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nonTadiabaticGprocessesGinvolvingGmanyGelectronicGstatesUGJournalmofmChemicalmPhysicsSG2019SG[cWSG[Wb[W[3.9 37
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TheGsymmetricalGquasiTclassicalGapproachGtoGelectronicallyGnonadiabaticGdynamicsGappliedGtoG
ultrafastGexcitonGmigrationGprocessesGinGsemiconductingGpolymersUGJournalmofmChemicalmPhysicsSG
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3.9 24

308 ’nGtheGadiabaticGrepresentationGofG†eyerT†illerGelectronicTnuclearGdynamicsUGJournalmofmChemicalm
PhysicsSG2017SG[beSGWdb[[] 3.9 47

307 qlassicalGmolecularGdynamicsGsimulationGofGelectronicallyGnonTadiabaticGprocessesUGFaradaym
DiscussionsSG2016SG[gcSGgTaW 3.6 69

306
TheG—ymmetricalG”uasiTqlassicalG†odelGforGslectronicallyG‘onTodiabaticG“rocessesGoppliedGtoG
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ChemicalmTheorymandmComputationSG2016SG[]SGgfaTg[

6.4 67

305 tundamentalshGgeneralGdiscussionUGFaradaymDiscussionsSG2016SG[gcSG[agT[dg 3.6 2

304 ‘onTadiabaticGreactionshGgeneralGdiscussionUGFaradaymDiscussionsSG2016SG[gcSGa[[Tabb 3.6 10

303
qommunicationhGWignerGfunctionsGinGactionTangleGvariablesSGpohrT—ommerfeldGquantizationSGtheG
veisenbergGcorrespondenceGprincipleSGandGaGsymmetricalGquasiTclassicalGapproachGtoGtheGfullG
electronicGdensityGmatrixUGJournalmofmChemicalmPhysicsSG2016SG[bcSGWf[[W]

3.9 41

302 oGnewGsymmetricalGquasiTclassicalGmodelGforGelectronicallyGnonTadiabaticGprocesseshGopplicationGtoG
theGcaseGofGweakGnonTadiabaticGcouplingUGJournalmofmChemicalmPhysicsSG2016SG[bcSG[bb[Wf 3.9 52

301 qommunicationhG‘oteGonGdetailedGbalanceGinGsymmetricalGquasiTclassicalGmodelsGforGelectronicallyG
nonTadiabaticGdynamicsUGJournalmofmChemicalmPhysicsSG2015SG[b]SG[a[[Wa 3.9 43

300 oG—ymmetricalG”uasiTqlassicalG—pinT†appingG†odelGforGtheGslectronicGregreesGofGtreedomGinG
‘onTodiabaticG“rocessesUGJournalmofmPhysicalmChemistrymASG2015SG[[gSG[][afTbc 2.8 49

299 oGjourneyGthroughGchemicalGdynamicsUGAnnualmReviewmofmPhysicalmChemistrySG2014SGdcSG[T[g 15.7 4

298 qlassicalGmappingGforGvubbardGoperatorshGapplicationGtoGtheGdoubleTondersonGmodelUGJournalmofm
ChemicalmPhysicsSG2014SG[bWSG]Wb[Wd 3.9 7

297 —ymmetricalGwindowingGforGquantumGstatesGinGquasiTclassicalGtrajectoryGsimulationshGapplicationGtoG
electronGtransferUGJournalmofmChemicalmPhysicsSG2014SG[b[SGWfb[Wb 3.9 63

296 oGquasiTclassicalGmappingGapproachGtoGvibrationallyGcoupledGelectronGtransportGinGmolecularG
junctionsUGJournalmofmChemicalmPhysicsSG2014SG[bWSG[Wb[[W 3.9 16

295 —ymmetricalGwindowingGforGquantumGstatesGinGquasiTclassicalGtrajectoryGsimulationshGapplicationGtoG
electronicallyGnonTadiabaticGprocessesUGJournalmofmChemicalmPhysicsSG2013SG[agSG]ab[[] 3.9 94
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294
TimeTdependentGimportanceGsamplingGinGsemiTclassicalGinitialGvalueGrepresentationGcalculationsGforG
timeGcorrelationGfunctionsUGwwwUGoGstateTresolvedGimplementationGtoGelectronicallyGnonTadiabaticG
dynamicsUGMolecularmPhysicsSG2013SG[[[SG[gfeT[gga

1.7 7

293 —ymmetricalGwindowingGforGquantumGstatesGinGquasiTclassicalGtrajectoryGsimulationsUGJournalmofm
PhysicalmChemistrymASG2013SG[[eSGe[gWTb 2.8 108

292 oGqartesianGquasiTclassicalGmodelGtoGnonequilibriumGquantumGtransporthGtheGondersonGimpurityG
modelUGJournalmofmChemicalmPhysicsSG2013SG[afSG[Wb[[W 3.9 13

291 “erspectivehG”uantumGorGclassicalGcoherencemUGJournalmofmChemicalmPhysicsSG2012SG[adSG][WgW[ 3.9 108

290 ‘otehGonotherGresolutionGofGtheGidentityGforGtwoTelectronGintegralsUGJournalmofmChemicalmPhysicsSG
2012SG[adSG][d[W[ 3.9

289 oGqartesianGclassicalGsecondTquantizedGmanyTelectronGvamiltonianSGforGuseGwithGtheGsemiclassicalG
initialGvalueGrepresentationUGJournalmofmChemicalmPhysicsSG2012SG[aeSG[cb[We 3.9 18

288 TimeTdependentGimportanceGsamplingGinGsemiclassicalGinitialGvalueGrepresentationGcalculationsGforG
timeGcorrelationGfunctionsUGwwUGoGsimplifiedGimplementationUGJournalmofmChemicalmPhysicsSG2012SG[aeSG[]b[Wc3.9 10

287 oGsemiclassicalGstudyGofGtheGthermalGconductivityGofGlowGtemperatureGliquidsUGJournalmofmChemicalm
PhysicsSG2011SG[acSG[[b[Wc 3.9 13

286
onGapproachGforGgeneratingGtrajectoryTbasedGdynamicsGwhichGconservesGtheGcanonicalGdistributionG
inGtheGphaseGspaceGformulationGofGquantumGmechanicsUGwwUGThermalGcorrelationGfunctionsUGJournalmofm
ChemicalmPhysicsSG2011SG[abSG[Wb[W]

3.9 24

285
opplicationGofGaGsemiclassicalGmodelGforGtheGsecondTquantizedGmanyTelectronGvamiltonianGtoG
nonequilibriumGquantumGtransporthGtheGresonantGlevelGmodelUGJournalmofmChemicalmPhysicsSG2011SG
[abSG[db[Wa

3.9 38

284 oGkineticGenergyGfittingGmetricGforGresolutionGofGtheGidentityGsecondTorderG†ˆ‚llerT“lessetG
perturbationGtheoryUGJournalmofmPhysicalmChemistrymASG2011SG[[cSG]egbTfW[ 2.8 4

283
wnsightsGinGquantumGdynamicalGeffectsGinGtheGinfraredGspectroscopyGofGliquidGwaterGfromGaG
semiclassicalGstudyGwithGanGabGinitioTbasedGflexibleGandGpolarizableGforceGfieldUGJournalmofmChemicalm
PhysicsSG2011SG[acSG]bbcWa

3.9 54

282 –enormalizationGofGtheGfrozenGuaussianGapproximationGtoGtheGquantumGpropagatorUGJournalmofm
ChemicalmPhysicsSG2011SG[abSG[ab[Wb 3.9 21

281 —emiclassicalGrescriptionGofGslectronicGsxcitationG“opulationGTransferGinGaG†odelG“hotosyntheticG
—ystemUGJournalmofmPhysicalmChemistrymLettersSG2010SG[SGfg[Tfgb 6.4 84

280 “rotonGTransferG—tudiedGÃsingGaGqombinedGobGwnitioG–eactiveG“otentialGsnergyG—urfaceGwithG
”uantumG“athGwntegralG†ethodologyUGJournalmofmChemicalmTheorymandmComputationSG2010SGdSG]cddT]cfW 6.4 41

279 —emiclassicalGdescriptionGofGvibrationalGquantumGcoherenceGinGaGthreeGdimensionalGwO]PorOnPGOnG
xournalGofGqhemicalG“hysicsSG2009SG[aWSG[fb[Wf 3.9 14

278 slectronicallyGnonadiabaticGdynamicsGviaGsemiclassicalGinitialGvalueGmethodsUGJournalmofmPhysicalm
ChemistrymASG2009SG[[aSG[bWcT[c 2.8 128

277 ”uantumGdynamicalGeffectsGinGliquidGwaterhGoGsemiclassicalGstudyGonGtheGdiffusionGandGtheGinfraredG
absorptionGspectrumUGJournalmofmChemicalmPhysicsSG2009SG[a[SG[dbcWg 3.9 69
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276 oGsimpleGmodelGforGtheGtreatmentGofGimaginaryGfrequenciesGinGchemicalGreactionGratesGandG
molecularGliquidsUGJournalmofmChemicalmPhysicsSG2009SG[a[SGWeb[[a 3.9 63

275 uaussianGapproximationGforGtheGstructureGfunctionGinGsemiclassicalGforwardTbackwardGinitialGvalueG
representationsGofGtimeGcorrelationGfunctionsUGJournalmofmChemicalmPhysicsSG2009SG[a[SG]]b[We 3.9 9

274
TestGofGtheGconsistencyGofGvariousGlinearizedGsemiclassicalGinitialGvalueGtimeGcorrelationGfunctionsGinG
applicationGtoGinelasticGneutronGscatteringGfromGliquidGparaThydrogenUGJournalmofmChemicalmPhysicsSG
2008SG[]fSG[bbc[[

3.9 51

273 zinearizedGsemiclassicalGinitialGvalueGtimeGcorrelationGfunctionsGwithGmaximumGentropyGanalyticG
continuationUGJournalmofmChemicalmPhysicsSG2008SG[]gSG[]b[[[ 3.9 24

272 TheGwnitialGøalueG–epresentationGofG—emiclassicalGTheoryhGoG“racticalGWayGforGoddingG”uantumG
sffectsGtoGqlassicalG†olecularGrynamicsG—imulationsGofGqomplexG†olecularG—ystemsG2008SGcWcTc]c 1

271 qlassicalTzimitG”uantumG†echanicsGandGtheGTheoryGofG†olecularGqollisionsUGAdvancesminmChemicalm
PhysicsSG2007SGdgT[ee 610

270 –ealGtimeGcorrelationGfunctionGinGaGsingleGphaseGspaceGintegralGbeyondGtheGlinearizedGsemiclassicalG
initialGvalueGrepresentationUGJournalmofmChemicalmPhysicsSG2007SG[]dSG]ab[[W 3.9 58

269 —emiclassicalGdescriptionGofGelectronicallyGnonadiabaticGdynamicsGviaGtheGinitialGvalueG
representationUGJournalmofmChemicalmPhysicsSG2007SG[]eSGWfb[[b 3.9 86

268 zinearizedGsemiclassicalGinitialGvalueGtimeGcorrelationGfunctionsGusingGtheGthermalGuaussianG
approximationhGapplicationsGtoGcondensedGphaseGsystemsUGJournalmofmChemicalmPhysicsSG2007SG[]eSG[[bcWd3.9 78

267 tibroblastGgrowthGfactorG[GgeneGandGhypertensionhGfromGtheGquantitativeGtraitGlocusGtoGpositionalG
analysisUGCirculationSG2007SG[[dSG[g[cT]b 16.7 25

266 wsotopeG—eparationGÃsingGqondensationG–epressionGofGtheGzaserGsxcitedGuaseousGqvqlaG†oleculesG
qollidingGwithGaGqoldGWallUGNuclearmSciencemandmEngineeringSG2007SG[cdSG][gT]]f 1.2 16

265 TheGqlassicalG—T†atrixGinG†olecularGqollisionsUGAdvancesminmChemicalmPhysicsSG2007SGeeT[ad 246

264 sfficientGestimatorsGforGquantumGinstantonGevaluationGofGtheGkineticGisotopeGeffectshGapplicationGtoG
theGintramolecularGhydrogenGtransferGinGpentadieneUGJournalmofmChemicalmPhysicsSG2007SG[]eSG[[baWg 3.9 56

263 ÃsingGtheGthermalGuaussianGapproximationGforGtheGpoltzmannGoperatorGinGsemiclassicalGinitialGvalueG
timeGcorrelationGfunctionsUGJournalmofmChemicalmPhysicsSG2006SG[]cSG]]b[Wb 3.9 79

262 ’ptimalGqhoiceGofGrividingG—urfaceGforGtheGqomputationGofG”uantumG–eactionG–atesUGJournalmofm
PhysicalmChemistrymBSG2006SG[[WSG]]gc]T]]gc] 3.4

261 wncludingGquantumGeffectsGinGtheGdynamicsGofGcomplexGOiUeUSGlargePGmolecularGsystemsUGJournalmofm
ChemicalmPhysicsSG2006SG[]cSG[a]aWc 3.9 87

260 ”uantifyingGtheGextentGofGrecrossingGfluxGforGquantumGsystemsUGChemicalmPhysicsSG2006SGa]]SG[c[T[cg 2.3 2

259 rifferentGtimeGslicesGforGdifferentGdegreesGofGfreedomGinGteynmanGpathGintegrationUGMolecularm
PhysicsSG2005SG[WaSG]WaT]Wf 1.7 14
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258 ’ptimalGchoiceGofGdividingGsurfaceGforGtheGcomputationGofGquantumGreactionGratesUGJournalmofm
PhysicalmChemistrymBSG2005SG[WgSGdbg[Tg 3.4 11

257 ”uantumGrynamicsGofGqomplexG†olecularG—ystemsUGChemInformSG2005SGadSGno 1

256 ”uantumGdynamicsGofGcomplexGmolecularGsystemsUGProceedingsmofmthemNationalmAcademymofmSciencesm
ofmthemUnitedmStatesmofmAmericaSG2005SG[W]SGdddWTb 11.5 97

255 ’nGtheGefficientGpathGintegralGevaluationGofGthermalGrateGconstantsGwithinGtheGquantumGinstantonG
approximationUGJournalmofmChemicalmPhysicsSG2004SG[]WSGaWfdTgg 3.9 73

254 TestGofGtheGquantumGinstantonGapproximationGforGthermalGrateGconstantsGforGsomeGcollinearG
reactionsUGJournalmofmChemicalmPhysicsSG2004SG[]WSGdacdTd] 3.9 33

253
“athGintegralGcalculationGofGthermalGrateGconstantsGwithinGtheGquantumGinstantonGapproximationhG
applicationGtoGtheGvGRGqvbGTTlGv]GRGqvaGhydrogenGabstractionGreactionGinGfullGqartesianGspaceUG
JournalmofmChemicalmPhysicsSG2004SG[]WSGa[WWTe

3.9 97

252 TheG”uantumGwnstantonGO”wPG†odelGforGqhemicalG–eactionG–ateshGGTheGâ��—implestâ��G”wGwithG’neG
rividingG—urfaceâ� UGJournalmofmPhysicalmChemistrymASG2004SG[WfSGaWacTaWag 2.8 19

251 ”uantumGinstantonGapproximationGforGthermalGrateGconstantsGofGchemicalGreactionsUGJournalmofm
ChemicalmPhysicsSG2003SG[[gSG[a]gT[ab] 3.9 152

250 —emiclassicalGcalculationGofGthermalGrateGconstantsGinGfullGqartesianGspacehGTheGbenchmarkGreactionG
rRv]TlrvRvUGJournalmofmChemicalmPhysicsSG2003SG[[fSG][acT][c] 3.9 55

249 TimeGaveragingGtheGsemiclassicalGinitialGvalueGrepresentationGforGtheGcalculationGofGvibrationalG
energyGlevelsUGwwUGopplicationGtoGv]q’SG‘vaSGqvbSGqv]r]UGJournalmofmChemicalmPhysicsSG2003SG[[gSGaWefTaWfb3.9 62

248 TimeGaveragingGtheGsemiclassicalGinitialGvalueGrepresentationGforGtheGcalculationGofGvibrationalG
energyGlevelsUGJournalmofmChemicalmPhysicsSG2003SG[[fSGe[eb 3.9 81

247
qombiningGsemiclassicalGtimeGevolutionGandGquantumGpoltzmannGoperatorGtoGevaluateGreactiveGfluxG
correlationGfunctionGforGthermalGrateGconstantsGofGcomplexGsystemsUGJournalmofmChemicalmPhysicsSG
2002SG[[dSGeaacTeabg

3.9 75

246 —tatisticalGsamplingGofGsemiclassicalGdistributionshGqalculatingGquantumGmechanicalGeffectsGusingG
†etropolisG†onteGqarloUGJournalmofmChemicalmPhysicsSG2002SG[[eSGcc]]Tcc]f 3.9 10

245 onGalternateGderivationGofGtheGvermanâ��ylukGOcoherentGstatePGsemiclassicalGinitialGvalueG
representationGofGtheGtimeGevolutionGoperatorUGMolecularmPhysicsSG2002SG[WWSGageTbWW 1.7 54

244 ’nGtheG–elationGbetweenGtheG—emiclassicalGwnitialGøalueG–epresentationGandGanGsxactG”uantumG
sxpansionGinGTimeTrependentGqoherentG—tatesâ� UGJournalmofmPhysicalmChemistrymBSG2002SG[WdSGf[a]Tf[ac 3.4 37

243 “rotonTtransferGdynamicsGinGtheGactivationGofGcytochromeG“bcWerytUGJournalmofmthemAmericanm
ChemicalmSocietySG2002SG[]bSG[baWTe 16.4 35

242 —emiclassicalGinitialGvalueGrepresentationGforGtheGpoltzmannGoperatorGinGthermalGrateGconstantsUG
JournalmofmChemicalmPhysicsSG2002SG[[eSGgdWcTgd[W 3.9 35

241 qoherentGstateGsemiclassicalGinitialGvalueGrepresentationGforGtheGpoltzmannGoperatorGinGthermalG
correlationGfunctionsUGJournalmofmChemicalmPhysicsSG2002SG[[dSGg]WeTg][] 3.9 51
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240
ÃltrafastGnonTadiabaticGdynamicsGofGsystemsGwithGmultipleGsurfaceGcrossingshGaGtestGofGtheG
†eyerâ��†illerGvamiltonianGwithGsemiclassicalGinitialGvalueGrepresentationGmethodsUGChemicalmPhysicsm
LettersSG2001SGabgSGc][Tc]g

2.5 29

239 —ystematicGconvergenceGinGtheGdynamicalGhybridGapproachGforGcomplexGsystemshGoGnumericallyG
exactGmethodologyUGJournalmofmChemicalmPhysicsSG2001SG[[cSG]gegT]ggW 3.9 149

238 —emiclassicalGdescriptionGofGdiffractionGandGitsGquenchingGbyGtheGforwardâ��backwardGversionGofGtheG
initialGvalueGrepresentationUGJournalmofmChemicalmPhysicsSG2001SG[[bSG]ce]T]ceg 3.9 65

237 ueneralizedGtilinovGtransformationGofGtheGsemiclassicalGinitialGvalueGrepresentationUGJournalmofm
ChemicalmPhysicsSG2001SG[[cSGda[eTda]d 3.9 88

236 ueneralizedGforwardâ��backwardGinitialGvalueGrepresentationGforGtheGcalculationGofGcorrelationG
functionsGinGcomplexGsystemsUGJournalmofmChemicalmPhysicsSG2001SG[[bSGg]]WTg]ac 3.9 145

235 TheG—emiclassicalGwnitialGøalueG–epresentationhGGoG“otentiallyG“racticalGWayGforGoddingG”uantumG
sffectsGtoGqlassicalG†olecularGrynamicsG—imulationsUGJournalmofmPhysicalmChemistrymASG2001SG[WcSG]gb]T]gcc2.8 607

234 —elfTconsistentGhybridGapproachGforGcomplexGsystemshGopplicationGtoGtheGspinTbosonGmodelGwithG
rebyeGspectralGdensityUGJournalmofmChemicalmPhysicsSG2001SG[[cSG]gg[TaWWc 3.9 205

233 —emiclassicalGdescriptionGofGquantumGcoherenceGeffectsGandGtheirGquenchinghGoGforwardâ��backwardG
initialGvalueGrepresentationGstudyUGJournalmofmChemicalmPhysicsSG2001SG[[bSG]cd]T]ce[ 3.9 113

232 —omeG‘ewGqlassicalGandG—emiclassicalG†odelsGforGrescribingGTunnelingG“rocessesGwithG–ealTøaluedG
qlassicalGTrajectoriesâ� UGJournalmofmPhysicalmChemistrymBSG2001SG[WcSGdcebTdcef 3.4 13

231 ÃsingGclassicalGmechanicsGinGaGquantumGframeworkUG“erspectiveGonGâ��—emiclassicalGdescriptionGofG
scatteringâ��UGTheoreticalmChemistrymAccountsSG2000SG[WaSG]adT]ae 1.9

230 —emiclassicalGdescriptionGofGnonadiabaticGquantumGdynamicshGopplicationGtoGtheG—[â��—]GconicalG
intersectionGinGpyrazineUGJournalmofmChemicalmPhysicsSG2000SG[[]SG[W]f]T[W]g] 3.9 148

229 ‘onadiabaticGphotodissociationGdynamicsGofGwq‘GinGtheGˆ�GcontinuumhGoGsemiclassicalGinitialGvalueG
representationGstudyUGJournalmofmChemicalmPhysicsSG2000SG[[]SGccddTccec 3.9 62

228 —emiclassicalGmolecularGdynamicsGsimulationsGofGintramolecularGprotonGtransferGinGphotoexcitedG
]TO]mThydroxyphenylPâ��oxazoleUGJournalmofmChemicalmPhysicsSG2000SG[[aSGgc[WTgc]] 3.9 56

227 torwardâ��backwardGinitialGvalueGrepresentationGforGtheGcalculationGofGthermalGrateGconstantsGforG
reactionsGinGcomplexGmolecularGsystemsUGJournalmofmChemicalmPhysicsSG2000SG[[]SGbeTcc 3.9 122

226 oGzogTrerivativeGtormulationGofGtheG“refactorGforGtheG—emiclassicalGvermanTylukG“ropagatorâ� UG
JournalmofmPhysicalmChemistrymASG2000SG[WbSG[Wa][T[Wa]e 2.8 45

225 torwardâ��backwardGinitialGvalueGrepresentationGforGsemiclassicalGtimeGcorrelationGfunctionsUGJournalm
ofmChemicalmPhysicsSG1999SG[[WSGddacTddbb 3.9 188

224 temtosecondGphotoelectronGspectroscopyGofGtheGw]â��GanionhGqharacterizationGofGtheGˆ�mG]˛ gS[V]G
excitedGstateUGJournalmofmChemicalmPhysicsSG1999SG[[WSGaebfTaecc 3.9 55

223 —emiclassicalGmolecularGdynamicsGsimulationsGofGexcitedGstateGdoubleTprotonGtransferGinG
eTazaindoleGdimersUGJournalmofmChemicalmPhysicsSG1999SG[[WSGgg]]Tggad 3.9 132
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222 temtosecondGphotoelectronGspectroscopyGofGtheGw]â��GanionhGoGsemiclassicalGmolecularGdynamicsG
simulationGmethodUGJournalmofmChemicalmPhysicsSG1999SG[[WSGaeadTaebe 3.9 79

221 opplicationGofGtheGforwardâ��backwardGinitialGvalueGrepresentationGtoGmolecularGenergyGtransferUG
JournalmofmChemicalmPhysicsSG1999SG[[[SG[WefeT[Wega 3.9 27

220 opplicationGofGtheGsemiclassicalGinitialGvalueGrepresentationGandGitsGlinearizedGapproximationGtoG
inelasticGscatteringUGChemicalmPhysicsmLettersSG1999SGaWWSG]WT]d 2.5 36

219 onalyticGcontinuationGofGrealTtimeGcorrelationGfunctionsGtoGobtainGthermalGrateGconstantsGforG
chemicalGreactionUGChemicalmPhysicsmLettersSG1999SGaWeSGbdaTbdf 2.5 3

218 —emiclassicalGstudyGofGelectronicallyGnonadiabaticGdynamicsGinGtheGcondensedTphasehG—pinTbosonG
problemGwithGrebyeGspectralGdensityUGJournalmofmChemicalmPhysicsSG1999SG[[WSGbf]fTbfbW 3.9 146

217 ueneralizationGofGtheGzinearizedGopproximationGtoGtheG—emiclassicalGwnitialGøalueG–epresentationG
forG–eactiveGtluxGqorrelationGtunctionsUGJournalmofmPhysicalmChemistrymASG1999SG[WaSGgafbTgafe 2.8 29

216 ThermalGandG†icrocanonicalG–atesGofGÃnimolecularG–eactionsGfromGanGsnergyGriffusionGTheoryG
opproachUGJournalmofmPhysicalmChemistrymASG1999SG[WaSG[WaWfT[Wa[[ 2.8 4

215 ”uantumG†echanicalG–ateGqonstantsGforG’GRG’vGmGvGRG’]GforGTotalGongularG†omentumGxGlGWUG
JournalmofmPhysicalmChemistrymASG1998SG[W]SGaf]fTafab 2.8 33

214 —piersG†emorialGzectureG”uantumGandGsemiclassicalGtheoryGofGchemicalGreactionGratesUGFaradaym
DiscussionsSG1998SG[[WSG[T][ 3.6 246

213 â��rirectâ��GandGâ��qorrectâ��GqalculationGofGqanonicalGandG†icrocanonicalG–ateGqonstantsGforGqhemicalG
–eactionsUGJournalmofmPhysicalmChemistrymASG1998SG[W]SGegaTfWd 2.8 161

212 â��rirectâ��GqalculationGofGThermalG–ateGqonstantsGforGtheGtGRGv]TlGvtGRGtG–eactionUGJournalmofmPhysicalm
ChemistrymASG1998SG[W]SGgae]Tgaeg 2.8 22

211 —emiclassicalGmolecularGdynamicsGsimulationsGofGultrafastGphotodissociationGdynamicsGassociatedG
withGtheGqhappuisGbandGofGozoneUGJournalmofmChemicalmPhysicsSG1998SG[WfSGbgfTc[W 3.9 63

210 ’nGtheGsemiclassicalGdescriptionGofGquantumGcoherenceGinGthermalGrateGconstantsUGJournalmofm
ChemicalmPhysicsSG1998SG[WgSGb[gWTb]WW 3.9 111

209 ”uantumGmechanicalGcalculationGofGtheGrateGconstantGforGtheGreactionGvR’]Tl’vR’UGJournalmofm
ChemicalmPhysicsSG1998SG[WfSGabfgTabge 3.9 45

208 —emiclassicalGapproximationsGforGtheGcalculationGofGthermalGrateGconstantsGforGchemicalGreactionsGinG
complexGmolecularGsystemsUGJournalmofmChemicalmPhysicsSG1998SG[WfSGge]dTgead 3.9 363

207 —emiclassicalGtheoryGofGelectronicallyGnonadiabaticGdynamicshG–esultsGofGaGlinearizedGapproximationG
toGtheGinitialGvalueGrepresentationUGJournalmofmChemicalmPhysicsSG1998SG[WgSGeWdbTeWeb 3.9 307

206 ”uantumGmechanicalGcalculationGofGresonanceGtunnelingGinGacetyleneGisomerizationGviaGtheG
vinylideneGintermediateUGJournalmofmChemicalmPhysicsSG1998SG[WgSGgbT[W[ 3.9 25

205 —emiclassicalGinitialGvalueGrepresentationGforGrotationalGdegreesGofGfreedomhGTheGtunnelingG
dynamicsGofGvqlGdimerUGJournalmofmChemicalmPhysicsSG1998SG[WfSGffeWTffee 3.9 76
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204 †ixedGsemiclassicalâ��classicalGapproachesGtoGtheGdynamicsGofGcomplexGmolecularGsystemsUGJournalmofm
ChemicalmPhysicsSG1997SG[WdSGg[dTg]e 3.9 144

203 ThermalGrateGconstantGcalculationGusingGfluxâ��fluxGautocorrelationGfunctionshGopplicationGtoG
qlRv]TlvqlRvGreactionUGJournalmofmChemicalmPhysicsSG1997SG[WeSGe[gbTe]W[ 3.9 80

202 –esponseGtoGâ��qommentGonGâ��’nGtheGrelationGbetweenGunimolecularGreactionGratesGandGoverlappingG
resonancesâ��Gâ��GΔxUGqhemUG“hysUG[WdSGbf[WGO[ggePΣUGJournalmofmChemicalmPhysicsSG1997SG[WdSGbf[]Tbf[b 3.9 17

201 ”uantumGandGsemiclassicalGureenNsGfunctionsGinGchemicalGreactionGdynamicsUGJournalmofmthemChemicalm
Society,mFaradaymTransactionsSG1997SGgaSGdfcTdgW 23

200
’nGtheGâ��directâ��GcalculationGofGthermalGrateGconstantsUGwwUGTheGfluxTfluxGautocorrelationGfunctionGwithG
absorbingGpotentialsSGwithGapplicationGtoGtheG’RvqlTl’vRqlGreactionUGJournalmofmChemicalmPhysicsSG
1997SG[WdSG[b]T[cW

3.9 78

199 —emiclassicalGinitialGvalueGrepresentationGforGelectronicallyGnonadiabaticGmolecularGdynamicsUG
JournalmofmChemicalmPhysicsSG1997SG[WdSGdabdTdaca 3.9 218

198 ”uantumG†echanicalG“ressureTrependentG–eactionGandG–ecombinationG–atesGforG’GRG’vGTlGvGRG’]SG
v’]UGJournalmofmPhysicalmChemistrymASG1997SG[W[SGdacfTdade 2.8 87

197 oGclassicalGapproachGtoGresonantGlowTenergyGelectronGscatteringGoffGmoleculeshGapplicationGtoGtheG
a[TshapeGresonanceGofGqtaqzUGChemicalmPhysicsSG1997SG][bSGaW[Ta[] 2.3 14

196 ’ptimizedGpreconditionersGforGureenGfunctionGevaluationGinGquantumGreactiveGscatteringG
calculationsUGChemicalmPhysicsmLettersSG1997SG]dcSGeeTfa 2.5 41

195
’nGtheGreflectionGprobabilityGinGelasticGscatteringGprocessesGasGobtainedGviaGtheGabsorbingGboundaryG
conditionsTdiscreteGvariableGrepresentationGOopqTrø–PGureenGfunctionGformalismUGChemicalmPhysicsm
LettersSG1997SG]ecSGbg[Tbga

2.5 2

194 rynamicsGofGtheGphotodissociationGofGtripletGketeneUGJournalmofmChemicalmPhysicsSG1996SG[WbSGacbdTaccb 3.9 23

193 qollisionalGrecombinationGreactionGvR’]R†Tlv’]R†hG”uantumGmechanicalGstudyGusingGfilterG
diagonalizationUGJournalmofmChemicalmPhysicsSG1996SG[WcSGbgdTcWa 3.9 47

192 —emiclassicalGcalculationGofGcumulativeGreactionGprobabilitiesUGJournalmofmChemicalmPhysicsSG1996SG
[WbSGgcTgg 3.9 67

191 TheoreticalGcalculationGofGphotodetachmentGintensitiesGforGva’â��UGJournalmofmChemicalmPhysicsSG1996SG
[WcSGcafeTcagd 3.9 24

190 qommentGonGâ��â��qomparisonGofGpositiveGfluxGoperatorsGforGtransitionGstateGtheoryGusingGaGsolvableG
modelâ��â��GΔxUGqhemUG“hysUG[WbSGeW[cGO[ggdPΣUGJournalmofmChemicalmPhysicsSG1996SG[WcSGdWgWTdWgW 3.9 0

189 oGclassicalGapproachGtoGdissociativeGelectronGattachmentGrohGapplicationGtoGtemperatureGeffectsGinG
theGroGcrossGsectionGofGqtaqlUGChemicalmPhysicsmLettersSG1996SG]cWSGc[cTc]] 2.5 42

188 —emiclassicalGcalculationGofGtranckTqondonGintensitiesGforGreactiveGsystemsUGChemicalmPhysicsmLetters
SG1996SG]d]SGbfdTbgb 2.5 34

187 tinalGstateTselectedGspectraGinGunimolecularGreactionshGoGtransitionTstateTbasedGrandomGmatrixG
modelGforGoverlappingGresonancesUGJournalmofmChemicalmPhysicsSG1995SG[W]SGffebTfffd 3.9 33
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186 ’nGtheGâ��â��directâ��â��GcalculationGofGthermalGrateGconstantsUGJournalmofmChemicalmPhysicsSG1995SG[W]SGebWgTeb[e 3.9 62

185 ”uantumGtimeGevolutionGinGtimeTdependentGfieldsGandGtimeTindependentGreactiveTscatteringG
calculationsGviaGanGefficientGtourierGgridGpreconditionerUGJournalmofmChemicalmPhysicsSG1995SG[WaSG[WWaWT[WWb[3.9 26

184 –esonantGfeaturesGinGtheGenergyGdependenceGofGtheGrateGofGketeneGisomerizationUGJournalmofm
ChemicalmPhysicsSG1995SG[WaSGefdfTefed 3.9 34

183 ”uantumGmechanicalGtheoryGofGcollisionalGrecombinationGratesUG“artG]Uâ��peyondGtheGstrongGcollisionG
approximationUGFaradaymDiscussionsSG1995SG[W]SGcaTda 3.6 11

182 –eactiveGscatteringGtheoryGforGmolecularGtransitionsGinGtimeTdependentGfieldsUGJournalmofmChemicalm
PhysicsSG1995SG[W]SGbWfbTbWg] 3.9 19

181
”uantumGmechanicalGcalculationsGofGtheGrateGconstantGforGtheGv]R’vTlvRv]’GreactionhG
tullTdimensionalGresultsGandGcomparisonGtoGreducedGdimensionalityGmodelsUGJournalmofmChemicalm
PhysicsSG1994SG[W[SGbecgTbedf

3.9 132

180 ’nGtheGrelationGbetweenGunimolecularGreactionGratesGandGoverlappingGresonancesUGJournalmofm
ChemicalmPhysicsSG1994SG[W[SGgde]TgdfW 3.9 72

179 wnitialGstateTselectedGreactionGprobabilitiesGforG’vRv]TlvRv]’GandGphotodetachmentGintensitiesGforG
v’vâ��]UGJournalmofmChemicalmPhysicsSG1994SG[W[SGfd]WTfd]e 3.9 26

178 ”uantumGmechanicalGcalculationGofGtheGrateGconstantGforGtheGreactionGvR’]Tl’vR’UGJournalmofm
ChemicalmPhysicsSG1994SG[WWSGeaaTeac 3.9 87

177 —emiTclassicalGcorrectionGforGquantumTmechanicalGscatteringUGChemicalmPhysicsmLettersSG1994SG][fSG[fgT[gb2.5 77

176 ”uantumTmechanicalGratesGforGgasTsurfaceGprocessesUGSurfacemScienceSG1994SGaWaSG]WdT]aW 1.8 14

175 sfficientGpolynomialGexpansionGofGtheGscatteringGureenâ��sGfunctionhGopplicationGtoGtheGrRv]Ovk[PG
rateGconstantUGJournalmofmChemicalmPhysicsSG1994SG[WWSG[[WaT[[[] 3.9 42

174 peyondGtransitionTstateGtheoryhGaGrigorousGquantumGtheoryGofGchemicalGreactionGratesUGAccountsmofm
ChemicalmResearchSG1993SG]dSG[ebT[f[ 24.3 149

173 ”uantumGmechanicalGreactionGprobabilitiesGwithGaGpowerGseriesGureenâ��sGfunctionUGJournalmofm
ChemicalmPhysicsSG1993SGgfSGdg[eTdg]f 3.9 15

172 TheGcumulativeGreactionGprobabilityGasGeigenvalueGproblemUGJournalmofmChemicalmPhysicsSG1993SGggSGab[[Tab[g3.9 150

171 tullTdimensionalGquantumGmechanicalGcalculationGofGtheGrateGconstantGforGtheGv]R’vTlv]’RvG
reactionUGJournalmofmChemicalmPhysicsSG1993SGggSG[WWefT[WWf[ 3.9 145

170 qlassicalGformulationGofGtheGspectroscopyGofGnonadiabaticGexcitedTstateGdynamicsUGJournalmofm
ChemicalmPhysicsSG1993SGggSG[cbcT[ccc 3.9 18

169 TimeTindependentGquantumGdynamicsGforGdiatomâ��surfaceGscatteringUGJournalmofmChemicalmPhysicsSG
1993SGgfSGgWbWTgWc] 3.9 29

(1993-1995)
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168
oGrandomGmatrixVtransitionGstateGtheoryGforGtheGprobabilityGdistributionGofGstateTspecificG
unimolecularGdecayGrateshGueneralizationGtoGincludeGtotalGangularGmomentumGconservationGandG
otherGdynamicalGsymmetriesUGJournalmofmChemicalmPhysicsSG1993SGggSGgcWTgd]

3.9 46

167 —tateTtoTstateGreactionGprobabilitiesGforGvâ��GRGv]SGr]GcollisionsUGChemicalmPhysicsmLettersSG1993SG]WgSGaWgTa[b2.5 36

166 oGsemiclassicalGmodelGtoGincorporateGmultidimensionalGtunnelingGinGclassicalGtrajectoryGsimulationsG
usingGlocallyGconservedGactionsUGChemicalmPhysicsmLettersSG1993SG]WcSGgdT[W[ 2.5 24

165 —tateTspecificGreactionGprobabilitiesGfromGaGrø–TopqGureenGfunctionUGChemicalmPhysicsmLettersSG1993SG
]WdSG[]aT[]g 2.5 35

164 —emiclassicalGtransitionGstateGtheoryUGoGnewGperspectiveUGChemicalmPhysicsmLettersSG1993SG][bSG[]gT[ad 2.5 156

163 qalculationGofGtheGcumulativeGreactionGprobabilityGviaGaGdiscreteGvariableGrepresentationGwithG
absorbingGboundaryGconditionsUGJournalmofmChemicalmPhysicsSG1992SGgdSGbb[]Tbb]] 3.9 316

162 ”uantumGmechanicalGreactionGprobabilitiesGviaGaGdiscreteGvariableGrepresentationTabsorbingG
boundaryGconditionGureenâ��sGfunctionUGJournalmofmChemicalmPhysicsSG1992SGgeSG]bggT]c[b 3.9 180

161 qlassicalGtrajectoryGstudiesGofGtheGmolecularGdissociationGdynamicsGofGformaldehydehGv]q’Tlv]Rq’UG
JournalmofmChemicalmPhysicsSG1992SGgdSGbab[Tbacc 3.9 93

160 oGnovelGdiscreteGvariableGrepresentationGforGquantumGmechanicalGreactiveGscatteringGviaGtheG
—TmatrixGyohnGmethodUGJournalmofmChemicalmPhysicsSG1992SGgdSG[gf]T[gg[ 3.9 1398

159 qumulativeGreactionGprobabilitiesGforGvRv]Tlv]RvGfromGaGknowledgeGofGtheGanharmonicGforceGfieldUG
ChemicalmPhysicsmLettersSG1992SG[g]SGbWeTb[d 2.5 58

158 oGclassicalGmodelGforGtimeTGandGfrequencyTresolvedGspectroscopyGofGnonadiabaticGexcitedTstateG
dynamicsUGChemicalmPhysicsmLettersSG1992SG[geSGagdTbWb 2.5 17

157 —omeGproblemsGofGcorrectingGtheGzeroTpointGenergyGproblemGinGclassicalGtrajectoriesUGChemicalm
PhysicsmLettersSG1992SG[gaSGc[]Tc[e 2.5 42

156 qommentGonhG—emiclassicalGtimeGevolutionGwithoutGrootGsearchesUGJournalmofmChemicalmPhysicsSG1991SG
gcSGgb]fTgbaW 3.9 123

155 —omeG‘ewGopproachesGtoG—emiclassicalGandG”uantumGTransitionG—tateGTheoryUGZeitschriftmFurm
ElektrotechnikmUndmElektrochemieSG1991SGgcSGafgTaga 5

154 TransitionGstateGtheorySG—iegertGeigenstatesSGandGquantumGmechanicalGreactionGratesUGJournalmofm
ChemicalmPhysicsSG1991SGgcSG[edfT[efW 3.9 110

153 ”uantumGreactiveGscatteringGcalculationsGofGtranckâ��qondonGfactorsGforGtheGphotodetachmentGofG
v]tâ��GandGr]tâ��GandGcomparisonsGwithGexperimentUGChemicalmPhysicsmLettersSG1991SG[f]SG]faT]fg 2.5 27

152
qommentGonhG–esonanceGstructureGinGtheGenergyGdependenceGofGstateTtoTstateGdifferentialG
scatteringGcrossGsectionsGforGtheGrRv]OvSjPTlvrOvâ��Sjâ��PRvGreactionUGJournalmofmChemicalmPhysicsSG1990SG
gaSGcacdTcace

3.9 27

151 ’nGtheGtautomerizationGreactionG]TpyridoneGmG]ThydroxypyridinehGanGabGinitioGstudyUGChemicalmPhysicsm
LettersSG1990SG[e[SGbecTbeg 2.5 78
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150 obGinitioGcalculationGofGanharmonicGconstantsGforGaGtransitionGstateSGwithGapplicationGtoGsemiclassicalG
transitionGstateGtunnelingGprobabilitiesUGChemicalmPhysicsmLettersSG1990SG[e]SGd]Tdf 2.5 193

149 arGquantumGscatteringGcalculationsGofGtheGreactionGveGRGvR]GTlGvevRGRGvGforGtotalGangularG
momentumGxGkGWUGChemicalmPhysicsmLettersSG1990SG[eaSGbfgTbgc 2.5 49

148 oGtransitionGstateGtheoryTbasedGstatisticalGdistributionGofGunimolecularGdecayGratesGwithGapplicationG
toGunimolecularGdecompositionGofGformaldehydeUGJournalmofmChemicalmPhysicsSG1990SGgaSGcdceTcddd 3.9 112

147
“hotodissociationGandGcontinuumGresonanceG–amanGcrossGsectionsGandGgeneralGtranckâ��qondonG
intensitiesGfromG—TmatrixGyohnGscatteringGcalculationsGwithGapplicationGtoGtheGphotoelectronG
spectrumGofGv]tâ��Rh˛‰Tlv]RtSGvtRvGRGeâ��UGJournalmofmChemicalmPhysicsSG1990SGg]SG[f[[T[f[f

3.9 59

146 sigenstateTresolvedGunimolecularGreactionGdynamicshGsrgodicGcharacterGofG—WGformaldehydeGatGtheG
dissociationGthresholdUGJournalmofmChemicalmPhysicsSG1990SGg]SGabe[Tabfb 3.9 117

145 oGcollocationGapproachGforGquantumGscatteringGbasedGonGtheG—TmatrixGversionGofGtheGyohnG
variationalGprincipleUGJournalmofmChemicalmPhysicsSG1989SGg[SGecaeTecb] 3.9 18

144 ”uantumGreactiveGscatteringGviaGtheG—TmatrixGversionGofGtheGyohnGvariationalGprinciplehGrifferentialG
andGintegralGcrossGsectionsGforGrRv]GTlvrRvUGJournalmofmChemicalmPhysicsSG1989SGg[SG[c]fT[cbe 3.9 270

143 plockGzanczosGapproachGcombinedGwithGmatrixGcontinuedGfractionGforGtheG—TmatrixGyohnGvariationalG
principleGinGquantumGscatteringUGJournalmofmChemicalmPhysicsSG1989SGg[SGacWbTacWf 3.9 16

142 sxponentialGpowerGseriesGexpansionGforGtheGquantumGtimeGevolutionGoperatorUGJournalmofmChemicalm
PhysicsSG1989SGgWSGgWbTg[[ 3.9 110

141 rifferentialGcrossGsectionGOangularGdistributionPGforGtheGreactionGvRv]OvkjkWPTlv]OvmSG’rrGjmPRvGinG
theGenergyGrangeGWUgWT[UacGeøUGChemicalmPhysicsmLettersSG1989SG[cgSG[aWT[aa 2.5 38

140 oGsimpleGmodelGforGcorrectingGtheGzeroGpointGenergyGproblemGinGclassicalGtrajectoryGsimulationsGofG
polyatomicGmoleculesUGJournalmofmChemicalmPhysicsSG1989SGg[SG]fdaT]fdf 3.9 155

139 oGsemiclassicalGtunnelingGmodelGforGuseGinGclassicalGtrajectoryGsimulationsUGJournalmofmChemicalm
PhysicsSG1989SGg[SGbW]dTbWad 3.9 186

138 –igorousGformulationGofGquantumGtransitionGstateGtheoryGandGitsGdynamicalGcorrectionsUGJournalmofm
ChemicalmPhysicsSG1989SGg[SGeebgTeedW 3.9 448

137 ’nGtheGobsenceGofGonomalousG—ingularitiesGinGtheG—T†atrixGøersionGofGtheGyohnGøariationalG
“rincipleGforG”uantumG—catteringUGIsraelmJournalmofmChemistrySG1989SG]gSGabgTacb 3.4 4

136 –eplyGtoGqommentGonhGoccurateGthreeTdimensionalGquantumGscatteringGcalculationsGforGtRv]TlvtRvUG
JournalmofmChemicalmPhysicsSG1989SGgWSGed[WTed[W 3.9 23

135 qorrectGshortGtimeGpropagatorGforGteynmanGpathGintegrationGbyGpowerGseriesGexpansionGinG˛�tUG
ChemicalmPhysicsmLettersSG1988SG[c[SG[Tf 2.5 57

134 oGpointwiseGrepresentationGofGtheGsTmatrixGyohnGvariationalGprincipleGforGquantumGscatteringUG
ChemicalmPhysicsmLettersSG1988SG[bgSG]ceT]db 2.5 15

133
”uantumGreactiveGscatteringGviaGtheG—TmatrixGversionGofGtheGyohnGvariationalGprinciplehGwntegralG
crossGsectionsGtorGvRv]O˛‰[kj[kWPTlv]O˛‰]k[SGj]kG[SGaPGRGvGinGtheGenergyGrangeGstotalGkGWUgâ��[UbGeøUG
ChemicalmPhysicsmLettersSG1988SG[caSGbdcTbeW

2.5 110
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132 †onteGqarloGpathGintegrationGforGtheGrealGtimeGpropagatorUGJournalmofmChemicalmPhysicsSG1988SGfgSG][eWT][ee3.9 116

131 ”uantumGscatteringGviaGtheG—TmatrixGversionGofGtheGyohnGvariationalGprincipleUGJournalmofmChemicalm
PhysicsSG1988SGffSGd]aaTd]ag 3.9 145

130 ”uantumGinterferenceGamongGcompetingGunimolecularGdecayGchannelshGosymmetricG—WGr]q’GdecayG
profilesUGJournalmofmChemicalmPhysicsSG1988SGfgSGacfbTacg[ 3.9 76

129 oGdiabaticGreactionGpathGvamiltonianUGJournalmofmChemicalmPhysicsSG1988SGfgSGd]gfTdaWb 3.9 84

128 occurateGthreeTdimensionalGquantumGscatteringGcalculationsGforGtRv]TlvtRvUGJournalmofmChemicalm
PhysicsSG1988SGffSGbcbgTbccW 3.9 87

127 qommentGonhGâ��â��”uantumGscatteringGviaGtheG—TmatrixGversionGofGtheGyohnGvariationalGprincipleâ��â��UG
JournalmofmChemicalmPhysicsSG1988SGfgSGbbcbTbbcb 3.9 18

126 oGnewGvariationalGexpressionGforGtheGscatteringGmatrixUGCollectionmofmCzechoslovakmChemicalm
CommunicationsSG1988SGcaSG[feaT[ffW 4

125 onGanalysisGofGtheGinfraredGandG–amanGspectraGofGtheGformicGacidGdimerGOvq’’vP]UGJournalmofmthem
AmericanmChemicalmSocietySG1987SG[WgSGe]bcTe]ca 16.4 121

124 †onteGqarloGpathGintegrationGinGrealGtimeGviaGcomplexGcoordinatesUGJournalmofmChemicalmPhysicsSG
1987SGfeSG[dbfT[dc] 3.9 52

123 TimeTdependentGselfTconsistentGfieldGOTr—qtPGapproximationGforGaGreactionGcoordinateGcoupledGtoGaG
harmonicGbathhG—ingleGandGmultipleGconfigurationGtreatmentsUGJournalmofmChemicalmPhysicsSG1987SGfeSGcef[Tcefe3.9 232

122 oGnewGbasisGsetGmethodGforGquantumGscatteringGcalculationsUGJournalmofmChemicalmPhysicsSG1987SGfdSGd][aTd]]W3.9 160

121 pasisGsetGmethodsGforGdescribingGtheGquantumGmechanicsGofGaGâ��â��systemâ��â��GinteractingGwithGaGharmonicG
bathUGJournalmofmChemicalmPhysicsSG1987SGfdSG[bc[T[bce 3.9 83

120 qUG–UG–aginSGTheGqomparativeG†ethodhG†ovingGpeyondG”ualitativeGandG”uantitativeG†ethodsUG
perkeleyGandGzosGongelesSG[gfeSGe[GppUUGJournalmofmPublicmPolicySG1987SGeSGbcbTbcd 1.5

119 TheGreactiveGfluxGcorrelationGfunctionGforGcollinearGreactionsGvGRGv]SGqlGRGvqlGandGtGRGv]UGFaradaym
DiscussionsmofmthemChemicalmSocietySG1987SGfbSGbb[ 37

118 TunnelingGandGstateGspecificityGinGunimolecularGreactionsUGChemicalmReviewsSG1987SGfeSG[gT]e 68.1 63

117 †onteGcarloGintegrationGwithGoscillatoryGintegrandshGimplicationsGforGfeynmanGpathGintegrationGinG
realGtimeUGChemicalmPhysicsmLettersSG1987SG[agSG[WT[b 2.5 148

116 ‘ewGmethodGforGquantumGreactiveGscatteringSGwithGapplicationsGtoGtheGaTrGvRv]GreactionUGChemicalm
PhysicsmLettersSG1987SG[bWSGa]gTaae 2.5 86

115 qommentGonGâ��â��“robabilityGoscillationsGinGsingleGpassGcurveGcrossingshG—emiclassicalGpredictionsGofG
nonmonotonicGdependenceGonGcrossingGvelocityâ��â��UGJournalmofmChemicalmPhysicsSG1986SGfcSGaeWaTaeWb 3.9 1
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114 —pinTorbitGandGdiagonalGbornToppenheimerGcorrectionsGforGtheGreactionGtGRGv]GTlGvtGRGvUGChemicalm
PhysicsmLettersSG1986SG[]cSG[]T[f 2.5 12

113 ”uantumGmechanicalGreactiveGscatteringGviaGexchangeGkernelshGcomparisonGofGgridGversusGbasisGsetG
expansionGofGtheGexchangeGinteractionUGChemicalmPhysicsSG1986SG[WgSG[daT[e] 2.3 17

112 qlassicalGmodelsGforGelectronicGdegreesGofGfreedomhGTheGsecondTquantizedGmanyTelectronG
vamiltonianUGJournalmofmChemicalmPhysicsSG1986SGfbSGcWcgTcWdd 3.9 27

111 –eactionGsurfaceGdescriptionGofGintramolecularGhydrogenGatomGtransferGinGmalonaldehydeUGJournalm
ofmChemicalmPhysicsSG1986SGfbSGbadbTbaeW 3.9 231

110 oGsemiclassicalGmodelGforGintramolecularGvibrationalGrelaxationGofGlocalGmodeGovertoneGinG
polyatomicGmoleculesUGTheoreticamChimicamActaSG1985SGdfSG[T][ 28

109 turtherGtheoreticalGexaminationGofGtheGtGRGv]GentranceGchannelGbarrierUGChemicalmPhysicsmLettersSG
1985SG[[bSG[Tc 2.5 43

108 ”uantumGmechanicalGreactiveGscatteringGviaGexchangeGkernelshGwnfiniteGorderGexchangeGonGaGgridUG
JournalmofmChemicalmPhysicsSG1985SGfaSGcecTcfa 3.9 33

107
â�� â��rirectâ��â��GcalculationGofGquantumGmechanicalGrateGconstantsGviaGpathGintegralGmethodshGopplicationG
toGtheGreactionGpathGvamiltonianSGwithGnumericalGtestGforGtheGvRv]GreactionGinGarUGJournalmofm
ChemicalmPhysicsSG1985SGf]SGcbecTcbfb

3.9 103

106 qalculationGofGsemiclassicalGeigenvaluesGwithGoneGarbitraryGtrajectoryUGJournalmofmChemicalmPhysicsSG
1984SGf[SGaceaTacec 3.9 38

105 opplicationGofGtheGsemiclassicalGperturbationGapproximationGtoGscatteringGfromGsurfacesUG
ueneralizationGtoGincludeGphononGinelasticityUGJournalmofmChemicalmPhysicsSG1984SGfWSGcf]eTcfa[ 3.9 38

104 –eactionGsurfaceGvamiltonianGforGtheGdynamicsGofGreactionsGinGpolyatomicGsystemsUGJournalmofm
ChemicalmPhysicsSG1984SGf[SGagb]TagcW 3.9 124

103 ‘ewG“hysicalGwnterpretationGforGTimeGinG—catteringGTheoryUGPhysicalmReviewmLettersSG1984SGcaSG[[cT[[f 7.4 120

102 øinylidenehG“otentialGenergyGsurfaceGandGunimolecularGreactionGdynamicsUGJournalmofmChemicalm
PhysicsSG1984SGfWSGbabeTbacb 3.9 161

101 ueminateGrecombinationGofGiodineGatomsGinGsolutionhGoGgeneralizedGlangevinGtreatmentGincludingG
theGeffectGofGelectronicallyGinelasticGtransitionsUGChemicalmPhysicsmLettersSG1984SG[WcSGcW[TcWc 2.5 12

100 qlassicalGmodelsGforGelectronicGdegreesGofGfreedomhG”uenchingGofGprQO]“[V]PGbyGcollisionGwithGv]GinG
threeGdimensionsUGChemicalmPhysicsmLettersSG1984SG[WaSGbeWTbeb 2.5 6

99 qoupledGchannelGdistortedGwaveGcalculationsGforGtheGthreeTdimensionalGvRv]GreactionUGJournalmofm
ChemicalmPhysicsSG1984SGf[SG]a[T]bW 3.9 55

98 —tructureGandGtunnelingGdynamicsGofGmalonaldehydeUGoGtheoreticalGstudyUGJournalmofmthemAmericanm
ChemicalmSocietySG1983SG[WcSG]ccWT]cca 16.4 89

97 rynamicalGeffectsGofGsymmetryGalongGaGreactionGpathhGmodeGspecificityGinGtheGunimolecularG
dissociationGofGformaldehydeUGJournalmofmthemAmericanmChemicalmSocietySG1983SG[WcSG][dT]]W 16.4 39
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96 —ystemTbathGdecompositionGofGtheGreactionGpathGvamiltonianUGwwUG–otationallyGinelasticGreactiveG
scatteringGofGvRv]GinGthreeGdimensionsUGJournalmofmChemicalmPhysicsSG1983SGegSGaecgTaedb 3.9 19

95 ”uantumGmechanicalGrateGconstantsGforGbimolecularGreactionsUGJournalmofmChemicalmPhysicsSG1983SG
egSGbffgTbfgf 3.9 720

94 ’nGtheG”uestionGofG†odeT—pecificityGinGÃnimolecularG–eactionGrynamicsUGLasermChemistrySG1983SG]SG]baT]c] 5

93
oGsemiclassicalGmultichannelGbranchingGmodelGforGdescribingGstateTspecificGunimolecularG
decompositionGandGotherGdynamicalGprocessesGinGpolyatomicGmolecularGsystemsUGJournalmofm
ChemicalmPhysicsSG1982SGedSG]b[]T]b]]

3.9 22

92 —ystemTbathGdecompositionGofGtheGreactionGpathGvamiltonianGforGpolyatomicGscatteringhG”uantumG
perturbativeGtreatmentUGJournalmofmChemicalmPhysicsSG1982SGeeSG]aefT]af] 3.9 33

91 sffectGofGreactionGpathGcurvatureGandGdimensionalityGonGtheGaccuracyGofGclassicalGtransitionGstateG
theoryUGJournalmofmChemicalmPhysicsSG1982SGedSGbgWbTbgWf 3.9 20

90 TunnelingGinGtheGunimolecularGdecompositionGofGformaldehydehGaGmoreGquantitativeGstudyUGJournalm
ofmthemAmericanmChemicalmSocietySG1981SG[WaSG[gWWT[gWb 16.4 82

89 øinylidenehGaGveryGshallowGminimumGonGtheGq]v]GpotentialGenergyGsurfaceUGJournalmofmthemAmericanm
ChemicalmSocietySG1981SG[WaSG[gWbT[gWe 16.4 119

88 ’nGfindingGtransitionGstatesUGJournalmofmChemicalmPhysicsSG1981SGecSG]fWWT]fWd 3.9 602

87 ÃnifiedGsemiclassicalGperturbationGandGinfiniteGorderGsuddenGapproximationSGwithGapplicationGtoGtheG
reactionGpathGvamiltonianGmodelUGJournalmofmChemicalmPhysicsSG1981SGecSG]]cfT]]db 3.9 42

86 qlassicalGmodelGforGelectronicallyGnonTadiabaticGcollisionGprocessesGresonanceGeffectsGinG
electronicTvibrationalGenergyGtransferUGChemicalmPhysicsmLettersSG1981SGegSG[aeT[b[ 2.5 12

85 †odeGspecificityGinGunimolecularGreactionGdynamicshGTheGvenonâ��veilesGpotentialGenergyGsurfaceUG
JournalmofmChemicalmPhysicsSG1981SGebSGag[WTag[c 3.9 76

84 qlassicalGtrajectoryGmodelsGforGelectronicallyGnonadiabaticGcollisionGprocesseshGoGclassicalGvalenceG
bondGmodelGforGelectronicGdegreesGofGfreedomUGJournalmofmChemicalmPhysicsSG1981SGebSGdWecTdWf] 3.9 13

83 –eplyGtoGaGqommentGbyG†ilonniGonGâ��â��oGclassicalVsemiclassicalGtheoryGforGtheGinteractionGofGinfraredG
radiationGwithGmolecularGsystemsâ��â��UGJournalmofmChemicalmPhysicsSG1980SGe]SGeffTefg 3.9 3

82 onalysisGandGextensionGofGsomeGrecentlyGproposedGclassicalGmodelsGforGelectronicGdegreesGofG
freedomUGJournalmofmChemicalmPhysicsSG1980SGe]SG]]e]T]]f[ 3.9 122

81 qollisionGinducedGabsorptionGspectraGforGgasGphaseGchemicalGreactionsGinGaGhighGpowerGw–GlaserGfieldUG
JournalmofmChemicalmPhysicsSG1980SGe]SGc[agTc[bb 3.9 15

80 “rogressGinGtheGapplicationGofGclassicalG—TmatrixGtheoryGtoGinelasticGcollisionGprocessesUGJournalmofm
ChemicalmPhysicsSG1980SGeaSGa[g[Ta[ge 3.9 24
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