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60 uLwholeapathLimportanceasamplingLschemeLforLzeynmanLpathLintegralLcalculationsLofLabsoluteL
partitionLfunctionsLandLfreeLenergiesbLJournalrofrChemicalrPhysicsZL2016ZLehhZLdgheed 3.9 1
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–mprovedLmethodsLforLzeynmanLpathLintegralLcalculationsLandLtheirLapplicationLtoLcalculateL
convergedLvibrationalarotationalLpartitionLfunctionsZLfreeLenergiesZLenthalpiesZLentropiesZLandLheatL
capacitiesLforLmethanebLJournalrofrChemicalrPhysicsZL2015ZLehfZLdhhedi

3.9 10

58 ZeroapointLenergyZLtunnellingZLandLvibrationalLadiabaticityLinLtheLυuLWL’fLreactionbLMolecularr
PhysicsZL2015ZLeegZLejdaeki 1.7 20

57
yfficientLmethodsLforLincludingLquantumLeffectsLinLυonteLwarloLcalculationsLofLlargeLsystemsnL
extensionLofLtheLdisplacedLpointsLpathLintegralLmethodLandLotherLeffectiveLpotentialLmethodsLtoL
calculateLpropertiesLandLdistributionsbLJournalrofrChemicalrPhysicsZL2013ZLeglZLdeheed

3.9 8

56
VibrationalLconfigurationLinteractionLusingLaLtieredLmultimodeLschemeLandLtestsLofLapproximateL
treatmentsLofLvibrationalLangularLmomentumLcouplingnLaLcaseLstudyLforLmethanebLJournalrofr
PhysicalrChemistryrAZL2013ZLeekZLkgfkahg

2.8 12

55 ThermalLrateLconstantsLforLtheLOTgPULWL’vrLandLOTgPULWLxvrLreactionsnLtransitionastateLtheoryLandL
quantumLmechanicalLcalculationsbLJournalrofrPhysicalrChemistryrAZL2013ZLeekZLefkdgaed 2.8 5

54
υSTornLuLprogramLforLcalculatingLpartitionLfunctionsZLfreeLenergiesZLenthalpiesZLentropiesZLandLheatL
capacitiesLofLcomplexLmoleculesLincludingLtorsionalLanharmonicitybLComputerrPhysicsr
CommunicationsZL2012ZLelgZLeldgaelef

4.2 84

53 StateaSelectedLReactionLofLυuoniumLwithLVibrationallyLyxcitedL’fbLJournalrofrPhysicalrChemistryr
LettersZL2012ZLgZLfkiiafkjd 6.4 23

52
ucceleratingLtheLwonvergenceLandLReducingLtheLVarianceLofLPathL–ntegralLwalculationsLofLQuantumL
υechanicalLzreeLynergiesLbyLUsingLμocalLReferenceLPotentialsbLJournalrofrChemicalrTheoryrandr
ComputationZL2012ZLlZLeilmamj

6.4 6

51
PracticalLmethodsLforLincludingLtorsionalLanharmonicityLinLthermochemicalLcalculationsLonLcomplexL
moleculesnLtheLinternalacoordinateLmultiastructuralLapproximationbLPhysicalrChemistryrChemicalr
PhysicsZL2011ZLegZLedlliamdk

3.6 166

50 ·ineticLisotopeLeffectsLforLtheLreactionsLofLmuonicLheliumLandLmuoniumLwithL’fbLScienceZL2011ZL
ggeZLhhlaid 33.3 80

49
·ineticsLofLtheLreactionLofLtheLheaviestLhydrogenLatomLwithL’fZLtheLh’e˛…LWL’fLarLh’e˛…’LWL’L
reactionnLexperimentsZLaccurateLquantalLcalculationsZLandLvariationalLtransitionLstateLtheoryZL
includingLkineticLisotopeLeffectsLforLaLfactorLofLgjbeLinLisotopicLmassbLJournalrofrChemicalrPhysicsZL
2011ZLegiZLelhged

3.9 32

48 zunctionalLrepresentationLforLtheLbornaoppenheimerLdiagonalLcorrectionLandLbornahuangLadiabaticL
potentialLenergyLsurfacesLforLisotopomersLofL’gbLJournalrofrPhysicalrChemistryrAZL2009ZLeegZLhhkmall 2.8 31

47
–mprovedLmethodsLforLzeynmanLpathLintegralLcalculationsLofLvibrationalarotationalLfreeLenergiesL
andLapplicationLtoLisotopicLfractionationLofLhydratedLchlorideLionsbLJournalrofrPhysicalrChemistryrAZL
2009ZLeegZLhlekafk

2.8 16

46 vondLangleLdistributionsLofLcarbonLdioxideLinLtheLgasZLsupercriticalZLandLsolidLphasesbLJournalrofr
PhysicalrChemistryrAZL2009ZLeegZLfdigam 2.8 19

45 υeasurementsLofLnearaultimateLstrengthLforLmultiwalledLcarbonLnanotubesLandLirradiationainducedL
crosslinkingLimprovementsbLNaturerNanotechnologyZL2008ZLgZLjfjage 28.7 851

44 yffectLofLWaterLVaporLonLylectricalLPropertiesLofL–ndividualLReducedL‘rapheneLOxideLSheetsbL
JournalrofrPhysicalrChemistryrCZL2008ZLeefZLfdfjhafdfjl 3.8 293
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43 υultiscaleLcouplingLschemesLspanningLtheLquantumLmechanicalZLatomisticLforcefieldZLandL
continuumLregimesbLComputerrMethodsrinrAppliedrMechanicsrandrEngineeringZL2008ZLemkZLgemdagfdf 5.7 20

42 uLsimpleLenergyascalingLschemeLforLfineatuningLempiricalLpotentialsLforLcoupledLquantumL
mechanicalcmolecularLmechanicalLstudiesbLChemicalrPhysicsrLettersZL2008ZLhjdZLgeeageh 2.5 2

41 TheLeffectsLofLextensiveLpittingLonLtheLmechanicalLpropertiesLofLcarbonLnanotubesbLChemicalr
PhysicsrLettersZL2007ZLhhjZLeflaegf 2.5 23

40 NanoscaleLfractureLmechanicsbLAnnualrReviewrofrPhysicalrChemistryZL2007ZLilZLeliafdm 15.7 36

39 woupledLquantumLmechanicalcmolecularLmechanicalLmodelingLofLtheLfractureLofLdefectiveLcarbonL
nanotubesLandLgrapheneLsheetsbLPhysicalrReviewrBZL2007ZLkiZL 3.3 263

38 StatisticalLthermodynamicsLofLbondLtorsionalLmodesnLtestsLofLseparableZLalmostaseparableZLandL
improvedLPitzera‘winnLapproximationsbLJournalrofrChemicalrPhysicsZL2006ZLefiZLdlhgdi 3.9 113

37 TransitionLstatesLandLminimumLenergyLpathwaysLforLtheLcollapseLofLcarbonLnanotubesbLPhysicalr
ReviewrBZL2006ZLkgZL 3.3 69

36
’ighaprecisionLquantumLthermochemistryLonLnonquasiharmonicLpotentialsnLconvergedL
pathaintegralLfreeLenergiesLandLaLsystematicallyLconvergentLfamilyLofLgeneralizedLPitzera‘winnL
approximationsbLJournalrofrPhysicalrChemistryrAZL2005ZLedmZLeddmfam

2.8 31

35
venchmarkLcalculationsLofLtheLcompleteLconfigurationainteractionLlimitLofLvornaOppenheimerL
diagonalLcorrectionsLtoLtheLsaddleLpointsLofLisotopomersLofLtheL’LWL’fLreactionbLJournalrofr
ChemicalrPhysicsZL2005ZLeffZLffhgeg

3.9 37

34 υechanicsLofLdefectsLinLcarbonLnanotubesnLutomisticLandLmultiscaleLsimulationsbLPhysicalrReviewrBZL
2005ZLkeZL 3.3 205

33 TheLroleLofLvacancyLdefectsLandLholesLinLtheLfractureLofLcarbonLnanotubesbLChemicalrPhysicsrLettersZL
2004ZLgmdZLhegahfd 2.5 300

32 uccurateLvibrationalarotationalLpartitionLfunctionsLandLstandardastateLfreeLenergyLvaluesLforL’fOfL
fromLυonteLwarloLpathaintegralLcalculationsbLJournalrofrChemicalrPhysicsZL2004ZLefeZLiehlajf 3.9 40

31 warbonLnanotubeLfractureLâ��LdifferencesLbetweenLquantumLmechanicalLmechanismsLandLthoseLofL
empiricalLpotentialsbLChemicalrPhysicsrLettersZL2003ZLglfZLeggaehe 2.5 78

30 uLâ��pathabyapathâ��LmonotoneLextrapolationLsequenceLforLzeynmanLpathLintegralLcalculationsLofL
quantumLmechanicalLfreeLenergiesbLChemicalrPhysicsrLettersZL2003ZLgklZLgekagff 2.5 19

29 ’W’fLthermalLreactionnLaLconvergenceLofLtheoryLandLexperimentbLPhysicalrReviewrLettersZL2003ZLmeZLdjgfde7.4 115

28
uLhierarchicalLfamilyLofLglobalLanalyticLvornâ��OppenheimerLpotentialLenergyLsurfacesLforLtheL’W’fL
reactionLrangingLinLqualityLfromLdoubleazetaLtoLtheLcompleteLbasisLsetLlimitbLJournalrofrChemicalr
PhysicsZL2002ZLeejZLhehfaheje

3.9 114

27
uLnewLzourierLpathLintegralLmethodZLaLmoreLgeneralLschemeLforLextrapolationZLandLcomparisonLofL
eightLpathLintegralLmethodsLforLtheLquantumLmechanicalLcalculationLofLfreeLenergiesbLJournalrofr
ChemicalrPhysicsZL2001ZLeehZLjfe

3.9 43

26 xisplacedapointsLpathLintegralLmethodLforLincludingLquantumLeffectsLinLtheLυonteLwarloLevaluationL
ofLfreeLenergiesbLJournalrofrChemicalrPhysicsZL2001ZLeeiZLjifajjf 3.9 30
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25 uLSystematicLStudyLofLtheLReactionsLofLO’aLwithLwhlorinatedLυethanesbLebLvenchmarkLStudiesLofL
theL‘asaPhaseLReactionsbLJournalrofrPhysicalrChemistryrAZL2001ZLediZLkkfhakkgj 2.8 32

24 ParallelLzourierLPatha–ntegralLυonteLwarloLcalculationsLofLabsoluteLfreeLenergiesLandLchemicalL
equilibriabLComputerrPhysicsrCommunicationsZL2000ZLeflZLhhjahjh 4.2 16

23 QuantizedLdynamicalLbottlenecksLandLtransitionLstateLcontrolLofLtheLreactionLofLxLwithL’fnLyffectL
ofLvaryingLtheLtotalLangularLmomentumbLJournalrofrChemicalrPhysicsZL2000ZLeefZLlglkalhdl 3.9 38

22
yxtrapolationLandLperturbationLschemesLforLacceleratingLtheLconvergenceLofLquantumLmechanicalL
freeLenergyLcalculationsLviaLtheLzourierLpathaintegralLυonteLwarloLmethodbLJournalrofrChemicalr
PhysicsZL2000ZLeefZLlkilalkjh

3.9 30

21
xynamicsLofLtheLwlW’fcxfLreactionnLaLcomparisonLofLcrossedLmolecularLbeamLexperimentsLwithL
quasiclassicalLtrajectoryLandLquantumLmechanicalLcalculationsbLPhysicalrChemistryrChemicalrPhysicsZL
2000ZLfZLimmajef

3.6 43

20 TheLutilityLofLmanyabodyLdecompositionsLforLtheLaccurateLbasisLsetLextrapolationLofLabLinitioLdatabL
JournalrofrChemicalrPhysicsZL1999ZLeeeZLgldjaglee 3.9 24

19
ValidationLofLtrajectoryLsurfaceLhoppingLmethodsLagainstLaccurateLquantumLmechanicalLdynamicsL
andLsemiclassicalLanalysisLofLelectronicatoavibrationalLenergyLtransferbLJournalrofrChemicalrPhysicsZL
1997ZLedjZLljmmalkdm

3.9 58

18 zunnelLstatesLasLmediatorsLofLvornaOppenheimerLbreakdownLinreactionsLatLanLavoidedLcrossingbL
JournalrofrtherChemicalrSociety,rFaradayrTransactionsZL1997ZLmgZLlfialgf 18

17 QuantumLυechanicalLRateLwoefficientsLforLtheLwlLWL’fReactionbLTherJournalrofrPhysicalrChemistryZL
1996ZLeddZLegillaegimg 61

16 xynamicsLofLtheLSimplestLwhlorineLutomLReactionnLunLyxperimentalLandLTheoreticalLStudybLScienceZL
1996ZLfkgZLeiemaeiff 33.3 92

15
QuantumLPhotochemistrybLTheLwompetitionLbetweenLylectronicallyLNonadiabaticLReactionLandL
ylectronicatoaVibrationalZLRotationalZLTranslationalLynergyLTransferLinLvrLwollisionsLwithL’bLTher
JournalrofrPhysicalrChemistryZL1995ZLmmZLejfedaejfej

33

14 QuantumLphotochemistrybLuccurateLquantumLscatteringLcalculationsLforLanLelectronicallyL
nonadiabaticLreactionbLChemicalrPhysicsrLettersZL1995ZLfghZLikajg 2.5 36

13 womparisonLofLTheoreticalLandLyxperimentalLxifferentialLwrossLSectionsLforLtheL’LWLxfLReactionbL
TherJournalrofrPhysicalrChemistryZL1994ZLmlZLedigaedik 23

12
ulgebraicLvariationalLandLpropagationLformalismsLforLquantalLdynamicsLcalculationsLofL
electronicatoavibrationalZLrotationalLenergyLtransferLandLapplicationLtoLtheLquenchingLofLtheLgpL
stateLofLsodiumLbyLhydrogenLmoleculesbLJournalrofrChemicalrPhysicsZL1994ZLeddZLikieaikkk

3.9 54

11 ubL–nitioLwhemicalL·ineticsnLwonvergedLQuantalLReactionLRateLwonstantsLforLtheLxLWL’fLSystembLTher
JournalrofrPhysicalrChemistryZL1994ZLmlZLldddalddl 87

10 ynergyLtransferLthroughLexciplexLfunnelLstatesbLJournalrofrtherAmericanrChemicalrSocietyZL1993ZLeeiZLjhgjajhgk16.4 25

9 wonvergedLquantumamechanicalLcalculationsLofLelectronicatoavibrationalZLrotationalLenergyLtransferL
probabilitiesLinLaLsystemLwithLaLconicalLintersectionbLChemicalrPhysicsrLettersZL1993ZLfdgZLijiaikf 2.5 27

8 uLmoreLaccurateLpotentialLenergyLsurfaceLandLquantumLmechanicalLcrossLsectionLcalculationsLforL
theLzWL’fLreactionbLChemicalrPhysicsrLettersZL1993ZLfegZLedaej 2.5 72
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7 uLseparableLrotationLapproximationLforLtheLcalculationLofLchemicalLreactionLratesbLChemicalrPhysicsr
LettersZL1993ZLfejZLhheahhj 2.5 28

6 PartialLwidthsLofLfeshbachLfunnelLresonancesLinLtheLNaTgpUL´•L’fLexciplexbLInternationalrJournalrofr
QuantumrChemistryZL1993ZLhlZLjfeajgf 2.1 11

5 TrajectoryLcalculationsLandLconvergedLquantumLcrossLsectionsLforLxLWL’fTˇ�LqLeZLjLqLeZLyrelLqLebdfLeVUL
arL’xTˇ�sLqLeZLjsULWL’LonLaLnewLpotentialLenergyLsurfacebLChemicalrPhysicsrLettersZL1992ZLemiZLehhaeif 2.5 20

4 ’ighaenergyLstateatoastateLquantumLdynamicsLforLxW’fLTvqjqeULarL’xLTvsqeZLjsULWL’bLChemicalrPhysicsr
LettersZL1992ZLellZLgimagjk 2.5 34

3 VariationalLreactiveLscatteringLcalculationsnLcomputationalLoptimizationLstrategiesbLTheoreticar
ChimicarActaZL1991ZLkmZLfheafjm 32

2 –mprovedLtechniquesLforLoutgoingLwaveLvariationalLprincipleLcalculationsLofLconvergedL
stateatoastateLtransitionLprobabilitiesLforLchemicalLreactionsbLJournalrofrChemicalrPhysicsZL1991ZLmiZLimgdaimgm3.9 22

1 –nterconversionLbetweenLtheLcationLradicalsLofLtolueneLandLcycloheptatrienenLanLevaluationLofLtheL
differenceLbetweenLtheLgasLphaseLandLsolutionbLJournalrofrOrganicrChemistryZL1984ZLhmZLefkjaefkl 4.2 18
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