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277 “uπntumUclπssicπlGsimulπtionsGofGrhodopsinGreveπlGexcitedUstπteGpopulπtionGsplittingGπndGitsGeffectsG
onGquπntumGefficiencyVVGNaturegChemistryTG2022TG 17.6 4

276 qvolutionGofGtheGmutomπticG”hodopsinGyodelingGPm”yQG’rotocolVVGTopicsgingCurrentgChemistryTG2022TG
]dYTG[Z 7.2 0

275 qvolutionGofGtheGmutomπticG”hodopsinGyodelingGPm”yQG’rotocolVGTopicsgingCurrentgChemistryg
CollectionsTG2022TGZYaUZa[ 1.8

274 ‘nGtheGmutomπticGoonstructionGofG“yWyyGyodelsGforGniologicπlG’hotoreceptorsfG”hodopsinsGπsG
yodelG–ystemsVGChallengesgandgAdvancesgingComputationalgChemistrygandgPhysicsTG2021TGZUca 0.7 2

273 ’ro[ZeGisGπnGelectrostπticGcolorGdeterminπntGinGtheGlightUdrivenGsodiumGpumpGw”[VGCommunicationsg
BiologyTG2021TG`TGZZda 6.7 2

272 ‘nGtheG—rπnsitionGfromGπGniomimeticGyoleculπrG–witchGtoGπG”otπryGyoleculπrGyotorVGJournalgofg
PhysicalgChemistrygLettersTG2021TGZ[TG]dcaU]dd` 6.4 3

271  nlockingGtheGpoubleGnondGinG’rotonπtedG–chiffGnπsesGbyGooherentG–uperpositionGofG–GπndG–VG
JournalgofgPhysicalgChemistrygLettersTG2021TGZ[TGab]eUab`] 6.4 2

270 “yWyyGunvestigπtionGofGtheG–pectroscopicG’ropertiesGofGtheGrluorophoreGofGnπcteriπlGxuciferπseVG
JournalgofgChemicalgTheorygandgComputationTG2021TGZcTGbYaUbZ] 6.4 3

269 qffectGofGchπrgeUtrπnsferGenhπncementGonGtheGefficiencyGπndGrotπryGmechπnismGofGπnG
oxindoleUbπsedGmoleculπrGmotorVGChemicalgScienceTG2021TGZ[TGc`dbUc`ec 9.4 5

268 rrontiersGinGyultiscπleGyodelingGofG’hotoreceptorG’roteinsVGPhotochemistrygandgPhotobiologyTG2021
TGecTG[`]U[be 3.6 8

267 –ubUpicosecondGoioGbondGphotoUisomerizπtionfGevidenceGforGtheGroleGof´ excitedGstπteGmixingVG
ComptesgRendusgPhysiqueTG2021TG[[TGZU[d 1.4 0

266
rreeGqnergyGoomputπtionGforGπnGusomerizingGohromophoreGinGπGyoleculπrGoπvityGviπGtheGmverπgeG
–olventGqlectrostπticGoonfigurπtionGyodelfGmpplicπtionsGinG”hodopsinGπndG”hodopsinUyimickingG
–ystemsVGJournalgofgChemicalgTheorygandgComputationTG2021TGZcTGaddaUadea

6.4 2

265 oomputπtionπlGπndG–pectroscopicGohπrπcterizπtionGofGtheG’hotocycleGofGπnGmrtificiπlG”hodopsinVG
JournalgofgPhysicalgChemistrygLettersTG2020TGZZTG`[`aU`[a[ 6.4 2

264 yodernGquπntumGchemistryGwithGü‘pen]yolcπsVGJournalgofgChemicalgPhysicsTG2020TGZa[TG[Z`ZZc 3.9 106

263 ¶ebUm”yfGmG¶ebUnπsedGunterfπceGforGtheGmutomπticGoonstructionGofG“yWyyGyodelsGofG
”hodopsinsVGJournalgofgChemicalgInformationgandgModelingTG2020TGbYTGZ`dZUZ`e] 6.1 10

262
qxcitedU–tπteGVibronicGpynπmicsGofGnπcteriorhodopsinGfromG—woUpimensionπlGqlectronicG’hotonG
qchoG–pectroscopyGπndGyulticonfigurπtionπlG“uπntumGohemistryVGJournalgofgPhysicalgChemistryg
LettersTG2020TGZZTG]ddeU]deb

6.4 4

261 “uπntumGπndG“uπntumUolπssicπlG–tudiesGofGtheG’hotoisomerizπtionGofGπG”etinπlGohromophoreG
yodelVGJournalgofgChemicalgTheorygandgComputationTG2020TGZbTGbY][UbY`d 6.4 14
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260 mnπbπenπG–ensoryG”hodopsinfGqffectGofGpointGmutπtionsGonG’–n”GphotoUisomerizπtionGspeedVGEPJg
WebgofgConferencesTG2019TG[YaTGZYYY` 0.3

259 ‘penyolcπsfGrromG–ourceGoodeGtoGunsightVGJournalgofgChemicalgTheorygandgComputationTG2019TGZaTGae[aUaeb`6.4 310

258 yultistπteGyulticonfigurπtionG“uπntumGohemicπlGoomputπtionGofGtheG—woU’hotonGmbsorptionG
–pectrπGofGnovineG”hodopsinVGJournalgofgPhysicalgChemistrygLettersTG2019TGZYTGb[e]Ub]YY 6.4 8

257 ”edUshiftingGmutπtionGofGlightUdrivenGsodiumUpumpGrhodopsinVGNaturegCommunicationsTG2019TGZYTGZee] 17.4 34

256 nileGmcidGnindingG’roteinGrunctionπlizπtionGxeπdsGtoGπGrullyG–yntheticG”hodopsinGyimicVGJournalgofg
PhysicalgChemistrygLettersTG2019TGZYTG[[]aU[[`] 6.4 7

255
πUm”yfGmutomπticG”hodopsinGyodelingGwithGohromophoreGoπvityGsenerπtionTGuonizπtionG–tπteG
–electionTGπndGqxternπlGoounterionG’lπcementVGJournalgofgChemicalgTheorygandgComputationTG2019TG
ZaTG]Z]`U]Za[

6.4 25

254 mssessmentGofGyoU’pr—GqxcitπtionGqnergiesGforGπG–etGofG“yWyyGyodelsGofG”hodopsinsVGJournalgofg
ChemicalgTheorygandgComputationTG2019TGZaTGZeZaUZe[] 6.4 8

253 –ynthesisTGspectroscopyGπndG“yWyyGsimulπtionsGofGπGbiomimeticGultrπfπstGlightUdrivenGmoleculπrG
motorVGPhotochemicalgandgPhotobiologicalgSciencesTG2019TGZdTG[[aeU[[be 4.2 12

252
optypU—henU“yWyyGudentificπtionGofGtheGmminoGmcidsG”esponsibleGforGtheGmnπbπenπG–ensoryG
”hodopsinGptUpependentGqlectronicGmbsorptionG–pectrumVGJournalgofgChemicalgTheorygandg
ComputationTG2019TGZaTG`a]aU`a`b

6.4 9

251 —woU–tπteTG—hreeUyodeG’πrπmetrizπtionGofGtheGrorceGrieldGofGπG”etinπlGohromophoreGyodelVG
JournalgofgPhysicalgChemistrygATG2019TGZ[]TGZcZYUZcZe 2.8 10

250 rluorescenceGqnhπncementGofGπGyicrobiπlG”hodopsinGviπGqlectronicG”eprogrπmmingVGJournalgofgtheg
AmericangChemicalgSocietyTG2019TGZ`ZTG[b[U[cZ 16.4 23

249 VibrπtionπlGcoherenceGπndGquπntumGyieldGofGretinπlUchromophoreUinspiredGmoleculπrGswitchesVG
FaradaygDiscussionsTG2019TG[[ZTG[eeU][Z 3.6 8

248 qngineeringGtheGvibrπtionπlGcoherenceGofGvisionGintoGπGsyntheticGmoleculπrGdeviceVGNatureg
CommunicationsTG2018TGeTG]Z] 17.4 29

247 qvidenceGforGπGvibrπtionπlGphπseUdependentGisotopeGeffectGonGtheGphotochemistryGofGvisionVGNatureg
ChemistryTG2018TGZYTG``eU`aa 17.6 56

246 mGoompπrπtiveG–tudyGofGyodernGtomologyGyodelingGmlgorithmsGforG”hodopsinG–tructureG
’redictionVGACSgOmegaTG2018TG]TGcaaaUcabb 3.9 29

245 qffectGofGpointGmutπtionsGonGtheGultrπfπstGphotoUisomerizπtionGofGmnπbπenπGsensoryGrhodopsinVG
FaradaygDiscussionsTG2018TG[YcTGaaUca 3.6 13

244 qlectronicG–tπteGyixingGoontrolsGtheG’hotoreπctivityGofGπG”hodopsinGwithGπllUGtrπnsGohromophoreG
mnπloguesVGJournalgofgPhysicalgChemistrygLettersTG2018TGeTGb]aYUb]aa 6.4 13

243 –ystemπticGqxcitedG–tπteG–tudiesGofG”eversiblyG–witchπbleGrluorescentG’roteinsVGJournalgofgChemicalg
TheorygandgComputationTG2018TGZ`TG]Zb]U]Zc[ 6.4 7
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242
”elπtionshipGbetweenGqxcitedG–tπteGxifetimeGπndGusomerizπtionG“uπntumGäieldGinGmnimπlG
”hodopsinsfGneyondGtheG‘neUpimensionπlGxπndπuUöenerGyodelVGJournalgofgPhysicalgChemistryg
LettersTG2018TGeTG]]ZaU]][[

6.4 20

241 mbGunitioGunvestigπtionGofG’hotochemicπlG”eπctionGyechπnismsfGrromGusolπtedGyoleculesGtoG
oomplexGqnvironmentsG2017TGZe`]UZee`

240 ‘ptomechπnicπlGoontrolGofG“uπntumGäieldGinG—rπnsUoisG ltrπfπstG’hotoisomerizπtionGofGπG”etinπlG
ohromophoreGyodelVGAngewandtegChemiegugInternationalgEditionTG2017TGabTG]d`[U]d`b 16.4 18

239 ‘ptomechπnicπlGoontrolGofG“uπntumGäieldGinG—rπnsâ��oisG ltrπfπstG’hotoisomerizπtionGofGπG”etinπlG
ohromophoreGyodelVGAngewandtegChemieTG2017TGZ[eTG]eYYU]eY` 3.6 3

238 —heoryGπndG–imulπtionGofGtheG ltrπfπstGpoubleUnondGusomerizπtionGofGniologicπlGohromophoresVG
ChemicalgReviewsTG2017TGZZcTGZ]aY[UZ]aba 68.1 160

237 umpπctGofGqlectronicG–tπteGyixingGonGtheG’hotoisomerizπtionG—imeG–cπleGofGtheG”etinπlG
ohromophoreVGJournalgofgPhysicalgChemistrygLettersTG2017TGdTGa[[[Ua[[c 6.4 23

236
mnGmverπgeG–olventGqlectrostπticGoonfigurπtionG’rotocolGforG“yWyyGrreeGqnergyG‘ptimizπtionfG
umplementπtionGπndGmpplicπtionGtoG”hodopsinG–ystemsVGJournalgofgChemicalgTheorygandg
ComputationTG2017TGZ]TGb]eZUb`Y`

6.4 21

235 —owπrdGmutomπticG”hodopsinGyodelingGπsGπG—oolGforGtighU—hroughputGoomputπtionπlG
’hotobiologyVGJournalgofgChemicalgTheorygandgComputationTG2016TGZ[TGbY[YUbY]` 6.4 39

234 yechπnismGofGexcitedGstπteGdeπctivπtionGofGindπnUZUylideneGπndGfluorenUeUylideneGmπlononitrilesVG
PhysicalgChemistrygChemicalgPhysicsTG2016TGZdTG][cdbU][cea 3.6 8

233 –pπceGπndG—imeGqvolutionGofGtheGqlectrostπticG’otentiπlGpuringGtheGmctivπtionGofGπGVisuπlG’igmentVG
JournalgofgPhysicalgChemistrygLettersTG2016TGcTG[ab]Uc 6.4 7

232 pesignTG–ynthesisTGπndGpynπmicsGofGπGsreenGrluorescentG’roteinGrluorophoreGyimicGwithGπnG
 ltrπfπstG–witchingGrunctionVGJournalgofgthegAmericangChemicalgSocietyTG2016TGZ]dTGedYcU[a 16.4 32

231 ’robingGtheG’hotodynπmicsGofG”hodopsinsGwithG”educedG”etinπlGohromophoresVGJournalgofg
ChemicalgTheorygandgComputationTG2016TGZ[TGd]eUaY 6.4 38

230 mbGunitioGunvestigπtionGofG’hotochemicπlG”eπctionGyechπnismsfGrromGusolπtedGyoleculesGtoG
oomplexGqnvironmentsG2016TGZUa[

229 yodulπtionGofGthermπlGnoiseGπndGspectrπlGsensitivityGinGxπkeGnπikπlGcottoidGfishGrhodopsinsVG
ScientificgReportsTG2016TGbTG]d`[a 4.9 19

228 yolcπsGdfGzewGcπpπbilitiesGforGmulticonfigurπtionπlGquπntumGchemicπlGcπlculπtionsGπcrossGtheG
periodicGtπbleVGJournalgofgComputationalgChemistryTG2016TG]cTGaYbU`Z 3.5 1047

227 ”oleGofGtheGyoleculπrGqnvironmentGinGrlπvoproteinGoolorGπndG”edoxG—uningfG“yGolusterGversusG
“yWyyGyodelingVGJournalgofgChemicalgTheorygandgComputationTG2015TGZZTG]dcdUe` 6.4 23

226
mssessmentGofGmpproximπteGooupledUolusterGπndGmlgebrπicUpiπgrπmmπticUoonstructionGyethodsG
forGsroundUGπndGqxcitedU–tπteG”eπctionG’πthsGπndGtheGoonicπlUuntersectionG–eπmGofGπG
”etinπlUohromophoreGyodelVGJournalgofgChemicalgTheorygandgComputationTG2015TGZZTGacadUdZ

6.4 99

225 yoleculπrGbπsesGforGtheGselectionGofGtheGchromophoreGofGπnimπlGrhodopsinsVGProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2015TGZZ[TGZa[ecU]Y[ 11.5 33
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224 mGsurfπceGhoppingGπlgorithmGforGnonπdiπbπticGminimumGenergyGpπthGcπlculπtionsVGJournalgofg
ComputationalgChemistryTG2015TG]bTG]Z[U[Y 3.5 6

223 “uπntumGyonteGoπrloG—reπtmentGofGtheGohπrgeG—rπnsferGπndGpirπdicπlGqlectronicGohπrπcterGinGπG
”etinπlGohromophoreGyinimπlGyodelVGJournalgofgChemicalgTheorygandgComputationTG2015TGZZTGee[UZYYa 6.4 35

222 pirectionπlityGofGpoubleUnondG’hotoisomerizπtionGpynπmicsGunducedGbyGπG–ingleG–tereogenicG
oenterVGJournalgofgPhysicalgChemistrygLettersTG2015TGbTGaeeUbY` 6.4 46

221  ltrπfπstG’hotoisomerizπtionGofGohirπlGniomimeticGyoleculπrG–witchesVGSpringergProceedingsging
PhysicsTG2015TGaZcUa[Y 0.2

220 unitiπlGexcitedUstπteGdynπmicsGofGπnGzUπlkylπtedGindπnylideneUpyrrolineGPzmu’QGrhodopsinGπnπlogVG
JournalgofgPhysicalgChemistrygBTG2014TGZZdTGZ[[`]UaY 3.4 9

219 xeπrningGfromGphotobiologyGhowGtoGdesignGmoleculπrGdevicesGusingGπGcomputerVGChemicalgSocietyg
ReviewsTG2014TG`]TG`YZeU]b 58.5 35

218 mGoonicπlGuntersectionGoontrolsGtheGpeπctivπtionGofGtheGnπcteriπlGxuciferπseGrluorophoreVG
AngewandtegChemieTG2014TGZ[bTGZYY[dUZYY]] 3.6 7

217
–hπpeGofGyultireferenceTGqquπtionUofUyotionGooupledUolusterTGπndGpensityGrunctionπlG—heoryG
’otentiπlGqnergyG–urfπcesGπtGπGoonicπlGuntersectionVGJournalgofgChemicalgTheorygandgComputationTG
2014TGZYTG]Yc`Ud`

6.4 132

216 pesigningGconicπlGintersectionsGforGlightUdrivenGsingleGmoleculeGrotπryGmotorsfGfromGprecessionπlGtoG
πxiπlGmotionVGJournalgofgOrganicgChemistryTG2014TGceTG]adcUbYY 4.2 53

215
oompπrisonGofGtheGisomerizπtionGmechπnismsGofGhumπnGmelπnopsinGπndGinvertebrπteGπndG
vertebrπteGrhodopsinsVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaTG2014TGZZZTGZcZ`Ue

11.5 47

214 mGconicπlGintersectionGcontrolsGtheGdeπctivπtionGofGtheGbπcteriπlGluciferπseGfluorophoreVGAngewandteg
ChemiegugInternationalgEditionTG2014TGa]TGedcYUa 16.4 19

213 —owπrdGπnGunderstπndingGofGtheGretinπlGchromophoreGinGrhodopsinGmimicsVGJournalgofgPhysicalg
ChemistrygBTG2013TGZZcTGZYYa]UcY 3.4 35

212
yπppingGtheGqxcitedG–tπteG’otentiπlGqnergyG–urfπceGofGπG”etinπlGohromophoreGyodelGwithG
yultireferenceGπndGqquπtionUofUyotionGooupledUolusterGyethodsVGJournalgofgChemicalgTheorygandg
ComputationTG2013TGeTG``eaUaYb

6.4 76

211
mssessmentGofGpensityGrunctionπlG—heoryGforGpescribingGtheGoorrelπtionGqffectsGonGtheGsroundGπndG
qxcitedG–tπteG’otentiπlGqnergyG–urfπcesGofGπG”etinπlGohromophoreGyodelVGJournalgofgChemicalg
TheorygandgComputationTG2013TGeTG]eZcU][

6.4 78

210 ’robingGvibrπtionπllyGmediπtedGultrπfπstGexcitedUstπteGreπctionGdynπmicsGwithGmultireferenceG
Pom–’—[QGtrπjectoriesVGJournalgofgPhysicalgChemistrygATG2013TGZZcTGZZ[cZUa 2.8 2

209 qffectsGofGtheGproteinGenvironmentGonGtheGspectrπlGpropertiesGofGtryptophπnGrπdicπlsGinG
’seudomonπsGπeruginosπGπzurinVGJournalgofgthegAmericangChemicalgSocietyTG2013TGZ]aTG`d[[U]] 16.4 22

208 unfluenceGofGtheGohemicπlGpesignGonGtheGooherentG’hotoisomerizπtionGofGniomimeticGyoleculπrG
–witchesVGEPJgWebgofgConferencesTG2013TG`ZTGYaYYb 0.3 0

207 unverseGversusGzormπlGpithienylethenesfGoomputπtionπlGunvestigπtionGofGtheG’hotocyclizπtionG
”eπctionVGJournalgofgPhysicalgChemistrygLettersTG2013TG`TG[ZeYU[Zeb 6.4 35
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206 oombinedG–elfUoonsistentUrieldGπndG–pinUrlipG—πmmUpπncoffGpensityGrunctionπlGmpproπchGtoG
’otentiπlGqnergyG–urfπcesGforG’hotochemistryVGJournalgofgPhysicalgChemistrygLettersTG2013TG`TG[a]Ud 6.4 41

205
oonicπlGuntersectionGπndG’otentiπlGqnergyG–urfπceGreπturesGofGπGyodelG”etinπlGohromophorefG
oompπrisonGofGq‘yUooGπndGyultireferenceGyethodsVGJournalgofgChemicalgTheorygandgComputationTG
2013TGeTG[d`Ue[

6.4 62

204 usomerUdependentGvibrπtionπlGcoherenceGinGultrπfπstGphotoisomerizπtionVGNewgJournalgofgPhysicsTG
2013TGZaTGZYaY[[ 2.9 14

203 oomputπtionπlG’hotochemistryGπndG’hotobiologyG2012TGZY[eUZYab 4

202 —owπrdGπGstπbleG˛–UcycloπlkylGπminoGπcidGwithGπGphotoswitchπbleGcπtionicGsideGchπinVGJournalgofg
OrganicgChemistryTG2012TGccTGZc]dU`d 4.2 16

201 yechπnisticGoriginGofGtheGvibrπtionπlGcoherenceGπccompπnyingGtheGphotoreπctionGofGbiomimeticG
moleculπrGswitchesVGChemistrygugAgEuropeangJournalTG2012TGZdTGZa[ebU]Y` 4.8 43

200 ‘riginGofGrluorescenceGinGZZUcisGxockedGnovineG”hodopsinVGJournalgofgChemicalgTheorygandg
ComputationTG2012TGdTG[aaeUb] 6.4 27

199 ’hotoisomerizπtionGπndGrelπxπtionGdynπmicsGofGπGstructurπllyGmodifiedGbiomimeticGphotoswitchVG
JournalgofgPhysicalgChemistrygATG2012TGZZbTG]a[cU]] 2.8 29

198 pynπmicGqlectronGoorrelπtionGqffectsGonGtheGsroundG–tπteG’otentiπlGqnergyG–urfπceGofGπG”etinπlG
ohromophoreGyodelVGJournalgofgChemicalgTheorygandgComputationTG2012TGdTG`YbeUdY 6.4 127

197 “uπntumGchemicπlGmodelingGofGrhodopsinGmutπntsGdisplπyingGswitchπbleGcolorsVGPhysicalgChemistryg
ChemicalgPhysicsTG2012TGZ`TGZ[`daUea 3.6 54

196 mbGunitioGunvestigπtionGofG’hotochemicπlG”eπctionGyechπnismsfGrromGusolπtedGyoleculesGtoG
oomplexGqnvironmentsG2012TGZ]aeUZ`Y` 1

195 —heGmoleculπrGmechπnismGofGthermπlGnoiseGinGrodGphotoreceptorsVGScienceTG2012TG]]cTGZ[[aUd 33.3 85

194  singGtheGcomputerGtoGunderstπndGtheGchemistryGofGconicπlGintersectionsVGPhotochemicalgandg
PhotobiologicalgSciencesTG2011TGZYTGdbcUdb 4.2 56

193
—heGultrπfπstGphotoisomerizπtionsGofGrhodopsinGπndGbπthorhodopsinGπreGmodulπtedGbyGbondGlengthG
πlternπtionGπndGt‘‘’GdrivenGelectronicGeffectsVGJournalgofgthegAmericangChemicalgSocietyTG2011TG
Z]]TG]]a`Ub`

16.4 139

192  niqueG“yWyyGpotentiπlGenergyGsurfπceGexplorπtionGusingGmicroiterπtionsVGInternationalgJournalgofg
QuantumgChemistryTG2011TGZZZTG]]]eU]]`b 2.1 50

191 rluoreszenzGvonG”πdikπlionenGinGflˆ…ssigerG’hπsefGderGrπllG¶urstersGnlπuVGAngewandtegChemieTG2011TG
Z[]TG`adeU`aeZ 3.6 9

190 rluorescenceGofGrπdicπlGionsGinGliquidGsolutionfG¶ursterOsGblueGπsGπGcπseGstudyVGAngewandtegChemiegug
InternationalgEditionTG2011TGaYTG``ebUd 16.4 42

189 rπstGexcitedUstπteGdeπctivπtionGinGzPaQUethylU`πUhydroxyflπvinGpseudobπseVGJournalgofgPhysicalg
ChemistrygBTG2011TGZZaTGcZ]bU`] 3.4 18
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188 xineπrGdichroismGπmplificπtionfGπdπptingGπGlongUknownGtechniqueGforGultrπsensitiveGfemtosecondGu”G
spectroscopyVGJournalgofgChemicalgPhysicsTG2011TGZ]`TGZ[`aZb 3.9 10

187 mnπbπenπGsensoryGrhodopsinGisGπGlightUdrivenGunidirectionπlGrotorVGProceedingsgofgthegNationalg
AcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2010TGZYcTG[Z][[Ub 11.5 64

186 oomputπtionπlG’hotobiologyGπndGneyondVGAustraliangJournalgofgChemistryTG2010TGb]TG`Z] 1.2 34

185 ooherentGultrπfπstGtorsionπlGmotionGπndGisomerizπtionGofGπGbiomimeticGdipolπrGphotoswitchVG
PhysicalgChemistrygChemicalgPhysicsTG2010TGZ[TG]ZcdUdc 3.6 89

184 yodelingTGprepπrπtionTGπndGchπrπcterizπtionGofGπGdipoleGmomentGswitchGdrivenGbyGöWqG
photoisomerizπtionVGJournalgofgthegAmericangChemicalgSocietyTG2010TGZ][TGe]ZYUe 16.4 46

183
mbortedGdoubleGbicycleUpedπlGisomerizπtionGwithGhydrogenGbondGbreπkingGisGtheGprimπryGeventGofG
bπcteriorhodopsinGprotonGpumpingVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedg
StatesgofgAmericaTG2010TGZYcTG[YZc[Uc

11.5 74

182 yπtrixGisolπtionGπndGcomputπtionπlGstudiesGofGtheGor[uGrπdicπlVGChemicalgPhysicsgLettersTG2010TG`ebTGbdUc]2.5 7

181 towGpoesGtheG”elocπtionGofGunternπlG¶πterGmffectG”esonπnceG”πmπnG–pectrπGofG”hodopsinkGmnG
unsightGfromGom––orWmmberGoπlculπtionsVGJournalgofgChemicalgTheorygandgComputationTG2009TGaTG]YebUZY 6̀.4 11

180
yodelingGtheGfluorescenceGofGproteinUembeddedGtryptophπnsGwithGπbGinitioGmulticonfigurπtionπlG
quπntumGchemistryfGtheGlimitingGcπsesGofGpπrvπlbuminGπndGmonellinVGJournalgofgPhysicalgChemistrygBTG
2009TGZZ]TGZbYd[UeY

3.4 24

179 ’roteinGunfluenceGonGqlectronicG–pectrπGyodeledGbyGyultipolesGπndG’olπrizπbilitiesVGJournalgofg
ChemicalgTheorygandgComputationTG2009TGaTGb`eUad 6.4 58

178 –tructureGofGtheGphotochemicπlGreπctionGpπthGpopulπtedGviπGpromotionGofGorP[QuP[QGintoGitsGfirstG
excitedGstπteVGJournalgofgPhysicalgChemistrygATG2009TGZZ]TGZYcbcUcZ 2.8 17

177 rluorenylideneUpyrrolineGbiomimeticGlightUdrivenGmoleculπrGswitchesVGJournalgofgOrganicgChemistryTG
2009TGc`TG`bbbUc` 4.2 33

176 mGnovelGbiomimeticGphotochemicπlGswitchGπtGworkfGdesignGofGπGphotomodulπbleGpeptideVG
PhotochemicalgandgPhotobiologicalgSciencesTG2009TGdTGZb]eU`e 4.2 12

175  ltrπfπstGusomerizπtionGpynπmicsGofGniomimeticG’hotoswitchesVGSpringergSeriesgingChemicalgPhysicsTG
2009TG]`]U]`a 0.3

174 ”elπtionshipGbetweenGtheGexcitedGstπteGrelπxπtionGpπthsGofGrhodopsinGπndGisorhodopsinVGJournalgofg
thegAmericangChemicalgSocietyTG2008TGZ]YTG]]d[Ud 16.4 56

173 ‘riginGofGtheGπbsorptionGmπximπGofGtheGphotoπctiveGyellowGproteinGresolvedGviπGπbGinitioG
multiconfigurπtionπlGmethodsVGJournalgofgPhysicalgChemistrygBTG2008TGZZ[TGcZa]Ub 3.4 29

172
mnGπrtificiπlGmoleculπrGswitchGthπtGmimicsGtheGvisuπlGpigmentGπndGcompletesGitsGphotocycleGinG
picosecondsVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2008TG
ZYaTGZcb`[Uc

11.5 78

171 ”ecentGπpplicπtionsGofGπG“yWyyGschemeGπtGtheGom–’—[WWom––orWmynq”GPorGotm”yyQGlevelGofG
theoryGinGphotochemistryGπndGphotobiologyVGJournalgofgPhysics:gConferencegSeriesTG2008TGZYZTGYZ[YYZ 0.3 5

(2008-2011)
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170 ohemicπlGselectivityGthroughGcontrolGofGexcitedUstπteGdynπmicsVGAngewandtegChemiegugInternationalg
EditionTG2008TG`cTGb][[Ua 16.4 38

169 ohemischeG–elektivitˆ⁄tGdurchGwontrolleGderGpynπmikGπngeregterGöustˆ⁄ndeVGAngewandtegChemieTG
2008TGZ[YTGb`[YUb`[` 3.6 8

168 –witchingGonGmoleculπrGiodineGeliminπtionGthroughGisomerizπtionfG—heGr[oâ��uâ��uGisomerGofG
difluorodiiodomethπneVGChemicalgPhysicsgLettersTG2008TG`b[TGZe[UZea 2.5 15

167 qffectGofGopsinGonGtheGshπpeGofGtheGpotentiπlGenergyGsurfπcesGπtGtheGconicπlGintersectionGofGtheG
”hodopsinGchromophoreVGChemicalgPhysicsTG2008TG]`cTG`d]U`eZ 2.3 10

166
’hotostπbilityGversusGphotodegrπdπtionGinGtheGexcitedUstπteGintrπmoleculπrGprotonGtrπnsferGofGnitroG
enπminesfGcompetingGreπctionGpπthsGπndGconicπlGintersectionsVGJournalgofgthegAmericangChemicalg
SocietyTG2007TGZ[eTG]cY]UZ]

16.4 31

165 —heGroleGofGtheGintersectionGspπceGinGtheGphotochemistryGofGtricycloü]V]VYVYP[TbQ]octπU]TcUdieneVG
JournalgofgPhysicalgChemistrygATG2007TGZZZTG[d]YUd 2.8 6

164 “uπntumGchemicπlGmodelingGπndGprepπrπtionGofGπGbiomimeticGphotochemicπlGswitchVGAngewandteg
ChemiegugInternationalgEditionTG2007TG`bTG`Z`U[Y 16.4 53

163 “uπntumGohemicπlGyodelingGπndG’repπrπtionGofGπGniomimeticG’hotochemicπlG–witchVGAngewandteg
ChemieTG2007TGZZeTG`ZdU`[` 3.6 9

162 –ynthesisGofGbiomimeticGlightUdrivenGmoleculπrGswitchesGviπGπGcyclopropylGringUopeningWnitriliumGionG
ringUclosingGtπndemGreπctionVGTetrahedronTG2007TGb]TG`ecaU`ed[ 2.4 22

161 –tructureGofGtheGoonicπlGuntersectionsGprivingGtheGcisâ��trπnsG’hotoisomerizπtionGofGoonjugπtedG
yolecules´¶VGPhotochemistrygandgPhotobiologyTG2007TGcbTGb[[Ub]] 3.6 3

160
oomplexGexcitedGdynπmicsGπroundGπGplπteπuGonGπGretinπlUlikeGpotentiπlGsurfπcefGchπosTG
multiUexponentiπlGdecπysGπndGquπntumWclπssicπlGdifferencesVGTheoreticalgChemistrygAccountsTG2007TG
ZZcTGZYbZUZYc[

1.9 14

159 qffectsGofGwπterGreUlocπtionGπndGcπvityGtrimmingGonGtheGom–’—[WWom––orWmynq”GexcitπtionGenergyG
ofG”hodopsinVGTheoreticalgChemistrygAccountsTG2007TGZZdTGZdaUZeZ 1.9 23

158 mGoomputπtionπlG–trπtegyGforG‘rgπnicG’hotochemistryVGReviewsgingComputationalgChemistryTG2007TGdcUZ`b 106

157
—rπckingGtheGexcitedUstπteGtimeGevolutionGofGtheGvisuπlGpigmentGwithGmulticonfigurπtionπlGquπntumG
chemistryVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2007TG
ZY`TGccb`Ue

11.5 239

156 —heGcolorGofGrhodopsinsGπtGtheGπbGinitioGmulticonfigurπtionπlGperturbπtionGtheoryGresolutionVG
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2006TGZY]TGZcZa`Ue 11.5 118

155 ohπrπcterizπtionGofGtheGconicπlGintersectionGofGtheGvisuπlGpigmentGrhodopsinGπtGtheG
om–’—[WWom––orWmynq”GlevelGofGtheoryVGMoleculargPhysicsTG2006TGZY`TGed]UeeZ 1.7 39

154 —owπrdGπGcomputπtionπlGphotobiologyVGPuregandgAppliedgChemistryTG2005TGccTGeccUee] 2.1 10

153 ’ropertiesGofGtheGemittingGstπteGofGtheGgreenGfluorescentGproteinGresolvedGπtGtheG
om–’—[WWom––orWotm”yyGlevelVGJournalgofgthegAmericangChemicalgSocietyTG2005TGZ[cTGZZa]`Ua 16.4 133

Massimo Olivucci
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152 —heGringUopeningGreπctionGofGchromenesfGπGphotochemicπlGmodeUdependentGtrπnsformπtionVG
JournalgofgPhysicalgChemistrygATG2005TGZYeTGdbd`Ue[ 2.8 38

151 yechπnismGofGtheGzUcyclopropylimineUZUpyrrolineGphotoreπrrπngementVGJournalgofgthegAmericang
ChemicalgSocietyTG2005TGZ[cTG``ZUd 16.4 30

150 –tructureTGspectroscopyTGπndGspectrπlGtuningGofGtheGgπsUphπseGretinπlGchromophorefGtheG
betπUiononeGIhπndleIGπndGπlkylGgroupGeffectVGJournalgofgPhysicalgChemistrygATG2005TGZYeTGbaecUbYa 2.8 79

149 ’hotoisomerizπtionGmechπnismGofGZZUcisUlockedGπrtificiπlGretinπlGchromophoresfGπccelerπtionGπndG
primπryGphotoproductGπssignmentVGJournalgofgthegAmericangChemicalgSocietyTG2005TGZ[cTG[`]]U`[ 16.4 25

148 —owπrdGπccurπteGcomputπtionsGinGphotobiologyG2005TG[beU[de 1

147 zewGsenerπlG—oolsGforGoonstrπinedGseometryG‘ptimizπtionsVGJournalgofgChemicalgTheorygandg
ComputationTG2005TGZTGZY[eU]c 6.4 81

146 yechπnismGofGtheGzorrishUäπngGphotocyclizπtionGreπctionGofGπnGπlπnineGderivπtiveGinGtheGsingletG
stπtefGoriginGofGtheGchirπlUmemoryGeffectVGAngewandtegChemiegugInternationalgEditionTG2005TG``TG[]eYU] 16.4 32

145 yechπnismGofGtheGinitiπlGconformπtionπlGtrπnsitionGofGπGphotomodulπbleGpeptideVGAngewandteg
ChemiegugInternationalgEditionTG2005TG``TGbYccUdZ 16.4 13

144 mGtinyGexcitedUstπteGbπrrierGcπnGinduceGπGmultiexponentiπlGdecπyGofGtheGretinπlGchromophorefGπG
quπntumGdynπmicsGinvestigπtionVGAngewandtegChemiegugInternationalgEditionTG2005TG``TGaZZdU[Z 16.4 48

143 yechπnismGofGtheGzorrishâ��äπngG’hotocyclizπtionG”eπctionGofGπnGmlπnineGperivπtiveGinGtheG–ingletG
–tπtefG‘riginGofGtheGohirπlUyemoryGqffectVGAngewandtegChemieTG2005TGZZcTG[``[U[``a 3.6 8

142 yechπnismGofGtheGunitiπlGoonformπtionπlG—rπnsitionGofGπG’hotomodulπbleG’eptideVGAngewandteg
ChemieTG2005TGZZcTGb[]ZUb[]a 3.6 2

141 mG—inyGqxcitedU–tπteGnπrrierGoπnGunduceGπGyultiexponentiπlGpecπyGofGtheG”etinπlGohromophorefGmG
“uπntumGpynπmicsGunvestigπtionVGAngewandtegChemieTG2005TGZZcTGa[`dUa[aZ 3.6 10

140
—heGretinπlGchromophoreWchlorideGionGpπirfGstructureGofGtheGphotoisomerizπtionGpπthGπndGinterplπyG
ofGchπrgeGtrπnsferGπndGcovπlentGstπtesVGProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaTG2005TGZY[TGb[aaUbY

11.5 99

139 oomputπtionπlG’hotochemistryVGTheoreticalgandgComputationalgChemistryTG2005TGZU]] 80

138 oomputπtionπlGunvestigπtionGofG’hotochemicπlG”eπctionGyechπnismsVGMoleculargandgSupramolecularg
PhotochemistryTG2005TG]ZUZZY 2

137
–tructureTGinitiπlGexcitedUstπteGrelπxπtionTGπndGenergyGstorπgeGofGrhodopsinGresolvedGπtGtheG
multiconfigurπtionπlGperturbπtionGtheoryGlevelVGProceedingsgofgthegNationalgAcademygofgSciencesgofg
thegUnitedgStatesgofgAmericaTG2004TGZYZTGZceYdUZ]

11.5 216

136 o‘zuomxGuz—q”–qo—u‘z–GmzpG‘”smzuoG”qmo—u‘zGyqotmzu–y–VGAdvancedgSeriesgingPhysicalg
ChemistryTG2004TG[cZU][Y 45

135 oompleteUπctiveUspπceGselfUconsistentUfieldWmmberGpπrπmeterizπtionGofGtheGxys[ebâ��retinπlâ��sluZZ]G
rhodopsinGchromophoreUcounterionGsystemVGTheoreticalgChemistrygAccountsTG2004TGZZ[TG]]a 1.9 54

(2004-2005)
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134 mnGinnovπtiveGπpproπchGtoGtheGdesignGofGplπsticGπntibodiesfGmoleculπrGimprintingGviπGπGnonUpolπrG
trπnsitionGstπteGπnπlogueVGJournalgofgMoleculargCatalysisgATG2004TG[ZcTG]ZU]b 22

133 –tructureGofGtheGintersectionGspπceGπssociπtedGwithGöuqGphotoisomerizπtionGofGretinπlGinGrhodopsinG
proteinsVGFaradaygDiscussionsTG2004TGZ[cTGZceUeZ 3.6 58

132 oounterionGcontrolledGphotoisomerizπtionGofGretinπlGchromophoreGmodelsfGπGcomputπtionπlG
investigπtionVGJournalgofgthegAmericangChemicalgSocietyTG2004TGZ[bTGZbYZdU]c 16.4 84

131 ’robingGtheG’hotochemicπlGrunnelGofGπG”etinπlGohromophoreGyodelGviπGöeroU’ointGqnergyG
–πmplingG–emiclπssicπlGpynπmicsVGJournalgofgPhysicalgChemistrygATG2004TGZYdTG`bdaU`be] 2.8 78

130 ‘riginTGnπtureTGπndGfπteGofGtheGfluorescentGstπteGofGtheGgreenGfluorescentGproteinGchromophoreGπtG
theGom–’—[WWom––orGresolutionVGJournalgofgthegAmericangChemicalgSocietyTG2004TGZ[bTGa`a[Ub` 16.4 270

129 mGfπstGphotoswitchGforGminimπllyGperturbedGpeptidesfGinvestigπtionGofGtheGtrπnsUUjcisG
photoisomerizπtionGofGzUmethylthioπcetπmideVGJournalgofgthegAmericangChemicalgSocietyTG2004TGZ[bTGdd[]U]`16.4 72

128
’hotoπctivπtionGofGtheGphotoπctiveGyellowGproteinfGwhyGphotonGπbsorptionGtriggersGπGtrπnsUtoUcisG
usomerizπtionGofGtheGchromophoreGinGtheGproteinVGJournalgofgthegAmericangChemicalgSocietyTG2004TG
Z[bTG`[[dU]]

16.4 246

127 om–’—[WWom––orGπndG—ppr—WWom––orGyπppingGofGtheGqxcitedG–tπteGusomerizπtionG’πthGofGπG
yinimπlGyodelGofGtheG”etinπlGohromophoreVGJournalgofgPhysicalgChemistrygATG2004TGZYdTGZ[YdUZ[Z] 2.8 79

126 pesignGπndGphotochemicπlGchπrπcterizπtionGofGπGbiomimeticGlightUdrivenGöWqGswitcherVGJournalgofgtheg
AmericangChemicalgSocietyTG2004TGZ[bTGe]`eUae 16.4 53

125 sroundGπndGexcitedGstπteGom–’—[GgeometryGoptimizπtionsGofGsmπllGorgπnicGmoleculesVGJournalgofg
ComputationalgChemistryTG2003TG[`TG[edU]Ye 3.5 118

124 mGsimpleGπpproπchGforGimprovingGtheGhybridGyyVnGforceGfieldfGπpplicπtionGtoGtheG
photoisomerizπtionGofGsUcisGbutπdieneVGJournalgofgComputationalgChemistryTG2003TG[`TGZ]acUb] 3.5 28

123 —heGπmideGbondfGpitfπllsGπndGdrπwbπcksGofGtheGlinkGπtomGschemeVGComputationalgandgTheoreticalg
ChemistryTG2003TGb][TGcZUd[ 45

122 ’robingGtheGrhodopsinGcπvityGwithGreducedGretinπlGmodelsGπtGtheGom–’—[WWom––orWmynq”GlevelGofG
theoryVGJournalgofgthegAmericangChemicalgSocietyTG2003TGZ[aTGbdbdUe 16.4 142

121 oomputπtionπlGstudyGonGtheGoriginGofGtheGstereoselectivityGforGtheGphotochemicπlGdenitrogenπtionG
ofGdiπzπbicyclohepteneVGJournalgofgthegAmericangChemicalgSocietyTG2003TGZ[aTGZYe`cUae 16.4 36

120 ”elπtionshipGbetweenGphotoisomerizπtionGpπthGπndGintersectionGspπceGinGπGretinπlGchromophoreG
modelVGJournalgofgthegAmericangChemicalgSocietyTG2003TGZ[aTG[dY`Ud 16.4 103

119 ’hotoisomerizπtionGπccelerπtionGinGretinπlGprotonπtedG–chiffUbπseGmodelsVGPhotochemicalgandg
PhotobiologicalgSciencesTG2003TG[TGZ[aYUa 4.2 25

118 qxcitedUstπteGsingletGmπnifoldGπndGoscillπtoryGfeπturesGofGπGnonπtetrπeniminiumGretinπlG
chromophoreGmodelVGJournalgofgthegAmericangChemicalgSocietyTG2003TGZ[aTGZ[aYeUZe 16.4 39

117 oomputerGsimulπtionGofGphotoinducedGmoleculπrGmotionGπndGreπctivityVGInternationalgJournalgofg
PhotoenergyTG2002TG`TGacUbd 2.1 14

Massimo Olivucci
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116 ”etinπlGchromophoreGphotoinducedGmoleculπrGmotionGπndGreπctivityfGisolπtedGconditionsGπndG
counterionGeffectsVGJournalgofgComputationalgMethodsgingSciencesgandgEngineeringTG2002TG[TG`]ZU`]e 0.3

115 oyclooctπtetrπeneGcomputπtionπlGphotoUGπndGthermπlGchemistryfGπGreπctivityGmodelGforGconjugπtedG
hydrocπrbonsVGJournalgofgthegAmericangChemicalgSocietyTG2002TGZ[`TGZ]ccYUde 16.4 60

114 –tructureGofGtheGconicπlGintersectionsGdrivingGtheGcisUtrπnsGphotoisomerizπtionGofGconjugπtedG
moleculesVGPhotochemistrygandgPhotobiologyTG2002TGcbTGb[[U]] 3.6 82

113
–tereochemicπlGmemoryGinGtheGtemperπtureUdependentGphotodenitrogenπtionGofG
bridgeheπdUsubstitutedGpntUtypeGπzoπlkπnesfGinhibitionGofGinvertedUhousπneGformπtionGinGtheG
diπzenylGdirπdicπlGthroughGtheGmπssGeffectGPinertiπQGπndGstericGhindrπnceVGJournalgofgthegAmericang
ChemicalgSocietyTG2002TGZ[`TGZ[Ze[Ue

16.4 14

112 ”eπctionGpπthGπnπlysisGofGtheGItunπbleIGphotoisomerizπtionGselectivityGofGfreeGπndGlockedGretinπlG
chromophoresVGJournalgofgthegAmericangChemicalgSocietyTG2002TGZ[`TG`Z[`U]` 16.4 64

111 “uenchingGofGtryptophπnGPZQPpiTpiRQGfluorescenceGinducedGbyGintrπmoleculπrGhydrogenGπbstrπctionG
viπGπnGπbortedGdecπrboxylπtionGmechπnismVGJournalgofgthegAmericangChemicalgSocietyTG2002TGZ[`TGb]edU`Yb16.4 40

110 qxcitedGstπteGquenchingGviπGIunsuccessfulIGchemicπlGreπctionsVGPhotochemicalgandgPhotobiologicalg
SciencesTG2002TGZTGa]cU`b 4.2 36

109  ltrπfπstGdecπyGofGelectronicπllyGexcitedGsingletGcytosineGviπGπGpiTpiRGtoGnP‘QTpiRGstπteGswitchVGJournalg
ofgthegAmericangChemicalgSocietyTG2002TGZ[`TGbdZdUe 16.4 278

108 ’hotochemicπlGprocessesfGpotentiπlGenergyGsurfπceGtopologyGπndGrπtionπlizπtionGusingGVnG
πrgumentsVGJournalgofgPhotochemistrygandgPhotobiologygA:gChemistryTG2001TGZ``TG[]cU[`] 4.7 24

107 untrinsicπllyGoompetitiveG’hotoinducedG’olycyclizπtionGπndGpoubleUnondG–hiftGthroughGπGnoπtlikeG
oonicπlGuntersectionVGAngewandtegChemieTG2001TGZZ]TGZaZ`UZaZb 3.6 1

106 rluoreszenzlˆ¶schungGˆ…berGstufenweisenG¶πsserstoffUTGqlektronenUGundG’rotonentrπnsferGinGderG
zˆ⁄heGeinerGkonischenGpurchdringungVGAngewandtegChemieTG2001TGZZ]TG`]Z]U`]Zd 3.6 3

105 untrinsicπllyGoompetitiveG’hotoinducedG’olycyclizπtionGπndGpoubleUnondG–hiftGthroughGπGnoπtlikeG
oonicπlGuntersectionVGAngewandtegChemiegugInternationalgEditionTG2001TG`YTGZ`bbUZ`bd 16.4 16

104 rluorescenceG“uenchingGbyG–equentiπlGtydrogenTGqlectronTGπndG’rotonG—rπnsferGinGtheG’roximityGofG
πGoonicπlGuntersectionVGAngewandtegChemiegugInternationalgEditionTG2001TG`YTG`ZdaU`Zde 16.4 34

103 ’otentiπlGenergyGsurfπceGcrossingsGπndGtheGmechπnisticGspectrumGforGintrπmoleculπrGelectronG
trπnsferGinGorgπnicGrπdicπlGcπtionsVGJournalgofgthegAmericangChemicalgSocietyTG2001TGZ[]TGc[[U][ 16.4 59

102 ”eπctionG’πthGofGπGsubU[YYGfsG’hotochemicπlGqlectrocyclicG”eπctionVGJournalgofgPhysicalgChemistrygATG
2001TGZYaTG``adU``be 2.8 141

101 ’roductGpistributionGinGtheG’hotolysisGofGsUcisGnutπdienef´ GmGpynπmicsG–imulπtionVGJournalgofg
PhysicalgChemistrygATG2001TGZYaTGZZ`ebUZZaY` 2.8 49

100 —heoreticπlGyodellingGπsGπG’ossibleG—oolGinGtheGpesignGofG’hotochromicG–ystemsVGMoleculargCrystalsg
andgLiquidgCrystalsTG2000TG]``TG]ZU]e 3

99 wonischeGpurchdringungenGinGohπrgeU—rπnsferUinduziertenG’hotoreπktionenVGAngewandtegChemieTG
2000TGZZ[TG`ccbU`cdY 3.6 2

(2000-2002)
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98
oonicπlGuntersectionsGinGohπrgeU—rπnsferGunducedG“uenchingG—hisGworkGwπsGsupportedGbyGtheG–wissG
zπtionπlG–cienceGroundπtionGP’rojectsGa[`deVedTGa`ZYdVedTGπndGadYYYVeeQTGtheGrondsGderG
ohemischenGundustrieTGtheG niversitˆ GdiG–ienπGP’rogettoGdiGmteneoGmVmVGeeWYYQTGπndGzm—‘GPo”sG
eaYc`dQVVGAngewandtegChemiegugInternationalgEditionTG2000TG]eTG`ad[U`adb

16.4 39

97
oomputπtionπlGevidenceGinGfπvorGofGπGtwoUstπteTGtwoUmodeGmodelGofGtheGretinπlGchromophoreG
photoisomerizπtionVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmerica
TG2000TGecTGe]ceUd`

11.5 301

96  ltrπfπstG”πdiπtionlessGpeπctivπtionGofG‘rgπnicGpyesfGGqvidenceGforGπG—woU–tπteG—woUyodeG’πthwπyG
inG’olymethineGoyπninesVGJournalgofgthegAmericangChemicalgSocietyTG2000TGZ[[TG[eZZU[e[` 16.4 164

95
mG—hreeU–tπteGzonπdiπbπticGyodelGforGuntrπmoleculπrGqlectronicGqnergyG—rπnsferGPuqq—QGinG
eUmnthrylUZâ��UnπphthylπlkπnesG–tudiedGbyGyoleculπrGyechπnicsWVπlenceGnondGpynπmicsVGJournalgofg
thegAmericangChemicalgSocietyTG2000TGZ[[TGadYZUadZY

16.4 17

94 mnGπbGinitioGstudyGofGtheGphotochemicπlGdecompositionGofG]TG]UdimethyldiπzirineVGJournalgofgOrganicg
ChemistryTG2000TGbaTGcd`cUac 4.2 27

93
untrπmoleculπrGqlectronG—rπnsferfGGundependentGPsroundG–tπteQGmdiπbπticGPohemicπlQGπndG
zonπdiπbπticG”eπctionG’πthwπysGinGnisPhydrπzineQG”πdicπlGoπtionsVGJournalgofgthegAmericangChemicalg
SocietyTG2000TGZ[[TGca[dUca]]

16.4 35

92 ”elπxπtionG’πthsGπndGpynπmicsGofG’hotoexcitedG’olyeneGohπinsfGGqvidenceGforGoreπtionGπndG
mnnihilπtionGofGzeutrπlG–olitonG’πirsVGJournalgofgthegAmericangChemicalgSocietyTG2000TGZ[[TGaabdUaadZ 16.4 39

91 mG—heoreticπlG–tudyGofGtheGxowUxyingG–tπtesGofGtheGmnionicGπndG’rotonπtedGuonicGrormsGofG rocπnicG
mcidVGJournalgofgPhysicalgChemistrygATG2000TGZY`TGdcebUddYa 2.8 19

90 ohπrπcterizπtionGofGtheGindπceneG–YW–ZGconicπlGintersectionfGmnGyyVnGπndGom––orGstudyVGMolecularg
PhysicsTG1999TGebTGb`aUba[ 1.7 22

89 mGcomputπtionπlGstudyGofGtheGpoughertyGmodelGforGtheGpredictionGofGhighUspinGstπtesGinGorgπnicG
chemistryVGTheoreticalgChemistrygAccountsTG1999TGZY[TG]YeU]Zb 1.9 4
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