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225 “uantumVmechanicalIstudyIofItheIresonancesIofItheI–†[IreactionIplVTpu]plVkplpu]TplVWIPhysicalf
ChemistryfChemicalfPhysicsUI1999UIZUIZZfdVZ[Y] 3.6 34
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224 ”ovibrationalIspectraIofIopenVshellIvanIderI−aalsIcomplexesgIu[â��OuIQXI[˛ RWIJournalfoffChemicalf
PhysicsUI1993UIfeUIZea]VZebb 3.9 34

223 ndsorptionIofIupyIonIiceIunderIstratosphericIconditionsgInIcomputationalIstudyWIGeophysicalf
ResearchfLettersUI1992UIZfUIZ]bbVZ]be 4.9 34

222 ”educedIdimensionalityIspinVorbitIdynamicsIofIpu]ITIuplIlIpuaITIplIonIabIinitioIsurfacesWIJournalfoff
ChemicalfPhysicsUI2011UIZ]aUI[Ya]ZZ 3.9 33

221 —heIeffectIofItheIsymmetricIandIasymmetricIstretchingIvibrationsIofIpuaIonItheI
OQ]PRTpuaVkOuTpu]IreactionWIPhysicalfChemistryfChemicalfPhysicsUI2000UI[UIaZYbVaZZa 3.6 33

220 ”ateIconstantIcalculationsIonItheI†Qa–RTOuQ[˛ RIreactionWIChemicalfPhysicsfLettersUI2006UIa]ZUI[cZV[cc 2.5 32

219 zechanismIofIphotoinducedIchangesIinItheIstructureIandIopticalIpropertiesIofIamorphousIns[–]WI
PhysicalfReviewfLettersUI2000UIebUI]]YbVe 7.4 32

218 ”otationalIandIvibrationalVrotationalIrelaxationIinIcollisionsIofIpO[QYZZYRIwithIueIatomsWIJournalfoff
ChemicalfPhysicsUI1983UIdeUIafZbVaf[] 3.9 32

217
nnIimprovedItreatmentIofIspectatorImodeIvibrationsIinIreducedIdimensionalIquantumIdynamicsgI
applicationItoItheIhydrogenIabstractionIreactionsImuITIpuaUIuITIpuaUIqITIpuaUIandIpu]ITIpuaWI
JournalfoffChemicalfPhysicsUI2009UIZ]ZUIYaaZZZ

3.9 31

216 vmprovingIreducedIdimensionalityIquantumIreactionIdynamicsIwithIaIgeneralizedItransitionIstateWI
npplicationItoIpuaTOQ]PRWIJournalfoffChemicalfPhysicsUI2001UIZZbUI[ZeeV[Zfd 3.9 31

215 PotentialIenergyIsurfaceIeffectsIonIdifferentialIcrossIsectionsIforIpolyatomicIreactionsWIChemicalf
PhysicsUI1995UIZfZUI[[]V[]] 2.3 31

214 palculationsIonIvibrationalIpredissociationIofInrâ��OuIQnI[˛£TRWIJournalfoffChemicalfPhysicsUI1991UIfbUIeZafVeZcb3.9 31

213 ”atesIforItheIreactionsIofIopenVshellIionsIwithImoleculesWIChemicalfPhysicsfLettersUI1990UIZcdUIZVc 2.5 31

212 yowVtemperatureIreactionsIofIueTIandIpTIwithIuplUI–O[IandIu[–WIChemicalfPhysicsfLettersUI1988UI
Za]UIZ]YVZ]a 2.5 31

211 vnfraredIspectrumIofI†eusWIPhysicalfReviewfLettersUI1988UIcZUIZbdcVZbdf 7.4 31

210 ∑alidityIofItheIrotationalIsuddenIapproximationIforIvibrationalIrelaxationIinIueITIpOWIChemicalf
PhysicsfLettersUI1983UIZYZUI[cfV[d] 2.5 31

209 ploseVcouplingIcalculationsIonItheIuToruVkuorTuIreactionIinIthreeIdimensionsWIJournalfoffChemicalf
PhysicsUI1985UIe]UIZcebVZcf[ 3.9 31

208 uylleraasVtypeIwavefunctionIforIlithiumIhydrideWIChemicalfPhysicsfLettersUI1977UIbZUIae]Vaec 2.5 31

207 pollisionVinducedIconformationalIchangesIinIglycineWIJournalfoffChemicalfPhysicsUI2005UIZ[[UI[aa][] 3.9 30

(2005-1993)
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206 vsotopicIbranchingIinIQueUIuqTRIcollisionsgInItimeVdependentIquantumImechanicalIstudyIinIthreeI
dimensionsWIJournalfoffChemicalfPhysicsUI1999UIZZZUIZYfZYVZYfZe 3.9 30

205 vsotopicIbranchingIratioIforItheIOTTIuqIreactionWIJournalfoffthefChemicalfSocietyufFaradayf
Transactionsf2UI1989UIebUIZceb 30

204 “uantumIandIquasiclassicalIstudyIofItheIcollinearIreactionIOQ]PRITIu[IVkIOuITIuIusingIaIyrP–IandI
fittedInoIinitioIpotentialIenergyIsurfaceWIChemicalfPhysicsfLettersUI1979UIceUIZbaVZbd 2.5 30

203 —orsionalIdiffusionIzonteIparlogInImethodIforIquantumIsimulationsIofIproteinsWIJournalfoff
ChemicalfPhysicsUI2001UIZZaUIfd[bVfd][ 3.9 29

202
pomparisonIofIvariationalItransitionIstateItheoryIandIquantumIsuddenIcalculationsIofI
threeVdimensionalIrateIcoefficientsIforItheIreactionsIqQuRToruIVkIqorQuorRTuWIJournalfoffChemicalf
PhysicsUI1983UIdeUIdddVde[

3.9 29

201 —heIpcucâ��Qu[OR[IcomplexgI—heoreticalIpredictionsIofItheIstructureUIenergeticsUIandItunnelingI
dynamicsWIJournalfoffChemicalfPhysicsUI1997UIZYcUIeafVec] 3.9 28

200 vsotopeIrffectsIinItheIsormationIofIzolecularIuydrogenIonIaItraphiteI–urfaceIviaIanIrleyâ��”idealI
zechanismWIJournalfoffPhysicalfChemistryfAUI2002UIZYcUIeffcVfYYe 2.8 28

199 —orsionalIpathIintegralIzonteIparloImethodIforItheIquantumIsimulationIofIlargeImoleculesWIJournalf
offChemicalfPhysicsUI2002UIZZcUIe[c[ 3.9 28

198 qiffusionIzonteIparloIstudiesIofIisotopeVsubstitutedIwaterItrimersWIChemicalfPhysicsfLettersUI1996UI
[c]UIceYVcec 2.5 28

197 sourVcenterIreactionsgInIquantalImodelIforIuaWIJournalfoffChemicalfPhysicsUI1996UIZYaUIeaZ]Vea[] 3.9 28

196 †ewIquantumVdynamicalIapproximationIforIlightVheavyVlightIchemicalIreactionsIinIthreeI
dimensionsItheoryWIMolecularfPhysicsUI1981UIaaUIZYcdVZYeZ 1.7 27

195 —heIvibrationallyIadiabaticIdistortedIwaveImethodIforIdirectIchemicalIreactionsgInpplicationItoI
XTs[QvIjIYUIjIjIYRVkXsQvlUIjlUImjlRTsQXIjIzuUIuUIqUI—RWIJournalfoffChemicalfPhysicsUI1981UIdbUI]][fV]]]f 3.9 27

194 palculationIofIexpectationIvaluesIofImolecularIsystemsIusingIdiffusionIzonteIparloIinIconjunctionI
withItheIfiniteIfieldImethodWIJournalfoffChemicalfPhysicsUI1994UIZYZUIc]b]Vc]bb 3.9 26

193 nItheoryIforIporiolisIenhancedIvibrationalIenergyItransferIandIitsIapplicationItoIq[pOITIrareIgasI
collisionsWIMolecularfPhysicsUI1986UIbfUIb[fVbab 1.7 26

192 PropensityIrulesIinIrotationallyIinelasticIcollisionsIofIpO[WIChemicalfPhysicsfLettersUI1983UIfeUI]ZfV][] 2.5 26

191 pomparisonIofItheIsloquetIandIrotatingVwaveImethodsIforImultiphotonIexcitationIofIsulfurI
hexafluorideWIThefJournalfoffPhysicalfChemistryUI1983UIedUId]bVd]f 26

190 —heIOQ]IPRITIu[Q˛‰IlI[UIjUImjIRIVkOuQ˛‰lIlI[UIjlUImjlIRITIuIreactionWIMolecularfPhysicsUI1980UIaZUIcefVdY[ 1.7 26

189
nnIefficientIrouteItoIthermalIrateIconstantsIinIreducedIdimensionalIquantumIscatteringI
simulationsgIapplicationsItoItheIabstractionIofIhydrogenIfromIalkanesWIJournalfoffChemicalfPhysicsUI
2011UIZ]bUIYfa]ZZ

3.9 25
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188 phemicalIreactionIsurfaceIvibrationalIfrequenciesIevaluatedIinIcurvilinearIinternalIcoordinatesgI
npplicationItoIuITIpuQaRIuQ[RITIpuQ]RWIJournalfoffChemicalfPhysicsUI2009UIZ]YUIY[aZYc 3.9 25

187 ∑ibrationalIenergyItransferIinIcollisionsIofIueIatomsIwithIparaVdifluorobenzeneWIJournalfoff
ChemicalfPhysicsUI1987UIecUIeZ]Ve[Z 3.9 25

186 phemistryIasIaIfunctionIofIsolvationInumberWI–olvatedVionIreationsIinItheIgasIphaseIandI
comparisonIwithIsolutionWIFaradayfDiscussionsfoffthefChemicalfSocietyUI1988UIebUI]d 25

185 purzv–—”YWI“uantumIdynamicsIinItheIsmallestIwaterIdropletWIScienceUI2016UI]bZUIZ[cdVe 33.3 24

184 ”educedIdimensionalityIquantumIdynamicsIofIpu]ITIpuaIVVkIpuaITIpu]gIsymmetricIhydrogenI
exchangeIonIanInbIinitioIpotentialWIJournalfoffPhysicalfChemistryfAUI2009UIZZ]UIa[bbVca 2.8 24

183 vterativeIsolutionIinIquantumIscatteringItheoryWI—heIlogIderivativeIxohnIapproachWIJournalfoffthef
ChemicalfSocietyufFaradayfTransactionsUI1990UIecUIZcaZ 24

182 —heIsignificanceIofIfermiIresonanceIforItheIcollisionsIofItriatomicImoleculesIwithIatomsWIChemicalf
PhysicsfLettersUI1980UIdaUIabaVabe 2.5 24

181 nI–implifiedI”educedVqimensionalityI–tudyItoI—reatI”eactionsIofItheI—ypeIXITIpΠ]YIVkIXYITIpΠ]â� WI
JournalfoffPhysicalfChemistryfAUI2003UIZYdUIZYebZVZYebc 2.8 23

180 rxcitationIofItorsionalImodesIofIproteinsIviaIcollisionalIenergyItransfergInIquantumIdynamicalI
approachWIJournalfoffChemicalfPhysicsUI2002UIZZcUIfe[fVfe]e 3.9 23

179 “uaternionIformulationIofIdiffusionIquantumIzonteIparloIforItheIrotationIofIrigidImoleculesIinI
clustersWIJournalfoffChemicalfPhysicsUI2000UIZZ]UIbZf] 3.9 23

178 qistortedVwaveIcalculationsIforItheIthreeIdimensionalIchemicalIreactionIuITIu[QvIlI[UIjIjIYRIVkIu[QvlIlI
[UIjlUImRITIuWIChemicalfPhysicsUI1980UIaeUIZdbVZeZ 2.3 23

177 †ewIquantumVdynamicalIapproximationIforIlightVheavyVlightIchemicalIreactionsIinIthreeI
dimensionsWIMolecularfPhysicsUI1981UIaaUIZYe]VZYfd 1.7 23

176 ”ateIconstantsIofIchemicalIreactionsIfromIsemiclassicalItransitionIstateItheoryIinIfullIandIoneI
dimensionWIJournalfoffChemicalfPhysicsUI2016UIZaaUI[aaZZc 3.9 23

175 “uantumIscatteringIstudyIofItheIabstractionIreactionsIofIuIatomsIfromIpu]†u[WIChemicalfPhysicsf
LettersUI2007UIa]eUIZVd 2.5 22

174 qiffusionIzonteIparloIsimulationsIofItheIdipoleVboundIstateIofItheIwaterIdimerIanionWIJournalfoff
ChemicalfPhysicsUI1999UIZZZUIZYbbfVZYbcb 3.9 22

173 ”eactionIratesIofIionsIwithIdipolarImoleculesIinI[˛ IelectronicIstatesWIJournalfoffChemicalfPhysicsUI
1992UIfcUIZYb]VZYcZ 3.9 22

172 PredictionIofItheIspectrumIforIexcitationIofItheIvanIderI−aalsImodesIinInrup†WIJournalfoffChemicalf
PhysicsUI1990UIf]UIdcccVdcdb 3.9 22

171 ”eactionIratesIofIelectronsIwithIdipolarImoleculesWIInternationalfJournalfoffMassfSpectrometryfandf
IonfProcessesUI1987UIeYUI]ZVaf 22

(1987-2009)
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170 pomparisonIofIsemiclassicalIandIquantumVmechanicalIcrossIsectionsIandIrateIconstantsIforI
pO[QYZZYRITIzIVkIpO[QYYYORITIzIQzIjIueUI†eRWIChemicalfPhysicsfLettersUI1982UIfYUI[dV]Y 2.5 22

169 ”eactiveIresonancesIinItheIsITIpuq]IreactionVVaIquantumIdynamicsIstudyWIPhysicalfChemistryf
ChemicalfPhysicsUI2011UIZ]UIa]aYVbc 3.6 21

168
pomparativeIstudyIofIclusterVIandIsupercellVapproachesIforIinvestigatingIheterogeneousIcatalysisI
byIelectronicIstructureImethodsgItunnelingIinItheIreactionI†ITIuIVVkI†uIonI”uQYYYZRWIPhysicalf
ChemistryfChemicalfPhysicsUI2006UIeUIZa]dVaa

3.6 21

167 PredictingIponformationsIofIoiomoleculesgIInpplicationItoIaI†oradrenalineInnalogueWIJournalfoff
PhysicalfChemistryfBUI2004UIZYeUI[aeaV[aee 3.4 21

166 “uantumImechanicalIcalculationsIonItheInrTT†[IchargeItransferIreactionWIJournalfoffChemicalf
PhysicsUI1989UIfYUIZcecVZcf] 3.9 21

165 “uantalIsuddenIcalculationsIonItheIexchangeIreactionsIofIvibrationallyIexcitedIuorIQvIjIZRIwithIuI
andIqIatomsIinIthreeIdimensionsWIChemicalfPhysicsUI1983UIeZUI]dfV]fZ 2.3 21

164 ”educedVqimensionalityI–emiclassicalI—ransitionI–tateI—heorygInpplicationItoIuydrogenIntomI
nbstractionIandIrxchangeI”eactionsIofIuydrocarbonsWIJournalfoffPhysicalfChemistryfAUI2015UIZZfUIZ[YZbV[d2.8 20

163 nIpombinedI—heoreticalIandIrxperimentalI–tudyIofI–arinIQtoRIqecompositionIatIuighI
—emperaturesWIJournalfoffPhysicalfChemistryfAUI2017UIZ[ZUIc[YYVc[ZY 2.8 20

162
—owardsIunderstandingIaImechanismIforIreversibleIhydrogenIstoragegItheoreticalIstudyIofI
transitionImetalIcatalysedIdehydrogenationIofIsodiumIalanateWIPhysicalfChemistryfChemicalfPhysicsUI
2010UIZ[UIaYZ[V[]

3.6 20

161 —heIeffectIofItheIsymmetricIandIasymmetricIstretchingIvibrationsIonItheIpu]qTOQ]PRVkpu]TOqI
reactionWIChemicalfPhysicsfLettersUI2002UI]c]UIb[fVb]] 2.5 20

160 —heIeffectIofItheItorsionalIandIstretchingIvibrationsIofIp[ucIonItheIuITIp[ucIVVkIu[ITIp[ubI
reactionWIJournalfoffChemicalfPhysicsUI2005UIZ[]UIca]Yb 3.9 20

159 nIquenchingImethodIinIquantumVclassicalIstudiesIofIdynamicsIwithIaIbifurcatingIwavefunctionWI
ChemicalfPhysicsfLettersUI1996UI[c[UI[eaV[fZ 2.5 20

158 palculationsIonItheIvanIderI−aalsIspectrumIofInrâ��tetrazineWIJournalfoffChemicalfPhysicsUI1990UIf[UIbedbVbeea3.9 20

157 ”otationallyIandIvibrationallyIinelasticIscatteringIofIglyoxalIatIrjeYIme∑WIJournalfoffChemicalf
PhysicsUI1990UIf]UI[edV]ZZ 3.9 20

156 poupledIchannelIcalculationsIonItheIvibrationalIpredissociationIofItheIethyleneIdimerWIChemicalf
PhysicsfLettersUI1986UIZ[bUIaddVaeY 2.5 20

155 qecouplingItheIvibrationalImodesIinItriatomicImoleculeIcollisionIcalculationsWIMolecularfPhysicsUI
1981UIa]UIacfVaeZ 1.7 20

154 nnIinvestigationIofIoneVIversusItwoVdimensionalIsemiclassicalItransitionIstateItheoryIforIuIatomI
abstractionIandIexchangeIreactionsWIJournalfoffChemicalfPhysicsUI2016UIZaaUIYeaZZ] 3.9 20

153 †ewIqevelopmentsIinI–emiclassicalI—ransitionV–tateI—heoryWIJournalfoffPhysicalfChemistryfAUI2019UI
Z[]UIac]fVacbd 2.8 19
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152 –peedIimprovementIofIdiffusionIquantumIzonteIparloIcalculationsIonIweaklyIboundIclustersWI
ChemicalfPhysicsfLettersUI1998UI[e]UI[cfV[dc 2.5 19

151 —orsionalIanharmonicityIinItransitionIstateItheoryIcalculationsWIPhysicalfChemistryfChemicalfPhysicsUI
2007UIfUI[]fdVaYb 3.6 19

150 –urfaceIpoverageIrffectsIonItheIsormationIofIzolecularIuydrogenIonIaItraphiteI–urfaceIviaIanI
rleyâ��”idealIzechanismWIJournalfoffPhysicalfChemistryfAUI2003UIZYdUIZYec[VZYedZ 2.8 19

149 qiffusionIzonteIparloIsimulationsIonIuracilâ��waterIusingIanIanisotropicIatomâ��atomIpotentialI
modelWIFaradayfDiscussionsUI2001UIZZeUIfbVZYe 3.6 19

148 qiffusionIzonteIparloIsimulationsIofImethanolâ��waterIclustersWIChemicalfPhysicsfLettersUI1999UI]YZUI[dbV[eY2.5 19

147 ”eactionsIofIstronglyIpolarIionsIwithImoleculesWIChemicalfPhysicsfLettersUI1995UI[][UI[cdV[d[ 2.5 19

146
”eactionsIofIOQ]PRIwithIsaturatedIhydrocarbonsgI∑ibrationallyIadiabaticIdistortedIwaveI
calculationsIofIproductIrotationalIdistributionsIforItwoItriatomicImodelIreactionsWIJournalfoff
ChemicalfPhysicsUI1986UIeaUI[c[YV[c[]

3.9 19

145 “uantumVdynamicalIstudyIofItheItranslationalVvibrationalIenergyItransferIinItheIcollinearIcollisionsI
ofIatomsIwithItriatomicImoleculesWIMolecularfPhysicsUI1980UI]fUIZ[fbVZ]ZY 1.7 19

144 rxchangeIreactionsIofIhydrogenIhalidesIwithIhydrogenicIatomsWIChemicalfPhysicsUI1982UIdZUIZZdVZ[b 2.3 19

143 phemistryWI“uantumIchemistryIofIcomplexIsystemsWIScienceUI2006UI]ZaUI[cbVc 33.3 18

142 —orsionalIanharmonicityIinItheIconformationalIthermodynamicsIofIflexibleImoleculesWIMolecularf
PhysicsUI2005UIZY]UIZbd]VZbde 1.7 18

141 “uantumIinitialIvalueIrepresentationIsimulationIofIwaterItrimerIfarIinfraredIabsorptionIspectrumWI
JournalfoffChemicalfPhysicsUI2004UIZ[YUIbcYeVZb 3.9 18

140 —heIimportanceIofItunnelingIinItheIfirstIhydrogenationIstepIinIammoniaIsynthesisIoverIaI”uQYYYZRI
surfaceWIJournalfoffChemicalfPhysicsUI2005UIZ[[UIZ]adY[ 3.9 18

139 nIcomparisonIofItheIvibrationalIpredissociationIratesIinItheIrareVgasâ��ethyleneIclustersWIJournalfoff
thefChemicalfSocietyufFaradayfTransactionsf2UI1987UIe]UIZdZfVZd]Z 18

138 —estIofIaImodifiedIsuddenIapproximationIforIrotationalIexcitationIinIueITIpu]p†WIChemicalfPhysicsUI
1987UIZZ[UIZbV[[ 2.3 18

137 ∑ibrationallyIadiabaticIdistortedIwaveIcalculationIforItheIrotationallyIexcitedIreactionIuTu[QvIjIYUI
jRVku[QvlIjIYUIjlRTuWIJournalfoffChemicalfPhysicsUI1981UIdaUIcffZVcff] 3.9 18

136 pomputationalImolecularIspectroscopyWINaturefReviewsfMethodsfPrimersUI2021UIZUI 18

135 “uantumIdynamicsIstudyIofItheIyangmuirâ��uinshelwoodIuTuIrecombinationImechanismIandIu[I
formationIonIaIgrapheneImodelIsurfaceWIChemicalfPhysicsUI2007UI]]eUIZVZY 2.3 17

(2007-1998)

13



134 ObservationalIvndicatorsIofIsormationIrxcitationIofIu[WIAstrophysicsfandfSpacefScienceUI2003UI[eeUI]ddV]ef1.6 17

133 u[IdissociationIonImetalIsurfacesgI–ixVdimensionalIapproximateIquantumIcalculationsWIJournalfoff
ChemicalfPhysicsUI1996UIZYbUIb[beVb[ca 3.9 17

132 ”ateIconstantIcalculationsIforIionâ��symmetricItopIandIionâ��asymmetricItopIreactionsWIJournalfoffthef
ChemicalfSocietyufFaradayfTransactionsUI1992UIeeUIfYZVfYe 17

131 ∑ibrationalIpredissociationIofInru[OWIJournalfoffChemicalfPhysicsUI1992UIfdUIeZZZVeZ[[ 3.9 17

130 pompetitionIbetweenIvibrationalIandIrotationalIexcitationIinIglyoxalWIChemicalfPhysicsfLettersUI1989
UIZbaUIc[Vcc 2.5 17

129 ∑anIderIwaalsIboundIstatesIandIintermolecularIbendVstretchIcouplingIinI†elp[uaIandInrVtetrazineWI
ChemicalfPhysicsUI1989UIZ]fUIcdVee 2.3 17

128 rffectIofIrotationalIexcitationIonIchemicalIreactionIcrossIsectionsWIMolecularfPhysicsUI1983UIaeUIcZfVc[f 1.7 17

127
ProtonItransferIasIaIfunctionIofIhydrationInumberIandItemperaturegIrateIconstantsIandIproductI
distributionsIforIOuVQu[ORYUZU[U]ITIusIatI[YYVbYYIxWIJournalfoffthefAmericanfChemicalfSocietyUI1986UI
ZYeUI]ZaYV]Za[

16.4 17

126
pomparisonIofItheIrotationallyIadiabaticIandIvibrationallyIadiabaticIdistortedIwaveImethodsIforI
theIuITIu[QvjYUIjjYRVku[QvljYUjlRTuIandIqITIu[QvjYUIjjYRVkquQvljYUIjlRTuIchemicalIreactionsWIMolecularf
PhysicsUI1981UIa]UIc[ZVc]f

1.7 17

125 ∑ibrationalIexcitationIofI–scIinIcollisionsIwithIueIatomsWIChemicalfPhysicsUI1982UIcaUIaZ]VaZf 2.3 17

124
“uantumIeffectsIinItheIabstractionIreactionIbyIuIatomsIofIprimaryIandIsecondaryIhydrogensIinI
nVpauZYgIaItestIofIaInewIpotentialIenergyIsurfaceIconstructionImethodWIPhysicalfChemistryf
ChemicalfPhysicsUI2013UIZbUIZ[[[V]Z

3.6 16

123 “uantumIdynamicsIandIkineticsIofItheIabstractionIreactionsIbyIuIatomsIofIprimaryIandIsecondaryI
hydrogensIinIp]ueWIMolecularfPhysicsUI2005UIZY]UIZdabVZdbb 1.7 16

122 palculationIofItheIenergyIlevelsIofIweaklyIboundImolecularItrimersgInpplicationItoIQu[R]WIJournalfoff
ChemicalfPhysicsUI2002UIZZdUIdbZ[VdbZf 3.9 16

121 “uantumIsimulationIofIweaklyIboundIcomplexesIusingIdirectIabIinitioIenergyIpointsWIChemicalf
PhysicsfLettersUI1995UI[]dUI]fVaa 2.5 16

120 “uantumVmechanicalIcalculationsIofIcollinearIatomVtriatomItransitionIprobabilitiesIforIanharmonicI
triatomIpotentialsWIChemicalfPhysicsfLettersUI1980UId[UI[caV[ce 2.5 16

119 “uantumIdynamicalIexaminationIofIsurprisalItheoryIforItheIthreeVdimensionalIhydrogenIexchangeI
reactionWIChemicalfPhysicsfLettersUI1978UIbfUIa]dVaa[ 2.5 16

118 sastIreactionsIbetweenIdiatomicIandIpolyatomicImoleculesWIThefJournalfoffPhysicalfChemistryUI1992UI
fcUId]acVd]bZ 15

117 rlectronicIspectrumIofItheInrlOuIcomplexgIeffectIofIisotopicIsubstitutionIandItemperatureWI
ChemicalfPhysicsfLettersUI1990UIZd]UIbaZVbbY 2.5 15
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116 palculationsIonInrTIsputteringIofIaIpuIsurfaceIusingIanIabIinitioIpotentialWISurfacefScienceUI1988UI
[Y[UI][YV]]a 1.8 15

115 pollisionsIofIpolyatomicImoleculesIwithIsolidIsurfacesgInIsemiclassicalIstochasticItrajectoryI
approachWIJournalfoffChemicalfPhysicsUI1984UIeZUIbZcdVbZde 3.9 15

114 —orsionalIanharmonicityIinItheIconformationalIanalysisIofItryptamineWIPhysicalfChemistryfChemicalf
PhysicsUI2007UIfUI[YcbVda 3.6 14

113 phemistryWIteometricIphaseIinIchemicalIreactionsWIScienceUI2005UI]YfUIZZfbVc 33.3 14

112 ”eactionIpathIzeroVpointIenergyIfromIdiffusionIzonteIparloIcalculationsWIJournalfoffChemicalf
PhysicsUI1995UIZY[UIZbf[VZbfc 3.9 14

111 rxperimentalIandItheoreticalIdeterminationIofIrateIconstantsIforIvibrationalIrelaxationIofIpO[IandI
pu]sIbyIueWIChemicalfPhysicsUI1987UIZZdUIfVZc 2.3 14

110 ∑ibrationalIenergyItransferIinIorganicImoleculesWIZWIueliumITIcyclopropaneWIJournalfoffthefAmericanf
ChemicalfSocietyUI1984UIZYcUIfdYVfdb 16.4 14

109 ∑ibrationalIpredissociationIofItheIethyleneIdimerWIFaradayfDiscussionsfoffthefChemicalfSocietyUI1986UI
e[UI][d 14

108 npplicationIofIaIdynamicalI–ImatrixImethodItoItheIthreeVdimensionalIuTu[IexchangeIreactionWI
JournalfoffChemicalfPhysicsUI1979UIdZUIZZYZVZZYf 3.9 14

107 ”ateIcoefficientIcalculationsIonItheIthreeVdimensionalIqITIuplIVkIqplITIuIreactionIusingIaInewI
quantumVdynamicalIapproximationWIChemicalfPhysicsfLettersUI1981UIeYUI[dZV[da 2.5 14

106 ”eactionIratesIofIallIhydrogenationIstepsIinIammoniaIsynthesisIoverIaI”uQYYYZRIsurfaceWIJournalfoff
CatalysisUI2006UI[aaUIZffV[Yd 7.3 13

105 “uantumIdynamicsIcalculationsIofItheIzuITIpuaIVkIzuuITIpu]IreactionIrateIconstantsWIChemicalf
PhysicsfLettersUI2006UIa[ZUIaffVbY] 2.5 13

104
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