaEinEitsEjSkanαTEJournalmofmPhysicalmChemistrymLettersRE2014RE[REWV[[S]V 6.4 44

128
lommuniΣationcE{igorousEquantumEαynamiΣsEoπExEQExXEβxΣhangβErβaΣtionsEonEanEaΠEinitioE
potβntialEβnβrgyEsurπaΣβEsuΠstantiatβEthβEnβgativβEtβmpβraturβEαβpβnαβnΣβEoπEratβEΣoβππiΣiβntsTE
JournalmofmChemicalmPhysicsRE2014REWZWREVaWWVX

3.9 30

Daiqian Xie
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127 qighSuβvβlREoirstSyrinΣiplβsREoullSmimβnsionalEzuantumElalΣulationEoπEthβE{oSviΠrationalE}pβΣtrumE
oπEthβE}implβstElriβgββErntβrmβαiatβENlqXxxOTEJournalmofmPhysicalmChemistrymLettersRE2014RE[REXY]ZSb 6.4 79

126 }tatβStoSstatβEquantumEαynamiΣsEoπEthβEwNZ}OEQElXNNtilαβ{¹}OEW˛£QOESgElwNNtilαβ{¹}OEX˛£QOEQElNYyOE
rβaΣtionTETheoreticalmChemistrymAccountsRE2014REWYYREW 1.9 2

125 missoΣiativβEΣhβmisorptionEαynamiΣsEoπEsmallEmolβΣulβsEonEmβtalEsurπaΣβsTESciencemChinamChemistryRE
2014RE[^REa^Sbb 7.9 1

124
oullSαimβnsionalEquantumEαynamiΣsEoπEviΠrationallyEmβαiatβαEphotoαissoΣiationEoπEwqYEanαEwmYE
onEΣouplβαEaΠEinitioEpotβntialEβnβrgyEsurπaΣβscEaΠsorptionEspβΣtraEanαEwqXNˆ�NXOjWOUwqXN¹ENXOkWOE
ΠranΣhingEratiosTEJournalmofmPhysicalmChemistrymARE2014REWWaREWWbX]SYZ

2.8 25

123 jEtriΠutβEtoEpuosβnEÃanTETheoreticalmChemistrymAccountsRE2014REWYYREW 1.9

122 yroαuΣtEπinβSstruΣturβErβsolvβαEphotoαissoΣiationEαynamiΣscEthβEjEΠanαEoπEqXxTEJournalmofm
ChemicalmPhysicsRE2014REWZVREVXZYWV 3.9 19

121 uowEtβmpβraturβEratβEΣonstantsEπorEthβEwNZ}OEQElqN¹X˛ rOErβaΣtionTErmpliΣationsEπorEwXEπormationE
ΣyΣlβsEinEαβnsβEintβrstβllarEΣlouαsTEPhysicalmChemistrymChemicalmPhysicsRE2013REW[REWYaaaSb] 3.6 28

120 rntβraΣtionEspβΣiπiΣEΠinαingEhotspotsEinEnnαonuΣlβasβEΣoliΣinSimmunityEprotβinEΣomplβxEπromEvmE
simulationsTESciencemChinamChemistryRE2013RE[]REWWZYSWW[W 7.9 6

119 jΠEinitioEαβtβrminationEoπEpotβntialEβnβrgyEsurπaΣβsEπorEthβEπirstEtwoE–VEaΠsorptionEΠanαsEoπE}xXTE
JournalmofmChemicalmPhysicsRE2013REWYbREVWZYV[ 3.9 34

118 ViΠrationallyEmβαiatβαEΠonαEsβlβΣtivβEαissoΣiativβEΣhβmisorptionEoπEqxmEonEluNWWWOTEChemicalm
ScienceRE2013REZRE[VYS[Va 9.4 54

117 voαβEsβlβΣtivityEinEmβthanβEαissoΣiativβEΣhβmisorptionEonEwiNWWWOTEChemicalmScienceRE2013REZREYXZb 9.4 111

116 kiomimβtiΣEmβmΠranβEΣontrolEoπEΠloΣkEΣopolymβrEvβsiΣlβsEwithEtunaΠlβEwallEthiΣknβssTESoftmMatterRE
2013REbREXZYZ 3.6 24

115 }tatβStoSstatβEphotoαissoΣiationEαynamiΣsEoπEqXxEinEthβEkSΠanαcEΣompβtitionEΠβtwββnEtwoE
ΣoβxistingEnonaαiaΠatiΣEpathwaysTEJournalmofmPhysicalmChemistrymARE2013REWW^RE]bZVS^ 2.8 33

114 rnπluβnΣβEoπE}tβpEmβπβΣtsEonEvβthanolEmβΣompositioncEyβrioαiΣEmβnsityEounΣtionalE}tuαiβsEonE
yαNXWWOEanαEtinβtiΣEvontβElarloE}imulationsTEJournalmofmPhysicalmChemistrymCRE2013REWW^REZ[WSZ[b 3.8 26

113
nππβΣtsEoπErβaΣtantEintβrnalEβxΣitationEanαEoriβntationEonEαissoΣiativβEΣhβmisorptionEoπEqXxEonE
luNWWWOcEquasiSsβvβnSαimβnsionalEquantumEαynamiΣsEonEaErβπinβαEpotβntialEβnβrgyEsurπaΣβTEJournalm
ofmChemicalmPhysicsRE2013REWYaREVZZ^VZ

3.9 54

112
ViΠroniΣEoriginEoπEsulπurEmassSinαβpβnαβntEisotopβEβππβΣtEinEphotoβxΣitationEoπE}xXEanαEthβE
impliΣationsEtoEthβEβarlyEβarthMsEatmosphβrβTEProceedingsmofmthemNationalmAcademymofmSciencesmofmthem
UnitedmStatesmofmAmericaRE2013REWWVREW^]b^S^VX

11.5 77

111 }tatβStoSstatβEquantumEαynamiΣsEoπEthβExNYyOEQEwqN¹Y˛£NSOOErβaΣtionEonEthβEthrββElowβstSlyingE
βlβΣtroniΣEstatβsEoπEqwxUqxwTEJournalmofmChemicalmPhysicsRE2013REWYaREVXZYVa 3.9 6

110 jEnβwEsixSαimβnsionalEpotβntialEβnβrgyEsurπaΣβEπorEqXSwXxEanαEitsEaαiaΠatiΣShinαβrβαSrotorE
trβatmβntTEJournalmofmChemicalmPhysicsRE2013REWYbREVYZYWX 3.9 24

(2013-2014)
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109 }tatβStoSstatβEquantumEαynamiΣsEoπEthβEwNZ}OEQElqN¹X˛ OESgElwN¹X˛£QRjX˛ OEQEqNX}OErβaΣtionsTEJournalm
ofmChemicalmPhysicsRE2013REWYbREWXZYWY 3.9 5

108 }tatβEtoEstatβEphotoαissoΣiationEαynamiΣsEoπEmXxEinEthβEkEΠanαTEJournalmofmChemicalmPhysicsRE2013RE
WYbREWWZYVY 3.9 11

107 oirstSprinΣiplβsEstuαyEoπEthβEmβthylEπormatβEpathwayEoπEmβthanolEstβamErβπormingEonEyα×nNWEWEWOE
withEΣomparisonEtoEluNWEWEWOTEJournalmofmMolecularmCatalysismARE2012REY[]REW][SW^V 24

106 rnitialEmβΣompositionEoπEvβthanolEanαEWatβrEonErnXxYNWWVOcEjEyβrioαiΣEmo~E}tuαyTEChinesemJournalm
ofmChemistryRE2012REYVREXVY]SXVZV 4.9 11

105 lommuniΣationcEaEΣhβmiΣallyEaΣΣuratβEgloΠalEpotβntialEβnβrgyEsurπaΣβEπorEthβEqxEQElxESgEqEQElxXE
rβaΣtionTEJournalmofmChemicalmPhysicsRE2012REWY]REVZWWVY 3.9 95

104 lontrollingEthβEsβlπSassβmΠlyEpathwaysEoπEamphiphiliΣEΠloΣkEΣopolymβrsEintoEvβsiΣlβsTESoftmMatterRE
2012REaRE^a][ 3.6 48

103
jΠErnitioEyotβntialEnnβrgyE}urπaΣβsEπorEkothEthβEprounαEN¹EWjhOEanαEnxΣitβαENj~WjhhOEnlβΣtroniΣE
}tatβsEoπEq}ikrEanαEthβEjΠsorptionEanαEnmissionE}pβΣtraEoπEq}ikrUm}ikrTEAdvancesminmPhysicalm
ChemistryRE2012REXVWXREWSXV

28

102 }tatβStoSstatβEphotoαissoΣiationEαynamiΣsEoπEtriatomiΣEmolβΣulβscEqXxEinEthβEkEΠanαTEJournalmofm
ChemicalmPhysicsRE2012REWY]REVYZYVX 3.9 46

101 jEnβwEπourSαimβnsionalEaΠEinitioEpotβntialEβnβrgyEsurπaΣβEπorEwXxSqβEanαEviΠrationalEΠanαEoriginE
shiπtsEπorEthβEwXxSqβNwOEΣlustβrsEwithEwEfEWSZVTEJournalmofmChemicalmPhysicsRE2012REWY^REWVZYWW 3.9 28

100 nnhanΣingEαissoΣiativβEΣhβmisorptionEoπEqXxEonEluNWWWOEviaEviΠrationalEβxΣitationTEProceedingsmofm
themNationalmAcademymofmSciencesmofmthemUnitedmStatesmofmAmericaRE2012REWVbREWVXXZS^ 11.5 82

99
yathwaysEπorEmβthanolEstβamErβπormingEinvolvingEaαsorΠβαEπormalαβhyαβEanαEhyαroxylE
intβrmβαiatβsEonEluNWWWOcEαβnsityEπunΣtionalEthβoryEstuαiβsTEPhysicalmChemistrymChemicalmPhysicsRE
2011REWYREb]XXSYW

3.6 48

98 vβthylEoormatβEyathwayEinEvβthanolE}tβamE{βπormingEonEloppβrcEmβnsityEounΣtionalE
lalΣulationsTEACSmCatalysisRE2011REWREWX]YSWX^W 13.1 38

97 wβwEaΠEinitioEΣouplβαEpotβntialEβnβrgyEsurπaΣβsEπorEthβEkrNXyNYâ��XOREXyNWâ��XOOEQEqXErβaΣtionTEJournalmofm
ChemicalmPhysicsRE2011REWY[REW]ZYWW 3.9 10

96 lommuniΣationcEstatβStoSstatβEαiππβrβntialEΣrossEsβΣtionsEπorEqXxNkEOEphotoαissoΣiationTEJournalmofm
ChemicalmPhysicsRE2011REWYZREXYWWVY 3.9 19

95 rntβrmolβΣularEpotβntialEβnβrgyEsurπaΣβREmiΣrowavβEanαEinπrarβαEspβΣtraEoπEthβEtrâ��lxXEΣomplβxE
πromEaΠEinitioEΣalΣulationsTEChemicalmPhysicsmLettersRE2011RE[WWREXXbSXYZ 2.5 23

94
wβwEaΠEinitioEpotβntialEβnβrgyEsurπaΣβsEπorEΠothEthβEgrounαEN¹EWjMOEanαEβxΣitβαENˆ�WjhOEβlβΣtroniΣE
statβsEoπEq}illEanαEthβEaΠsorptionEanαEβmissionEspβΣtraEoπEq}illUm}illTEJournalmofmComputationalm
ChemistryRE2011REYXREW]bZS^VX

3.5 2

93 yathwaysEoπEvβthanolE}tβamE{βπormingEonEyα×nEanαElomparisonEwithEluTEJournalmofmPhysicalm
ChemistrymCRE2011REWW[REXV[aYSXV[ab 3.8 51

92 }upβrπluiαErβsponsβEoπEZqβwâ��wXxEΣlustβrsEproΠβαEΠyEpathEintβgralEvontβElarloEsimulationsTE
JournalmofmMolecularmSpectroscopyRE2011REX]^REWY]SWZY 1.3 14

Daiqian Xie
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91 rnitialEstβpsEinEmβthanolEstβamErβπormingEonEyα×nEanαE×nxEsurπaΣβscEmβnsityEπunΣtionalEthβoryE
stuαiβsTESurfacemScienceRE2011RE]V[RE^[VS^[b 1.8 46

90 jEnβwEaΠEinitioEpotβntialEβnβrgyEsurπaΣβEanαEmiΣrowavβEanαEinπrarβαEspβΣtraEπorEthβEwβSlxNXOE
ΣomplβxTEJournalmofmChemicalmPhysicsRE2010REWYYREWVZYVX 3.9 27

89 }tatβStoSstatβEquantumEαynamiΣsEoπEthβExNYyOQxqNXyiOSSgqNX}OQxXNY}igmaNgOSOErβaΣtionTEJournalmofm
ChemicalmPhysicsRE2010REWYYREV[ZYVX 3.9 31

88 wonaαiaΠatiΣEαynamiΣsEoπEjSstatβEphotoαissoΣiationEoπEammoniacEaEπourSαimβnsionalEwavβEpaΣkβtE
stuαyTEJournalmofmPhysicalmChemistrymARE2010REWWZREYWXWS] 2.8 16

87 jEnβwEpotβntialEβnβrgyEsurπaΣβEanαEprβαiΣtβαEinπrarβαEspβΣtraEoπEthβEjrSlxNXOEvanEαβrEWaalsE
ΣomplβxTEJournalmofmChemicalmPhysicsRE2009REWYVREXXZYWW 3.9 38

86 wNXOxEinEsmallEparaShyαrogβnEΣlustβrscE}truΣturβsEanαEβnβrgβtiΣsTEJournalmofmComputationalm
ChemistryRE2009REYVREaZWS] 3.5 5

85 ~hβorβtiΣalEprβαiΣtionEoπEthβEnoΠlβEgasEΣomplβxβsEqβjuoEanαEwβjuoTEScienceminmChinamSeriesmB:m
ChemistryRE2009RE[XREWba^SWbbV 9

84
nππβΣtsEoπErβaΣtantErotationalEβxΣitationEonEqEQExXSSgExqEQExErβaΣtionEratβEΣonstantcEquantumEwavβE
paΣkβtREquasiSΣlassiΣalEtrajβΣtoryEanαEphasβEspaΣβEthβoryEΣalΣulationsTEPhysicalmChemistrymChemicalm
PhysicsRE2009REWWREZ^W[SXW

3.6 15

83
jΠEinitioEpotβntialEβnβrgyEsurπaΣβsEπorEthβEgrounαEN¹WjMOEanαEβxΣitβαENjWjMMOEβlβΣtroniΣEstatβsEoπE
qpβkrEanαEthβEjΠsorptionEanαEβmissionEspβΣtraEoπEqpβkrUmpβkrTEJournalmofmPhysicalmChemistrymARE
2009REWWYRE^YWZSXW

2.8 3

82
oullyEloriolisSΣouplβαEquantumEstuαiβsEoπEthβEqEQExXENupsilonEiEfEVSXREjEiEfEVRWOESSgExqEQExErβaΣtionEonE
anEaΣΣuratβEpotβntialEβnβrgyEsurπaΣβcEintβgralEΣrossEsβΣtionsEanαEratβEΣonstantsTEJournalmofmPhysicalm
ChemistrymARE2008REWWXRE]VXSWW

2.8 44

81 }tatβStoSstatβEαynamiΣsEoπEqEQExXErβaΣtionREβviαβnΣβEπorEnonstatistiΣalEΠβhaviorTEJournalmofmthem
AmericanmChemicalmSocietyRE2008REWYVREWZb]XSY 16.4 46

80 jEnβwEpotβntialEβnβrgyEsurπaΣβEanαEprβαiΣtβαEinπrarβαEspβΣtraEoπEqβSlxXcEαβpβnαβnΣβEonEthβE
antisymmβtriΣEstrβtΣhEoπElxXTEJournalmofmChemicalmPhysicsRE2008REWXaREWXZYXY 3.9 40

79
Vrk{j~rxwjuuÃEjVn{jpnmEyx~nw~rjuEnwn{pÃE}–{ojln}EjwmEy{nmrl~nmErwo{j{nmE}ynl~{jE
xoE~qnEqβâ��WaxWYlWaxEjwmEqβâ��W]xWYlW]xElxvyun¹n}TEJournalmofmTheoreticalmandm
ComputationalmChemistryRE2008REV^RE^V^S^W^

1.8 7

78 oullSαimβnsionalEquantumEαynamiΣsEoπEjSstatβEphotoαissoΣiationEoπEammoniacEaΠsorptionEspβΣtraTE
JournalmofmChemicalmPhysicsRE2008REWXbREW[ZYWW 3.9 25

77
jΣΣuratβEquantumEmβΣhaniΣalEΣalΣulationsEoπEαiππβrβntialEanαEintβgralEΣrossEsβΣtionsEanαEratβE
ΣonstantEπorEthβExQxqErβaΣtionEusingEanEaΠEinitioEpotβntialEβnβrgyEsurπaΣβTEJournalmofmChemicalm
PhysicsRE2008REWXaREVWZYVY

3.9 56

76 yathEintβgralEvontβElarloEstuαyEoπElxXEsolvationEinEZqβEΣlustβrsTEJournalmofmChemicalmPhysicsRE2008RE
WXaREXXZ[WY 3.9 17

75
jΠEinitioEpotβntialEβnβrgyEsurπaΣβsEπorEΠothEthβEgrounαEN¹ENWOjMOEanαEβxΣitβαENjENWOjGOEβlβΣtroniΣE
statβsEoπEqpβllEanαEthβEaΠsorptionEanαEβmissionEspβΣtraEoπEqpβllUmpβllTEJournalmofmChemicalm
PhysicsRE2008REWXbREW[ZYWY

3.9 5

74 ~hβorβtiΣalEstuαyEoπEaαsorptionEanαEαissoΣiationEoπEwqYEonEthβErr{WWV}NWˆ�XOEsurπaΣβTESciencemBulletin
RE2008RE[YREYW]bSYW^X 10.6 4

(2008-2011)
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73 vβΣhanistiΣEinsightsEintoEthβEqQxXSgxqQxErβaΣtionEπromEquasiSΣlassiΣalEtrajβΣtoryEstuαiβsEonEaEnβwE
aΠEinitioEpotβntialEβnβrgyEsurπaΣβTEChemicalmPhysicsRE2008REYZbREWaWSWa^ 2.3 17

72 oirstSprinΣiplβsEstuαyEoπEαβΣompositionEoπEwqYEonErrNWVVOTESurfacemScienceRE2008RE]VXREWXaaSWXbZ 1.8 46

71 }upβrmolβΣulβEαβnsityEπunΣtionalEΣalΣulationsEsuggβstEaEkβyErolβEπorEsolvβntEinEalkalinβEhyαrolysisE
oπEpSnitrophβnylEphosphatβTEChemicalmCommunicationsRE2007REW]YaSZV 5.8 40

70
nlβΣtroniΣEβxΣitationsEoπEgrββnEπluorβsΣβntEprotβinscEmoαβlingEsolvatoΣhromatiΣEshiπtsEoπErβαE
πluorβsΣβntEprotβinEΣhromophorβEmoαβlEΣompounαEinEaquβousEsolutionsTEJournalmofmPhysicalm
ChemistrymBRE2007REWWWREWZV[[S]Y

3.4 19

69 miππβrβntialEanαEintβgralEΣrossEsβΣtionsEπorEthβEqEQExXESSgExqEQExEΣomΠustionErβaΣtionTEJournalmofm
PhysicalmChemistrymARE2007REWWWRE[YZbS[X 2.8 42

68
~hβorβtiΣalEinvβstigationEonEthβEpallYSΣatalyzβαEringSΣlosingEmβtathβsisErβaΣtionEoπE
wSXRYSΠutaαiβnylSXSpropynylSWSaminβcEthrββSmβmΠβrβαEringEvβrsusEπourSmβmΠβrβαEringE
mβΣhanismTEJournalmofmPhysicalmChemistrymARE2007REWWWREbYa^SbX

2.8 7

67 ploΠalEanalytiΣalEpotβntialEβnβrgyEsurπaΣβsEπorEqxXN¹XjGOEΠasβαEonEhighSlβvβlEaΠEinitioEΣalΣulationsTE
JournalmofmChemicalmPhysicsRE2007REWX]REV^ZYW[ 3.9 43

66 yotβntialEβnβrgyEsurπaΣβsEanαEprβαiΣtβαEinπrarβαEspβΣtraEπorEvanEαβrEWaalsEΣomplβxβscEαβpβnαβnΣβE
onEonβEintramolβΣularEviΠrationalEΣoorαinatβTEInternationalmReviewsminmPhysicalmChemistryRE2007REX]REZa^S[XV7 35

65
jEΣomputationalEinvβstigationEonEthβEsβquβntialErβarrangβmβntEmβΣhanismEoπE
XSallylSXRZR[ShβxatriβnalαβhyαβEinvolvingE[WR[₂ShyαrogβnEmigrationEanαEapiSβlβΣtroΣyΣlizationTE
JournalmofmComputationalmChemistryRE2007REXaREXW]ZSb

3.5 5

64 ~hβorβtiΣalEstuαiβsEoπETEChemicalmPhysicsmLettersRE2007REZYbREXaVSXaY 2.5 36

63 ~hβorβtiΣalEstuαiβsEonEthβEpotβntialEβnβrgyEsurπaΣβsEanαEviΠrationalEβnβrgyElβvβlsEoπEq¹βoEanαE
q¹βllTEScienceminmChinamSeriesmB:mChemistryRE2007RE[VRE^SWV 9

62 mynamiΣalErβsonanΣβEinEoQqXEΣhβmiΣalErβaΣtionEanαErotationalEβxΣitationEβππβΣtTESciencemBulletinRE
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