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334 qxperimentsGandGsimulationsGofGionTenhancedGinterfacialGchemistryGonGaqueousGzaolGaerosolsUG
ScienceSG2000SGYddSG[WXTb 33.3 566

333 mbGinitioGcalculationGofGanharmonicGvibrationalGstatesGofGpolyatomicGsystemsfGqlectronicGstructureG
combinedGwithGvibrationalGselfTconsistentGfieldUGJournalgofgChemicalgPhysicsSG1999SGXXXSGXdY[TXdYe 3.9 401

332 ₂ibrationalGwaveGfunctionsGandGspectroscopyGofGOtY†PnSGniYS[S]SafG₂ibrationalGselfTconsistentGfieldG
withGcorrelationGcorrectionsUGJournalgofgChemicalgPhysicsSG1996SGXWaSGXW[[YTXW[]d 3.9 354

331
×imeTdependentGselfTconsistentGfieldGapproximationGforGintramolecularGenergyGtransferUGuUG
rormulationGandGapplicationGtoGdissociationGofGvanGderG₄aalsGmoleculesUGJournalgofgChemicalgPhysicsSG
1982SGccSG[WYYT[W[W

3.9 350

330 zobleTgasGhydridesfGnewGchemistryGatGlowGtemperaturesUGAccountsgofgChemicalgResearchSG2009SG]YSGXd[TeX24.3 219

329 yoVllerâ��–lessetGperturbationGtheoryGappliedGtoGvibrationalGproblemsUGJournalgofgChemicalgPhysicsSG
1996SGXWaSGXXYbXTXXYbc 3.9 214

328 ·elfToonsistentTrieldGyethodsGforG₂ibrationalGqxcitationsGinG–olyatomicG·ystemsUGAdvancesging
ChemicalgPhysicsSG2007SGecTX[Y 168

327
mnharmonicG₂ibrationalG·pectroscopyGofGtydrogenTnondedG·ystemsGpirectlyGoomputedGfromGabG
unitioG–otentialG·urfacesfGGOtY†PnSGnGiGYSG[gGolTOtY†PnSGnGiGXSGYgGtROtY†PnSGnGiGXSGYgGtY†â��ot[†tUG
JournalgofgPhysicalgChemistrygASG2000SGXW]SGYccYTYcce

2.8 167

326 rormationGofGnovelGrareTgasGmoleculesGinGlowTtemperatureGmatricesUGAnnualgReviewgofgPhysicalg
ChemistrySG2004SGaaSGaaTcd 15.7 162

325 yolecularGscatteringGfromGsurfacesfGtheoreticalGmethodsGandGresultsUGChemicalgReviewsSG1987SGdcSGYeTce 68.1 158

324 qxcitedGvibrationalGstatesGofGpolyatomicGmoleculesfGtheGsemiclassicalGselfTconsistentGfieldGapproachUG
ThegJournalgofgPhysicalgChemistrySG1986SGeWSGYWT[W 150

323 oalculationGofGvibrationalGtransitionGfrequenciesGandGintensitiesGinGwaterGdimerfGcomparisonGofG
differentGvibrationalGapproachesUGJournalgofgPhysicalgChemistrygASG2008SGXXYSG][Y]T[a 2.8 149

322 mGgateGtoGorganokryptonGchemistryfGtwrootUGJournalgofgthegAmericangChemicalgSocietySG2003SGXYaSGbdcbTc16.4 147

321 ₂ibrationalGselfTconsistentGfieldGcalculationsGforGspectroscopyGofGbiologicalGmoleculesfGnewG
algorithmicGdevelopmentsGandGapplicationsUGPhysicalgChemistrygChemicalgPhysicsSG2013SGXaSGe]bdTeY 3.6 143

320
·implifiedGmechanismGforGnewGparticleGformationGfromGmethanesulfonicGacidSGaminesSGandGwaterGviaG
experimentsGandGabGinitioGcalculationsUGProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaSG2012SGXWeSGXdcXeTY]

11.5 131

319 pegenerateGperturbationGtheoryGcorrectionsGforGtheGvibrationalGselfTconsistentGfieldGapproximationfG
yethodGandGapplicationsUGJournalgofgChemicalgPhysicsSG2002SGXXcSG[a]XT[a]c 3.9 131

318 twrrGinGsolidGkryptonUGJournalgofgChemicalgPhysicsSG2002SGXXbSGYaWdTYaXa 3.9 125
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317 oalculationsGpredictGaGstableGmolecularGcrystalGofGzdUGNaturegChemistrySG2014SGbSGaYTb 17.6 107

316 ₂ibrationalGdeactivationGofGdiatomicGmoleculesGbyGcollisionsGwithGsolidGsurfacesUGJournalgofgChemicalg
PhysicsSG1981SGc]SG]cWeT]cYa 3.9 107

315 mnharmonicGwaveGfunctionsGofGproteinsfGquantumGselfTconsistentGfieldGcalculationsGofGn–×uUGScienceSG
1995SGYbdSGX[XeTYY 33.3 106

314 ₂alidityGofGtimeTdependentGselfTconsistentTfieldGO×p·orPGapproximationsGforGunimolecularG
dynamicsfGmGtestGforGphotodissociationGofGtheGXeâ��tuGclusterUGJournalgofgChemicalgPhysicsSG1990SGe[SGb]d]Tb]eW3.9 104

313 zewGexperimentalGandGtheoreticalGapproachGtoGtheGheterogeneousGhydrolysisGofGz†YfGkeyGroleGofG
molecularGnitricGacidGandGitsGcomplexesUGJournalgofgPhysicalgChemistrygASG2006SGXXWSGbddbTec 2.8 103

312  uantumGohemicalGoalculationsGonGzovelGyoleculesGfromGXenonGunsertionGintoGtydrocarbonsUG
JournalgofgPhysicalgChemistrygASG2002SGXWbSGXXeaWTXXeaa 2.8 101

311 RotationallyGinelasticGmoleculeâ��surfaceGscatteringGinGtheGsuddenGapproximationUGJournalgofg
ChemicalgPhysicsSG1980SGc[SG][ecT]]XY 3.9 101

310
mbGunitioGandGumprovedGqmpiricalG–otentialsGforGtheGoalculationGofGtheGmnharmonicG₂ibrationalG
·tatesGandGuntramolecularGyodeGoouplingGofGzTyethylacetamideUGJournalgofgPhysicalgChemistrygASG
2002SGXWbSGdbebTdcWc

2.8 98

309 mGsmallGneutralGmoleculeGwithGtwoGnobleTgasGatomsfGtXe†XetUGJournalgofgthegAmericangChemicalg
SocietySG2008SGX[WSGbXX]Td 16.4 97

308 oombinedGabGinitioGandGanharmonicGvibrationalGspectroscopyGcalculationsGforGrareGgasGcontainingG
fluorohydridesSGtRgrUGChemicalgPhysicsgLettersSG2000SG[[XSG[WdT[Xb 2.5 97

307
ohlorineGactivationGindoorsGandGoutdoorsGviaGsurfaceTmediatedGreactionsGofGnitrogenGoxidesGwithG
hydrogenGchlorideUGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSG
2009SGXWbSGX[b]cTa]

11.5 96

306
qxactGtimeTdependentGquantumGmechanicalGdissociationGdynamicsGofGuYtefGoomparisonGofGexactG
timeTdependentGquantumGcalculationGwithGtheGquantumGtimeTdependentGselfTconsistentGfieldG
O×p·orPGapproximationUGJournalgofgChemicalgPhysicsSG1987SGdcSGYcbWTYcba

3.9 92

305 mnharmonicG₂ibrationalG·pectroscopyGofGslycinefGG×estingGofGabGunitioGandGqmpiricalG–otentialsUG
JournalgofgPhysicalgChemistrygASG2000SGXW]SGXWW[aTXWW]] 2.8 91

304 ₂ibrationalGspectroscopyGofGtheGsUUUoGbaseGpairfGexperimentSGharmonicGandGanharmonicGcalculationsSG
andGtheGnatureGofGtheGanharmonicGcouplingsUGJournalgofgPhysicalgChemistrygASG2005SGXWeSGbec]Td] 2.8 90

303 ×ransitionGfromGtydrogenGnondingGtoGuonizationGinGOtolPnOzt[PnGandGOtolPnOtY†PnGolustersfGG
oonsequencesGforGmnharmonicG₂ibrationalG·pectroscopyUGJournalgofgPhysicalgChemistrygASG2001SGXWaSGd[Y[Td[[Y2.8 90

302 mbGinitioGvibrationalGcalculationsGforGtY·†]GandGtY·†]GxGtY†fGspectroscopyGandGtheGnatureGofGtheG
anharmonicGcouplingsUGJournalgofgPhysicalgChemistrygASG2005SGXWeSGbabaTc] 2.8 89

301 ·pectroscopicallyTtestedSGimprovedSGsemiTempiricalGpotentialsGforGbiologicalGmoleculesfGoalculationsG
forGglycineSGalanineGandGprolineUGPhysicalgChemistrygChemicalgPhysicsSG2004SGbSGYa][ 3.6 88

300 –hotochemicalGReactionsGinG₄eaklyGnoundGolustersUGAnnualgReviewgofgPhysicalgChemistrySG1994SG]aSGYcaT[X]15.7 87
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299 ReactionsGofGyethanesulfonicGmcidGwithGmminesGandGmmmoniaGasGaG·ourceGofGzewG–articlesGinGmirUG
JournalgofgPhysicalgChemistrygBSG2016SGXYWSGXaYbT[b 3.4 86

298 ·olvationGeffectsGonGchemicalGreactionGdynamicsGinGclustersfG–hotodissociationGofGtuGinGXeztuUG
PhysicalgReviewgLettersSG1990SGb]SGX]a[TX]ab 7.4 86

297 pynamicsGofGmolecularGreactionsGinGsolidsfG–hotodissociationGofGrYGinGcrystallineGmrUGJournalgofg
ChemicalgPhysicsSG1990SGeYSG[aaXT[aad 3.9 86

296 umpactSG×rappingSGandGmccommodationGofGtydroxylGRadicalGandG†zoneGatGmqueousG·altGmerosolG
·urfacesUGmGyolecularGpynamicsG·tudyUGJournalgofgPhysicalgChemistrygBSG2003SGXWcSGXYbeWTXYbee 3.4 84

295 pynamicsGofGmolecularGreactionsGinGsolidsfG–hotodissociationGofGtuGinGcrystallineGXeUGJournalgofg
ChemicalgPhysicsSG1988SGdeSGXc]TXd[ 3.9 82

294 pirectGcalculationGofGanharmonicGvibrationalGstatesGofGpolyatomicGmoleculesGusingGpotentialGenergyG
surfacesGcalculatedGfromGdensityGfunctionalGtheoryUGJournalgofgChemicalgPhysicsSG2000SGXXYSGYaedTYbW] 3.9 81

293 yixedGquantumGwaveGpacketVclassicalGtrajectoryGtreatmentGofGtheGphotodissociationGprocessG
mrtolTjmrRtRolUGJournalgofgChemicalgPhysicsSG1992SGecSGcY]YTcYaW 3.9 77

292 ₂ibrationalGspectroscopyGandGmatrixTsiteGgeometriesGofGtmrrSGtwrrSGtXeolSGandGtXeuGinGrareTgasG
solidsUGJournalgofgChemicalgPhysicsSG2002SGXXbSGaaYXTaaYe 3.9 73

291 ₂ibrationalGwaveGfunctionsGandGenergyGlevelsGofGlargeGanharmonicGclustersfGmGvibrationalG·orGstudyG
ofGOmrPX[UGJournalgofgChemicalgPhysicsSG1996SGXWaSGXWbdYTXWbeW 3.9 70

290 pynamicsGofGvibrationalGovertoneGexcitationsGofGtY·†]SGtY·†]TtY†fGhydrogenThoppingGandG
photodissociationGprocessesUGJournalgofgthegAmericangChemicalgSocietySG2006SGXYdSGeae]Ta 16.4 69

289 rirstGcompoundsGwithGargonâ��carbonGandGargonâ��siliconGchemicalGbondsUGJournalgofgChemicalgPhysicsSG
2003SGXXeSGb]XaTb]Xc 3.9 69

288 oomputationalGstudiesGofGatmosphericallyTrelevantGchemicalGreactionsGinGwaterGclustersGandGonG
liquidGwaterGandGiceGsurfacesUGAccountsgofgChemicalgResearchSG2015SG]dSG[eeT]Wb 24.3 68

287
pistributionsGofGenergyGspacingsGandGwaveGfunctionGpropertiesGinGvibrationallyGexcitedGstatesGofG
polyatomicGmoleculesUGuUGzumericalGexperimentsGonGcoupledGyorseGoscillatorsUGJournalgofgChemicalg
PhysicsSG1982SGcbSGa[ecTa]W]

3.9 68

286 zewGparticleGformationGandGgrowthGfromGmethanesulfonicGacidSGtrimethylamineGandGwaterUGPhysicalg
ChemistrygChemicalgPhysicsSG2015SGXcSGX[beeTcWe 3.6 67

285 uonizationGofGzY†]GinGcontactGwithGwaterfGmechanismSGtimeGscalesGandGatmosphericGimplicationsUG
JournalgofgthegAmericangChemicalgSocietySG2009SGX[XSGXYXdWTa 16.4 67

284 ×heoreticalGstudyGofGdecompositionGpathwaysGforGtmrrGandGtwrrUGChemicalgPhysicsgLettersSG2002SG
[b]SGbYdTb[[ 2.5 67

283
mnharmonicGvibrationalGspectroscopyGofGtheGglycineâ��waterGcomplexfGoalculationsGforGabGinitioSG
empiricalSGandGhybridGquantumGmechanicsVmolecularGmechanicsGpotentialsUGJournalgofgChemicalg
PhysicsSG2001SGXXaSGX[]WTX[]d

3.9 64

282 ₂ibrationalGlevelsGandGtunnelingGdynamicsGbyGtheGoptimalGcoordinatesSGselfTconsistentGfieldGmethodfG
aGstudyGofGhydrocyanicGacidGUdblarwUGhydroisocyanicGacidUGThegJournalgofgPhysicalgChemistrySG1986SGeWSG[bWbT[bXY64
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281 mnharmonicG₂ibrationalG·pectroscopyGofGtheGrTOtY†PnoomplexesSniGXSGYUGJournalgofgPhysicalg
ChemistrygASG2003SGXWcSG]eaYT]eab 2.8 63

280 mGremedyGforGzeroTpointGenergyGproblemsGinGclassicalGtrajectoriesfGmGcombinedG
semiclassicalVclassicalGmolecularGdynamicsGalgorithmUGJournalgofgChemicalgPhysicsSG1992SGebSGYW[]TYW[d 3.9 63

279  uantumGyolecularGpynamicsGofGUltrafastG–rocessesGinGxargeG–olyatomicG·ystemsUGChemicalg
ReviewsSG1999SGeeSGXad[TXbWb 68.1 62

278 ₂ibrationalGstatesGandGstructureGofGmr[fG×heGroleGofGthreeTbodyGforcesUGJournalgofgChemicalgPhysicsSG
1991SGe]SGbcYdTbc[b 3.9 61

277 tybridGquantumVsemiclassicalGwaveGpacketGmethodGforGmolecularGdynamicsfGmpplicationGtoG
photolysisGofGmrUUUtolUGJournalgofgChemicalgPhysicsSG1993SGedSG]YcT][b 3.9 60

276
×heGfutureGofGairborneGsulfurTcontainingGparticlesGinGtheGabsenceGofGfossilGfuelGsulfurGdioxideG
emissionsUGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSG2015SG
XXYSGX[aX]Te

11.5 57

275 qarlyGstructuralGevolutionGofGnativeGcytochromeGcGafterGsolventGremovalUGChemBioChemSG2008SGeSGY]XcTY[3.8 57

274 qffectsGofGsolvationGbyGaGsingleGatomGonGphotodissociationfGolassicalGandGquantumVclassicalGstudiesG
ofGtolGphotolysisGinGmrkkktolUGJournalgofgChemicalgPhysicsSG1992SGecSG[YecT[[Wb 3.9 57

273 ₂ibrationalGstatesGofGveryGfloppyGclustersfGmpproximateGseparabilityGandGtheGchoiceGofGgoodG
curvilinearGcoordinatesGforGXeteYSGuYteUGJournalgofgChemicalgPhysicsSG1989SGeXSGXdX[TXdY[ 3.9 57

272 –hotodissociationGdynamicsGofGtolGinGsolidGmrfGoageGexitSGnonadiabaticGtransitionsSGandG
recombinationUGJournalgofgChemicalgPhysicsSG1997SGXWbSGbac]Tbadc 3.9 56

271 –hotooxidationGofGammoniaGonG×i†YGasGaGsourceGofGz†GandGz†YGunderGatmosphericGconditionsUG
JournalgofgthegAmericangChemicalgSocietySG2013SGX[aSGdbWbTXa 16.4 54

270 ₂ibrationalGspectraGofG˛–TglucoseSG˛†TglucoseSGandGsucrosefGanharmonicGcalculationsGandGexperimentUG
JournalgofgPhysicalgChemistrygASG2011SGXXaSGadaeTcY 2.8 54

269
†nGtheGnumberGofGsignificantGmodeTmodeGanharmonicGcouplingsGinGvibrationalGcalculationsfG
oorrelationTcorrectedGvibrationalGselfTconsistentGfieldGtreatmentGofGdiTSGtriTSGandGtetrapeptidesUG
JournalgofgChemicalgPhysicsSG2008SGXYdSGXbaXWa

3.9 54

268 ×heGdynamicsGofGwaterGevaporationGfromGpartiallyGsolvatedGcytochromeGcGinGtheGgasGphaseUGPhysicalg
ChemistrygChemicalgPhysicsSG2007SGeSG]beWTc 3.6 54

267  uantumGdynamicsGofGlargeGpolyatomicGsystemsGusingGaGclassicallyGbasedGseparableGpotentialG
methodUGJournalgofgChemicalgPhysicsSG1995SGXWYSGbW]bTbWab 3.9 54

266 pynamicsGofGdissociationGandGenergyGtransferGinGmolecularGcollisionsGwithGsolidGsurfacesUGThegJournalg
ofgPhysicalgChemistrySG1986SGeWSG]]d[T]]eX 54

265 ×heoreticalGstudyGofGanharmonicGvibrationalGspectraGofGtz†[SGtz†[â��tY†SGtz†]fGrundamentalSG
overtoneGandGcombinationGexcitationsUGChemicalgPhysicsSG2005SG[X[SGYX[TYY] 2.3 52

264 UltravioletGspectroscopyGofGwaterGclustersfGqxcitedGelectronicGstatesGandGabsorptionGlineGshapesGofG
OtY†PnSGniYâ��bUGJournalgofgChemicalgPhysicsSG1998SGXWeSGdc]cTdcaW 3.9 51
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263 mGquantitativeGapproximationGforGtheGquantumGdynamicsGofGhydrogenGtransferfG×ransitionGstateG
dynamicsGandGdecayGinGoltolâ��UGJournalgofgChemicalgPhysicsSG1994SGXWXSGXecaTXedc 3.9 51

262 ₂ibrationalGspectroscopyGofGO·†]OYTPPUOtY†PnGclustersSGniXTafGharmonicGandGanharmonicGcalculationsG
andGexperimentUGJournalgofgChemicalgPhysicsSG2007SGXYcSGWe][Wa 3.9 50

261 RoleGofGRotationalGandG×ranslationalGxocalGyodesGinG₂ibrationalGRelaxationGinG·olidsfGmG·tudyGofGztG
andGzpGinG·olidGmrUGPhysicalgReviewgLettersSG1977SG[eSGXWWWTXWW] 7.4 50

260 mnharmonicGvibrationalGspectroscopyGcalculationsGwithGelectronicGstructureGpotentialsfGcomparisonG
ofGy–YGandGpr×GforGorganicGmoleculesUGTheoreticalgChemistrygAccountsSG2008SGXYWSGYc[TYce 1.9 49

259 yolecularGdynamicsGsimulationsGofGreactionsGinGsolidsfG–hotodissociationGofGolYGinGcrystallineGXeUG
JournalgofgChemicalgPhysicsSG1989SGeXSGXbXXTXbXc 3.9 49

258 ˛�yjGtransitionsGinGhomonuclearGmoleculeGscatteringGoffGcorrugatedGsurfacesUG·quareGandG
rectangularGlatticeGsymmetryGandGpurelyGrepulsiveGinteractionUGJournalgofgChemicalgPhysicsSG1984SGdWSG[d]aT[dad3.9 49

257 oonformationalGevolutionGofGubiquitinGionsGinGelectrosprayGmassGspectrometryfGmolecularGdynamicsG
simulationsGatGgraduallyGincreasingGtemperaturesUGPhysicalgChemistrygChemicalgPhysicsSG2008SGXWSG[WccTdY3.6 48

256 yidTuRGspectraGofGdifferentGconformersGofGphenylalanineGinGtheGgasGphaseUGPhysicalgChemistryg
ChemicalgPhysicsSG2008SGXWSGXY]dTab 3.6 48

255 –hotodissociationGofGuozGinGsolidGandGinGliquidGmrfGpynamicsGofGtheGcageGeffectGandGofGexcitedTstateG
isomerizationUGJournalgofgChemicalgPhysicsSG1994SGXWWSG]Y]YT]YaY 3.9 48

254  uantumTyechanicalG×reatmentsGofGRotationallyGunelasticGyoleculeT·urfaceG·catteringUGIsraelg
JournalgofgChemistrySG1982SGYYSG[YXT[Yd 3.4 48

253 –hotochemicalGprocessesGinducedGbyGvibrationalGovertoneGexcitationsfGdynamicsGsimulationsGforG
cisTt†z†SGtransTt†z†SGtz†[SGandGtz†[TtY†UGJournalgofgPhysicalgChemistrygASG2006SGXXWSGa[]YTa] 2.8 47

252 mnharmonicG₂ibrationalG·pectroscopyGoalculationsGforGzovelGRareTsasToontainingGoompoundsf´ G
tXetSGtXeolSGtXenrSGandGtXe†tUGJournalgofgPhysicalgChemistrygASG2000SGXW]SGce]]Tce]e 2.8 47

251 zonadiabaticGdynamicsGandGelectronicGenergyGrelaxationGofGolOY–PGatomsGinGsolidGmrUGJournalgofg
ChemicalgPhysicsSG1996SGXWaSG]bYbT]b[a 3.9 47

250 mtomGscatteringGstudiesGofGliquidGstructureGandGdynamicsfGoollisionsGofGXeGwithGaGmodelGofGsqualaneUG
JournalgofgChemicalgPhysicsSG1994SGXWWSGd]WdTd]Xc 3.9 47

249 mtomGscatteringGfromGisolatedGadsorbatesGonGsurfacesfGRainbowsSGdiffractionGinterferencesSGandG
trappingGresonancesUGJournalgofgChemicalgPhysicsSG1988SGddSGcYWeTcYYW 3.9 47

248 –hotodissociationGofGtnrGadsorbedGonGtheGsurfaceGandGembeddedGinGlargeGmrnGclustersUGJournalgofg
ChemicalgPhysicsSG2000SGXX[SG[YeT[[d 3.9 46

247
·tructureGofGlargeGnitrateTwaterGclustersGatGambientGtemperaturesfGsimulationsGwithGeffectiveG
fragmentGpotentialsGandGforceGfieldsGwithGimplicationsGforGatmosphericGchemistryUGJournalgofg
PhysicalgChemistrygASG2009SGXX[SGXYdWaTX]

2.8 44

246 mbsorptionGspectraGandGphotolysisGofGmethylGperoxideGinGliquidGandGfrozenGwaterUGJournalgofgPhysicalg
ChemistrygASG2012SGXXbSGbWbdTcc 2.8 40
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245 pynamicsGofGphotoinducedGreactionsGinGhydrogenTbondedGclustersfGclassicalGstudiesGofGtheG
photodissociationGofGhydrogenGchlorideGdimerUGThegJournalgofgPhysicalgChemistrySG1993SGecSGXYaXbTXYaYY 39

244 –hotodissociationGdynamicsGofGrYGinGsolidGwrfG×heoryGversusGexperimentUGPhysicalgReviewgLettersSG
1991SGbbSGXYeaTXYec 7.4 39

243  uantumGdiffusionGofGhydrogenGonGmetalGsurfacesUGJournalgofgChemicalgPhysicsSG1986SGd]SGaXdXTaXea 3.9 39

242 –hononGsuddenGtheoryGofGpebyeâ��₄allerGattenuationUG×emperatureGdependenceGofGrotationalG
energyGtransferGinGmoleculeVsurfaceGscatteringUGJournalgofgChemicalgPhysicsSG1985SGdYSGXabcTXacb 3.9 39

241 ×heGRoleGofG†xalicGmcidGinGzewG–articleGrormationGfromGyethanesulfonicGmcidSGyethylamineSGandG
₄aterUGEnvironmentalgSciencegoamp;gTechnologySG2017SGaXSGYXY]TYX[W 10.3 38

240 oatalyticGroleGforGwaterGinGtheGatmosphericGproductionGofGolz†UGJournalgofgPhysicalgChemistrygASG
2010SGXX]SG]bWeTXd 2.8 38

239 xifetimesGofGcompoundsGmadeGofGnobleTgasGatomsGwithGwaterUGChemicalgPhysicsgLettersSG2009SG]dYSG[WT[[2.5 38

238 ₂ibrationalGspectroscopyGandGtheGdevelopmentGofGnewGforceGfieldsGforGbiologicalGmoleculesUG
BiopolymersSG2003SGbdSG[cWTdY 2.2 38

237 –hotodissociationGandGrecombinationGofGrYGmoleculeGinGmra]GclusterfGzonadiabaticGmolecularG
dynamicsGsimulationsUGJournalgofgChemicalgPhysicsSG2000SGXX[SGbbbWTbbcY 3.9 38

236 RamanGspectraGofGlongGchainGhydrocarbonsfGanharmonicGcalculationsSGexperimentGandGimplicationsG
forGimagingGofGbiomembranesUGPhysicalgChemistrygChemicalgPhysicsSG2011SGX[SGXYcY]T[[ 3.6 37

235 mccelerationGofGoorrelationTcorrectedG₂ibrationalG·elfTconsistentGrieldGoalculationG×imesGforGxargeG
–olyatomicGyoleculesUGTheoreticalgChemistrygAccountsSG2006SGXXcSGbeTcY 1.9 37

234 xifetimeGandGdecompositionGpathwaysGofGaGchemicallyGboundGheliumGcompoundUGJournalgofgChemicalg
PhysicsSG2001SGXXaSGc[]XTc[][ 3.9 37

233 ₂ibrationalG·pectroscopyGofG–eptidesGandG–eptideâ��₄aterGoomplexesfGGmnharmonicGooupledTyodeG
oalculationsUGJournalgofgPhysicalgChemistrygBSG1997SGXWXSGdaeaTdbWb 3.4 36

232 oomplexesGofGtz†[GandGz†[GTGwithGz†YGandGzY†]SGandGtheirGpotentialGroleGinGatmosphericGt†z†G
formationUGPhysicalgChemistrygChemicalgPhysicsSG2008SGXWSGbWXeT[Y 3.6 36

231 –hotodissociationGofGorientedGtXeuGmoleculesGgeneratedGfromGtuâ��XenGclustersUGJournalgofgChemicalg
PhysicsSG2003SGXXeSGYY]TY[X 3.9 36

230
pirectGcalculationGofGanharmonicGvibrationalGstatesGofGpolyatomicGmoleculesGusingGdensityG
functionalGtheoryfGspectroscopicGtestsGofGrecentlyGdevelopedGfunctionalsUGChemicalgPhysicsgLettersSG
2000SG[Y]SGYWbTYXY

2.5 36

229 –hotodissociationGofGtolGadsorbedGonGtheGsurfaceGofGanGmrXYGclusterfGzonadiabaticGmolecularG
dynamicsGsimulationsUGJournalgofgChemicalgPhysicsSG1999SGXXWSGXXW]cTXXWa[ 3.9 36

228 ResonancesGinGtheGphotolysisGofGtolGinGmrTotlfGumagingGofGaGresonanceGwaveGfunctionGinGtheG
photofragmentGangularGdistributionUGPhysicalgReviewgLettersSG1993SGcXSGe[XTe[] 7.4 36
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227 pelayedGandGdirectGcageGexitGinGphotodissociationGofGolYGinGsolidGmrUGPhysicalgReviewgLettersSG1992SG
beSGdabTdae 7.4 36

226 –hotodissociationSGelectronicGrelaxationGandGrecombinationGofGtolGinGmrnOtolPGclustersG
zonTadiabaticGmolecularGdynamicsGsimulationsUGFaradaygDiscussionsSG1997SGXWdSGY][TYa] 3.6 35

225 mGstatisticalGwaveGfunctionGmodelGforGoâ��tVoâ��pGovertoneGlinewidthsfGmpplicationGtoGobtbSGobpbSG
obtpaSGobtraUGJournalgofgChemicalgPhysicsSG1984SGdXSG[[e[T[[ee 3.9 35

224  uantumTyechanicalGunversionGofGtheGpifferentialGorossG·ectionfGpeterminationGofGtheGteTzeG
–otentialUGPhysicalgReviewgLettersSG1978SG]XSGY[bTY[e 7.4 35

223 mG₂ibrationalGqigenfunctionGofGaG–roteinfGGmnharmonicGooupledTyodeGsroundGandGrundamentalG
qxcitedG·tatesGofGn–×uUGJournalgofgPhysicalgChemistrygBSG1997SGXWXSGXcWWTXcWb 3.4 34

222 tighGresolutionGabsoluteGabsorptionGcrossGsectionsGofGtheGnGGOXPmNTXGGOXPmNGtransitionGofGtheGotY††G
biradicalUGPhysicalgChemistrygChemicalgPhysicsSG2015SGXcSG[Ya[eT]b 3.6 33

221 pynamicsGsimulationsGofGatmosphericallyGrelevantGmolecularGreactionsUGInternationalgReviewsging
PhysicalgChemistrySG2009SGYdSGYWcTYYY 7 33

220 UltrafastGsolventTinducedGspinTflipGandGnonadiabaticGcouplingfGolrGinGargonGsolidsUGPhysicalgReviewg
LettersSG2002SGdeSGXWd[WX 7.4 33

219
×hreeTdimensionalGquantumGwaveGpacketGstudyGofGtheGmrâ��tolGphotodissociationfGmGcomparisonG
betweenGtimeTdependentGselfTconsistentTfieldGandGexactGtreatmentsUGJournalgofgChemicalgPhysicsSG
1995SGXW[SG[]b[T[]c[

3.9 33

218 ×heGsuddenGapproximationGforGscatteringGfromGnoncrystallineGsurfacesfGmpplicationsGtoGmodelsGofG
adsorbedGimpuritiesGandGtoGmixedGoverlayersUGJournalgofgChemicalgPhysicsSG1986SGd]SGaeaaTaebX 3.9 33

217 ·catteringGfromGdisorderedGsurfacesGinGtheGsuddenGapproximationUGJournalgofgChemicalgPhysicsSG1983
SGcdSG]YccT]Ydc 3.9 33

216 pirectGinversionGmethodGforGobtainingGanisotropicGpotentialsGfromGrotationallyGinelasticGandGelasticG
crossGsectionsUGJournalgofgChemicalgPhysicsSG1980SGcYSG[aebT[bW[ 3.9 33

215 usomerizationGandGdecompositionGofGaGoriegeeGintermediateGinGtheGozonolysisGofGalkenesfGdynamicsG
usingGaGmultireferenceGpotentialUGAngewandtegChemiegwgInternationalgEditionSG2014SGa[SGYbaTd 16.4 32

214 mbGinitioGandGsemiTempiricalGyolecularGpynamicsGsimulationsGofGchemicalGreactionsGinGisolatedG
moleculesGandGinGclustersUGPhysicalgChemistrygChemicalgPhysicsSG2014SGXbSGecbWTca 3.6 32

213 –redictedGstabilityGofGtheGorganoTxenonGcompoundGtXeootGaboveGtheGcryogenicGrangeUGChemicalg
PhysicsgLettersSG2008SG]bWSGY[TYb 2.5 32

212 mnharmonicG₂ibrationalG·elfToonsistentGrieldGoalculationsGasGanGmpproachGtoGumprovingGrorceGrieldsG
forGyonosaccharidesUGJournalgofgPhysicalgChemistrygBSG1999SGXW[SG[]cbT[]dd 3.4 32

211  uantumGdynamicsGsimulationsGofGnonadiabaticGprocessesGinGmanyTatomGsystemsfG–hotoexcitedG
naOmrPXWGandGnaOmrPYWGclustersUGJournalgofgChemicalgPhysicsSG1996SGXW]SGadW[TadX] 3.9 32

210 –hotodissociationGdynamicsGofGot[uGadsorbedGonGyg†OXWWPfG×heoryGandGexperimentUGJournalgofg
ChemicalgPhysicsSG1992SGecSGaXbdTaXcb 3.9 32
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209 yolecularTdynamicsGsimulationsGofGtheGphotodissociationGofGuolGadsorbedGonGaGyg†OWWXPGsurfaceUG
JournalgofgChemicalgPhysicsSG1990SGe[SGddcTde[ 3.9 32

208 orossGsectionsGforGteGscatteringGfromGsurfaceGimperfectionsfG₂acanciesGandGo†GadsorbatesGonG
–tOXXXPUGJournalgofgChemicalgPhysicsSG1988SGddSG[cYYT[c[X 3.9 32

207 tygroscopicGgrowthGandGdeliquescenceGofGzaolGnanoparticlesGmixedGwithGsurfactantG·p·UGJournalgofg
PhysicalgChemistrygBSG2010SGXX]SGY][aT]e 3.4 31

206 yatrixTisolationGandGabGinitioGstudyGofGtXeootGcomplexedGwithGacetyleneUGChemicalgPhysicsgLettersSG
2009SG]dXSGd[Tdc 2.5 31

205 oalculationGofGanharmonicGvibrationalGspectroscopyGofGsmallGbiologicalGmoleculesUGPhysChemCommSG
2002SGaSGX]Y 31

204 UltrafastGquantumGdynamicsGandGresonanceGRamanGspectroscopyGofGphotoexcitedGuYOnPGinGlargeG
argonGandGxenonGclustersUGJournalgofgChemicalgPhysicsSG1996SGXW]SGe[[YTe[[e 3.9 31

203 –articleGformationGandGgrowthGfromGoxalicGacidSGmethanesulfonicGacidSGtrimethylamineGandGwaterfGaG
combinedGexperimentalGandGtheoreticalGstudyUGPhysicalgChemistrygChemicalgPhysicsSG2017SGXeSGYdYdbTYd[WX3.6 30

202 zitrogenGdioxideGatGtheGairTwaterGinterfacefGtrappingSGabsorptionSGandGsolvationGinGtheGbulkGandGatG
theGsurfaceUGPhysicalgChemistrygChemicalgPhysicsSG2013SGXaSGYW]TXY 3.6 30

201 z†xGReactionsGonGmqueousG·urfacesGwithGsaseousGtolfGrormationGofGaG–otentialG–recursorGtoG
mtmosphericGolGmtomsUGJournalgofgPhysicalgChemistrygLettersSG2012SG[SG[]WaTXW 6.4 30

200 ₂ibrationalGselfTconsistentGfieldGapproachGtoGanharmonicGspectroscopyGofGmoleculesGinGsolidsfG
mpplicationGtoGiodineGinGargonGmatrixUGJournalgofgChemicalgPhysicsSG2001SGXXaSGYbeaTYcWX 3.9 30

199 pynamicsGofGenergyGflowGfromGotGovertoneGexcitationsfG×heoreticalGandGexperimentalGstudiesGofG
ot[okotUGJournalgofgChemicalgPhysicsSG1988SGddSGc][]Tc]]c 3.9 30

198 –rotonG×ransferGinGyixedGolustersGofGyethanesulfonicGmcidSGyethylamineSGandG†xalicGmcidfG
umplicationsGforGmtmosphericG–articleGrormationUGJournalgofgPhysicalgChemistrygASG2017SGXYXSGY[ccTY[da 2.8 29

197 ·pectroscopySGpolarizationGandGnonadiabaticGdynamicsGofGelectronicallyGexcitedGnaOmrPnGclustersfG
×heoryGandGexperimentUGJournalgofgChemicalgPhysicsSG1996SGXW]SG[baXT[bb[ 3.9 29

196 ₂ibrationalGspectroscopyGofGprotonatedGimidazoleGandGitsGcomplexesGwithGwaterGmoleculesfGabGinitioG
anharmonicGcalculationsGandGexperimentsUGJournalgofgPhysicalgChemistrygASG2007SGXXXSGc[c]TdX 2.8 28

195
pynamicsGofGelectronicGstatesGandGspinTflipGforGphotodissociationGofGdihalogensGinGmatricesfG
experimentGandGsemiclassicalGsurfaceThoppingGandGquantumGmodelGsimulationsGforGrYGandGolrGinG
solidGmrUGJournalgofgPhysicalgChemistrygASG2007SGXXXSGeac[Tda

2.8 28

194 ·ubpicosecondGspinTflipGinducedGbyGtheGphotodissociationGdynamicsGofGolrGinGanGmrGmatrixUGPhysicalg
ChemistrygChemicalgPhysicsSG2002SG]SGaaa]TaabY 3.6 28

193 pirectGvisualizationGofGtheGtTXeGbondGinGxenonGhydridesfGxenonGisotopicGshiftGinGtheGuRGspectraUG
JournalgofgChemicalgPhysicsSG2009SGX[XSGXaXXWX 3.9 27

192 ×heoreticalGpredictionGofGchemicallyGboundGcompoundsGmadeGofGargonGandGhydrocarbonsUGJournalg
ofgthegAmericangChemicalgSocietySG2006SGXYdSGcXabTc 16.4 27

(2006-1990)
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191  uantumGtheoryGofGtheGphotodissociationGofGunrGadsorbedGonGanGyg†OWWXPGsurfaceUGJournalgofg
ChemicalgPhysicsSG1990SGeYSGccWdTccXa 3.9 27

190 –hotochemistryGofG×hinG·olidGrilmsGofGtheGzeonicotinoidGumidaclopridGonG·urfacesUGEnvironmentalg
Sciencegoamp;gTechnologySG2017SGaXSGYbbWTYbbd 10.3 26

189 mmineâ��mmineGqxchangeGinGmminiumâ��yethanesulfonateGmerosolsUGJournalgofgPhysicalgChemistrygCSG
2014SGXXdSGYe][XTYe]]W 3.8 26

188 RamanGandGuRGspectraGofGbutanefGmnharmonicGcalculationsGandGinterpretationGofGroomGtemperatureG
spectraUGChemicalgPhysicsgLettersSG2011SGaXaSGcTXY 2.5 26

187 ·tabilityGofGnobleTgasGhydrocarbonsGinGanGorganicGliquidTlikeGenvironmentfGtXeootGinGacetyleneUG
PhysicalgChemistrygChemicalgPhysicsSG2011SGX[SGXebWXTb 3.6 26

186 pynamicsGofGprotonGrecombinationGwithGz†[TGanionGinGwaterGclustersUGPhysicalgChemistrygChemicalg
PhysicsSG2008SGXWSGXWeXT[ 3.6 26

185 –redictedGstabilityGandGstructureGofGOtXeootPnGOniYGorG]PGclustersGandGofGcrystallineGtXeootUG
JournalgofgChemicalgPhysicsSG2007SGXYbSGWYXXWd 3.9 26

184 oonformationalGstructuresGofGaGdecapeptideGvalidatedGbyGfirstGprinciplesGcalculationsGandGcoldGionG
spectroscopyUGChemPhysChemSG2015SGXbSGX[c]Td 3.2 25

183 uonizationGofGzitricGmcidGonGorystallineGucefG×heGRoleGofGpefectsGandGoollectiveG–rotonGyovementUG
JournalgofgPhysicalgChemistrygLettersSG2013SG]SGXdaWTa 6.4 25

182 usotopicGhydrationGofGcellobiosefGvibrationalGspectroscopyGandGdynamicalGsimulationsUGJournalgofg
PhysicalgChemistrygASG2011SGXXaSGe]edTaWe 2.8 25

181
₂ibrationalGspectroscopyGofGtriacetoneGtriperoxideGO×m×–PfGanharmonicGfundamentalsSGovertonesG
andGcombinationGbandsUGSpectrochimicagActagwgPartgA:gMoleculargandgBiomoleculargSpectroscopySG2008
SGcXSGX][dT]a

4.4 25

180 –hotodissociationGofGtolGandGsmallGOtolPmGcomplexesGinGandGonGlargeGmrGnGclustersUGJournalgofg
ChemicalgPhysicsSG2004SGXYXSGXYe[T[WY 3.9 25

179 –hotodissociationGpynamicsGofGyolecularGrluorineGinGanGmrgonGyatrixGunducedGbyGUltrashortGxaserG
–ulsesâ� UGJournalgofgPhysicalgChemistrygASG2001SGXWaSGYccWTYcdY 2.8 25

178 rractalGanalysisGofGproteinGpotentialGenergyGlandscapesUGPhysicalgReviewgESG1999SGaeSGYY[XTYY][ 2.4 25

177 ReactionGofGaGchargeTseparatedG†z†z†YGspeciesGwithGwaterGinGtheGformationGofGt†z†fGanGy–YG
yolecularGpynamicsGstudyUGPhysicalgChemistrygChemicalgPhysicsSG2014SGXbSG]]d[Tc 3.6 24

176 mnharmonicGvibrationalGspectroscopyGcalculationsGforGprotonTboundGaminoGacidGdimersUGJournalgofg
PhysicalgChemistrygASG2009SGXX[SGXeWaTXY 2.8 24

175 rirstTprinciplesGanharmonicGquantumGcalculationsGforGpeptideGspectroscopyfG₂·orGcalculationsGandG
comparisonGwithGexperimentsUGPhysicalgChemistrygChemicalgPhysicsSG2016SGXdSGXbWcTX] 3.6 23

174 pifferentGchemicalGdynamicsGforGdifferentGconformersGofGbiologicalGmoleculesfGphotoionizationGofG
glycineUGJournalgofgChemicalgPhysicsSG2005SGXYYSGY]XXW] 3.9 23
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173 UltravioletG·pectroscopyGofGxargeG₄aterGolustersfGGyodelGandGoalculationsGforGOtY†PnSGforGnGiGdSGXXSG
YWSG]WSGandGaWUGJournalgofgPhysicalgChemistrygASG2004SGXWdSG]]WaT]]XX 2.8 23

172 ·tabilityGofGaGchemicallyGboundGheliumGcompoundGinGhighTpressureGsolidGheliumUGJournalgofgChemicalg
PhysicsSG2002SGXXcSGaXWaTaXWd 3.9 23

171  uantumGyonteGoarloGstudiesGofGsmallGnOtYPnGclustersUGJournalgofgChemicalgPhysicsSG1994SGXWXSGYaccTYaeX3.9 23

170 mpproximateGfirstTprinciplesGanharmonicGcalculationsGofGpolyatomicGspectraGusingGy–YGandGn[x−–G
potentialsfGcomparisonsGwithGexperimentUGJournalgofgPhysicalgChemistrygASG2014SGXXdSGbc[WTe 2.8 22

169 UltrafastGphaseGtransitionsGinGmetastableGwaterGnearGliquidGinterfacesUGFaradaygDiscussionsSG2009SG
X]XSGbcTcegGdiscussionGdXTed 3.6 22

168  uantumGdynamicsGofGmanyTatomGsystemsGbyGtheGclassicallyGbasedGseparableGpotentialGOo·–PG
methodfGoalculationsGforGuâ��OmrPXYGinGfullGdimensionalityUGJournalgofgChemicalgPhysicsSG1995SGXWYSGddaaTddb]3.9 22

167 ×heGsemiclassicalGselfTconsistentGfieldGmethodGforGpolyatomicGvibrationsfGUseGofGhypersphericalG
coordinatesGforGtY†GandGo†YUGJournalgofgChemicalgPhysicsSG1986SGdaSG[]YaT[][X 3.9 22

166 qnergiesGandGlifetimesGofGpredissociativeGstatesGofGvanGderG₄aalsGmoleculesfG·elfTconsistentGfieldG
calculationsGforGuYOvPteSGuYOvPzeUGJournalgofgChemicalgPhysicsSG1988SGddSG[cWeT[cX] 3.9 22

165 –hotochemistryGofGaldehydeGclustersfGcrossTmolecularGversusGunimolecularGreactionGdynamicsUG
PhysicalgChemistrygChemicalgPhysicsSG2014SGXbSGY[dbXTd 3.6 21

164 pecompositionGmechanismsGandGdynamicsGofGzbfGnondGordersGandGpartialGchargesGalongGclassicalG
trajectoriesUGChemicalgPhysicsgLettersSG2012SGa[XSG]bTaX 2.5 21

163 pynamicsGofGtripletTstateGphotochemistryGofGpentanalfGmechanismsGofGzorrishGuSGzorrishGuuSGandGtG
abstractionGreactionsUGJournalgofgPhysicalgChemistrygASG2013SGXXcSGXXcXXTY] 2.8 21

162  uantumGmolecularGdynamicsGofGlargeGsystemsGbeyondGseparableGapproximationfG×heGconfigurationG
interactionGclassicalGseparableGpotentialGmethodUGJournalgofgChemicalgPhysicsSG1997SGXWcSGdeb[Tdec] 3.9 21

161 mnharmonicGvibrationalGcalculationsGmodelingGtheGramanGspectraGofGintermediatesGinGtheG
photoactiveGyellowGproteinGO–−–PGphotocycleUGJournalgofgthegAmericangChemicalgSocietySG2007SGXYeSG]ad]Te]16.4 21

160 ₂ibrationalGspectroscopyGforGglycineGadsorbedGonGsiliconGclustersfGtarmonicGandGanharmonicG
calculationsGforGmodelsGofGtheG·iOXGWGWPTYGˆ�GXGsurfaceUGChemicalgPhysicsSG2008SG[]cSGYXdTYYd 2.3 21

159 zewGorganicGnobleGgasGmoleculesfGenergeticsSGstabilityGandGpotentialGenergyGsurfacesGofGtooXeootG
andGtoowrootUGPhysicalgChemistrygChemicalgPhysicsSG2006SGdSG]XcaTdX 3.6 21

158 –hotoionizationGpynamicsGofGslycinefGG×heGrirstGXWG–icosecondsUGJournalgofgPhysicalgChemistrygASG
2004SGXWdSGXX]ccTXX]d] 2.8 21

157
qxtendingGtheGvibrationalGselfTconsistentGmethodfGUsingGaGpartiallyGseparableGwaveGfunctionGforG
calculatingGanharmonicGvibrationalGstatesGofGpolyatomicGmoleculesUGJournalgofgChemicalgPhysicsSG
2001SGXX]SGdcb[Tdcbd

3.9 21

156 qffectGofGpressureGonGmolecularGphotodissociationGinGmatricesfGyolecularGdynamicsGsimulationsGofG
olYGinGXeUGJournalgofgChemicalgPhysicsSG1993SGedSG[[XT[[a 3.9 21

(1993-2004)
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155 unversionGofG–olyatomicGRovibrationG·pectraGintoGaGyolecularG–otentialGqnergyG·urfacefGmpplicationG
toGo†YUGPhysicalgReviewgLettersSG1984SGaYSGXYddTXYeX 7.4 21

154 pirectGunversionGofGRotationallyGunelasticGorossG·ectionsfGpeterminationGofGtheGmnisotropicGzeTpYG
–otentialUGPhysicalgReviewgLettersSG1980SG]]SGX[ecTX]WW 7.4 21

153 peconvolutionGofGdifferentialGcrossGsectionsGobtainedGfromGmolecularGbeamGexperimentsUGJournalgofg
ChemicalgPhysicsSG1977SGbcSG[acWT[acb 3.9 21

152 yatrixGeffectGonGvibrationalGfrequenciesfGexperimentsGandGsimulationsGforGtolGandGtzgolGOzgGiGwrG
andGXePUGJournalgofgChemicalgPhysicsSG2014SGX]WSGWe][W[ 3.9 20

151 untrinsicGlifetimesGandGkineticGstabilityGinGmediaGofGnobleTgasGhydridesUGChemicalgPhysicsgLettersSG2012
SGa]aSGXTd 2.5 20

150 –hotodissociationGyieldsGforGvibrationallyGexcitedGstatesGofGsulfuricGacidGunderGatmosphericG
conditionsUGGeophysicalgResearchgLettersSG2007SG[]SG 4.9 20

149 mrgonGscatteringGfromGliquidGindiumfG·imulationsGwithGembeddedGatomGpotentialsGandGexperimentUG
JournalgofgChemicalgPhysicsSG2000SGXX[SGeYceTeYdc 3.9 20

148 ·emiclassicalGmolecularGdynamicsGsimulationsGofGlowTtemperatureGclustersfGmpplicationsGtoGOmrPX[gG
OzePX[gGOtY†PnSGniYS[SaUGJournalgofgChemicalgPhysicsSG1996SGXWaSGXXYXTXX[W 3.9 20

147 yodelingGofGtXenrGinGo†YGandGXeGenvironmentsfG·tructureSGenergeticsGandGvibrationalGspectraUG
ChemicalgPhysicsgLettersSG2014SGae]SGXdTYY 2.5 19

146 pissociationGofGtolGintoGuonsGonG₄etGtydroxylatedGOWWWXPG˛–T uartzUGJournalgofgPhysicalgChemistryg
LettersSG2013SG]SG[aWWT[aWc 6.4 19

145 unfraredGidentificationGofGprotonTboundGrareTgasGdimersGOXetXePRSGOwrtwrPRSGandGOwrtXePRGandGtheirG
deuteratedGspeciesGinGsolidGhydrogenUGJournalgofgPhysicalgChemistrygASG2015SGXXeSGYbaXTbW 2.8 19

144 remtosecondGtimescaleGdeactivationGofGelectronicallyGexcitedGperoxidesGatGiceGsurfacesUGMolecularg
PhysicsSG2012SGXXWSGbWaTbXc 1.7 19

143 mnharmonicGvibrationalGfrequencyGcalculationsGofGaSbTdihydrouracilGandGitsGcomplexGwithGwaterfG
testingGimprovedGsemiempiricalGpotentialsGforGbiologicalGmoleculesUGMoleculargPhysicsSG2005SGXW[SGXaWaTXaYW1.7 19

142 mnGupperGlimitGtoGtheGconcentrationGofGanG·†YGcomplexGatGtheGairâ��waterGinterfaceGatGYedGwfGinfraredG
experimentsGandGabGinitioGcalculationsUGPhysicalgChemistrygChemicalgPhysicsSG2002SG]SGXd[YTXd[d 3.6 19

141 yechanismGforGformationGofGatmosphericGolGatomGprecursorsGinGtheGreactionGofGdinitrogenGoxidesG
withGtolVolOTPGonGaqueousGfilmsUGPhysicalgChemistrygChemicalgPhysicsSG2015SGXcSGXe[bWTcW 3.6 18

140 UltrafastGphotochemistryGofGmethylGhydroperoxideGonGiceGparticlesUGProceedingsgofgthegNationalg
AcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSG2010SGXWcSGbbWWT] 11.5 18

139 –redictedGcompoundsGofGradonGwithGacetyleneGandGwaterUGPhysicalgChemistrygChemicalgPhysicsSG2010SG
XYSGXXceXT] 3.6 18

138 rormationGofGnovelGrareTgasTcontainingGmoleculesGbyGmolecularGphotodissociationGinGclustersUG
FaradaygDiscussionsSG2001SGYbeTdWgGdiscussionGYeaT[X] 3.6 18
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137 ×heGanharmonicGstretchingâ��bendingGpotentialGofGo†YGfromGinversionGofGspectroscopicGdataUGJournalg
ofgChemicalgPhysicsSG1988SGddSGbcacTbcbc 3.9 18

136 peterminationGofGtheG–haseGofGtheG·catteringGmmplitudeGfromGtheGpifferentialGorossG·ectionUG
PhysicalgReviewgDSG1970SGXSGeedTXWXY 4.9 18

135 mbsorptionGspectraGandGaqueousGphotochemistryGofG˛†ThydroxyalkylGnitratesGofGatmosphericG
interestUGMoleculargPhysicsSG2015SGXX[SGYXceTYXeW 1.7 17

134 oonformationalGtransitionsGofGglycineGinducedGbyGvibrationalGexcitationGofGtheG†TtGstretchUGPhysicalg
ChemistrygChemicalgPhysicsSG2011SGX[SGdcXaTYY 3.6 17

133
olassicalGtrajectoryGsimulationsGofGphotoionizationGdynamicsGofGtryptophanfGintramolecularGenergyG
flowSGhydrogenTtransferGprocessesGandGconformationalGtransitionsUGJournalgofgPhysicalgChemistrygASG
2006SGXXWSGd]WXTd

2.8 17

132 ·ugarTsaltGandGsugarTsaltTwaterGcomplexesfGstructureGandGdynamicsGofGglucoseTwz†[TOtY†PnUG
PhysicalgChemistrygChemicalgPhysicsSG2010SGXYSG[aaWTd 3.6 16

131 –rotonatedGsugarsfGvibrationalGspectroscopyGandGconformationalGstructureGofGprotonatedG†TmethylG
˛–TpTgalactopyranosideUGMoleculargPhysicsSG2012SGXXWSGXbWeTXbXa 1.7 16

130 –redictionGofGaGlinearGpolymerGmadeGofGxenonGandGcarbonUGJournalgofgChemicalgPhysicsSG2005SGXYYSGXcXXWX3.9 16

129 ×reatmentGofGzeroTpointGmotionsGinGclusterGdynamicsfG·emiclassicalGtimeTdependentG
selfTconsistentTfieldGsimulationGofGOzePzUGJournalgofgChemicalgPhysicsSG1993SGeeSGdb[cTdb][ 3.9 16

128 pynamicGmeanTfieldGmodelsGwithGcorrelatedGmodesUGJournalgofgChemicalgPhysicsSG1993SGeeSGceXbTceYa 3.9 16

127 mtomGscatteringGfromGdisorderedGsurfacesfGRandomlyGcorrugatedGhardGwallsGandGtheGsuddenG
approximationUGJournalgofgChemicalgPhysicsSG1987SGdbSGXbXbTXbY[ 3.9 16

126 peprotonationGofGformicGacidGinGcollisionsGwithGaGliquidGwaterGsurfaceGstudiedGbyGmolecularGdynamicsG
andGmetadynamicsGsimulationsUGPhysicalgChemistrygChemicalgPhysicsSG2016SGXdSGYecabTYeccW 3.6 16

125 tydrationGofGcellobiosefG·tructureGandGdynamicsGofGcellobioseGâ��OtY†PnSGniaâ��YaUGChemicalgPhysicsg
LettersSG2012SGa[XSGaYTad 2.5 15

124 ·pectroscopyGofGtheGoTtGstretchingGvibrationalGbandGinGselectedGorganicGmoleculesUGJournalgofg
PhysicalgChemistrygASG2013SGXXcSGc]]YTaY 2.8 15

123
oomputationalGstudiesGofGprotonatedG˛†TpTgalactoseGandGitsGhydratedGcomplexfGstructuresSG
interactionsSGprotonGtransferGdynamicsSGandGspectroscopyUGJournalgofgPhysicalgChemistrygBSG2012SG
XXbSG]daXTe

3.4 15

122 mGnewGhybridGalgorithmGforGfindingGtheGlowestGminimaGofGpotentialGsurfacesfGapproachGandG
applicationGtoGpeptidesUGJournalgofgComputationalgChemistrySG2011SG[YSGXcdaTdWW 3.5 15

121 mnharmonicGvibrationalGspectroscopyGcalculationsGforGOzt[POtrPGandGOzt[POprPfGfundamentalSG
overtoneSGandGcombinationGtransitionsUGPhysicalgChemistrygChemicalgPhysicsSG2005SGcSGe]aTa] 3.6 15

120 –hotoionizationGdynamicsGofGglycineGadsorbedGonGaGsiliconGclusterfGIonTtheTflyIGsimulationsUGJournalg
ofgChemicalgPhysicsSG2005SGXYYSGXd]cW] 3.9 15

(2005-1988)
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119 yixedGquantumVclassicalGsimulationGofGtheGphotolysisGofGtolGonGyg†OWWXPUGJournalgofgChemicalg
PhysicsSG1996SGXWaSGXX[]cTXX[ab 3.9 15

118
yoleculeâ��corrugatedGsurfaceGcollisionsfGoonvergedGcloseGcouplingGwaveGpacketGandGquasiclassicalG
trajectoryGcalculationsGforGzYGscatteringGfromGcorrugatedGlatticesUGJournalgofgChemicalgPhysicsSG1993SG
eeSGcW]TcYW

3.9 15

117 pynamicsGandGspectroscopyGofGotâ��††GexcitedGelectronicGstatesUGPhysicalgChemistrygChemicalgPhysics
SG2016SGXdSGXWe]XTb 3.6 14

116 uonizationGofGacidsGonGtheGquasiTliquidGlayerGofGiceUGJournalgofgPhysicalgChemistrygASG2014SGXXdSGaWYeT[c 2.8 14

115 oriticalGsizeGforGintraclusterGprotonGtransferGfromGwaterGtoGanGanionUGAngewandtegChemiegwg
InternationalgEditionSG2008SG]cSGbYcYT] 16.4 14

114 yolecularGdynamicsGsimulationGofGtheGphotodissociationGofGadsorbedGtolGonGaGyg†GOWWXPGsurfaceUG
JournalgofgChemicalgPhysicsSG1995SGXWYSGacdTad] 3.9 14

113 yixedG uantumVolassicalGyolecularGpynamicsG·imulationsGofGohemicalGReactionsGinGolustersGandGinG
·olidsUGIsraelgJournalgofgChemistrySG1991SG[XSG[d[T[e[ 3.4 14

112  uantumGoscillationsGinGrotationallyGinelasticGmoleculeâ��surfaceGscatteringfGqnergyGdependenceGofG
transitionGprobabilitiesUGJournalgofgChemicalgPhysicsSG1988SGdeSG[eYaT[eYb 3.9 14

111 mpproximateGsolutionGofGtheGinversionGproblemGforGatomâ��surfaceGscatteringUGJournalgofgChemicalg
PhysicsSG1980SGc[SG[Y[YT[Y[d 3.9 14

110
mbsorptionGspectraGofGbenzoicGacidGinGwaterGatGdifferentGptGandGinGtheGpresenceGofGsaltsfGinsightsG
fromGtheGintegrationGofGexperimentalGdataGandGtheoreticalGclusterGmodelsUGPhysicalgChemistryg
ChemicalgPhysicsSG2020SGYYSGaW]bTaWab

3.6 13

109 rormationGofGoarbonicGmcidGinGumpactGofGo†YGonGuceGandG₄aterUGJournalgofgPhysicalgChemistrygLettersSG
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