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346 oecipheringGtheGreactionGdynamicsGunderlyingGoptimalGcontrolGlaserGfieldsUGScienceSG2003SGYddSG]ZaTd 33.3 363

345 –sl’neGabGtnitioGxolecularGoynamicsGwithG–urfaceGsoppingGinGtheGldiabaticG’epresentationG
tncludingGlrbitraryGnouplingsUGJournalgofgChemicalgTheorygandgComputationSG2011SGbSGXY]ZTc 6.4 329

344 zpenxolcaseGqromG–ourceGnodeGtoGtnsightUGJournalgofgChemicalgTheorygandgComputationSG2019SGX]SG]dY]T]da[6.4 310

343 {rogressGandGchallengesGinGtheGcalculationGofGelectronicGexcitedGstatesUGChemPhysChemSG2012SGXZSGYcT]X 3.2 300

342 lGgeneralGmethodGtoGdescribeGintersystemGcrossingGdynamicsGinGtrajectoryGsurfaceGhoppingUG
InternationalgJournalgofgQuantumgChemistrySG2015SGXX]SGXYX]TXYZX 2.1 178

341 yonadiabaticGdynamicseGTheG–sl’nGapproachUGWileygInterdisciplinarygReviews:gComputationalg
MoleculargScienceSG2018SGcSGeXZbW 7.9 158

340 {hotochemicalGfateeGtheGfirstGstepGdeterminesGefficiencyGofGsYGformationGwithGaGsupramolecularG
photocatalystUGAngewandtegChemiegvgInternationalgEditionSG2010SG[dSGZdcXT[ 16.4 150

339 TheGt{plGdilemmaGinGnl–{TYUGChemicalgScienceSG2017SGcSGX[cYTX[dd 9.4 134

338 qemtosecondGtntersystemGnrossingGinGtheGoylGyucleobaseGnytosineUGJournalgofgPhysicalgChemistryg
LettersSG2012SGZSGZWdWT] 6.4 134

337 {henylTXsTβXSYSZμtriazolesGasGyewGnyclometalatingGwigandsGforGtridiumOtttPGnomplexesUG
OrganometallicsSG2009SGYcSG][bcT][cc 3.8 134

336 sighGlevelGabGinitioGandGdensityGfunctionalGtheoryGstudiesGonGmethanolâ��waterGdimersGandGcyclicG
methanolOwaterPYGtrimerUGJournalgofgChemicalgPhysicsSG1998SGXWdSGXZdTX]W 3.9 122

335 sighTlevelGabGinitioGversusGoqTGcalculationsGonGOsYzYPYGandGsYzYâ��sYzGcomplexesGasGprototypesGofG
multipleGhydrogenGbondGsystemsG1997SGXcSGXXY[TXXZ] 119

334 nooperativeGeffectsGinGwaterGtrimersUGTheGperformanceGofGdensityGfunctionalGapproachesUG
ComputationalgandgTheoreticalgChemistrySG1996SGZbXSGXTXW 117

333 TheGoriginGofGefficientGtripletGstateGpopulationGinGsulfurTsubstitutedGnucleobasesUGNatureg
CommunicationsSG2016SGbSGXZWbb 17.4 110

332 lGheterolepticGbisOtridentatePGrutheniumOttPGcomplexGofGaGclickTderivedGabnormalGcarbeneGpincerG
ligandGwithGpotentialGforGphotosensitzerGapplicationUGChemistrygvgAgEuropeangJournalSG2011SGXbSG][d[Tc 4.8 108

331 pfficientGandGqlexibleGnomputationGofGxanyTplectronGüaveGqunctionGzverlapsUGJournalgofgChemicalg
TheorygandgComputationSG2016SGXYSGXYWbTXd 6.4 100

330 tntersystemGnrossingG{athwaysGinGtheGyoncanonicalGyucleobaseGYTThiouracileGlGTimeToependentG
{ictureUGJournalgofgPhysicalgChemistrygLettersSG2016SGbSGXdbcTcZ 6.4 97
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329 xachineGlearningGenablesGlongGtimeGscaleGmolecularGphotodynamicsGsimulationsUGChemicalgScienceSG
2019SGXWSGcXWWTcXWb 9.4 96

328 äeryGstrongGhydrogenGbondsGinGneutralGmoleculeseGTheGphosphinicGacidGdimersUGJournalgofgChemicalg
PhysicsSG1998SGXWdSGYac]TYadZ 3.9 92

327 –electiveGpreparationGofGenantiomersGbyGlaserGpulseseGquantumGmodelGsimulationGforGsY{z–sUG
ChemicalgPhysicsgLettersSG1999SGZWaSGXTc 2.5 89

326 lnGlsymmetricG’edoxGlrylationeGnhiralityGTransferGfromG–ulfurGtoGnarbonGthroughGaG–ulfoniumG
βZSZμT–igmatropicG’earrangementUGAngewandtegChemiegvgInternationalgEditionSG2017SG]aSGYYXYTYYX] 16.4 88

325 lnalysisGandGcharacterizationGofGcoordinationGcompoundsGbyGresonanceG’amanGspectroscopyUG
CoordinationgChemistrygReviewsSG2012SGY]aSGX[bdTX]Wc 23.2 88

324 oensityGfunctionalGtheoryGstudyGonGethanolGdimersGandGcyclicGethanolGtrimersUGJournalgofgChemicalg
PhysicsSG1999SGXXXSGZc]]TZcaX 3.9 88

323 nhemoTGandG–tereoselectiveGTransitionTxetalTqreeGlminationGofGlmidesGwithGlzidesUGJournalgofgtheg
AmericangChemicalgSocietySG2016SGXZcSGcZ[cT]X 16.4 87

322 sighTwevelGabGtnitioGnalculationsGonGtheGtntramolecularGsydrogenGmondGinGThiomalonaldehydeUG
JournalgofgPhysicalgChemistrygASG1997SGXWXSGdbXWTdbXd 2.8 84

321 }uantitativeGwaveGfunctionGanalysisGforGexcitedGstatesGofGtransitionGmetalGcomplexesUGCoordinationg
ChemistrygReviewsSG2018SGZaXSGb[Tdb 23.2 81

320 TrajectoryG–urfaceTsoppingGoynamicsGtncludingGtntersystemGnrossingGinGβ’uObpyPμUGJournalgofg
PhysicalgChemistrygLettersSG2017SGcSGZc[WTZc[] 6.4 81

319 UltrafastGintersystemGcrossingGdynamicsGinGuracilGunravelledGbyGabGinitioGmolecularGdynamicsUG
PhysicalgChemistrygChemicalgPhysicsSG2014SGXaSGY[[YZTZa 3.6 80

318 –ingletGandGtripletGexcitedTstateGdynamicsGstudyGofGtheGketoGandGenolGtautomersGofGcytosineUG
ChemPhysChemSG2013SGX[SGYdYWTZX 3.2 75

317 lGtimeTdependentGpictureGofGtheGultrafastGdeactivationGofGketoTcytosineGincludingGthreeTstateG
conicalGintersectionsUGChemPhysChemSG2010SGXXSGZaXbTY[ 3.2 74

316 nommunicationeGrltx–TTreneralizedGlbGtnitioGxultipleG–pawningGforGbothGinternalGconversionGandG
intersystemGcrossingGprocessesUGJournalgofgChemicalgPhysicsSG2016SGX[[SGXWXXWY 3.9 74

315 –tructureâ��{ropertyG’elationshipGofG’edTGandGrreenTpmittingGtridiumOtttPGnomplexesGwithG’espectGtoG
TheirGTemperatureGandGzxygenG–ensitivityUGEuropeangJournalgofgInorganicgChemistrySG2010SGYWXWSG[cb]T[cc]2.3 73

314 xetalTfreeGintermolecularGformalGcycloadditionsGenableGanGorthogonalGaccessGtoGnitrogenG
heterocyclesUGNaturegCommunicationsSG2016SGbSGXWdX[ 17.4 72

313 menzophenoneGUltrafastGTripletG{opulationeG’evisitingGtheGvineticGxodelGbyG–urfaceTsoppingG
oynamicsUGJournalgofgPhysicalgChemistrygLettersSG2016SGbSGaYYTa 6.4 71

312 lnalysisGandGcontrolGofGlaserGinducedGfragmentationGprocessesGinGnpxnOnzPZUGChemicalgPhysicsSG
2001SGYabSGY[bTYaW 2.3 70
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311 lnGabGinitioGmechanismGforGefficientGpopulationGofGtripletGstatesGinGcytotoxicGsulfurGsubstitutedGoylG
baseseGtheGcaseGofGaTthioguanineUGChemicalgCommunicationsSG2012SG[cSGYXZ[Ta 5.8 66

310
plectronicGdelocalizationSGchargeGtransferGandGhypochromismGinGtheGUäGabsorptionGspectrumGofG
polyadenineGunravelledGbyGmultiscaleGcomputationsGandGquantitativeGwavefunctionGanalysisUG
ChemicalgScienceSG2017SGcSG]acYT]adX

9.4 61

309 [TxethoxyTXSZTthiazoleGbasedGdonorTacceptorGdyeseGnharacterizationSG−TrayGstructureSGoqTG
calculationsGandGtestGasGsensitizersGforGo––nUGDyesgandgPigmentsSG2012SGd[SG]XYT]Y[ 4.6 60

308 ’utheniumOttPGphotosensitizersGofGtridentateGclickTderivedGcyclometalatingGligandseGaGjointG
experimentalGandGcomputationalGstudyUGChemistrygvgAgEuropeangJournalSG2012SGXcSG[WXWTY] 4.8 60

307 ’ealTtimeGtrackingGofGphytochromeNsGorientationalGchangesGduringG{rGphotoisomerizationUGJournalg
ofgthegAmericangChemicalgSocietySG2012SGXZ[SGX[WcTXX 16.4 59

306 plectronicGandGstructuralGelementsGthatGregulateGtheGexcitedTstateGdynamicsGinGpurineGnucleobaseG
derivativesUGJournalgofgthegAmericangChemicalgSocietySG2015SGXZbSG[ZacTcX 16.4 58

305 yonTadiabaticGandGintersystemGcrossingGdynamicsGinG–zYUGttUGTheGroleGofGtripletGstatesGinGtheGboundG
stateGdynamicsGstudiedGbyGsurfaceThoppingGsimulationsUGJournalgofgChemicalgPhysicsSG2014SGX[WSGYW[ZWY 3.9 58

304 yTheterocyclicGdonorTGandGacceptorTtypeGligandsGbasedGonGYTOXsTβXSYSZμtriazolT[TylPpyridinesGandG
theirGrutheniumOttPGcomplexesUGJournalgofgOrganicgChemistrySG2010SGb]SG[WY]TZc 4.2 56

303 sighlyGefficientGsurfaceGhoppingGdynamicsGusingGaGlinearGvibronicGcouplingGmodelUGPhysicalgChemistryg
ChemicalgPhysicsSG2018SGYXSG]bTad 3.6 55

302 lG–taticG{ictureGofGtheG’elaxationGandGtntersystemGnrossingGxechanismsGofG{hotoexcitedG
YTThiouracilUGJournalgofgPhysicalgChemistrygASG2015SGXXdSGd]Y[TZZ 2.8 55

301 –pectroscopyGofG’uOttPGpolypyridylGcomplexesGusedGasGintercalatorsGinGoyleGTowardsGaGtheoreticalG
studyGofGtheGlightGswitchGeffectUGJournalgofgPhotochemistrygandgPhotobiologygA:gChemistrySG2007SGXdWSGZXWTZYW4.7 55

300 UltrafastGphotoinducedGdissipativeGhydrogenGswitchingGdynamicsGinGthioacetylacetoneUGPhysicalg
ChemistrygChemicalgPhysicsSG1999SGXSGXY[dTXY]b 3.6 55

299 xolecularG{hotochemistryeG’ecentGoevelopmentsGinGTheoryUGAngewandtegChemiegvgInternationalg
EditionSG2020SG]dSGXacZYTXac[a 16.4 55

298 yonadiabaticGabGinitioGmolecularGdynamicsGincludingGspinTorbitGcouplingGandGlaserGfieldsUGFaradayg
DiscussionsSG2011SGX]ZSGYaXTbZfGdiscussionGYdZTZXd 3.6 54

297 TheoreticalGspectroscopyGandGphotodynamicsGofGaGrutheniumGnitrosylGcomplexUGInorganicgChemistrySG
2014SG]ZSGa[X]TYa 5.1 50

296 tnternalGconversionGandGintersystemGcrossingGpathwaysGinGUäGexcitedSGisolatedGuracilsGandGtheirG
implicationsGinGprebioticGchemistryUGPhysicalgChemistrygChemicalgPhysicsSG2016SGXcSGYWXacTba 3.6 50

295 zrbitalGentanglementGandGnl––nqGanalysisGofGtheG’uTyzGbondGinGaG’utheniumGnitrosylGcomplexUG
PhysicalgChemistrygChemicalgPhysicsSG2015SGXbSGX[ZcZTdY 3.6 49

294 ’l–{TYV’l––nqGvsG’angeT–eparatedVsybridGoqTGxethodseGlssessingGtheGpxcitedG–tatesGofGaG
’uOttPbipyridylGnomplexUGJournalgofgChemicalgTheorygandgComputationSG2012SGcSGYWZTXZ 6.4 49
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293 {rotonationGeffectsGonGtheGresonanceG’amanGpropertiesGofGaGnovelGOterpyridineP’uO[sTimidazolePG
complexeGanGexperimentalGandGtheoreticalGcaseGstudyUGPhysicalgChemistrygChemicalgPhysicsSG2011SGXZSGX]]cWTc3.6 49

292 UsingGcomputationalGchemistryGtoGdesignG’uGphotosensitizersGwithGdirectionalGchargeGtransferUG
CoordinationgChemistrygReviewsSG2015SGZW[TZW]SGX[aTXa] 23.2 48

291 ThymineGrelaxationGafterGUäGirradiationeGtheGroleGofGtautomerizationGandGpiTsigmaQGstatesUGPhysicalg
ChemistrygChemicalgPhysicsSG2009SGXXSGZdYbTZ[ 3.6 48

290 nyclobutaneGThymineG{hotodimerizationGxechanismG’evealedGbyGyonadiabaticGxolecularG
oynamicsUGJournalgofgthegAmericangChemicalgSocietySG2016SGXZcSGX]dXXTX]dXa 16.4 48

289 –eparationGofGenantiomersGbyGultravioletGlaserGpulsesGinGsY{z–seGˇ�GpulsesGversusGadiabaticG
transitionsUGJournalgofgChemicalgPhysicsSG2001SGXX]SGY]XdTY]Yd 3.9 46

288 }uantumGcontrolGofGmolecularGhandednessGinGaGrandomlyGorientedGracemicGmixtureGusingGthreeG
polarizationGcomponentsGofGelectricGfieldsUGJournalgofgChemicalgPhysicsSG2002SGXXaSGcbddTccWY 3.9 46

287 –ubstituentGpffectsGonGtheG–trengthGofGtheGtntramolecularGsydrogenGmondGofGThiomalonaldehydeUG
JournalgofgOrganicgChemistrySG1999SGa[SGYZX[TYZYX 4.2 46

286 pnhancingGintersystemGcrossingGinGphenotiaziniumGdyesGbyGintercalationGintoGoylUGAngewandteg
ChemiegvgInternationalgEditionSG2015SG][SG[Zb]Tc 16.4 45

285
qromGaG’acemateGtoGaG{ureGpnantiomerGbyGwaserG{ulseseG}uantumGxodelG–imulationsGforGsOYP{z–sG
ThisGworkGwasGsupportedGbyGtheGoqrGOprojectGxaG]X]VXcTXPGandGtheGu–{–UUGAngewandtegChemiegvg
InternationalgEditionSG2000SGZdSG[]caT[]cc

16.4 45

284 rroundTGandGpxcitedT–tateG–urfacesGforGtheGβYRYμT{hotocycloadditionGofG˛–S˛†TpnonesGtoGllkenesUG
JournalgofgthegAmericangChemicalgSocietySG2000SGXYYSG]caaT]cba 16.4 44

283 YTThiouracilGintersystemGcrossingGphotodynamicsGstudiedGbyGwavelengthTdependentGphotoelectronG
andGtransientGabsorptionGspectroscopiesUGPhysicalgChemistrygChemicalgPhysicsSG2017SGXdSGXdb]aTXdbaa 3.6 43

282 –imulationGofGtheGresonanceG’amanGintensitiesGofGaGrutheniumTpalladiumGphotocatalystGbyGtimeG
dependentGdensityGfunctionalGtheoryUGPhysicalgChemistrygChemicalgPhysicsSG2010SGXYSGX[cXYTYX 3.6 43

281
lnalyticalGgradientsGofGcompleteGactiveGspaceGselfTconsistentGfieldGenergiesGusingGnholeskyG
decompositioneGgeometryGoptimizationGandGspinTstateGenergeticsGofGaGrutheniumGnitrosylGcomplexUG
JournalgofgChemicalgPhysicsSG2014SGX[WSGXb[XWZ

3.9 42

280 yuclearGmagneticGresonanceGandGabGinitioGstudiesGofGsmallGcomplexesGformedGbetweenGwaterGandG
pyridineGderivativesGinGsolidGandGliquidGphasesUGJournalgofgPhysicalgChemistrygASG2007SGXXXSGaWc[TdZ 2.8 42

279 lGäanadiumOtttPGnomplexGwithGmlueGandGyt’TttG–pinTqlipGwuminescenceGinG–olutionUGJournalgofgtheg
AmericangChemicalgSocietySG2020SGX[YSGbd[bTbd]] 16.4 41

278 {hotochemischesG–chicksaleGoerGersteG–chrittGbestimmtGdieGpffizienzGderGsYTmildungGmitGeinemG
supramolekularenG{hotokatalysatorUGAngewandtegChemieSG2010SGXYYSG[WbZT[Wba 3.6 41

277 lGnl––nqVnl–{TYGandGToToqTG–tudyGofGtheGwowTwyingGpxcitedG–tatesGofG˛•]TnpxnOnzPZUGJournalgofg
PhysicalgChemistrygASG2001SGXW]SGXc[TXcd 2.8 41

276 }uantumGignitionGofGintramolecularGrotationGbyGmeansGofGt’GRGUäGlaserGpulsesUGChemicalgPhysicsg
LettersSG2004SGZcaSGY[cTY]Z 2.5 40

(2004-2011)
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275 –ynthesisGandGnatalyticG’eactivityGofGmisOalkylzincPThydrideTdiOYTpyridylmethylPamidesUG
OrganometallicsSG2010SGYdSGZWdcTZXWc 3.8 38

274 nontrolGofGmolecularGhandednessGusingGpumpTdumpGlaserGpulsesUGJournalgofgChemicalgPhysicsSG2002SG
XXaSGY[ZZTY[Zc 3.9 38

273 xolecularGdynamicsGsimulationsGofGbindingGmodesGbetweenGmethyleneGblueGandGoylGwithG
alternatingGrnGandGlTGsequencesUGBiochemistrySG2014SG]ZSGYZdXT[XY 3.2 37

272 pxcitationGofGnucleobasesGfromGaGcomputationalGperspectiveGtteGdynamicsUGTopicsgingCurrentg
ChemistrySG2015SGZ]]SGddTX]Z 37

271 xixedGquantumTclassicalGdynamicsGinGtheGadiabaticGrepresentationGtoGsimulateGmoleculesGdrivenGbyG
strongGlaserGpulsesUGJournalgofgPhysicalgChemistrygASG2012SGXXaSGYcWWTb 2.8 37

270 oesignGofGacidochromicGdyesGforGfacileGpreparationGofGpsGsensorGlayersUGAnalyticalgandgBioanalyticalg
ChemistrySG2008SGZdYSGX[XXTc 4.4 37

269 {hotoelectronGspectraGofGYTthiouracilSG[TthiouracilSGandGYS[TdithiouracilUGJournalgofgChemicalgPhysicsSG
2016SGX[[SGWb[ZWZ 3.9 37

268 pxcitedTstatesGofGaGrheniumGcarbonylGdiimineGcomplexeGsolvationGmodelsSGspinTorbitGcouplingSGandG
vibrationalGsamplingGeffectsUGPhysicalgChemistrygChemicalgPhysicsSG2017SGXdSGYbY[WTYbY]W 3.6 36

267 nomputationalG{hotophysicsGinGtheG{resenceGofGanGpnvironmentUGAnnualgReviewgofgPhysicalg
ChemistrySG2018SGadSG[bZT[db 15.7 36

266 –tructuralGnontrolGofG{hotoinducedGoynamicsGinG[sTtmidazoleT’utheniumGoyesUGJournalgofgPhysicalg
ChemistrygCSG2012SGXXaSGY]aa[TY]aba 3.8 36

265 oirectG’egioselectiveG–ynthesisGofGTetrazoliumG–altsGbyGlctivationGofG–econdaryGlmidesGunderGxildG
nonditionsUGOrganicgLettersSG2017SGXdSGYaaYTYaa] 6.2 35

264 xechanismGofGUltrafastGtntersystemGnrossingGinGYTyitronaphthaleneUGChemistrygvgAgEuropeangJournal
SG2018SGY[SG]ZbdT]Zcb 4.8 35

263 pxploringGwavepacketGdynamicsGbehindGstrongTfieldGmomentumTdependentGphotodissociationGinG
nsOYPmrtORPUGPhysicalgChemistrygChemicalgPhysicsSG2010SGXYSGX[YWZTXa 3.6 35

262 –trongGtnfluenceGofGoecoherenceGnorrectionsGandGxomentumG’escalingGinG–urfaceGsoppingG
oynamicsGofGTransitionGxetalGnomplexesUGJournalgofgChemicalgTheorygandgComputationSG2019SGX]SG]WZXT]W[]6.4 34

261 UnifiedGlpproachGtoGtheGnhemoselectiveG˛–TqunctionalizationGofGlmidesGwithGseteroatomG
yucleophilesUGJournalgofgthegAmericangChemicalgSocietySG2019SGX[XSGXc[ZbTXc[[Z 16.4 34

260 lssessingGpxcitedG–tateGpnergyGrapsGwithGTimeToependentGoensityGqunctionalGTheoryGonG’uOttPG
nomplexesUGJournalgofgChemicalgTheorygandgComputationSG2017SGXZSG[XYZT[X[] 6.4 33

259 lnGlssessmentGofG’l––nqGandGTooqTGpnergiesGandGrradientsGonGanGzrganicGoonorTlcceptorGoyeG
lssistedGbyG’esonanceG’amanG–pectroscopyUGJournalgofgChemicalgTheorygandgComputationSG2013SGdSG][ZT][6.4 33

258 nhiralGxolecularGxotorsGtgnitedGbyGqemtosecondG{umpâ��oumpGwaserG{ulsesUGJournalgofgPhysicalg
ChemistrygBSG2004SGXWcSG[dXaT[dYX 3.4 33
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257 sighTlevelGabGinitioGversusGoqTGcalculationsGonGOsYzYPOYPGandGsYzYTsYzGcomplexesGasGprototypesG
ofGmultipleGhydrogenGbondGsystemsUGJournalgofgComputationalgChemistrySG1997SGXcSGXXY[ 3.5 33

256 lsymmetrischeG’edoxarylierungeGnhiralitˆ⁄tstransferGvonG–chwefelGzuGvohlenstoffGdurchGsigmatropeG
–ulfoniumTβZSZμTUmlagerungUGAngewandtegChemieSG2017SGXYdSGYY[cTYY]Y 3.6 32

255
oetailedGüaveGqunctionGlnalysisGforGxultireferenceGxethodseGtmplementationGinGtheGxolcasG
{rogramG{ackageGandGlpplicationsGtoGTetraceneUGJournalgofgChemicalgTheorygandgComputationSG2017
SGXZSG]Z[ZT]Z]Z

6.4 32

254 TheGchromophoreGstructureGofGtheGcyanobacterialGphytochromeGnphXGasGpredictedGbyG
timeTdependentGdensityGfunctionalGtheoryUGJournalgofgPhysicalgChemistrygBSG2008SGXXYSGXaY]ZTa 3.4 32

253 xetalTqreeGmetaT–electiveGllkyneGzxyarylationGwithG{yridineGyTzxideseG’apidGlssemblyGofG
xetyraponeGlnaloguesUGAngewandtegChemiegvgInternationalgEditionSG2016SG]]SGX][Y[TX][Yc 16.4 30

252 meyondGtheGmolecularGorbitalGconceptionGofGelectronicallyGexcitedGstatesGthroughGtheGquantumG
theoryGofGatomsGinGmoleculesUGPhysicalgChemistrygChemicalgPhysicsSG2014SGXaSGdY[dT]c 3.6 30

251 lGyovelG’uOttPG{olypyridineGmlackGoyeGtnvestigatedGbyG’esonanceG’amanG–pectroscopyGandGTooqTG
nalculationsUGJournalgofgPhysicalgChemistrygCSG2012SGXXaSGXddacTXddbb 3.8 30

250 lG–iliconTseteroaromaticG–ystemGasG{hotosensitizerGforGwightTorivenGsydrogenG{roductionGbyG
sydrogenaseGximicsUGEuropeangJournalgofgInorganicgChemistrySG2013SGYWXZSG[[aaT[[bY 2.3 30

249 –tructureGandGbondingGofGlgOtPToylGbaseGcomplexesGandGlgOtPTadenineTcytosineGmispairseGanGabG
initioGstudyUGJournalgofgComputationalgChemistrySG2007SGYcSGYYddTZWc 3.5 30

248 xechanisticG{athwaysGinGlmideGlctivationeGqlexibleG–ynthesisGofGzxazolesGandGtmidazolesUGOrganicg
LettersSG2017SGXdSGZcX]TZcXc 6.2 29

247 lGtheoreticalGanharmonicGstudyGofGtheGinfraredGabsorptionGspectraGofGqsqTSGqoqTSGzsqTSGandGzoqTG
anionsUGJournalgofgChemicalgPhysicsSG2006SGXY[SGXb[ZWc 3.9 29

246 oivergentGynamideGreactivityGinGtheGpresenceGofGazidesGTGanGexperimentalGandGcomputationalGstudyUG
ChemicalgScienceSG2016SGbSGaWZYTaW[W 9.4 28

245 UltrafastGirreversibleGphototautomerizationGofGoTnitrobenzaldehydeUGChemicalgCommunicationsSG
2011SG[bSGaZcZT] 5.8 28

244 }uantumGmodelGsimulationsGofGsymmetryGbreakingGandGcontrolGofGbondGselectiveGdissociationGofG
qsqTGusingGt’RUäGlaserGpulsesUGJournalgofgChemicalgPhysicsSG2004SGXYWSGcWWYTX[ 3.9 28

243 TheGoylGnucleobaseGthymineGinGmotionGâ��GtntersystemGcrossingGsimulatedGwithGsurfaceGhoppingUG
ChemicalgPhysicsSG2017SG[cYSGdTX] 2.3 27

242 nontrolGofGnuclearGdynamicsGwithGstrongGultrashortGlaserGpulsesUGJournalgofgPhysicalgChemistrygASG
2012SGXXaSGXX[Z[T[W 2.8 27

241 TimeToependentGoqTGonG{hytochromeGnhromophoreseGlGüayGtoGtheG’ightGnonformerUGJournalgofg
PhysicalgChemistrygLettersSG2010SGXSGbdaTcWX 6.4 27

240 TheG’eactivityGandG–tabilityGofG{olyoxometalateGüaterGzxidationGplectrocatalystsUGMoleculesSG2019SG
Y]SG 4.8 27
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239 lctiveGandGsilentGchromophoreGisoformsGforGphytochromeG{rGphotoisomerizationeGlnGalternativeG
evolutionaryGstrategyGtoGoptimizeGphotoreactionGquantumGyieldsUGStructuralgDynamicsSG2014SGXSGWX[bWX 3.2 26

238 tnfluenceGofGxultipleG{rotonationGonGtheGtnitialGpxcitationGinGaGmlackGoyeUGJournalgofgPhysicalg
ChemistrygCSG2011SGXX]SGY[WW[TY[WXY 3.8 26

237
oirectGzbservationGofGTemperatureToependentGpxcitedT–tateGpquilibriumGinGoinuclearG’utheniumG
TerpyridineGnomplexesGmearingGplectronT{oorGmridgingGwigandsUGJournalgofgPhysicalgChemistrygCSG
2011SGXX]SGXYabbTXYacc

3.8 26

236 lsymmetricGlaserGexcitationGinGchiralGmoleculeseGquantumGsimulationsGforGaGproposedGexperimentUG
ChemicalgPhysicsgLettersSG2003SGZbYSGY[YTY[c 2.5 26

235 –pontaneousGselfTionizationGinGtheGgasGphaseeGaGtheoreticalGpredictionUGChemPhysChemSG2001SGYSG[a]Tb 3.2 26

234 lbGinitioGmolecularGdynamicsGofGthiopheneeGtheGinterplayGofGinternalGconversionGandGintersystemG
crossingUGPhysicalgChemistrygChemicalgPhysicsSG2017SGXdSGY]aaYTY]abW 3.6 25

233 –pectroscopicG{ropertiesGofGlzobenzeneTmasedGpsGtndicatorGoyeseGlG}uantumGnhemicalGandG
pxperimentalG–tudyUGJournalgofgChemicalgTheorygandgComputationSG2011SGbSGXWaYTbY 6.4 25

232 lGtwoTdimensionalGwavepacketGstudyGofGtheGnonadiabaticGdynamicsGofGnsYmrnlUGJournalgofgPhysicalg
ChemistrygASG2008SGXXYSG]]bZTcX 2.8 25

231 plectronicGstatesGofGoTnitrobenzaldehydeeGaGcombinedGexperimentalGandGtheoreticalGstudyUGJournalg
ofgPhysicalgChemistrygASG2008SGXXYSG]W[aT]Z 2.8 25

230 {hotochemistryGofGnsYmrnleGGlnGabGtnitioGandGoynamicalG–tudyUGJournalgofgPhysicalgChemistrygASG2002
SGXWaSGXXX]WTXXXaX 2.8 25

229 lbGinitioGmolecularGdynamicsGrelaxationGandGintersystemGcrossingGmechanismsGofG]TazacytosineUG
PhysicalgChemistrygChemicalgPhysicsSG2017SGXdSG]cccT]cd[ 3.6 24

228 {erturbationalGtreatmentGofGspinTorbitGcouplingGforGgenerallyGapplicableGhighTlevelGmultiTreferenceG
methodsUGJournalgofgChemicalgPhysicsSG2014SGX[XSGWb[XW] 3.9 24

227
lrylamineTxodifiedGThiazolesGasGoonorâ��lcceptorGoyeseG}uantumGnhemicalGpvaluationGofGtheG
nhargeTTransferG{rocessGandGTestingGasGwigandsGinG’utheniumOttPGnomplexesUGEuropeangJournalgofg
OrganicgChemistrySG2012SGYWXYSG]YZXT]Y[b

3.2 24

226 –electiveGpreparationGofGenantiomersGbyGlaserGpulseseGqromGoptimalGcontrolGtoGspecificGpumpGandG
dumpGtransitionsUGJournalgofgChemicalgPhysicsSG2000SGXXZSGXXXZ[TXXX[Y 3.9 24

225 –equentialG{rotonTnoupledGplectronGTransferGxediatesGpxcitedT–tateGoeactivationGofGaGpumelaninG
muildingGmlockUGJournalgofgPhysicalgChemistrygLettersSG2017SGcSGXWW[TXWWc 6.4 23

224 –urfaceGhoppingGdynamicsGincludingGintersystemGcrossingGusingGtheGalgebraicGdiagrammaticG
constructionGmethodUGJournalgofgChemicalgPhysicsSG2017SGX[bSGXc[XWd 3.9 23

223 winkageG{hotoisomerizationGxechanismGinGaG{hotochromicG’utheniumGyitrosylGnomplexeGyewG
tnsightsGfromGanGx–Tnl–{TYG–tudyUGJournalgofgChemicalgTheorygandgComputationSG2017SGXZSGaXYWTaXZW 6.4 23

222 xechanismGelucidationGofGtheGcisTtransGisomerizationGofGanGazoleGrutheniumTnitrosylGcomplexGandG
itsGosmiumGcounterpartUGInorganicgChemistrySG2013SG]YSGaYaWTbY 5.1 23

Leticia Gonzalez
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221 nreationGofGmultiholeGmolecularGwaveGpacketsGviaGstrongTfieldGionizationUGPhysicalgReviewgASG2010SG
cYSG 2.6 23

220 lnnulatedGdinuclearGmetalTfreeGandGαnOttPGphthalocyanineseGphotophysicalGstudiesGandGquantumG
mechanicalGcalculationsUGJournalgofgPhysicalgChemistrygBSG2008SGXXYSGc[aaTba 3.4 23

219 UnconventionalGtwoTstepGspinGrelaxationGdynamicsGofGβ’eOnzPOimPOphenPμGinGaqueousGsolutionUG
ChemicalgScienceSG2019SGXWSGXW[W]TXW[XX 9.4 23

218 üavelengthToptimizedGTwoT{hotonG{olymerizationGUsingGtnitiatorsGmasedGonGxultipolarG
lminostyrylTXSZS]TtriazinesUGScientificgReportsSG2018SGcSGXbYbZ 4.9 23

217 TheGgeneralityGofGtheGrUrlGx’ntGapproachGinGnzwUxmU–GforGtreatingGcomplexGquantumGchemistryUG
JournalgofgChemicalgPhysicsSG2020SGX]YSGXZ[XXW 3.9 22

216 ’evealingGtheGpositionGofGtheGsubstrateGinGnickelGsuperoxideGdismutaseeGaGmodelGstudyUGAngewandteg
ChemiegvgInternationalgEditionSG2011SG]WSGYd[aT]W 16.4 22

215 miologicallyGinspiredGmolecularGmachinesGdrivenGbyGlightUGzptimalGcontrolGofGaGunidirectionalGrotorUG
NewgJournalgofgPhysicsSG2010SGXYSGWb]WWb 2.9 22

214 UltrafastGnonTadiabaticGlaserTinducedGphotodissociationGdynamicsGofGnpxnOnzPZUGlnGabGinitioG
quantumGchemicalGandGdynamicalGstudyUGPhysicalgChemistrygChemicalgPhysicsSG2003SG]SGcbTda 3.6 22

213 –urfaceGsoppingGwithinGanGpxcitonG{ictureUGlnGplectrostaticGpmbeddingG–chemeUGJournalgofg
ChemicalgTheorygandgComputationSG2018SGX[SGaXZdTaX[c 6.4 22

212 tnterstateGvibronicGcouplingGconstantsGbetweenGelectronicGexcitedGstatesGforGcomplexGmoleculesUG
JournalgofgChemicalgPhysicsSG2018SGX[cSGXY[XXd 3.9 21

211 ’evealingGoeactivationG{athwaysGsiddenGinGTimeT’esolvedG{hotoelectronG–pectraUGScientificg
ReportsSG2016SGaSGZ]]YY 4.9 21

210 yovelGxolecularToynamicsTmasedG{rotocolsGforG{haseG–paceG–amplingGinGnomplexG–ystemsUG
FrontiersgingChemistrySG2018SGaSG[d] 5 21

209 }uenchingGofGnhargeGTransferGinGyitrobenzeneGtnducedGbyGäibrationalGxotionUGJournalgofgPhysicalg
ChemistrygLettersSG2015SGaSGZWWaTXX 6.4 20

208 UnusualGmechanismsGinGnlaisenGrearrangementseGanGionicGfragmentationGleadingGtoGaGTselectiveG
rearrangementUGChemicalgScienceSG2018SGdSG[XY[T[XZX 9.4 20

207 TimeTresolvedGinsightGintoGtheGphotosensitizedGgenerationGofGsingletGoxygenGinGendoperoxidesUG
JournalgofgChemicalgTheorygandgComputationSG2015SGXXSG[WaTX[ 6.4 20

206 yTsiteGdeTmethylationGinGpyrimidineGbasesGasGstudiedGbyGlowGenergyGelectronsGandGabGinitioG
calculationsUGPhysicalgChemistrygChemicalgPhysicsSG2013SGX]SGXX[ZXT[W 3.6 20

205 xechanisticGinsightGintoGlightTdrivenGmolecularGrotorseGaGconformationalGsearchGinGchiralG
overcrowdedGalkenesGbyGaGpseudoTrandomGapproachUGPhysicalgChemistrygChemicalgPhysicsSG2010SGXYSGXYYbdTcd3.6 20

204 mreakingGtheGstrongGandGweakGbondsGofGzsqâ��GusingGfewTcycleGt’GRGUäGlaserGpulsesUGPhysicalg
ChemistrygChemicalgPhysicsSG2004SGaSG[WbXT[WbZ 3.6 20

(2004-2010)
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203 pnantioselectiveGseparationGofGaxialGchiralGolefinsGbyGlaserGpulsesGusingGcoupledGtorsionGandG
pyramidalizationGmotionsUGPhysicalgChemistrygChemicalgPhysicsSG2003SG]SGZdZZTZd[Y 3.6 20

202 –olvatochromicGpffectsGonGtheGlbsorptionG–pectrumGofGYTThiocytosineUGJournalgofgPhysicalgChemistryg
BSG2017SGXYXSG]XcbT]Xda 3.4 19

201 TheGtnfluenceGofGtheGplectronicG–tructureGxethodGonGtntersystemGnrossingGoynamicsUGTheGnaseGofG
ThioformaldehydeUGJournalgofgChemicalgTheorygandgComputationSG2019SGX]SGZ[bWTZ[cW 6.4 19

200 qourG{lusGqourG–tateGoegeneraciesGinGtheGzâ��zG{hotolysisGofGlromaticGpndoperoxidesUGJournalgofg
PhysicalgChemistrygLettersSG2010SGXSGXWZaTXW[W 6.4 19

199
waserGcontrolGofGconicalGintersectionseG}uantumGmodelGsimulationsGforGtheGaveragedGlossTgainG
strategiesGofGfastGelectronicGdeactivationGinGXSXTdifluoroethyleneUGJournalgofgChemicalgPhysicsSG2009SG
XZXSGXW[ZWY

3.9 19

198 lGx–Tnl–{TYGstudyGofGtheGlowTlyingGelectronicGexcitedGstatesGofGnsYmrnlUGChemicalgPhysicsgLettersSG
2001SGZ]WSGX]]TXa[ 2.5 19

197 –imulatedGandGpxperimentalGTimeT’esolvedG{hotoelectronG–pectraGofGtheGtntersystemGnrossingG
oynamicsGinGYTThiouracilUGMoleculesSG2018SGYZSG 4.8 19

196 {eripheralGligandsGasGelectronGstorageGreservoirsGandGtheirGroleGinGenhancementGofGphotocatalyticG
hydrogenGgenerationUGChemicalgCommunicationsSG2016SG]YSGdZbXT[ 5.8 18

195 zpticalGenantioselectionGinGaGrandomGensembleGofGunidirectionallyGorientedGchiralGolefinsUGChemicalg
PhysicsSG2004SGYdcSG]]TaZ 2.3 18

194 {rotonGTransferGinGoissociativeG{rotonationG{rocessesUGJournalgofgPhysicalgChemistrygASG1998SGXWYSGXZ]aTXZa[2.8 18

193 qiniteTtemperatureGüignerGphaseTspaceGsamplingGandGtemperatureGeffectsGonGtheGexcitedTstateG
dynamicsGofGYTnitronaphthaleneUGPhysicalgChemistrygChemicalgPhysicsSG2019SGYXSGXZdWaTXZdX] 3.6 18

192 TheGradiativeGdecayGratesGtuneGtheGemissiveGpropertiesGofGrutheniumOttPGpolypyridylGcomplexeseGaG
computationalGstudyUGChemistrygvgangAsiangJournalSG2012SGbSGaabTbX 4.5 17

191 {ulseTshapeTdependentGstrongTfieldGionizationGviewedGwithGvelocityTmapGimagingUGPhysicalgReviewgA
SG2011SGc[SG 2.6 17

190 lGtheoreticalGinvestigationGofGtheGfeasibilityGofGTannorT’iceGtypeGcontroleGapplicationGtoGselectiveG
bondGbreakageGinGgasTphaseGdihalomethanesUGJournalgofgChemicalgPhysicsSG2012SGXZaSGXb[ZWZ 3.9 17

189 tdentifyingGtheGlowTlyingGelectronicGstatesGofGanthraceneTdSXWTendoperoxideUGChemicalgPhysicsg
LettersSG2008SG[]YSGabTbX 2.5 17

188 znGtheGlocationGofGconicalGintersectionsGinGnsYmrnlGusingGx–Tnl–{TYGmethodsUGJournalgofgPhysicalg
ChemistrygASG2006SGXXWSGXWY]XTd 2.8 17

187 sighTlevelGabGinitioGcalculationsGonGtheGXSYTdithioglyoxalVXSYTdithieteGisomerismUGChemicalgPhysicsg
LettersSG1996SGYaZSG[WbT[XZ 2.5 17

186 ˛–TqunctionalisationGofGvetonesGThroughGxetalTqreeGplectrophilicGlctivationUGAngewandtegChemiegvg
InternationalgEditionSG2020SG]dSGYWdZ]TYWdZd 16.4 17

Leticia Gonzalez
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185 nommunicationeGUnambiguousGcomparisonGofGmanyTelectronGwavefunctionsGthroughGtheirGoverlapsUG
JournalgofgChemicalgPhysicsSG2016SGX[]SGWYXXWZ 3.9 17

184 oirectGoeterminationGofGxetalGnomplexesNGtnteractionGwithGoylGbyGltomicGTelemetryGandG
xultiscaleGxolecularGoynamicsUGJournalgofgPhysicalgChemistrygLettersSG2017SGcSGcW]TcXX 6.4 16

183 –olventGpffectsGonGplectronicallyGpxcitedG–tateseG}xVnontinuumGäersusG}xVpxplicitGxodelsUG
JournalgofgPhysicalgChemistrygBSG2018SGXYYSGYdb]TYdc[ 3.4 16

182 t’GspectrumGofGqsqTGandGqoqTGrevisitedGusingGaGspectralGmethodGinGfourGdimensionsUGJournalgofg
PhysicalgChemistrygASG2012SGXXaSGXXZaXTd 2.8 16

181 lnGabGinitioGstudyGofGtheGexcitedG–tatesSGisomerizationGenergyGprofilesGandGconicalGintersectionsGofGaG
chiralGcyclohexylideneGderivativeUGJournalgofgPhysicalgChemistrygASG2007SGXXXSGYZcT[Z 2.8 16

180 äibrationalG–amplingGandG–olventGpffectsGonGtheGplectronicG–tructureGofGtheGlbsorptionG–pectrumGofG
YTyitronaphthaleneUGJournalgofgChemicalgTheorygandgComputationSG2018SGX[SGZYW]TZYXb 6.4 15

179 –tarkGcontrolGofGaGchiralGfluoroethyleneGderivativeUGJournalgofgPhysicalgChemistrygASG2012SGXXaSGYb[ZTd 2.8 15

178 TheG’oleGofGplectronicGTripletG–tatesGandGsighTwyingG–ingletG–tatesGinGtheGoeactivationGxechanismG
ofGtheG{arentGmzot{YeGlnGlonOYPGandGnl–{TYG–tudyUGChemPhotoChemSG2019SGZSGbYbTbZc 3.3 15

177 lGredoxTneutralGsynthesisGofGketonesGbyGcouplingGofGalkenesGandGamidesUGNaturegCommunicationsSG
2019SGXWSGYZYb 17.4 14

176 lG−x–Tnl–{TYGnonTadiabaticGdynamicsGstudyGonGpyrroleUGComputationalgandgTheoreticalgChemistrySG
2019SGXX]]SGZcT[a 2 14

175 sydrativeGlminoxylationGofGYnamideseGzneG’eactionSGTwoGxechanismsUGChemistrygvgAgEuropeang
JournalSG2018SGY[SGY]X]TY]Xd 4.8 14

174 lGnonTadiabaticGwavepacketGdynamicalGstudyGofGtheGlowGenergyGchargeGtransferGprocessGinGtheG
–ZRRsGcollisionUGChemicalgPhysicsSG2012SG[WWSGXa]TXbW 2.3 14

173 lGnonTadiabaticGquantumTclassicalGdynamicsGstudyGofGtheGintramolecularGexcitedGstateGhydrogenG
transferGinGorthoTnitrobenzaldehydeUGPhysicalgChemistrygChemicalgPhysicsSG2011SGXZSGX[ac]TdZ 3.6 14

172 –electiveGcarbonTcarbonGbondGcleavageGofGYSYNTdibromotolaneGviaGphotolysisGofGitsGappropriateG
OdiphosphineP{tWGcomplexGinGtheGsolidGstateUGDaltongTransactionsSG2008SGXdbdTcX 4.3 14

171 TheoreticalGinvestigationGofGanthraceneTdSXWTendoperoxideGverticalGsingletGandGtripletGexcitationG
spectraUGJournalgofgComputationalgChemistrySG2008SGYdSGXdcYTdX 3.5 14

170 tmpactGofGwipidGpnvironmentGonG{hotodamageGlctivationGofGxethyleneGmlueUGChemPhotoChemSG
2017SGXSGXbcTXcY 3.3 13

169
qromG–urfaceGsoppingGtoG}uantumGoynamicsGandGmackUGqindingGpssentialGplectronicGandGyuclearG
oegreesGofGqreedomGandGzptimalG–urfaceGsoppingG{arametersUGJournalgofgPhysicalgChemistrygASG
2019SGXYZSGcZYXTcZZY

2.8 13

168 nhallengesGinG–imulatingGwightTtnducedG{rocessesGinGoylUGMoleculesSG2017SGYYSG[d 4.8 13

(2017-2016)
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167 oensityGfunctionalGtheoryGrationalizationGofGtheGsubstituentGeffectsGinGtrifluoromethylTpyridinolG
derivativesUGTetrahedronSG2009SGa]SGYZYTYZd 2.4 13

166 vineticGmodelGforGtheGthermalGrearrangementGofGcisTGandGtransTpinaneUGJournalgofgPhysicalgChemistryg
ASG2008SGXXYSG]cc]TdY 2.8 13

165 tntersystemGnrossingGandGTripletGoynamicsGinGanGtronOttPGyTseterocyclicGnarbeneG{hotosensitizerUG
InorganicgChemistrySG2020SG]dSGX[aaaTX[abc 5.1 13

164 –tepwiseGphotosensitizedGthymineGdimerizationGmediatedGbyGanGexcitonGintermediateUGMonatshefteg
Fˆ…rgChemieSG2018SGX[dSGXTd 1.4 13

163 parlyG’elaxationGoynamicsGinGtheG{hotoswitchableGnomplexGtransTβ’unlOyzPOpyPGμUGChemistrygvgAg
EuropeangJournalSG2020SGYaSGXX]YYTXX]Yc 4.8 12

162 pffectGofGoylGpnvironmentGonGplectronicallyGpxcitedG–tatesGofGxethyleneGmlueGpvaluatedGbyGaG
ThreeTwayeredG}xV}xVxxGzytzxG–chemeUGJournalgofgChemicalgTheorygandgComputationSG2018SGX[SG[YdcT[ZWc6.4 12

161
znGtheGlightTdrivenGisomerizationGofGaGmodelGasymmetricGmolecularGrotoreGconformationsGandG
conicalGintersectionsGofGYTcyclopentylideneTtetrahydrofuranUGJournalgofgPhysicalgChemistrygASG2010SG
XX[SGdZ[YTc

2.8 12

160 {hotochemicalGbehaviorGofGOdiphosphinePO˛•OYPTtolaneP{tOWPGcomplexesUG{artGleGpxperimentalG
considerationsGinGsolutionGandGinGtheGsolidGstateUGDaltongTransactionsSG2010SGZdSGd[dZT]W[ 4.3 12

159 pxcimerGtntermediatesGenG’outeGtoGwongTwivedGnhargeTTransferG–tatesGinG–ingleT–trandedGldenineG
oylGasG’evealedGbyGyonadiabaticGoynamicsUGJournalgofgPhysicalgChemistrygLettersSG2020SGXXSGb[cZTb[cc 6.4 12

158
nompetingGultrafastGphotoinducedGelectronGtransferGandGintersystemGcrossingGofGβ’eOnzPG
OompPOsisXY[POTrpXYYPμGinGazurineGaGnonadiabaticGdynamicsGstudyUGTheoreticalgChemistrygAccountsSG
2020SGXZdSGa]

1.9 11

157 –ynthesisSGpropertiesGandGquantumGchemicalGevaluationGofGsolvatochromicG
pyridiniumTphenylTXSZTthiazolT[TolateGbetaineGdyesUGTetrahedronSG2013SGadSGX[cdTX[dc 2.4 11

156 lGcomparativeGanalysisGofGtheGUäVäisGabsorptionGspectraGofGnitrobenzaldehydesUGPhysicalgChemistryg
ChemicalgPhysicsSG2011SGXZSG[YadTbc 3.6 11

155 {hotochemicalGbehaviorGofGObisphosphanePO˛•OYPTtolaneP{tOWPGcomplexesUG{artGmeGlnGinsightGfromG
oqTGcalculationsUGDaltongTransactionsSG2010SGZdSGd]W]TXZ 4.3 11

154
–ubstituentGeffectsGonGtheGlightTinducedGnTnGandGnTmrGbondGactivationGinG
ObisphosphinePOetaYTtolaneP{tWGcomplexesUGlGToToqTGstudyUGPhysicalgChemistrygChemicalgPhysicsSG
2009SGXXSG[]dZTaWW

3.6 11

153 qourTstateGconicalGintersectionseGTheGnonradiativeGdeactivationGfunnelGconnectedGtoGzâ��zGhomolysisG
inGbenzeneGendoperoxideUGChemicalgPhysicsgLettersSG2010SG[ddSGYXTY] 2.5 11

152 lGnl––nqGandGnl–{TYGstudyGofGtheGphotochemistryGofGXSXTGandGXSYTdifluoroethylenesUGChemicalg
PhysicsSG2008SGZ[dSGYcbTYd] 2.3 11

151 –emiclassicalGxolecularGoynamicsGforG–pectroscopicGnalculationsG2020SG]d]TaYc 11

150 UltrafastGandGlongTtimeGexcitedGstateGkineticsGofGanGyt’TemissiveGvanadiumOiiiPGcomplexGttUG
plucidatingGtripletTtoTsingletGexcitedTstateGdynamicsUGChemicalgScienceSG2021SGXYSGXWbdXTXWcWX 9.4 11

Leticia Gonzalez
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149 pnhancingGtheG–tabilityGofG{hotogeneratedGmenzophenoneGTripletG’adicalG{airsGthroughG
–upramolecularGlssemblyUGJournalgofgthegAmericangChemicalgSocietySG2018SGX[WSGXZWa[TXZWbW 16.4 11

148 TheG}uestGtoG–imulateGpxcitedT–tateGoynamicsGofGTransitionGxetalGnomplexesUGJacsgAuSG2021SGXSGXXXaTXX[W 11

147 plectrochemicalGandG{hotophysicalG{ropertiesGofG’utheniumOttPGnomplexesGpquippedGwithG
–ulfuratedGmipyridineGwigandsUGInorganicgChemistrySG2020SG]dSG[dbYT[dc[ 5.1 10

146 pxcitonGwocalizationGonG’uTmasedG{hotosensitizersGtnducedGbyGmindingGtoGwipidGxembranesUGJournalg
ofgPhysicalgChemistrygLettersSG2018SGdSGacZTacc 6.4 10

145 tntersystemGnrossingGasGaGveyGnomponentGofGtheGyonadiabaticG’elaxationGoynamicsGofGmithiopheneG
andGTerthiopheneUGJournalgofgChemicalgTheorygandgComputationSG2018SGX[SG[]ZWT[][W 6.4 10

144 xechanisticGstudiesGonGtheGalcoholysisGandGaminolysisGofGβOxeαnPY{˛…TyOsPtmu}{˛…TyOnsY{yPY}μUG
JournalgofgOrganometallicgChemistrySG2010SGad]SGYcWTYdW 2.3 10

143 pxcitedGstateGdynamicsGofGaGmodelGasymmetricGmolecularGrotoreGlGfiveTdimensionalGstudyGonG
YTcyclopentylideneTtetrahydrofuranUGChemicalgPhysicsSG2010SGZbbSGcaTd] 2.3 10

142 ’ydbergGorGvalencejGTheGlongTstandingGquestionGinGtheGUäGabsorptionGspectrumGofG
XSXNTbicyclohexylideneUGChemPhysChemSG2008SGdSGY][[Td 3.2 10

141 nontrolGofGtheGphotodissociationGofGnsYmrnlGusingGaGfewTcycleGt’GdrivingGlaserGpulseGandGaGUäG
controlGpulseUGChemicalgPhysicsgLettersSG2008SG[]dSGZdT[Z 2.5 10

140 –equentialG{umpToumpGnontrolGofG{hotoisomerizationGnompetingGwithG{hotodissociationGofG
zpticalGtsomersUGJournalgofgPhysicalgChemistrygASG2004SGXWcSGa[]]Ta[aZ 2.8 10

139 yeutralTtoTionicGαpvpGtransitionGdipoleGcouplingsGbeyondGvoopmansâ��GpictureeGlpplicationGtoG
femtosecondGpumpâ��probeGspectroscopyUGChemicalgPhysicsSG2005SGZX[SGX[ZTX]c 2.3 10

138 αurGwaserpulsT{rˆ⁄parationGreinerGpnantiomereGausGeinemG’acemateGquantenmechanischeG
xodellsimulationGfˆ…rGsY{z–sUGAngewandtegChemieSG2000SGXXYSG[bc]T[bcc 3.6 10

137 nuriousGnaseGofGYT–elenouracileGpfficientG{opulationGofGTripletG–tatesGandGYetG{hotostableUGJournalg
ofgChemicalgTheorygandgComputationSG2019SGX]SGZbZWTZb[Y 6.4 9

136 tmplementationGofGnoherentG–witchingGwithGoecayGofGxixingGintoGtheG–sl’nG{rogramUGJournalgofg
ChemicalgTheorygandgComputationSG2020SGXaSGZ[a[TZ[b] 6.4 9

135 {hotoactivityGandGUäGabsorptionGspectroscopyGofG’noOnzP[GO’GhGsSGnsZPGorganometallicGcomplexesUG
JournalgofgPhysicalgChemistrygASG2007SGXXXSG[bZbT[Y 2.8 9

134 TheGelectronicGexcitedGstatesGofGaGmodelGorganicGendoperoxideeGlGcomparisonGofGToToqTGandGabG
initioGmethodsUGChemicalgPhysicsgLettersSG2007SG[[aSGYaYTYab 2.5 9

133 tdentificationGofGimportantGnormalGmodesGinGnonadiabaticGdynamicsGsimulationsGbyGcoherenceSG
correlationSGandGfrequencyGanalysesUGJournalgofgChemicalgPhysicsSG2019SGX]XSGY[[XX] 3.9 9

132 lGäalenceToelocalisedGzsmiumGoimerGcapableGofGoinitrogenG{hotocleavageeGlbGtnitioGtnsightsGintoG
ttsGplectronicG–tructureUGChemistrygvgAgEuropeangJournalSG2018SGY[SG]XXYT]XYZ 4.8 9

(2018-2018)
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131 sydrogenGmondingG’egulatesGtheG’igidityGofGwiposomeTpncapsulatedGnhlorinG{hotosensitizersUG
ChemistryOpenSG2018SGbSG[b]T[cZ 2.3 9

130 miologicalGevaluationGofGnovelGthiomaltolTbasedGorganometallicGcomplexesGasGtopoisomeraseGtt˛–G
inhibitorsUGJournalgofgBiologicalgInorganicgChemistrySG2020SGY]SG[]XT[a] 3.7 8

129 –teigerungGderGtnterkombinationseffizienzGinG{henothiazinfarbstoffenGdurchGpinlagerungGinGoylUG
AngewandtegChemieSG2015SGXYbSG[[]WT[[]Z 3.6 8

128 yuclearG–pinG–electiveGTorsionalG–tateseGtmplicationsGofGxolecularG–ymmetryUGZeitschriftgFurg
PhysikalischegChemieSG2013SGYYbSGXWYXTXW[c 3.1 8

127 lGwavepacketGstudyGofGtheGlowTenergyGchargeGtransferGprocessGinGtheG–OZRPGRGsGreactionGusingG
timeTresolvedGelectronicGdensitiesUGPhysicalgChemistrygChemicalgPhysicsSG2010SGXYSG][ZdT[] 3.6 8

126 lGnl–{TYGstudyGofGtheGexcitedGstatesGofGadenineGtautomersGwithGsilverGionsUGChemicalgPhysicsgLetters
SG2007SG[Z]SGXZaTX[X 2.5 8

125 TheGroleGofGlgOtPGionsGinGtheGelectronicGspectroscopyGofGadenineâ��cytosineGmispairsUGJournalgofg
PhotochemistrygandgPhotobiologygA:gChemistrySG2007SGXdWSGZWXTZWd 4.7 8

124 zpticalGresolutionGofGorientedGenantiomersGviaGphotodissociationeGquantumGmodelGsimulationsGforG
sY{z–oUGPhysicalgChemistrygChemicalgPhysicsSG2005SGbSG[WdaTXWX 3.6 8

123 lGmultiGstateTnl–{TYGvsUGToToqTGstudyGofGtheGelectronicGexcitedGstatesGofG’noOnzP[GO’hsSGnsZPG
organometallicGcomplexesUGChemicalgPhysicsgLettersSG2006SG[XbSG][]T][d 2.5 8

122 lpplicationGofGoptimalGcontrolGtheoryGtoGultrafastGnonresonantGmultiphotonGtransitionsGinG
polyatomicGmoleculesUGOpticsgCommunicationsSG2006SGYa[SG]WYT]XW 2 8

121 }uantumG–imulationsGforGtsotopeGpffectsGofGt’GRGUäGwaserG{ulsesGonG–ymmetryGandG–electiveG
sydrogenGmondGmreakingUGZeitschriftgFurgPhysikalischegChemieSG2003SGYXbSGX]bbTX]da 3.1 8

120 pnhancedG’igidityGnhangesGUltravioletGlbsorptioneGpffectGofGaGxerocyanineGminderGonG
rT}uadruplexG{hotophysicsUGJournalgofgPhysicalgChemistrygLettersSG2020SGXXSGXWYXYTXWYXc 6.4 8

119 }xVxxGyonadiabaticGoynamicseGtheG–sl’nVnzm’lxxGlpproachUGJournalgofgChemicalgTheorygandg
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ChemicalgPhysicsgLettersSG2003SGZcWSG]ZaT][X 2.5 7

107 tsotopicGeffectsGonGtheGcontrolGofGmolecularGhandednessGofGsGYG{z–sGbyGultrashortGlaserGpulsesUG
EuropeangPhysicalgJournalgDSG2001SGX[SGXc]TXdW 1.3 7

106 lssessingGnonfigurationalG–amplingGinGtheG}uantumGxechanicsVxolecularGxechanicsGnalculationGofG
TemoporfinGlbsorptionG–pectrumGandGTripletGoensityGofG–tatesUGMoleculesSG2018SGYZSG 4.8 7
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2020SGYW]TY[] 7

103 oirectionalGandGregioselectiveGholeGinjectionGofGspiropyranGphotoswitchesGintercalatedGintoG
lVTTduplexGoylUGPhysicalgChemistrygChemicalgPhysicsSG2019SGYXSGXbdbXTXbdbb 3.6 6

102 –olventGreorganizationGtriggersGphotoTinducedGsolvatedGelectronGgenerationGinGphenolUGPhysicalg
ChemistrygChemicalgPhysicsSG2019SGYXSGX[YaXTX[Yad 3.6 6

101 –piropyranGxeetsGruanineG}uadruplexeseGtsomerizationGxechanismGandGoylGmindingGxodesGofG
}uinolizidineT–ubstitutedG–piropyranG{robesUGChemistrygvgAgEuropeangJournalSG2020SGYaSGXZWZdTXZW[] 4.8 6

100 zrbitalTfreeGphotophysicalGdescriptorsGtoGpredictGdirectionalGexcitationsGinGmetalTbasedG
photosensitizersUGChemicalgScienceSG2020SGXXSGbac]TbadZ 9.4 6

99 nl–{TYG{otentialGpnergyGnurvesGforGyzGoissociationGinGaG’utheniumGyitrosylGnomplexUGMoleculesSG
2020SGY]SG 4.8 6

98
’utheniumGnarbonylGnomplexesGwithGlzoleGseterocyclesGâ��G–ynthesisSG−TrayGoiffractionG–tructuresSG
oqTGnalculationsSG–olutionGmehaviorSGandGlntiproliferativeGlctivityUGEuropeangJournalgofgInorganicg
ChemistrySG2016SGYWXaSGX]aaTX]ba

2.3 6

97
–heddingGwightGonGtheGyatureGofG{hotoinducedG–tatesGqormedGinGaGsydrogenTreneratingG
–upramolecularG’u{tG{hotocatalystGbyGUltrafastG–pectroscopyUGJournalgofgPhysicalgChemistrygASG2018
SGXYYSGaZdaTa[Wa
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42 –trongGwigandG–tabilizationGmasedGonGˇ�TpxtensionGinGaG–eriesGofG’utheniumGTerpyridineGüaterG
zxidationGnatalystsUGChemistrygvgAgEuropeangJournalSG2021SGYbSGXacbXTXacbc 4.8 2
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