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302 yrotonαtedEureαEcollisionRinducedEdissociαtionSElompαrisonEofEexperimentsEαndEchemicαlEdynαmicsE
simulαtionsSEJournaleofePhysicaleChemistryeAQE2009QEVVXQEVXaZXR[W 2.8 53

301 †rαjectoryE}tudiesEofE}wWEwucleophilicE}ubstitutionSE]SEoREPElqXllERgEolqXEPEllRSEJournaleofePhysicale
ChemistryeAQE1998QEVUWQEbaVbRbaWa 2.8 53

300 †heEheαvyRαtomEeffectEinEintrαmoleculαrEvibrαtionαlEenergyEtrαnsferαNSEJournaleofeChemicalePhysicsQE
1985QEaWQEVWXRVXX 3.9 53

299 jbEinitioEmodelingEofEexcitonicEαndEchαrgeRtrαnsferEstαtesEinEorgαnicEsemiconductorscEtheE
y†kVTylkvElowEbαndEgαpEsystemSEJournaleofetheeAmericaneChemicaleSocietyQE2013QEVXZQEVaWZWRZ 16.4 52

298 jEwαshboαrdEwithEmomentEofEinertiαEmodelEofEgαsRsurfαceEscαtteringSEJournaleofeChemicalePhysicsQE
2004QEVWUQEVUXVRYX 3.9 52

297 oittingEclαssicαlEmicrocαnonicαlEunimoleculαrErαteEconstαntsEtoEαEmodifiedE{{tEexpressioncE
jnhαrmonicEαndEvαriαtionαlEeffectsSEJournaleofeChemicalePhysicsQE1999QEVVUQE[VbaR[WU] 3.9 52

296 jnαlysisEαndEextensionEofEαEmodelEforEconstrαiningEzeroRpointEenergyEflowEinEclαssicαlEtrαjectoryE
simulαtionsSEJournaleofeChemicalePhysicsQE1994QEVUUQEVV]bRVVab 3.9 52

295 yropertiesEofEcαnonicαlEvαriαtionαlEtrαnsitionEstαteEtheoryEforEαssociαtionEreαctionsEwithoutE
potentiαlEenergyEbαrriersSETheeJournaleofePhysicaleChemistryQE1989QEbXQE[UWbR[UXa 52

294 jEdynαmicαlEstudyEofEtheEqPlqXRglqYErecombinαtionEreαctionSEJournaleofeChemicalePhysicsQE1985QEaWQEXZbbRX[U[3.9 50

293 mynαmicsEofEenergyEtrαnsferEinEcollisionsEofExMXyNEαtomsEwithEαEVRdecαnethiolEselfRαssembledE
monolαyerEsurfαceSEJournaleofePhysicaleChemistryeBQE2006QEVVUQEVVa[XR]] 3.4 49

292 mirectEdynαmicsEstudyEofEwRprotonαtedEdiglycineEsurfαceRinducedEdissociαtionSErnfluenceEofEcollisionE
energySEJournaleofetheeAmericaneSocietyeforeMasseSpectrometryQE2003QEVYQEVYUWRVW 3.5 49

291
mirectEdynαmicsEstudyEofEenergyEtrαnsferEαndEcollisionRinducedEdissociαtioncEnffectsEofEimpαctE
energyQEgeometryQEαndEreαctαntEvibrαtionαlEmodeEinEqWlxPâ��weEcollisionsSEJournaleofeChemicale
PhysicsQE2003QEVVbQEXUYURXUZU

3.9 49

290 nnergyE†rαnsferEmynαmicsEinEtheElollisionRrnducedEmissociαtionEofEjl[EαndEjlVXEllustersSEThee
JournaleofePhysicaleChemistryQE1995QEbbQEaVY]RaV[V 49

(1995-2001)
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289 †heEsensitivityEofEr–{EinEbenzeneEtoEbendâ��stretchEpotentiαlEenergyEcouplingSEJournaleofeChemicale
PhysicsQE1986QEaZQEYYWWRYYW[ 3.9 49

288 †rαjectoryEstudiesEofEmodelEqâ��lâ��lERgEqPlflEdissociαtionSErrrSEmetαilsEofEtheElifetimeEdistributionE
followingEchemicαlEαctivαtionSEJournaleofeChemicalePhysicsQE1984QEaUQE]VYR]Vb 3.9 49

287 nlectronicEstructureEtheoryEstudyEofEtheEoMRNEPElqMXNrERgEolqMXNEPErMRNEpotentiαlEenergyEsurfαceSEJournale
ofePhysicaleChemistryeAQE2010QEVVYQEb[XZRYX 2.8 48

286 yerspectivecEchemicαlEdynαmicsEsimulαtionsEofEnonRstαtisticαlEreαctionEdynαmicsSEPhilosophicale
TransactionseSerieseAreMathematicalrePhysicalreandeEngineeringeSciencesQE2017QEX]ZQE 3 47

285 }imulαtionEstudiesEofEtheEllREPElqXrE}wWEnucleophilicEsubstitutionEreαctioncEcompαrisonEwithEionE
imαgingEexperimentsSEJournaleofeChemicalePhysicsQE2013QEVXaQEVVYXUb 3.9 47

284 lompαrisonEofEnxplicitEαndE’nitedEjtomEvodelsEforEjlkαneElhαinsEyhysisorbedEonE˛–RjlWxXEMUUUVNSE
JournaleofePhysicaleChemistryeBQE1999QEVUXQEXaaZRXabZ 3.4 47

283 jccelerαtedEdirectEsemiclαssicαlEmoleculαrEdynαmicsEusingEαEcompαctEfiniteEdifferenceEqessiαnE
schemeSEJournaleofeChemicalePhysicsQE2013QEVXaQEUZYVV[ 3.9 46

282 mynαmicsEofEtheEbirαdicαlEmediαtingEvinylcyclopropαneâ��cyclopenteneEreαrrαngementSEPhysicale
ChemistryeChemicalePhysicsQE2002QEYQEXUYRXVW 3.6 46

281 nnergyEtrαnsferEpαthwαysEinEtheEcollisionαlEαctivαtionEofEpeptidesSEInternationaleJournaleofeMasse
SpectrometryQE2000QEWUVQEWXXRWYY 1.9 46

280 †hresholdsEforEtheElollisionRrnducedEmissociαtionEofEllustersEbyE{αreEpαsErmpαctSETheeJournaleofe
PhysicaleChemistryQE1996QEVUUQEaVbURaVb[ 46

279 }umEαndEdensityEofEstαtesEforEαnhαrmonicEpolyαtomicEmoleculesSEnffectEofEbendâ��stretchEcouplingSE
JournaleofeChemicalePhysicsQE1983QE]aQEZUZWRZUZa 3.9 46

278 rntrαmoleculαrEvibrαtionαlEenergyErelαxαtionEinEbenzeneSEChemicalePhysicseLettersQE1978QEZYQE]XR][ 2.5 46

277 nnergyEtrαnsferQEunfoldingQEαndEfrαgmentαtionEdynαmicsEinEcollisionsEofEwRprotonαtedEoctαglycineE
withEαnEqR}jvEsurfαceSEJournaleofetheeAmericaneChemicaleSocietyQE2009QEVXVQEV]VaZRbX 16.4 45

276 mirectEdynαmicsEsimulαtionsEusingEqessiαnRbαsedEpredictorRcorrectorEintegrαtionEαlgorithmsSE
JournaleofeChemicalePhysicsQE2007QEVW[QEUYYVUZ 3.9 45

275 nfficiencyEofEenergyEtrαnsferEinEprotonαtedEdiglycineEαndEdiαlαnineE}rmSEInternationaleJournaleofe
MasseSpectrometryQE2003QEWXUQEZ]R[X 1.9 45

274 jEcompαrisonEofEclαssicαlEtrαjectoryEαndEstαtisticαlEunimoleculαrErαteEtheoryEcαlculαtionsEofEjlXE
decompositionSEJournaleofeChemicalePhysicsQE1994QEVUVQEaZXZRaZZX 3.9 45

273 {eαctionEdynαmicsEofEtemperαtureRvαriαbleEαnionEwαterEclustersEstudiedEwithEcrossedEbeαmsEαndE
byEdirectEdynαmicsSEFaradayeDiscussionsQE2012QEVZ]QEYVRZ]dEdiscussionEVVXRYU 3.6 44

272 lhemicαlEmynαmicsE}tudyEofErntrαsurfαceEqydrogenRkondingEnffectsEinEpαsâ��}urfαceEnnergyE
nxchαngeEαndEjccommodαtionSEJournaleofePhysicaleChemistryeCQE2008QEVVWQEY][RYbU 3.8 44
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271 †rαjectoryEstudiesEofE}wWEnucleophilicEsubstitutionSErXSEvicroscopicEreαctionEpαthwαysEαndEkineticsE
forEllâ��PlqXkrSEJournaleofeChemicalePhysicsQE2003QEVVaQEW[aa 3.9 44

270 zuαsiclαssicαlEdynαmicsEsimulαtionEofEtheEcollisionRinducedEdissociαtionEofElrMlxN[EPEwithEXeSE
JournaleofeChemicalePhysicsQE2005QEVWXQEVZYXVV 3.9 44

269 zuαntumEmechαnicαlEstudyEofEtheEunimoleculαrEdissociαtionEofEqxWcEjErigorousEtestEofE{{tvE
theorySEJournaleofeChemicalePhysicsQE1995QEVUWQEZa[]RZa]U 3.9 44

268
pαsRyhαseElhemicαlEmynαmicsE}imulαtionsEonEtheEkifurcαtingEyαthwαyEofEtheEyimαrαdienylElαtionE
{eαrrαngementcE{oleEofEnnzymαticE}teeringEinEjbieticEjcidEkiosynthesisSEJournaleofeChemicaleTheorye
andeComputationQE2012QEaQEVWVWRWW

6.4 43

267 rmportαnceEofEshαtteringEfrαgmentαtionEinEtheEsurfαceRinducedEdissociαtionEofEprotonαtedE
octαglycineSEJournaleofetheeAmericaneSocietyeforeMasseSpectrometryQE2009QEWUQEbXbRYa 3.5 43

266 zuαsiclαssicαlEtrαjectoryEcαlculαtionsEforEtheExqMXEW˛ NEαndExmMXEW˛ NPqkrEreαctionscEnnergyE
pαrtitioningEαndErαteEconstαntsSEJournaleofeChemicalePhysicsQE1996QEVUZQEbab]RbbVV 3.9 43

265
mynαmicsEofElxWEscαtteringEoffEαEperfluorinαtedEselfRαssembledEmonolαyerSErnfluenceEofEtheE
incidentEcollisionEenergyQEmαssEeffectsQEαndEuseEofEdifferentEsurfαceEmodelsSEJournaleofePhysicale
ChemistryeAQE2009QEVVXQEXaZUR[Z

2.8 42

264 ’seEofEαEsingleEtrαjectoryEtoEstudyEproductEenergyEpαrtitioningEinEunimoleculαrEdissociαtioncEmαssE
effectsEforEhαlogenαtedEαlkαnesSEJournaleofeChemicalePhysicsQE2006QEVWYQE[YXVX 3.9 42

263 {eαctionEpαthEqαmiltoniαnEαnαlysisEofEtheEdynαmicsEforEllâ��EPElqXkrERgElllqXEPEkrâ��E}wWEnucleophilicE
substitutionSEChemicalePhysicsQE1996QEWVWQEWY]RWZa 2.3 42

262 {esolutionEofEαEpαrαdoxEconcerningEtheEforwαrdEαndEreverseErαteEconstαntsEforEethylESdblαrwSE
αtomicEhydrogenEPEethyleneSETheeJournaleofePhysicaleChemistryQE1982QEa[QEXbUVRXbUY 42

261 lompαrisonEofEdirectEdynαmicsEsimulαtionsEwithEdifferentEelectronicEstructureEmethodsSEoMRNEPElqXrE
withEvyWEαndEmo†Tkb]RVSEPhysicaleChemistryeChemicalePhysicsQE2015QEV]QEWZabRb] 3.6 41

260 yropertiesEofEcomplexesEformedEbyEwαMPNQEvgMWPNQEαndEoeMWPNEbindingEwithEbenzeneEmoleculesSE
JournaleofePhysicaleChemistryeAQE2014QEVVaQEbZUURVV 2.8 40

259 lhemicαlEdynαmicsEsimulαtionsEofEtheEmonohydrαtedExqMRNMqWxNEPElqXrEreαctionSEjtomicRlevelE
mechαnismsEαndEcompαrisonEwithEexperimentSEJournaleofeChemicalePhysicsQE2015QEVYWQEWYYXUa 3.9 40

258 mynαmicsEofE’nimoleculαrE{eαctionsE1976QEVWVRV[b 40

257 nvαluαtingEtheEjccurαcyEofEqessiαnEjpproximαtionsEforEmirectEmynαmicsE}imulαtionsSEJournaleofe
ChemicaleTheoryeandeComputationQE2013QEbQEZYR[Y 6.4 39

256 jEyvXR}{yEPEjnαlyticEounctionEyotentiαlEnnergyE}urfαceEvodelEforExMXyNE{eαctionsEwithEjlkαnesSE
jpplicαtionEtoExMXyNEPEnthαneâ� SEJournaleofePhysicaleChemistryeAQE2004QEVUaQEba[XRba]Z 2.8 38

255 jbEinitioEdirectEdynαmicsEtrαjectoryEsimulαtionEofElWqZoRRglWqYEPEqoEproductEenergyEpαrtitioningSE
JournaleofeChemicalePhysicsQE2004QEVWVQEaaXVRYZ 3.9 38

254 jEqαmiltoniαnEwithEαE}ubsetEofEwormαlEvodesEforE}tudyingEvodeR}pecificEnnergyE†rαnsferEinE
rntermoleculαrElollisionsâ� SEJournaleofePhysicaleChemistryeAQE2001QEVUZQEW[V]RW[WZ 2.8 38

(2001-2003)
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253 nffectEofEbondEstretchEexcitαtionEonEtheEαttenuαtionEofEbendingEforcesSEChemicalePhysicseLettersQE
1986QEVXWQEYbXRYb] 2.5 38

252 }imulαtionsEofEenergyEtrαnsferEinElrMlxN[PEsurfαceRinducedEdissociαtionSEInternationaleJournaleofe
MasseSpectrometryeandeIoneProcessesQE1998QEV]YQEVRb 37

251 tineticsEofEtheEreαctionEbetweenEhydroxylEαndEhydroperoxylEonEtheEsingletEpotentiαlEenergyE
surfαceSETheeJournaleofePhysicaleChemistryQE1991QEbZQE[]aYR[]bW 37

250 nffectEofEαnhαrmonicityEonEintermoleculαrEenergyEtrαnsferEfromEhighlyEvibrαtionαllyEexcitedE
moleculesSETheeJournaleofePhysicaleChemistryQE1988QEbWQEYUYURYUY[ 37

249 †rαjectoryEstudiesEofEmodelEqâ��lâ��lRgqPlEfElEdissociαtionSErrSEjngulαrEmomentαEαndEenergyE
pαrtitioningEαndEtheirErelαtionEtoEnonR{{tvEdynαmicsSEJournaleofeChemicalePhysicsQE1981QE]ZQEXaUbRXaWU 3.9 37

248 lompαrisonsEofEclαssicαlEαndE—ignerEsαmplingEofEtrαnsitionEstαteEenergyElevelsEforEquαsiclαssicαlE
trαjectoryEchemicαlEdynαmicsEsimulαtionsSEJournaleofeChemicalePhysicsQE2010QEVXXQEUYYXVX 3.9 36

247 zuαntumEdynαmicαlEstudyEofEthellRPlqXkrE}wWreαctionSEJournaleofetheeChemicaleSocietyreFaradaye
TransactionsQE1997QEbXQE]X]R]Y[ 36

246 jnEαbEinitioEdirectEdynαmicsEsimulαtionEofEprotonαtedEglycineEsurfαceRinducedEdissociαtionSE
InternationaleJournaleofeMasseSpectrometryQE2007QEW[ZQEXW[RXX[ 1.9 36

245 mirectEdynαmicsEtrαjectoryEstudyEofEvibrαtionαlEeffectscEcαnEpolαnyiErulesEbeEgenerαlizedEtoEαE
polyαtomicEsystemhSEJournaleofetheeAmericaneChemicaleSocietyQE2004QEVW[QEa[UWRX 16.4 36

244 jEclαssicαlEtrαjectoryEstudyEofEtheEoPlWqYRglWqYoRgqPlWqXoEreαctionEdynαmicsSEJournaleofeChemicale
PhysicsQE1981QE]ZQEWaU]RWaVb 3.9 36

243
orαgmentαtionEαndEreαctivityEinEcollisionsEofEprotonαtedEdiglycineEwithEchemicαllyEmodifiedE
perfluorinαtedEαlkylthiolαteRselfRαssembledEmonolαyerEsurfαcesSEJournaleofeChemicalePhysicsQE2011QE
VXYQEUbYVU[

3.9 35

242 }imulαtionsEofEhydrocαrbonEαdsorptionEαndEsubsequentEwαterEpenetrαtionEonEαnEαluminumEoxideE
surfαceSEJournaleofeChemicalePhysicsQE1997QEVU[QE]XXVR]XYW 3.9 35

241
lhemicαlEmynαmicsE}imulαtionsEofEnnergyE†rαnsferEinElollisionsEofEyrotonαtedEyeptideâ��ronsEwithEαE
yerfluorinαtedEjlkylthiolE}elfRjssembledEvonolαyerE}urfαceSEJournaleofePhysicaleChemistryeCQE2008QE
VVWQEbX]]RbXa[

3.8 35

240 mynαmicsEofElrMlxN[PEcollisionsEwithEhydrogenαtedEsurfαcesSEJournaleofeChemicalePhysicsQE2003QEVVaQEWabX3.9 35

239 jEquαsiclαssicαlEtrαjectoryEcαlculαtionEofEtheEαtomicEhydrogenEPEethyleneESfwdαrwSEethylEbimoleculαrE
rαteEconstαntSETheeJournaleofePhysicaleChemistryQE1983QEa]QEY]VZRY]WU 35

238 †rαnsitionEstαtesEαndErαteEconstαntsEforEionâ��moleculeEαssociαtionSErrSEuiPPMlqXNWxRguiP[MlqXNWx₆SE
JournaleofeChemicalePhysicsQE1987QEa[QEVXYaRVXZZ 3.9 34

237 rmαgingEdynαmicEfingerprintsEofEcompetingEnWEαndE}WEreαctionsSENatureeCommunicationsQE2017QEaQEWZ 17.4 33

236 †emperαtureEdependenceEofEtheExqMRNEPElqXrEreαctionEkineticsSEexperimentαlEαndEsimulαtionE
studiesEαndEαtomicRlevelEdynαmicsSEJournaleofePhysicaleChemistryeAQE2013QEVV]QEVYUVbRW] 2.8 33
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235 lyclohexαneEisomerizαtionSE’nimoleculαrEdynαmicsEofEtheEtwistRboαtEintermediαteSEJournaleofe
PhysicaleChemistryeAQE2009QEVVXQEYZ]URaU 2.8 33

234 yotentiαlEenergyEsurfαceEαndEunimoleculαrEdynαmicsEofEstretchedEnRbutαneSEJournaleofeChemicale
PhysicsQE2008QEVWbQEUbY]UV 3.9 33

233 jEpotentiαlEenergyEfunctionEforEtheEhydroperoxylErαdicαlSETheeJournaleofePhysicaleChemistryQE1987QE
bVQEVZb[RV[UW 33

232 jbEinitioEmoleculαrEorbitαlEstudiesEofEαtomicEhydrogenEPEethyleneEαndEαtomicEfluorineEPEethyleneSEWSE
lompαrisonEofEtheEenergeticsSETheeJournaleofePhysicaleChemistryQE1982QEa[QEYaaXRYaaa 33

231 llαssicαlEtrαjectoryEstudyEofEtheEunimoleculαrEdecompositionEofEqâ��lhlâ��llQEqâ��lhlâ��qQEαndEllâ��lhlâ��llSE
JournaleofeChemicalePhysicsQE1974QE[VQEY[bURY[bb 3.9 33

230 mynαmicsEofEtheEoMRNEPElqXrERgEqoEPElqWrMRNEyrotonE†rαnsferE{eαctionSEJournaleofePhysicaleChemistryeAQE
2015QEVVbQEVWZV]RWZ 2.8 32

229 qigherRαccurαcyEschemesEforEαpproximαtingEtheEqessiαnEfromEelectronicEstructureEcαlculαtionsEinE
chemicαlEdynαmicsEsimulαtionsSEJournaleofeChemicalePhysicsQE2010QEVXXQEU]YVUV 3.9 32

228 rnelαsticEscαtteringEdynαmicsEofEjrEfromEαEperfluorinαtedEselfRαssembledEmonolαyerEsurfαceSE
JournaleofePhysicaleChemistryeAQE2007QEVVVQEVW]aZRbY 2.8 32

227 lompαrisonEofElevelsEofEelectronicEstructureEtheoryEinEdirectEdynαmicsEsimulαtionsEofElWqZoERRgEqoE
PElWqYEproductEenergyEpαrtitioningSEJournaleofePhysicaleChemistryeAQE2006QEVVUQEVYaYRbU 2.8 32

226 }ensitivityEofEtheEqEPElqXERgElqYErecombinαtionErαteEconstαntEtoEtheEshαpeEofEtheElhqEstretchingE
potentiαlSEChemicalePhysicseLettersQE1984QEVVUQEY]YRY]] 2.5 32

225 vodelE}imulαtionsEofEtheE†hermαlEmissociαtionEofEtheE†rtMqNE†ripeptidecEvechαnismsEαndEtineticE
yαrαmetersSEJournaleofePhysicaleChemistryeAQE2016QEVWUQEaWVVRaWW] 2.8 31

224 jnEαbinitioEquαsiRclαssicαlEdirectEdynαmicsEinvestigαtionEofEtheEoPlWqYRglWqXoPqEproductEenergyE
distributionsSEPhysicaleChemistryeChemicalePhysicsQE1999QEVQEbbbRVUVV 3.6 30

223 jbEinitioEpotentiαlEαndEvαriαtionαlEtrαnsitionEstαteEtheoryErαteEconstαntEforEqRαtomEαssociαtionEwithE
theEdiαmondEMVVVNEsurfαceSEJournaleofeChemicalePhysicsQE1994QEVUVQEWY][RWYaa 3.9 30

222 mynαmicsEofEionâ��moleculeErecombinαtionSErrSEjnEαlkαliEionEαndEαEwαterEmoleculeSEJournaleofeChemicale
PhysicsQE1982QE]]QEXUVVRXUWV 3.9 30

221 }trikinglyEdifferentEeffectsEofEhydrogenEbondingEonEtheEphotodynαmicsEofEindividuαlEnucleobαsesEinE
mwjcEcompαrisonEofEguαnineEαndEcytosineSEJournaleofetheeAmericaneChemicaleSocietyQE2012QEVXYQEVX[[WRb 16.4 29

220 jEunifiedEmodelEforEsimulαtingEliquidEαndEgαsEphαseQEintermoleculαrEenergyEtrαnsfercEwâ��EPElâ��oâ��E
collisionsSEJournaleofeChemicalePhysicsQE2014QEVYUQEVbYVUX 3.9 28

219 yotentiαlEenergyEsurfαceEstαtionαryEpointsEαndEdynαmicsEofEtheEoEPElqrEdoubleEinversionE
mechαnismSEPhysicaleChemistryeChemicalePhysicsQE2017QEVbQEWUVW]RWUVX[ 3.6 28

218 jlgorithmsEforEsαmplingEαEquαntumEmicrocαnonicαlEensembleEofEhαrmonicEoscillαtorsEαtEpotentiαlE
minimαEαndEconicαlEintersectionsSEJournaleofePhysicaleChemistryeAQE2011QEVVZQE[[UXRb 2.8 28

(2011-2009)
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217 ’seEofEmirectEmynαmicsE}imulαtionsEtoEmetermineE’nimoleculαrE{eαctionEyαthsEαndEjrrheniusE
yαrαmetersEforEuαrgeEvoleculesSEJournaleofeChemicaleTheoryeandeComputationQE2011QE]QEXY]aRaX 6.4 28

216 mirectEdynαmicsEsimulαtionsEofEtheEoxidαtionEofEαEsingleEwαllEcαrbonEnαnotubeSEPhysicaleChemistrye
ChemicalePhysicsQE2001QEXQEYX][RYXaX 3.6 28

215 zuαntumEαndEsemiclαssicαlEvibrαtionαlEtrαnsitionEfrequenciesEforEαEqαmiltoniαnEwithEstretchâ��bendE
potentiαlEenergyEcouplingSEJournaleofeChemicalePhysicsQE1986QEaYQEX[VRX[a 3.9 28

214 lompαrisonEofEmoleculαrEdynαmicsEαndEvαriαtionαlEtrαnsitionRstαteRtheoryEcαlculαtionsEofEtheErαteE
constαntEforEqRαtomEαssociαtionEwithEtheEdiαmondE{VVV}EsurfαceSEPhysicaleRevieweBQE1995QEZWQEWbYbRWbZa 3.3 27

213 vodeEspecificityEinEtheEmodelEunimoleculαrEreαctionEqRlRlESfwdαrwSEqEPElclSETheeJournaleofePhysicale
ChemistryQE1986QEbUQEXZV]RXZWY 27

212 teteneEphotochemistrySE{elαtiveElqWMVjVNEquαntumEyieldsEαtEXVXUQEXXYUEαndEX[[UEˆ�SEChemicale
PhysicseLettersQE1975QEXZQEZ]R[W 2.5 27

211 ÅeroRyointEnnergyElonstrαintEforE’nimoleculαrEmissociαtionE{eαctionsSEpivingE†rαjectoriesEvultipleE
lhαncesE†oEmissociαteElorrectlySEJournaleofePhysicaleChemistryeAQE2016QEVWUQEX]WRa 2.8 26

210 zuαntumEchemicαlEcαlculαtionsEofEtheEllREPElqXrERRgElqXllEPErREpotentiαlEenergyEsurfαceSEJournaleofe
PhysicaleChemistryeAQE2009QEVVXQEVb][RaY 2.8 26

209 }tαtionαryEpointsEforEtheExqâ��EPElqXoERgElqXxqEPEoâ��EpotentiαlEenergyEsurfαceSEInternationaleJournale
ofeMasseSpectrometryQE2003QEWW]QEXVZRXWZ 1.9 26

208 mynαmicsEofEionRmoleculeErecombinαtionSErrrSE†rendsEinEtheErecombinαtionEefficiencySEJournaleofethee
AmericaneChemicaleSocietyQE1984QEVU[QEYU]VRYU]] 16.4 26

207 †rαjectoryEstudiesEofEunimoleculαrEprocessesSErrSEmynαmicsEofEchloroαcetyleneEdissociαtionSEJournale
ofeChemicalePhysicsQE1976QE[YQE[ZVR[ZZ 3.9 26

206 ’nimoleculαrEdissociαtionEofEpeptidescEstαtisticαlEvsSEnonRstαtisticαlEfrαgmentαtionEmechαnismsEαndE
timeEscαlesSEFaradayeDiscussionsQE2016QEVbZQEZbbR[Va 3.6 26

205 mynαmicsEofEyrotonαtedEyeptideEronElollisionsEwithExrgαnicE}urfαcescElonsonαnceEofE}imulαtionE
αndEnxperimentSEJournaleofePhysicaleChemistryeLettersQE2016QE]QEXVYWRZU 6.4 26

204 vicrosolvαtedEoMRNMqWxNEPElqXrE}MwNWE{eαctionEmynαmicsSErnsightEintoEtheE}uppressedEoormαtionEofE
}olvαtedEyroductsSEJournaleofePhysicaleChemistryeLettersQE2016QE]QE[[URZ 6.4 25

203
lollisionEinducedEdissociαtionEofEprotonαtedEureαEwithEwWcEnffectsEofErotαtionαlEenergyEonEreαctivityE
αndEenergyEtrαnsferEviαEchemicαlEdynαmicsEsimulαtionsSEInternationaleJournaleofeMasseSpectrometryQE
2011QEXUaQEWabRWba

1.9 25

202 †heoreticαlEinvestigαtionEofEmechαnismsEforEtheEgαsRphαseEunimoleculαrEdecompositionEofEmvvySE
JournaleofePhysicaleChemistryeAQE2009QEVVXQEVX][WR]V 2.8 25

201 jEzvTvvEmirectEmynαmicsE†rαjectoryErnvestigαtionEofE†rimethyleneEmecompositionEinEαnEjrgonE
kαthSEJournaleofePhysicaleChemistryeBQE1999QEVUXQEX[bVRX[ba 3.4 25

200 yropertiesEofEvαriαtionαlEtrαnsitionEstαtesEforEαssociαtionEreαctionsSEChemicalePhysicseLettersQE1987QE
VXbQEXabRXbY 2.5 25
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199 {eαctionEpαthEαndEvαriαtionαlEtrαnsitionEstαteEtheoryErαteEconstαntEforEuiPPqWxRguiPMqWxNE
αssociαtionSEJournaleofeChemicalePhysicsQE1986QEaYQEX]aXRX]a] 3.9 25

198 mynαmicsEofEionEsolvαtionSEuiPPqWxRguiPMqWxNOSEJournaleofeChemicalePhysicsQE1981QE]ZQE]XaR]YY 3.9 25

197
nxcitαtionEnnergiesEofElhemicαllyEjctivαtedErsobutαneEαndEweopentαneEαndEtheElorrelαtionEofE
†heirEmecompositionE{αtesEwithE{αdicαlE{ecombinαtionE{αtesSEJournaleofeChemicalePhysicsQE1971QE
ZYQEVW]]RVWaX

3.9 25

196 qowEαE}olventEvoleculeEjffectsElompetingEnliminαtionEαndE}ubstitutionEmynαmicsSErnsightEintoE
vechαnismEnvolutionEwithErncreαsedE}olvαtionSEJournaleofetheeAmericaneChemicaleSocietyQE2018QEVYUQEVUbbZRVVUUZ16.4 25

195 rsEthereEhydrogenEbondingEforEgαsEphαseE}wWEpreRreαctionEcomplexeshSEInternationaleJournaleofe
MasseSpectrometryQE2015QEX]aQEVYRVb 1.9 24

194
lhemicαlEdynαmicsEsimulαtionsEofEenergyEtrαnsferQEsurfαceRinducedEdissociαtionQEsoftRlαndingQEαndE
reαctiveRlαndingEinEcollisionsEofEprotonαtedEpeptideEionsEwithEorgαnicEsurfαcesSEChemicaleSocietye
ReviewsQE2016QEYZQEXZbZR[Ua

58.5 24

193
lollisionEinducedEdissociαtionEofEdoublyRchαrgedEionscEloulombEexplosionEvsSEneutrαlElossEinE
[lαMureαN₆WPEgαsEphαseEunimoleculαrEreαctivityEviαEchemicαlEdynαmicsEsimulαtionsSEPhysicale
ChemistryeChemicalePhysicsQE2012QEVYQEVV]WYRX[

3.6 23

192 }urfαceEenergyEtrαnsferEbyElowEenergyEpolyαtomicEionEcollisionsSENucleareInstrumentseleMethodseine
PhysicseResearcheBQE1997QEVWZQEWVaRWWW 1.2 23

191 lompαrisonEofEquαntumEαndEsemiclαssicαlEvαriαtionαlEtrαnsitionEstαteEmodelsEforEtheEqxWRgqPxWE
microcαnonicαlErαteEconstαntSEJournaleofeChemicalePhysicsQE1995QEVUXQEaabVRabUU 3.9 23

190 mynαmicsEofEionâ��moleculeErecombinαtionSE–SEjEstudyEofEenergyEtrαnsferEpαthwαysSEJournaleofe
ChemicalePhysicsQE1992QEb[QEaWbZRaXU[ 3.9 23

189
†heEdecompositionEofEchemicαllyEαctivαtedEnâ��butαneQEisopentαneQEneohexαneQEαndEnâ��pentαneEαndE
theEcorrelαtionEofEtheirEdecompositionErαtesEwithErαdicαlErecombinαtionErαtesSSEInternationaleJournale
ofeChemicaleKineticsQE1972QEYQEVRXZ

1.4 23

188
{oleEofElhemicαlEmynαmicsE}imulαtionsEinEvαssE}pectrometryE}tudiesEofElollisionRrnducedE
missociαtionEαndElollisionsEofEkiologicαlEronsEwithExrgαnicE}urfαcesSEJournaleofetheeAmericaneSocietye
foreMasseSpectrometryQE2020QEXVQEWRWY

3.5 22

187 †heEgenerαlityEofEtheEp’pjEv{lrEαpproαchEinElxu’vk’}EforEtreαtingEcomplexEquαntumEchemistrySE
JournaleofeChemicalePhysicsQE2020QEVZWQEVXYVVU 3.9 22

186 nnergeticsQEtrαnsitionEstαtesQEαndEintrinsicEreαctionEcoordinαtesEforEreαctionsEαssociαtedEwithExMXyNE
processingEofEhydrocαrbonEmαteriαlsSEJournaleofeChemicalePhysicsQE2004QEVWUQEbWZXR[Z 3.9 22

185 lollisionαlEdeαctivαtionEofEhighlyEvibrαtionαllyEexcitedEmoleculesSEmynαmicsEofEtheEcollisionEeventSE
TheeJournaleofePhysicaleChemistryQE1984QEaaQEZVXZRZVXa 22

184 nnergyEtrαnsferEinEcollisionsEofEαrgonEwithEhighlyEexcitedEwαterEαndEmethαneSETheeJournaleofe
PhysicaleChemistryQE1985QEabQEWZUWRWZU] 22

183 tineticsEofElhemicαllyEjctivαtedErsobutαneEαndEweopentαneEfromEtheEYXZaREαndEX[[URˆ�EyhotolysesE
ofEmiαzomethαneEwithEyropαneEαndErsobutαneSEJournaleofeChemicalePhysicsQE1970QEZWQEXbVVRXbVb 3.9 22

182 nnergyEαndEtemperαtureEdependentEdissociαtionEofEtheEwαMPNMbenzeneNVQWEclusterscEimportαnceEofE
αnhαrmonicitySEJournaleofeChemicalePhysicsQE2015QEVYWQEUYYXU[ 3.9 21

(2015-1986)
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181 }·w†qn}r}ExoEox{vjvrmnEjwmE{nuj†nmEx{pjwrlE}ynlrn}ErwE†qnErw†n{}†nuuj{Evnmr’vE–rjE
lqnvrljuEm·wjvrl}E}rv’uj†rxw}SEAstrophysicaleJournalQE2016QEaW[QEVU] 4.7 21

180 mirectEdynαmicsEsimulαtionEofEdioxetαneEformαtionEαndEdecompositionEviαEtheEsingletE
´•xRxRlqWRlqW´•EbirαdicαlcEnonR{{tvEdynαmicsSEJournaleofeChemicalePhysicsQE2012QEVX]QEUYYXUZ 3.9 21

179 jEtheoreticαlEstudyEofEgrowthEmechαnismEofEtheEMVVUNEsurfαceEofEdiαmondEfromEαcetyleneEαndE
hydrogenEmixturesSETheeJournaleofePhysicaleChemistryQE1992QEb[QEbX[bRbX][ 21

178 xnEtheErelαtionshipEbetweenEunimoleculαrElifetimeEαndErelαtiveEtrαnslαtionαlEenergyEdistributionsSE
ChemicalePhysicseLettersQE1979QE[]QEW[XRW[[ 2.5 21

177 kαthEvodelEforEwWEPEl[o[EpαsRyhαseElollisionsSEmetαilsEofEtheErntermoleculαrEnnergyE†rαnsferE
mynαmicsSEJournaleofePhysicaleChemistryeCQE2015QEVVbQEVY[aXRVY[bV 3.8 20

176 lhemicαlEmynαmicsE}imulαtionsEofEkenzeneEmimerEmissociαtionSEJournaleofePhysicaleChemistryeAQE
2015QEVVbQE[[XVRYU 2.8 20

175 jEvodelEmvvyT†ixWEMVVUNErntermoleculαrEyotentiαlEnnergyEounctionEmevelopedEfromEαbErnitioE
lαlculαtionsSEJournaleofePhysicaleChemistryeCQE2011QEVVZQEVWYUXRVWYVX 3.8 20

174 xMMXNyNEPElMWNqMYNEpotentiαlEenergyEsurfαcecEstudyEαtEtheEmultireferenceElevelSEJournaleofePhysicale
ChemistryeAQE2009QEVVXQEVW[[XR]Y 2.8 20

173 tinemαticαllyEcompleteEchemicαlEreαctionEdynαmicsSEJournaleofePhysics:eConferenceeSeriesQE2009QE
VbYQEUVWUY[ 0.3 20

172 jEdirectEdynαmicsEstudyEofEtheEoEPElWqYERgElWqXoEPEqEproductEenergyEdistributionsSEChemicalePhysicse
LettersQE1998QEWaaQE[WVR[W] 2.5 20

171 lhemicαlEmynαmicsE}imulαtionEofEweEjtomE}cαtteringEoffEαE}quαlαneE}urfαceSEJournaleofePhysicale
ChemistryeCQE2008QEVVWQEWUXYURWUXY[ 3.8 20

170
nffectsEofEprojectileEorientαtionEαndEsurfαceEimpαctEsiteEonEtheEefficiencyEofEprojectileEexcitαtionEinE
surfαceRinducedEdissociαtioncEyrotonαtedEdiglycineEcollisionsEwithEdiαmondE{VEVEV}SEInternationale
JournaleofeMasseSpectrometryQE2006QEWYbRWZUQEXWVRXWb

1.9 20

169 jbEinitioEαndEαnαlyticEintermoleculαrEpotentiαlsEforEjrRloYSEJournaleofePhysicaleChemistryeAQE2006QE
VVUQEXV]YRa 2.8 20

168 mynαmicsEαndEkineticsEofEheαtEtrαnsferEαtEtheEinterfαceEofEmodelEdiαmondE[VVV₆EnαnosurfαcesSE
JournaleofePhysicaleChemistryeAQE2006QEVVUQEZW[RX[ 2.8 20

167 ’seEofEmicroclustersEtoEsimulαteEcαgeQEtrαppingQEαndEchαperonEeffectsEinEαssociαtionEreαctionsSEThee
JournaleofePhysicaleChemistryQE1992QEb[QE]ZXZR]ZY[ 20

166 }ensitivityEofEunimoleculαrElifetimeEdistributionsEαndEenergyEdependentErαteEconstαntsEtoE
fluctuαtionsEinEstαteEspecificErαteEconstαntsSEJournaleofeChemicalePhysicsQE1989QEbUQEVZZ]RVZ[X 3.9 20

165 vonoenergeticEunimoleculαrErαteEconstαntsEαndEtheirEdependenceEonEpressureEαndEfluctuαtionsEinE
stαteRspecificEunimoleculαrErαteEconstαntsSETheeJournaleofePhysicaleChemistryQE1989QEbXQEV[aVRV[aX 20

164 yostR†rαnsitionE}tαteEmynαmicsEinEpαsEyhαseE{eαctivitycErmportαnceEofEkifurcαtionsEαndE{otαtionαlE
jctivαtionSEJournaleofeChemicaleTheoryeandeComputationQE2016QEVWQEb]YRaW 6.4 19
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163 nffectEofElαrbonElhαinEuengthEonEtheEmynαmicsEofEqeαtE†rαnsferEαtEαEpoldTqydrocαrbonErnterfαcecE
lompαrisonEofE}imulαtionEwithEnxperimentSEJournaleofePhysicaleChemistryeCQE2011QEVVZQEb[WWRb[Wa 3.8 19

162 lompαrisonEofEαbErnitioEαndEnmpiricαlEyotentiαlsEforEqRjtomEjssociαtionEwithEmiαmondE}urfαcesSE
TheeJournaleofePhysicaleChemistryQE1996QEVUUQEV][VRV][[ 19

161 }tructuresQEnnergiesQEαndEnlectrostαticsEforEvethαneElomplexedEwithEjluminαEllustersSEJournaleofe
PhysicaleChemistryeAQE2000QEVUYQEYbWURYbW] 2.8 19

160 zuαsiclαssicαlEtrαjectoryEstudyEofEtheEnEfEXEovertoneEstαteEofEbenzeneSEChemicalePhysicseLettersQE
1987QEVYWQEVa]RVbU 2.5 19

159 }eαrchEforEquαsiperiodicEmotionEinEvibrαtionαllyEexcitedEformαldehydeEformedEbyE}VERgE}oEinternαlE
conversionSEChemicalePhysicseLettersQE1982QEbWQEX]VRX]a 2.5 19

158 nthylErαdicαlEpotentiαlEenergyEsurfαceSEFaradayeDiscussionseofetheeChemicaleSocietyQE1977QE[WQEWVU 19

157 lompetingEnWEαndE}WEvechαnismsEforEtheEoEPElqlqrE{eαctionSEJournaleofePhysicaleChemistryeAQE2017QE
VWVQEVU]aRVUaZ 2.8 18

156 lhemicαlEmynαmicsE}imulαtionsEofErntermoleculαrEnnergyE†rαnsfercEjzuleneEPEwWElollisionsSEJournale
ofePhysicaleChemistryeAQE2016QEVWUQEZVa]Rb[ 2.8 18

155 †emperαtureEgrαdientsEαndEfrictionαlEenergyEdissipαtionEinEtheEslidingEofEhydroxylαtedE˛–RαluminαE
surfαcesSEPhysicaleChemistryeChemicalePhysicsQE2002QEYQEZX]]RZXaZ 3.6 18

154 †heEcαlculαtionEαndEinterpretαtionEofEαverαgeEcollisionαlEenergyEtrαnsferEpαrαmetersSEChemicale
PhysicseLettersQE1988QEVZWQEX]]RXaV 2.5 18

153 rmportαnceEofEαngulαrEmomentumEconstrαintsEinEtheEproductEenergyEpαrtitioningEofEmodelE
qâ��lâ��lâ��RgqPlflEdissociαtionSEJournaleofeChemicalePhysicsQE1980QE]XQEXUVURXUVV 3.9 18

152 nlectronicEnαtureEofEzwitterionicEαlkαliEmetαlEmethαnidesQEsilαnidesEαndEgermαnidesEREαEcombinedE
experimentαlEαndEcomputαtionαlEαpproαchSEChemicaleScienceQE2017QEaQEVXV[RVXWa 9.4 17

151 ’nimoleculαrEorαgmentαtionEofEmeprotonαtedEmiprolineE[yroRq₆E}tudiedEbyElhemicαlEmynαmicsE
}imulαtionsEαndEr{vymE}pectroscopySEJournaleofePhysicaleChemistryeAQE2018QEVWWQEW[VWRW[WZ 2.8 17

150 wαscentEenergyEdistributionEofEtheElriegeeEintermediαteElqxxEfromEdirectEdynαmicsEcαlculαtionsE
ofEprimαryEozonideEdissociαtionSEJournaleofeChemicalePhysicsQE2018QEVYaQEV]YXU[ 3.9 17

149 vodelEnonRequilibriumEmoleculαrEdynαmicsEsimulαtionsEofEheαtEtrαnsferEfromEαEhotEgoldEsurfαceEtoE
αnEαlkylthiolαteEselfRαssembledEmonolαyerSEPhysicaleChemistryeChemicalePhysicsQE2010QEVWQEYYXZRYZ 3.6 17

148 mirectEdynαmicsEtrαjectoryEstudyEofEtheEreαctionEofEformαldehydeEcαtionEwithEmWcEvibrαtionαlEαndE
zeroRpointEenergyEeffectsEonEquαsiclαssicαlEtrαjectoriesSEJournaleofePhysicaleChemistryeAQE2005QEVUbQEVVX][RaY2.8 17

147 lentrαlEbαrrierErecrossingEdynαmicsEofEtheEllâ��PlmXllE}wWEreαctionSEComputationaleandeTheoreticale
ChemistryQE2006QE]]VQEW]RXV 17

146 †rαnsitionEstαteEdynαmicsEαndEαEzvTvvEmodelEforEtheEllhEPElWqZllE}wWEreαctionSECanadianeJournale
ofeChemistryQE2004QEaWQEabVRabb 0.9 17

(2004-2011)
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145 }emiclαssicαlEvibrαtionαlEenergyElevelsEforEαEmodelEqRlRlESfwdαrwSEqEPElflEqαmiltoniαnSETheeJournale
ofePhysicaleChemistryQE1982QEa[QEWa]XRWa]b 17

144
lRlysteineEvodifiedEbyE}R}ulfαtioncElonsequenceEonEorαgmentαtionEyrocessesEnlucidαtedEbyE
†αndemEvαssE}pectrometryEαndElhemicαlEmynαmicsE}imulαtionsSEJournaleofePhysicaleChemistryeAQE
2019QEVWXQEX[aZRX[b[

2.8 16

143 †heEoâ��EPElqXrERgEolqXEPErâ��EentrαnceEchαnnelEpotentiαlEenergyEsurfαcecElompαrisonEofEelectronicE
structureEmethodsSEInternationaleJournaleofeMasseSpectrometryQE2015QEX]]QEWWWRWW] 1.9 16

142 rntermoleculαrEpotentiαlEforEbindingEofEprotonαtedEpeptideEionsEwithEperfluorinαtedEhydrocαrbonE
surfαcesSEJournaleofePhysicaleChemistryeBQE2014QEVVaQEZZ]]Raa 3.4 16

141 meterminαtionEofEtheE†emperαtureRmependentExqâ��EMqWxNEPElqXrE{αteElonstαntEbyEnxperimentE
αndE}imulαtionSEZeitschrifteFurePhysikalischeeChemieQE2015QEWWbQEV]Y]RV][X 3.1 16

140 lompαrisonEofEllusterQE}lαbQEαndEjnαlyticEyotentiαlEvodelsEforEtheEmimethylEvethylphosphonαteE
MmvvyNT†ixWMVVUNErntermoleculαrErnterαctionSEJournaleofePhysicaleChemistryeCQE2013QEVV]QEV][VXRV][WW 3.8 16

139 }ingletEαndEtripletEpotentiαlEsurfαcesEforEtheExWPlWqYEreαctionSEJournaleofeChemicalePhysicsQE2010QE
VXXQEVaYXU[ 3.9 16

138 rntermoleculαrEpotentiαlEtoErepresentEcollisionsEofEprotonαtedEpeptideEionsEwithEfluorinαtedEαlkαneE
surfαcesSEJournaleofePhysicaleChemistryeBQE2005QEVUbQEaXWURY 3.4 16

137
lompαrisonEofEzeroRpointEenergyEconstrαinedEαndEquαntumEαnhαrmonicE
{iceâ��{αmspergerâ��tαsselâ��vαrcusEαndEphαseEspαceEtheoryErαteEconstαntsEforEjlXEdissociαtionSE
JournaleofeChemicalePhysicsQE1996QEVUYQEbYYZRbY[U

3.9 16

136 {eαctionEpαthEαndEkineticsEforEsodiumMVPNEcomplexαtionEwithEVaRcrownR[SETheeJournaleofePhysicale
ChemistryQE1989QEbXQEZXbRZYZ 16

135 jEbimoleculαrEmechαnismEforEketeneEphotodissociαtionEinEtheEneαrEultrαvioletSEJournaleofeChemicale
PhysicsQE1977QE[[QEZUbXRZUbb 3.9 16

134
jEquαntumEmechαnicαlEinsightEintoE}WEreαctionscE}emiclαssicαlEinitiαlEvαlueErepresentαtionE
cαlculαtionsEofEvibrαtionαlEfeαturesEofEtheEllhlqllEpreRreαctionEcomplexEwithEtheE–nw’}EsuiteEofE
codesSEJournaleofeChemicalePhysicsQE2018QEVYbQEV[YVVX

3.9 16

133 mynαmicsEofEwαMPNMkenzeneNEPEkenzeneEjssociαtionEαndEnnsuingEwαMPNMkenzeneNWOEmissociαtionSE
JournaleofePhysicaleChemistryeAQE2015QEVVbQE]abYRbUY 2.8 15

132
lhemicαlEdynαmicsEsimulαtionsEofElrmEofEpeptideEionscEcompαrisonsEbetweenE†rtMqNEαndE†utMqNE
frαgmentαtionEdynαmicsQEαndEwithEthermαlEsimulαtionsSEPhysicaleChemistryeChemicalePhysicsQE2018QE
WUQEX[VYRX[Wb

3.6 15

131 pαsEyhαseE}ynthesisEofEyrotonαtedEplycineEbyElhemicαlEmynαmicsE}imulαtionsSEJournaleofePhysicale
ChemistryeAQE2018QEVWWQEa[bRa]] 2.8 15

130 qomolepticEtrisMmethoxydimethylsilylNsilαnidesEofEtheEαlkαlineEeαrthEmetαlscEfirstEzwitterionicE
silαnidesEwithEtwoEnαkedEsilylEαnionsSEChemicaleCommunicationsQE2011QEY]QEVVUabRbV 5.8 15

129 lhemicαlEmynαmicsE}imulαtionEofEuowEnnergyEwWElollisionsEwithEprαphiteSEJournaleofePhysicale
ChemistryeCQE2018QEVWWQE[VWR[WX 3.8 15

128 lhemicαlEmynαmicsE}imulαtionsEαndE}cαtteringEnxperimentsEforExWElollisionsEwithEprαphiteSEJournale
ofePhysicaleChemistryeCQE2018QEVWWQEV[UYaRV[UZb 3.8 15
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127 nffectEofEmicrosolvαtionEonEtheExqâ��MqWxNnPElqXrErαteEconstαntSEcompαrisonEofEexperimentEαndE
cαlculαtionsEforExqâ��MqWxNWPElqXrSEInternationaleJournaleofeMasseSpectrometryQE2017QEYVaQEVWWRVWb 1.9 14

126 }tericEnffectsEofE}olventEvoleculesEonE}WE}ubstitutionEmynαmicsSEJournaleofePhysicaleChemistrye
LettersQE2017QEaQEVaaZRVabW 6.4 14

125
†heoreticαlEαndEcomputαtionαlEstudiesEofEnonRequilibriumEαndEnonRstαtisticαlEdynαmicsEinEtheEgαsE
phαseQEinEtheEcondensedEphαseEαndEαtEinterfαcesSEPhilosophicaleTransactionseSerieseAreMathematicalre
PhysicalreandeEngineeringeSciencesQE2017QEX]ZQE

3 14

124 mirectEdynαmicsEsimulαtionEofEdissociαtionEofEtheE[lqXRRrRRxq₆REionRmoleculeEcomplexSEJournaleofe
PhysicaleChemistryeAQE2015QEVVbQEaV]RWZ 2.8 14

123
vechαnismEofEthiolαteRdisulfideEexchαngecEαdditionReliminαtionEorEeffectivelyE}MwNWhEnffectEofEαE
shαllowEintermediαteEinEgαsRphαseEdirectEdynαmicsEsimulαtionsSEJournaleofePhysicaleChemistryeAQE
2012QEVV[QEVVYbWRb

2.8 14

122 jnEαnαlyticαlEpotentiαlEenergyEfunctionEtoEmodelEprotonαtedEpeptideEsoftRlαndingEexperimentsSE†heE
lqXwqXPTlqYEinterαctionsSEPhysicaleChemistryeChemicalePhysicsQE2008QEVUQEYZ[ZR]W 3.6 14

121 wonequilibriumEenergyEdissipαtionEαtEtheEinterfαceEofEslidingEmodelEhydroxylαtedEαlphαRαluminαE
surfαcesSEJournaleofeChemicalePhysicsQE2005QEVWWQEUbY]VX 3.9 14

120 mynαmicsEofEjrPlqYTwi{VVV}EcollisionRinducedEdesorptionSEJournaleofeChemicalePhysicsQE2001QEVVYQEZXZ 3.9 14

119 mirectEmynαmicsE}tudiesEofElxRjssistedElαrbonEwαnotubeEprowthSEJournaleofePhysicaleChemistryeBQE
2002QEVU[QEVWYVaRVWYWZ 3.4 14

118 }emiclαssicαlEvibrαtionαlEeigenvαluesEofEαEthreeRdimensionαlEqαmiltoniαnSEJournaleofeChemicale
PhysicsQE1984QEaUQEVY[WRVY[a 3.9 14

117 xnEnonRexponentiαlEunimoleculαrEdissociαtionEofEmoleculesEprepαredEbyEvibrαtionαlEovertoneE
excitαtionSEChemicalePhysicseLettersQE1985QEVV[QEXVWRXV[ 2.5 14

116
lollisionαlErntermoleculαrEnnergyE†rαnsferEfromEαEwEkαthEαtE{oomE†emperαtureEtoEαE–ibrαtionllyE
GloldGEloEvoleculeE’singElhemicαlEmynαmicsE}imulαtionsSEJournaleofePhysicaleChemistryeAQE2017QE
VWVQEYUYbRYUZ]

2.8 13

115 lompαrisonsEofEclαssicαlEchemicαlEdynαmicsEsimulαtionsEofEtheEunimoleculαrEdecompositionEofE
clαssicαlEαndEquαntumEmicrocαnonicαlEensemblesSEJournaleofeChemicalePhysicsQE2012QEVX[QEVaYVVU 3.9 13

114 ’nimoleculαrEprocessesEinEweαklyEboundEcomplexescEcorrelαtedEproductEstαteEdistributionsSE
FaradayeDiscussionsQE1995QEVUWQEXWX 3.6 13

113 jEmodelEαnαlyticEpotentiαlEenergyEfunctionEforEformylErαdicαlEdecompositionSETheeJournaleofePhysicale
ChemistryQE1990QEbYQE]X]VR]X]] 13

112 nxitRchαnnelEcouplingEeffectsEinEtheEunimoleculαrEdecompositionEofEtriαtomicsSETheeJournaleofe
PhysicaleChemistryQE1979QEaXQEbXXRbX[ 13

111 tineticsEofEchemicαllyEαctivαtedEethαneSEInternationaleJournaleofeChemicaleKineticsQE1973QEZQE]]RbW 1.4 13

110 lhemicαlEmynαmicsE}imulαtionsEofEnnergyE†rαnsferEforEyropylbenzeneElαtionEαndEqeElollisionsSE
JournaleofePhysicaleChemistryeAQE2017QEVWVQE]YbYR]ZUW 2.8 12

(2017-2017)
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109 †hresholdEforEshαtteringEfrαgmentαtionEinEcollisionRinducedEdissociαtionEofEtheEdoublyEprotonαtedE
tripeptideE†rtMqNSEPhysicaleChemistryeChemicalePhysicsQE2018QEWUQEVb]YYRVb]Yb 3.6 12

108 lhemicαlEmynαmicsE}imulαtionsEofElxWinEtheEproundEαndEoirstEnxcitedEkendE}tαtesElollidingEwithEαE
yerfluorinαtedE}elfRjssembledEvonolαyerSEJournaleofePhysicaleChemistryeCQE2010QEVVYQEVaYZZRVaY[Y 3.8 12

107 uyαpunovEexponentsEforEtheEintrαmoleculαrEmotionEofEtheEllâ��hlqXkrEcomplexSEInternationaleJournale
ofeMasseSpectrometryeandeIoneProcessesQE1997QEV[]RV[aQEZ]XRZaZ 12

106 nffectEofE}urfαceE}tiffnessEonEtheEorictionEofE}lidingEvodelEqydroxylαtedE˛–RjluminαE}urfαcesSE
JournaleofePhysicaleChemistryeBQE2001QEVUZQEVWUXWRVWUYZ 3.4 12

105 jnEαnαlyticEhinderedErotorEmodelEforEcαlculαtingEmicrocαnonicαlEvαriαtionαlEunimoleculαrErαteE
constαntsEfromEreαctionEpαthEpropertiesSEInternationaleJournaleofeChemicaleKineticsQE1994QEW[QEYU]RYVb 1.4 12

104 lhemicαllyEαctivαtedEmethylcyclobutαneEexothermicityEofEsingletEmethyleneEreαctionsEαndEtheEheαtE
ofEformαtionEofEsingletEmethyleneSEInternationaleJournaleofeChemicaleKineticsQE1975QE]QEa]bRabY 1.4 12

103 yostRtrαnsitionEstαteEdynαmicsEαndEproductEenergyEpαrtitioningEfollowingEthermαlEexcitαtionEofEtheE
ohqlqlwEtrαnsitionEstαtecEmisαgreementEwithEexperimentSEJournaleofeChemicalePhysicsQE2017QEVY]QEVYYXUV3.9 11

102 mynαmicsEofEenergyEtrαnsferEαndEsoftRlαndingEinEcollisionsEofEprotonαtedEdiαlαnineEwithE
perfluorinαtedEselfRαssembledEmonolαyerEsurfαcesSEPhysicaleChemistryeChemicalePhysicsQE2014QEV[QEWX][bR]a3.6 11

101 rsomerisαtionEofEdeuterαtedEcyclopropαnesEâ��E†heEpossibilityEforEstereochemicαlEcontrolSEZeitschrifte
FureElektrotechnikeUndeElektrochemieQE1997QEVUVQEYVYRYWW 11

100 {elαtionshipEbetweenEvodeE}pecificEαndE†hermαlE’nimoleculαrE{αteElonstαntsEforEqxllERgExqEPEllE
missociαtionâ� SEJournaleofePhysicaleChemistryeAQE2002QEVU[QEaXXbRaXYY 2.8 11

99 rmportαnceEofEenergyEtrαnsferEαndElαtticeEpropertiesEinEhydrogenRαtomEαssociαtionEwithEtheEMVVVNE
surfαceEofEdiαmondSETheeJournaleofePhysicaleChemistryQE1993QEb]QEbbXYRbbYV 11

98
lompαrisonEofEcαnonicαlEvαriαtionαlEtrαnsitionEstαteEtheoryErαteEconstαntsEforEhydrogenEαtomE
αssociαtionEwithEαlkylErαdicαlsEαndEwithEtheEMVVVNEsurfαceEofEdiαmondSETheeJournaleofePhysicale
ChemistryQE1993QEb]QEVV]U[RVV]VV

11

97 lhemicαllyEjctivαtedE†etrαmethylsilαneEfromEtheE{eαctionEofE}ingletEvethyleneE{αdicαlsEwithE
†rimethylsilαneSEJournaleofeChemicalePhysicsQE1970QEZWQEYUUYRYUVU 3.9 11

96 mynαmicEofEgαsRphαseE}wWEnucleophilicEsubstitutionEreαctionsSEAdvanceseineGasePhaseeIoneChemistryQE
1998QEVWZRVZ[ 11

95 wonRstαtisticαlEintermoleculαrEenergyEtrαnsferEfromEvibrαtionαllyEexcitedEbenzeneEinEαEmixedE
nitrogenRbenzeneEbαthSEJournaleofeChemicalePhysicsQE2018QEVYbQEVXYVUV 3.9 11

94 wonstαtisticαlE{eαctionEmynαmicsSEAnnualeRevieweofePhysicaleChemistryQE2020QE]VQEWabRXVX 15.7 10

93 mirectEmynαmicsE}imulαtionEofEtheE†hermαlElqEPExE{eαctionSE{αteElonstαntEαndEyroductEkrαnchingE
{αtiosSEJournaleofePhysicaleChemistryeAQE2018QEVWWQEYaUaRYaVa 2.8 10

92 mirectEdynαmicsEsimulαtionsEofEtheEunimoleculαrEdissociαtionEofEdioxetαnecEyrobingEtheEnonR{{tvE
dynαmicsSEJournaleofeChemicalePhysicsQE2018QEVYaQEV[YXUb 3.9 10

William Hase
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91 ’nderstαndingEnnergyE†rαnsferEinEpαsâ��}urfαceElollisionsEfromEpαsRyhαseEvodelsSEJournaleofe
PhysicaleChemistryeCQE2014QEVVaQEW[UbRW[WV 3.8 10

90 mirectEdynαmicsEsimulαtionEofEtheEαctivαtionEαndEdissociαtionEofEVQZRdinitrobiuretEMqmwkNSEJournaleofe
PhysicaleChemistryeAQE2014QEVVaQEWWWaRX[ 2.8 10

89 }cαtteringEofEqighRrncidentRnnergyEtrEαndEXeEfromErcecEnvidenceEthαtEαEvαjorElhαnnelErnvolvesE
yenetrαtionEintoEtheEkulkSEJournaleofePhysicaleChemistryeCQE2012QEVV[QEVYW[YRVYW]X 3.8 10

88 uineαrEoreeEnnergyEofEjctivαtionE{elαtionshipEforEkαrrierlessEjssociαtionE{eαctionsSEJournaleofethee
AmericaneChemicaleSocietyQE1997QEVVbQEZUU]RZUVW 16.4 10

87 {oleEofEprojectileEαndEsurfαceEtemperαturesEinEtheEenergyEtrαnsferEdynαmicsEofEprotonαtedEpeptideE
ionEcollisionsEwithEtheEdiαmondE{VVV}EsurfαceSEJournaleofePhysicaleChemistryeAQE2006QEVVUQEaYVaRWW 2.8 10

86 jEsemiRempiricαlEcαnonicαlEvαriαtionαlEtrαnsitionEstαteEtheoryEmodelEforEαssociαtionEreαctionsE
withoutEpotentiαlEenergyEbαrriersSEChemicalePhysicseLettersQE1989QEVZ[QEVVZRVVa 2.5 10

85 mecompositionEkineticsEofEchemicαllyEαctivαtedEdimethylsilαneEαndEethylsilαneSEJournaleofethee
AmericaneChemicaleSocietyQE1973QEbZQEXYZYRXYZb 16.4 10

84 lhemicαlEmynαmicsE}imulαtionEofEnnergyE†rαnsfercEyropylbenzeneElαtionEαndEwElollisionsSEJournale
ofePhysicaleChemistryeAQE2019QEVWXQEWXUVRWXUb 2.8 9

83 lhemicαlEmynαmicsE}imulαtionsEofEqighEnnergyEXenonEjtomElollisionsEwithEtheE{UUUV}E}urfαceEofE
qexαgonαlErceSEJournaleofePhysicaleChemistryeCQE2013QEVV]QEWVaXRWVbX 3.8 9

82 jbEinitioEαndEαnαlyticEintermoleculαrEpotentiαlsEforEjrRlqMXNxqSEPhysicaleChemistryeChemicalePhysicsQE
2006QEaQEY[]aRaY 3.6 9

81 {oleEofE}tαteE}pecificityEinEtheE†emperαtureREαndEyressureRmependentE’nimoleculαrE{αteE
lonstαntsEforEqxWERgEqEPExWEmissociαtionSEJournaleofePhysicaleChemistryeAQE1998QEVUWQEVWbWRVWb[ 2.8 9

80 llαssicαlEnumberEαndEdensityEofEstαtesSEJournaleofeChemicaleEducationQE1983QE[UQEX]b 2.4 9

79 {iceR{αmspergerRtαsselRvαrcusE†heoryEjppliedEtoEmecompositionEofEqotEjtomE}ubstitutionE
yroductsSEcRlYq]†EαndEcRlYm]†SETheeJournaleofePhysicaleChemistryQE1974QE]aQEWXUbRWXVZ 9

78 vechαnisticEdetαilsEofEenergyEtrαnsferEαndEsoftElαndingEinEαlαWRqMPNEcollisionsEwithEαEoR}jvEsurfαceSE
PhysicaleChemistryeChemicalePhysicsQE2015QEV]QEWYZ][Ra[ 3.6 8

77 nffectsEofEvibrαtionαlEαndErotαtionαlEenergiesEonEtheElifetimeEofEtheEpreRreαctionEcomplexEforEtheE
oâ��PElqXrE}wWEreαctionSEInternationaleJournaleofeMasseSpectrometryQE2018QEYWbQEVW]RVXZ 1.9 8

76 vodelsEforErntrinsicEwonR{{tvEmynαmicsSEmecompositionEofEtheE}wWErntermediαteEllâ��â��lqXkrSE
ZeitschrifteFurePhysikalischeeChemieQE2013QEWW]QE 3.1 8

75 }olvαtionEofEdimethylEsuccinαteEinEαEsodiumEhydroxideEαqueousEsolutionSEjEcomputαtionαlEstudySE
JournaleofePhysicaleChemistryeBQE2009QEVVXQE[Y]XR] 3.4 8

74 lomputerEsimulαtionEofEslidingEhydroxylαtedEαluminαEsurfαcesSETribologyeLettersQE1999QE]QEVZXRVZb 2.8 8

(1999-2014)
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73 †rαjectoryEstudyEofEenergyEpαrtitionEinEloXlwERgEloXEPElwEdissociαtionEdynαmicsSEChemicalePhysicsQE
1986QEVVUQEW]RXb 2.3 8

72 nxplorαtoryEmirectEmynαmicsE}imulαtionsEofEXxWE{eαctionEwithEprαpheneEαtEqighE†emperαturesSE
JournaleofePhysicaleChemistryeCQE2018QEVWWQEWbX[aRWbX]b 3.8 8

71 jnhαrmonicEmensitiesEofE}tαtesEforE–ibrαtionαllyEnxcitedErMqxNQEMqxNQEαndErMqxNSEJournaleofeChemicale
TheoryeandeComputationQE2018QEVYQEXba[RXbb] 6.4 8

70
’nimoleculαrE{αteElonstαntsEversusEnnergyEαndEyressureEαsEαElonvolutionEofE’nimoleculαrE
uifetimeEαndElollisionαlEmeαctivαtionEyrobαbilitiesSEjnαlysesEofErntrinsicEwonR{{tvEmynαmicsSE
JournaleofePhysicaleChemistryeAQE2019QEVWXQEVbWXRVbWa

2.8 7

69 mirectEmynαmicsE}imulαtionsEofEorαgmentαtionEofEαEÅnMrrNRWlysRWqisExligopeptideSElompαrisonEwithE
vαssE}pectrometryElollisionRrnducedEmissociαtionSEJournaleofePhysicaleChemistryeAQE2019QEVWXQE[a[aR[aaZ2.8 7

68 xEPElWqYEpotentiαlEenergyEsurfαcecEexcitedEstαtesEαndEbirαdicαlsEαtEtheEmultireferenceElevelSE
TheoreticaleChemistryeAccountsQE2012QEVXVQEV 1.9 7

67 rntermoleculαrEpotentiαlsEforEsimulαtionsEofEcollisionsEofE}iwl}PEαndEMlqXNW}iwl}PEionsEwithE
fluorinαtedEselfRαssembledEmonolαyersSEChemicalePhysicsQE2012QEXbbQEVbXRWUY 2.3 7

66 mynαmicsEofEionRmoleculeErecombinαtionEr–SEuiPEPEMlqXNWxEαssociαtionSEComputerePhysicse
CommunicationsQE1988QEZVQEV]RXY 4.2 7

65 lompαrisonEofEmethyleneErαdicαlEinsertionEreαctionsEwithEtheE}iRqEbondsEofEmethylsilαneQE
dimethylsilαneQEαndEtrimethylsilαneSETheeJournaleofePhysicaleChemistryQE1969QE]XQEYYUVRYYUX 7

64 mynαmicsEofEyyreneRmimerEjssociαtionEαndEnnsuingEyyreneRmimerEmissociαtionSEJournaleofePhysicale
ChemistryeAQE2020QEVWYQEabU]RabV] 2.8 7

63 wqYMPNEPElqYEgαsEphαseEcollisionsEαsEαEpossibleEαnαlogueEtoEprotonαtedEpeptideTsurfαceEinducedE
dissociαtionSEJournaleofePhysicaleChemistryeAQE2009QEVVXQE]ZYXR] 2.8 6

62 yotentiαlEenergyEsurfαceEforEdissociαtionEincludingEspinâ��orbitEeffectsSEMolecularePhysicsQE2012QEVVUQEWZbbRW[Ub1.7 6

61 nxploringEreαctivityEαndEproductEformαtionEinEwM}NEcollisionsEwithEpristineEαndEdefectedEgrαpheneE
withEdirectEdynαmicsEsimulαtionsSEJournaleofeChemicalePhysicsQE2020QEVZXQEVaY]UW 3.9 6

60 yotentiαlEenergyEsurfαcesEforEtheEqkrMPNEPElxWERgEkrEPEqxlxMPNEreαctionEinEtheEqkrMPNEEMWN˛ XTWEαndE
MWN˛ VTWEspinRorbitEstαtesSEJournaleofeChemicalePhysicsQE2015QEVYWQEVUYXUW 3.9 5

59 y}xEvethodEforEoittingEjnαlyticEyotentiαlEnnergyEounctionsSEjpplicαtionEtoErMqxNSEJournaleofe
ChemicaleTheoryeandeComputationQE2018QEVYQEVXWVRVXXW 6.4 5

58 ’nrαvelingEtheEoαctorsE†hαtElontrolE}oftEuαndingEofE}mαllE}ilylEronsEonEoluorinαtedE}elfRjssembledE
vonolαyersSEJournaleofePhysicaleChemistryeCQE2014QEVVaQEVUVZbRVUV[b 3.8 5

57 {oleEofEcomputαtionαlEchemistryEinEtheEtheoryEofEunimoleculαrEreαctionErαtesE2005QEXb]RYWX 5

56 mependenceEofEtheEchemicαlEdynαmicsEofEinterclusterEαssociαtionEreαctionsEonEtheEstrengthEofEtheE
soluteâ��solventEintermoleculαrEpotentiαlSEJournaleofeChemicalePhysicsQE1993QEbaQE]aW[R]aX] 3.9 5
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55 nffectEofEsolvαtionEonEtheEdynαmicsEofEqEPElqXEαssociαtionSEZeitschrifteFˆ…rePhysikeDsAtomseMoleculese
andeClustersQE1992QEWZQEZ]R[Z 5

54 nnergeticsEofEmethyleneErαdicαlsEformedEbyEtheEWVYRnmEphotolysisEofEdiαzomethαneSETheeJournaleofe
PhysicaleChemistryQE1978QEaWQEVaZURVaZZ 5

53 tineticsEofEvibrαtionαllyEhotEpropαneEproducedEbyEmethyleneEinsertionEintoEethαneSETheeJournaleofe
PhysicaleChemistryQE1972QE][QE[U]R[VY 5

52 xverviewEofE’nimoleculαrEmynαmicsE1981QEVRXZ 5

51 mirectEmynαmicsE}imulαtionsEofEtheElqEPExE{eαctionEonEtheEproundREαndEnxcitedR}tαteE}ingletE
}urfαcesSEJournaleofePhysicaleChemistryeAQE2019QEVWXQEYX[URYX[b 2.8 4

50 rsElqwlEisomerizαtionEαnEintrinsicEnonR{{tvEunimoleculαrEreαctionhSEJournaleofeChemicalePhysicsQE
2019QEVZVQEVaYVVU 3.9 4

49 xEPElWqYEpotentiαlEenergyEsurfαcecElowestRlyingEsingletEαtEtheEmultireferenceElevelSETheoreticale
ChemistryeAccountsQE2012QEVXVQEV 1.9 4

48 pαsEphαseEionEchemistrycEαEfruitfulEplαygroundEforEtheEinterplαyEbetweenEexperimentEαndEtheorySE
InternationaleJournaleofeMasseSpectrometryQE2000QEWUVQEixRx 1.9 4

47 }emiclαssicαlEeigenvαluesEofEαEthreeRdimensionαlEqαmiltoniαnEwithEoneEαrbitrαryEtrαjectorySE
ChemicalePhysicseLettersQE1985QEVVYQEWYaRWZW 2.5 4

46 yredissociαtionEofEchloroαcetyleneSEJournaleofeChemicalePhysicsQE1976QE[YQEWWZ[RWWZ] 3.9 4

45 lompαrisonEofEintermoleculαrEenergyEtrαnsferEfromEvibrαtionαllyEexcitedEbenzeneEinEmixedE
nitrogenRbenzeneEbαthsEαtEVYUEtEαndEXUUEtSEJournaleofeChemicalePhysicsQE2020QEVZXQEVYYVV[ 3.9 4

44 †heoreticαlE}tudyEofEtheEmynαmicsEofEtheEqkrEPElxERgEqxlxEPEkrE{eαctionSEJournaleofePhysicale
ChemistryeAQE2020QEVWYQEbVVbRbVW] 2.8 4

43 mynαmicsEofEprotonEtrαnsferEfromEjrqPEtoElxSEInternationaleJournaleofeMasseSpectrometryQE2019QE
YXaQEV]ZRVaZ 1.9 4

42 yotentiαlEnnergyElurvesEforEoormαtionEofEtheElqxElriegeeErntermediαteEonEtheElqEPExE}ingletEαndE
†ripletEyotentiαlEnnergyE}urfαcesSEJournaleofePhysicaleChemistryeAQE2019QEVWXQEab[aRab]Z 2.8 3

41 mirectEmynαmicsE}imulαtionsEofEtheE†hermαlEorαgmentαtionEofEαEyrotonαtedEyeptideElontαiningE
jrginineSEACSeOmegaQE2020QEZQEVY[XRVY]V 3.9 3

40 lhemicαlEmynαmicsE}imulαtionsEofE†hermαlEmesorptionEofEyrotonαtedEmiαlαnineEfromEαE
yerfluorinαtedE}elfRjssembledEvonolαyerE}urfαceSEJournaleofePhysicaleChemistryeLettersQE2018QEbQEVZZYRVZ[U6.4 3

39 mirectEdynαmicsEdeterminαtionEofEtheEreαctionEpαthwαysEforEdecompositionEofEtheEcrossRlinkedE
epoxyEresinEconstituentElqXwqlqlqlqXSEComputationaleandeTheoreticaleChemistryQE2012QEbbUQE[WR[[ 2 3

38 {epresentingEαndEselectingEvibrαtionαlEαngulαrEmomentumEstαtesEforEquαsiclαssicαlEtrαjectoryE
chemicαlEdynαmicsEsimulαtionsSEJournaleofePhysicaleChemistryeAQE2007QEVVVQEVUWbWRXUV 2.8 3

(2007-1992)
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37
nffectEofEtheEjrRwiMsNEpotentiαlEonEtheEcrossEsectionEforEjrPlqYTwi{VVV}EcollisionRinducedE
desorptionEαndEtheEneedEforEαEmoreEαccurαteElqYTwi{VVV}EpotentiαlSEJournaleofeChemicalePhysicsQE
2005QEVWWQEYY]UY

3.9 3

36 lhemicαlEmynαmicsE}imulαtionsEofEnnergyE†rαnsferEαndE’nimoleculαrEmecompositionEinE
lollisionRrnducedEmissociαtionEMlrmNEαndE}urfαceRrnducedEmissociαtionEM}rmNE2006QEX]bRYXW 3

35 mecompositionEofEchemicαllyEαctivαtedEethyltrimethylgermαneEtheEαrrheniusEjRfαctorsEforEruptureE
ofEgroupEr–jâ��methylEbondsSEInternationaleJournaleofeChemicaleKineticsQE1975QE]QEZY]RZZZ 1.4 3

34
tineticEstudyEofEtheEreαctionEofEmethyleneErαdicαlsEwithEdimethylsilαneSEmecompositionEofE
chemicαllyEαctivαtedEtrimethylsilαneEαndEmethylethylsilαneSETheeJournaleofePhysicaleChemistryQE1972QE
][QEYZbRY[a

3

33 jE’biquitousE†oolEforEnducαtionEinElhemicαlEmynαmicsE}imulαtionsSEUbiquitouseLearningQE2009QEVQEZ]R[W 0.8 3

32 mirectEmynαmicsE}imulαtionsEofEqyperthermαlExMXyNElollisionsEwithEyristineQEmefectedQExxygenαtedQE
αndEwitridαtedEprαpheneE}urfαcesSEJournaleofePhysicaleChemistryeCQE2021QEVWZQEb]bZRbaUa 3.8 3

31
lorrelαtionEbetweenEtheEvelocityEscαtteringEαngleEαndEproductErelαtiveEtrαnslαtionαlEenergyEforE}wWE
reαctionsSElompαrisonEofEexperimentsEαndEdirectEdynαmicsEsimulαtionsSEInternationaleJournaleofe
MasseSpectrometryQE2019QEYXaQEVVZRVWX

1.9 3

30 jddressingEαnEinstαbilityEinEunrestrictedEdensityEfunctionαlEtheoryEdirectEdynαmicsEsimulαtionsSE
JournaleofeComputationaleChemistryQE2019QEYUQEbXXRbX[ 3.5 3

29 yronouncedEchαngesEinEαtomisticEmechαnismsEforEtheEllEPElqrE}WEreαctionEwithEincreαsingEcollisionE
energySEPhysicaleChemistryeChemicalePhysicsQE2019QEWVQEWUXbRWUYZ 3.6 2

28 {egulαrEmynαmicsEjssociαtedEwithEqeαtE†rαnsferEαtEtheErnterfαceEofEvodelEmiαmondE{VVV}E
wαnosurfαcesSEJournaleofePhysicaleChemistryeCQE2007QEVVVQEV]ZYRV][X 3.8 2

27 nxperimentsEwithEyαrαllelizingE†ribologyE}imulαtionsSEJournaleofeSupercomputingQE2004QEWaQEXWXRXYX 2.5 2

26
jnhαrmonicE}emiclαssicαlE–αriαtionαlE†rαnsitionR}tαteE†heoryE{αteElonstαntEvodelEforEqEjtomE
jssociαtionEwithEmifferentE}itesEonEtheEmiαmondE{VVV}E}urfαceâ� SEJournaleofePhysicaleChemistryeAQE
2001QEVUZQEWYZXRWYZ]

2.8 2

25 {eplyEtoElαrrâ��sEcommentsSEJournaleofeChemicalePhysicsQE1978QE[aQEYXWbRYXXV 3.9 2

24 jccurαteEyhαseE}pαceE†heoryEαndEvoleculαrEmynαmicsElαlculαtionsEofEjluminumEllusterE
missociαtionSESpringereSerieseineClusterePhysicsQE1999QEWWaRWZY 2

23 ’nimoleculαrEorαgmentαtionEyropertiesEofE†hermometerEronsEfromElhemicαlEmynαmicsE}imulαtionsSE
JournaleofetheeAmericaneSocietyeforeMasseSpectrometryQE2021QEXWQEV[bRV]b 3.5 2

22 lollisionαlEdynαmicsEsimulαtionsEreveαlingEfrαgmentαtionEpropertiesEofEÅnMiiNRboundEpolyRpeptideSE
PhysicaleChemistryeChemicalePhysicsQE2020QEWWQEVYZZVRVYZZb 3.6 2

21 nffectEofEyotentiαlEnnergyE}urfαceEyropertiesEonE’nimoleculαrEmynαmicsEforEαEvodelEjlkylE{αdicαlE
missociαtionE{eαctioncEqRlRlERgEqEPElflE1981QEX]R]X 2

20
mirectEmynαmicsE}imulαtionsEofEtheE’nimoleculαrEmecompositionEofEtheE{αndomlyEnxcitedElqxE
lriegeeErntermediαteSElompαrisonEwithElqEPExE{eαctionEmynαmicsSEJournaleofePhysicaleChemistryeAQE
2020QEVWYQEVaWVRVaWa

2.8 1

William Hase

22



19 †imeRmependentEyerspectiveEforEtheErntrαmoleculαrElouplingsEofEtheEwRqE}tretchesEofEyrotonαtedE
†ryptophαnSEJournaleofePhysicaleChemistryeAQE2020QEVWYQEYU[WRYU[] 2.8 1

18 mαtαE{eductionE†hroughErncreαsedEmαtαE’tilizαtionEinElhemicαlEmynαmicsE}imulαtionsSEBigeDatae
ResearchQE2017QEbQEZ]R[[ 3.7 1

17 nmpiricαlEpotentiαlEforEmethylRrαdicαlEαssociαtionEwithEdiαmondEsurfαcesSEPhysicaleRevieweBQE1997QE
Z[QEVXZYXRVXZZZ 3.3 1

16 }imulαtionsEofEnnergyE†rαnsferEinEtheElollisionRrnducedEmissociαtionEofEjl[MxhNEllustersEbyE{αreRpαsE
rmpαctSEACSeSymposiumeSeriesQE1997QEW][RWbU 0.4 1

15 {oleEofEtheE}urfαceE}iteEinEtheEtineticsEofEqEjtomEjssociαtionEwithEmiαmondE}urfαcesSEJournaleofe
PhysicaleChemistryeBQE1998QEVUWQEXaWRXa[ 3.4 1

14 }izeEnffectsEonEtheEtineticsEofEqeαtE†rαnsferEfromEαEwαnoscαleEmiαmondEyαrticleEtoEαEmiαmondE
}urfαceSEJournaleofePhysicaleChemistryeCQE2008QEVVWQEaZ[YRaZ[b 3.8 1

13 missociαtionEαndEr–{EpαthwαysEforEtheEloXqMqWxNXEclusterSEJournaleofeClustereScienceQE1990QEVQEXXZRXZY 3 1

12 yhotochemistryEofEphenylcyclopropαneSEJournaleofePhotochemistryeandePhotobiologyQE1979QEVVQEWW]RWXb 1

11 jEchemicαlEdynαmicsEstudyEofEtheEqllEPEqllPEreαctionSEInternationaleJournaleofeMasseSpectrometryQE
2021QEY[WQEVV[ZVZ 1.9 1

10 }tructuresEαndEbindingEenergiesEforEcomplexαtionsEofEdifferentEspinEstαtesEofEwiPEαndEwiWPEtoE
αromαticEmoleculesSEMolecularePhysicsQE2019QEVV]QEVXbWRVYUX 1.7 1

9 }αmplingEinitiαlEpositionsEαndEmomentαEforEnucleαrEtrαjectoriesEfromEquαntumEmechαnicαlE
distributionsSEJournaleofeChemicalePhysicsQE2021QEVZYQEU]YVVZ 3.9 1

8 llαssicαlE†rαjectoryE}imulαtionscErnitiαlElonditions 1

7 mirectEmynαmicsE}imulαtionsEofEtheElqEPExE{eαctionEαtEqighE†emperαtureSEJournaleofePhysicale
ChemistryeAQE2021QEVWZQE[WVR[W] 2.8 0

6 nnergyE†rαnsferEofEyeptideEronsElollidingEwithEαE}elfRjssembledEvonolαyerE}urfαceSE†heErnfluenceE
ofEyeptideEronE}izeSEChineseeJournaleofeChemistryQE2019QEX]QEWX] 4.9

5
lompαrisonEofEnxponentiαlEαndEkiexponentiαlEvodelsEofEtheE’nimoleculαrEmecompositionE
yrobαbilityEforEtheEqinshelwoodRuindemαnnEvechαnismSEJournaleofePhysicaleChemistryeLettersQE2020QE
VVQEW]]WRW]]Y

6.4

4 nfficiencyEofErntrαmoleculαrE–ibrαtionαlEnnergyE{edistributionEinEvodelE}ystemscElhloroαcetyleneSE
ZeitschrifteFureElektrotechnikeUndeElektrochemieQE1977QEaVQEWU]RWUb

3 lompαringE–αriousEyαrαllelizingEjpproαchesEforE†ribologyE}imulαtionsE2004QEWXVRWZW

2 lhemicαlEdynαmicsEsimulαtionsEofEenergyEtrαnsferEinElqEαndEwEcollisionsSSERSCeAdvancesQE2021QEVVQEV[V]XRV[V]a3.7

(2021-2020)

23



1 vechαnismEαndEkineticsEforEtheEreαctionEofEmethylEperoxyErαdicαlEwithExSEPhysicaleChemistrye
ChemicalePhysicsQE2021QEWXQEWXZUaRWXZV[ 3.6

William Hase

24


