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71 nbHinitioHmolecularHdynamicsgHPropagatingHtheHdensityHmatrixHwithHtaussianHorbitalsVHJournaltoft
ChemicaltPhysicsTH2001THZZaTHfdbeUfdc] 3.9 436

70 nbHinitioHmolecularHdynamicsgHPropagatingHtheHdensityHmatrixHwithHtaussianHorbitalsVHvvvVHpomparisonH
withHoornâ��–ppenheimerHdynamicsVHJournaltoftChemicaltPhysicsTH2002THZZdTHecfaUedYa 3.9 361

69
nbHinitioHmolecularHdynamicsgHPropagatingHtheHdensityHmatrixHwithHtaussianHorbitalsVHvvVH
teneralizationsHbasedHonHmassUweightingTHidempotencyTHenergyHconservationHandHchoiceHofHinitialH
conditionsVHJournaltoftChemicaltPhysicsTH2001THZZbTHZY[fZ

3.9 320

68 TheHuydratedHProtonHatHtheHWaterHyiquidWVaporHvnterfaceVHJournaltoftPhysicaltChemistrytBTH2004TH
ZYeTHZaeYaUZaeYc 3.4 237

67 TheHpropertiesHofHionUwaterHclustersVHvVHTheHprotonatedH[ZUwaterHclusterVHJournaltoftChemicaltPhysics
TH2005THZ[]THYea]Yf 3.9 149

66
uybridHnbUvnitioWrmpiricalHzolecularHqynamicsgHHpombiningHtheH–†v–zHöchemeHwithHtheH
ntomUpenteredHqensityHzatrixHPropagationHPnqzPQHnpproachVHJournaltoftPhysicaltChemistrytBTH
2004THZYeTHa[ZYUa[[Y

3.4 115

65 –nHtheHamphiphilicHbehaviorHofHtheHhydratedHprotongHanHabHinitioHmolecularHdynamicsHstudyVH
InternationaltJournaltoftMasstSpectrometryTH2005TH[aZTHZfdU[Ya 1.9 93

64 TheHpropertiesHofHionUwaterHclustersVHvvVHöolvationHstructuresHofH†aSTHplUTHandHuSHclustersHasHaH
functionHofHtemperatureVHJournaltoftChemicaltPhysicsTH2006THZ[aTHY[a][d 3.9 64

63 nbHinitioHmolecularHdynamicsgHPropagatingHtheHdensityHmatrixHwithHgaussianHorbitalsVHvVVHsormalH
analysisHofHtheHdeviationsHfromHbornUoppenheimerHdynamicsVHIsraeltJournaltoftChemistryTH2002THa[THZfZU[Y[3.4 63

62
surtherHanalysisHofHsolutionsHtoHtheHtimeUindependentHwaveHpacketHequationsHofHquantumH
dynamicsVHvvVHöcatteringHasHaHcontinuousHfunctionHofHenergyHusingHfiniteTHdiscreteHapproximateH
uamiltoniansVHJournaltoftChemicaltPhysicsTH1996THZYbTHf[dUf]f

3.9 62

61 uydrogenHtunnelingHinHanHenzymeHactiveHsitegHaHquantumHwavepacketHdynamicalHperspectiveVH
JournaltoftPhysicaltChemistrytBTH2008THZZ[THdcYZUZ] 3.4 58

60
rffectHofHtimeUdependentHbasisHfunctionsHandHtheirHsuperpositionHerrorHonHatomUcenteredHdensityH
matrixHpropagationHPnqzPQgHconnectionsHtoHwaveletHtheoryHofHmultiresolutionHanalysisVHJournaltoft
ChemicaltPhysicsTH2004THZ[ZTHbYcZUdY

3.9 56

59
vnsightsHfromHfirstHprinciplesHmolecularHdynamicsHstudiesHtowardHinfraredHmultipleUphotonHandH
singleUphotonHactionHspectroscopygHcaseHstudyHofHtheHprotonUboundHdimethylHetherHdimerVHJournalt
oftChemicaltPhysicsTH2008THZ[eTHZea]Ye

3.9 54

58
QuantumHwavepacketHabHinitioHmolecularHdynamicsgHanHapproachHforHcomputingHdynamicallyH
averagedHvibrationalHspectraHincludingHcriticalHnuclearHquantumHeffectsVHJournaltoftPhysicalt
ChemistrytATH2007THZZZTHZY]Z]U[a

2.8 52

57 ntomUpenteredHqensityHzatrixHPropagationHPnqzPQgHHteneralizationsHUsingHoohmianHzechanicsâ� VH
JournaltoftPhysicaltChemistrytATH2003THZYdTHd[cfUd[dd 2.8 49

56 QuantumHwaveHpacketHabHinitioHmolecularHdynamicsgHanHapproachHtoHstudyHquantumHdynamicsHinH
largeHsystemsVHJournaltoftChemicaltPhysicsTH2005THZ[[THZZaZYb 3.9 49

55 surtherHanalysisHofHtheHdynamicallyHaveragedHvibrationalHspectrumHforHtheHJmagicJHprotonatedH
[ZUwaterHclusterVHJournaltoftChemicaltPhysicsTH2007THZ[cTH[ZcZYZ 3.9 48
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54 qynamicalHeffectsHonHvibrationalHandHelectronicHspectraHofHhydroperoxylHradicalHwaterHclustersVH
JournaltoftChemicaltPhysicsTH2005THZ[]THYea]ZY 3.9 45

53 vsotopeHdependentTHtemperatureHregulatedTHenergyHrepartitioningHinHaHlowUbarrierTHshortUstrongH
hydrogenHbondedHclusterVHJournaltoftChemicaltPhysicsTH2010THZ][TH[aa]YZ 3.9 43

52 panHtheHfourUcoordinatedTHpentaUvalentHoxygenHinHhydroxideHwaterHclustersHbeHdetectedHthroughH
experimentalHvibrationalHspectroscopylVHJournaltoftPhysicaltChemistrytATH2007THZZZTHaeZbU[Y 2.8 41

51 phallengeHofHcreatingHaccurateHandHeffectiveHkineticUenergyHfunctionalsVHPhysicaltReviewtATH2001THc]TH 2.6 34

50
pomputationalHvmprovementsHtoHQuantumHWaveHPacketHabHvnitioHzolecularHqynamicsHUsingHaH
PotentialUndaptedTHTimeUqependentHqeterministicHöamplingHTechniqueVHJournaltoftChemicaltTheoryt
andtComputationTH2006TH[THZ[Y]UZf

6.4 30

49
rxperimentalHandHabHinitioHdynamicalHinvestigationsHofHtheHkineticsHandHintramolecularHenergyH
transferHmechanismsHforHtheH–uHSHZT]UbutadieneHreactionHbetweenH[c]HandHa[]HxHatHlowHpressureVH
JournaltoftPhysicaltChemistrytATH2008THZZ[THd[[dU]d

2.8 28

48 nbHinitioHdynamicsHwithHwaveUpacketsHandHdensityHmatricesVHTheoreticaltChemistrytAccountsTH2006TH
ZZcTH][cU]]d 1.9 26

47
pombiningHquantumHwavepacketHabHinitioHmolecularHdynamicsHwithHQzWzzHandHQzWQzH
techniquesgHvmplementationHblendingH–†v–zHandHempiricalHvalenceHbondHtheoryVHJournaltoft
ChemicaltPhysicsTH2008THZ[fTHYbaZYf

3.9 25

46 uybridHrxtendedHyagrangianTHPostUuartreeUsockHoornU–ppenheimerHabHvnitioHzolecularHqynamicsH
UsingHsragmentUoasedHrlectronicHötructureVHJournaltoftChemicaltTheorytandtComputationTH2016THZ[TH[af]UbYe6.4 25

45
vnfluenceHofHwaterHonHanharmonicityTHstabilityTHandHvibrationalHenergyHdistributionHofH
hydrogenUbondedHadductsHinHatmosphericHreactionsgHcaseHstudyHofHtheH–uHSHisopreneHreactionH
intermediateHusingHabHinitioHmolecularHdynamicsVHJournaltoftPhysicaltChemistrytATH2012THZZcTH]ffUaZa

2.8 23

44
taugingHtheHflexibilityHofHtheHactiveHsiteHinHsoybeanHlipoxygenaseUZHPöy–UZQHthroughHanH
atomUcenteredHdensityHmatrixHpropagationHPnqzPQHtreatmentHthatHfacilitatesHtheHsamplingHofHrareH
eventsVHJournaltoftPhysicaltChemistrytBTH2012THZZcTHZYZabUca

3.4 21

43
nbHvnitioHzolecularHqynamicsHUsingHéecursiveTHöpatiallyHöeparatedTH–verlappingHzodelHöubsystemsH
zixedHwithinHanH–†v–zUoasedHsragmentationHrnergyHrxtrapolationHTechniqueVHJournaltoftChemicalt
TheorytandtComputationTH2015THZZTH]fdeUfZ

6.4 20

42
ponstructingHPeriodicHPhaseHöpaceH–rbitsHfromHabHvnitioHzolecularHqynamicsHTrajectoriesHtoH
nnalyzeHVibrationalHöpectragHpaseHötudyHofHtheHZundelHPub–[PSQQHpationVHJournaltoftChemicaltTheoryt
andtComputationTH2012THeTHaedcUfY

6.4 17

41 nnalysisHofHuydrogenHTunnelingHinHanHrnzymeHnctiveHöiteHusingHvonH†eumannHzeasurementsVH
JournaltoftChemicaltTheorytandtComputationTH2010THcTHcUZY 6.4 17

40 öymmetryUadaptedHdistributedHapproximatingHfunctionalsgHTheoryHandHapplicationHtoHtheH
roUvibrationalHstatesHofHu]SVHJournaltoftChemicaltPhysicsTH1999THZZYTHZY[e]UZY[fe 3.9 17

39
rfficientTHJ–nUtheUslyJTHoornU–ppenheimerHandHparUParrinelloUtypeHqynamicsHwithHpoupledHplusterH
nccuracyHthroughHsragmentHoasedHrlectronicHötructureVHJournaltoftChemicaltTheorytandt
ComputationTH2017THZ]THZeedUZfYZ

6.4 16

38
nctiveHöiteHqynamicalHrffectsHinHtheHuydrogenHTransferHéateUlimitingHötepHinHtheHpatalysisHofH
yinoleicHncidHbyHöoybeanHyipoxygenaseUZHPöy–UZQgHPrimaryHandHöecondaryHvsotopeHpontributionsVH
JournaltoftPhysicaltChemistrytBTH2015THZZfTHfb][Uac

3.4 15

37 QuantumHwavepacketHabHinitioHmolecularHdynamicsHforHextendedHsystemsVHJournaltoftPhysicalt
ChemistrytATH2011THZZbTHc[cfUea 2.8 15
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36
ParticularHandHhomogeneousHsolutionsHofHtimeUindependentHwavepacketHöchrˆ¶dingerHequationsgH
calculationsHusingHaHsubsetHofHeigenstatesHofHundampedHorHdampedHuamiltoniansVHTheoreticalt
ChemistrytAccountsTH2000THZYaTHadZUae]

1.9 15

35 TheHelectronHshufflegHperiumHinfluencesHsamariumHafHorbitalHoccupancyHinHheteronuclearHpeUömH
oxideHclustersVHJournaltoftChemicaltPhysicsTH2017THZacTHZfa]ZY 3.9 14

34
QuantumHwavepacketHabHinitioHmolecularHdynamicsgHgeneralizationsHusingHanHextendedHyagrangianH
treatmentHofHdiabaticHstatesHcoupledHthroughHmultireferenceHelectronicHstructureVHJournaltoft
ChemicaltPhysicsTH2010THZ]]THZeaZYb

3.9 14

33 nHmultistageHabHinitioHquantumHwavepacketHdynamicsHformalismHforHelectronicHstructureHandH
dynamicsHinHopenHsystemsVHJournaltoftChemicaltPhysicsTH2010THZ]]THYaaZYb 3.9 13

32 öhannonHrntropyHoasedHTimeUqependentHqeterministicHöamplingHforHrfficientHJ–nUtheUslyJH
QuantumHqynamicsHandHrlectronicHötructureVHJournaltoftChemicaltTheorytandtComputationTH2011THdTH[bcUce6.4 13

31
rxoticHelectronicHstructuresHofHömpe–HPxHjHYU]hHyHjH[UaQHclustersHandHtheHeffectHofHhighHneutralH
densityHofHlowUlyingHstatesHonHphotodetachmentHtransitionHintensitiesVHJournaltoftChemicaltPhysicsTH
2018THZafTHYba]Yb

3.9 12

30 ooundingHtheHextrapolatedHcorrelationHenergyHusingHPadˆ'HapproximantsVHInternationaltJournaltoft
QuantumtChemistryTH2000THdfTH[[[U[]a 2.1 12

29
VibrationalHPropertiesHofHuydrogenUoondedHöystemsHUsingHtheHzultireferenceHteneralizationHtoH
theHJ–nUtheUslyJHrlectronicHötructureHwithinHQuantumHWavepacketHabHvnitioHzolecularHqynamicsH
PQWnvzqQVHJournaltoftChemicaltTheorytandtComputationTH2014THZYTH[[cbUeY

6.4 11

28 UsingHQuantumHzechanicsHToHsacilitateHtheHvntroductionHofHaHoroadHéangeHofHphemicalHponceptsHtoH
sirstUYearHUndergraduateHötudentsVHJournaltoftChemicaltEducationTH2013THfYTHdZdUd[b 2.4 11

27 pomputingHvibrationalHpropertiesHinHhydrogenUbondedHsystemsHusingHquantumHwavepacketHabHinitioH
molecularHdynamicsVHInternationaltJournaltoftQuantumtChemistryTH2009THZYfTH]dfeU]eZY 2.1 11

26 ndaptiveTHteometricH†etworksHforHrfficientHpoarseUtrainedHnbHvnitioHzolecularHqynamicsHwithH
PostUuartreeUsockHnccuracyVHJournaltoftChemicaltTheorytandtComputationTH2018THZaTH[eb[U[ecc 6.4 11

25 nHtrotthussUlikeHprotonHshuttleHinHtheHanomalousHpuHcarbocationgHenergeticHandHvibrationalH
propertiesHforHisotopologuesVHPhysicaltChemistrytChemicaltPhysicsTH2016THZeTH[f]fbU[faZZ 3.6 10

24
rfficientHandHndaptiveHzethodsHforHpomputingHnccurateHPotentialHöurfacesHforHQuantumH†uclearH
rffectsgHnpplicationsHtoHuydrogenUTransferHéeactionsVHJournaltoftChemicaltTheorytandtComputationTH
2018THZaTH]YUad

6.4 10

23
JPumpUprobeJHatomUcenteredHdensityHmatrixHpropagationHstudiesHtoHgaugeHanharmonicityHandH
energyHrepartitioningHinHatmosphericHreactiveHadductsgHcaseHstudyHofHtheH–uHSHisopreneHandH–uHSH
butadieneHreactionHintermediatesVHJournaltoftPhysicaltChemistrytATH2012THZZcTHaZYeU[e

2.8 9

22
zultistageHabHinitioHquantumHwavepacketHdynamicsHforHelectronicHstructureHandHdynamicsHinHopenH
systemsgHmomentumHrepresentationTHcoupledHelectronUnuclearHdynamicsTHandHexternalHfieldsVH
JournaltoftChemicaltPhysicsTH2011THZ]aTHYdaZYd

3.9 8

21 rfficientlyHpapturingHWeakHvnteractionsHinHabHvnitioHzolecularHqynamicsHwithHonUtheUslyHoasisHöetH
rxtrapolationVHJournaltoftChemicaltTheorytandtComputationTH2018THZaTHbb]bUbbb[ 6.4 8

20
nHzultiwaveletHTreatmentHofHtheHQuantumHöubsystemHinHQuantumHWavepacketHnbHvnitioHzolecularH
qynamicsHthroughHanHuierarchicalHPartitioningHofHzomentumHöpaceVHJournaltoftChemicaltTheorytandt
ComputationTH2014THZYTH[fbYUc]

6.4 7

19
TheHötudyHofHqynamicallyHnveragedHVibrationalHöpectroscopyHofHntmosphericallyHéelevantHplustersH
UsingHnbHvnitioHzolecularHqynamicsHinHponjunctionHwithHQuantumHWavepacketsVHAdvancestint
QuantumtChemistryTH2008THbbTH]]]U]b]

1.4 7
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18 zultiscaleHtheoryHofHcollectiveHandHquasiparticleHmodesHinHquantumHnanosystemsVHJournaltoft
ChemicaltPhysicsTH2008THZ[eTHZcadZc 3.9 7

17 PhotoelectronsHnreH†otHnlwaysHQuiteHsreeVHJournaltoftPhysicaltChemistrytLettersTH2019THZYTHZaaUZaf 6.4 7

16 sragmentUoasedHrlectronicHötructureHforHPotentialHrnergyHöurfacesHUsingHaHöuperpositionHofH
sragmentationHTopologiesVHJournaltoftChemicaltTheorytandtComputationTH2019THZbTHbdcfUbdec 6.4 6

15
ndaptiveHqimensionalHqecouplingHforHpompressionHofHQuantumH†uclearHWaveHsunctionsHandH
rfficientHPotentialHrnergyHöurfaceHéepresentationsHthroughHTensorH†etworkHqecompositionVH
JournaltoftChemicaltTheorytandtComputationTH2019THZbTH[deYU[dfc

6.4 5

14 ProtonHrelaysHinHanomalousHcarbocationsHdictateHspectroscopyTHstabilityTHandHmechanismsgHcaseH
studiesHonHpuHandHpuVHPhysicaltChemistrytChemicaltPhysicsTH2017THZfTH[deYZU[deZc 3.6 5

13
pommentHonHJpurvyUstepsHapproachHtoHconstraintUfreeHextendedUyagrangianHabHinitioHmolecularH
dynamicsTHusingHatomUcenteredHbasisHfunctionsgHconvergenceHtowardHoornU–ppenheimerH
trajectoriesJH[wVHphemVHPhysVHZ[ZTHZZba[HP[YYaQ]VHJournaltoftChemicaltPhysicsTH2005THZ[]TH[dZYZhH
authorHreplyHY[dZY[

3.9 5

12 rmergingHopportunitiesHandHfutureHdirectionsgHgeneralHdiscussionVHFaradaytDiscussionsTH2019TH[[ZTHbcaUbeZ3.6 5

11
rmbeddedTHgraphUtheoreticallyHdefinedHmanyUbodyHapproximationsHforHwavefunctionUinUqsTHandH
qsTUinUqsTgHnpplicationsHtoHgasUHandHcondensedUphaseHabHinitioHmolecularHdynamicsTHandHpotentialH
surfacesHforHquantumHnuclearHeffectsVHInternationaltJournaltoftQuantumtChemistryTH2020THZ[YTHe[c[aa

2.1 4

10 zodelingHcondensedUphaseHchemistryHthroughHmolecularHdynamicsHsimulationVHComputingtintSciencet
andtEngineeringTH2003THbTH]ZU]b 1.5 4

9 rstimatingHboundsHonHtheHhighestHandHlowestHeigenvaluesHofHanyHmatrixVHTheoreticaltChemistryt
AccountsTH2000THZY]THbYdUbZd 1.9 4

8 ZeroUpointHenergyHandHtunnellinggHgeneralHdiscussionVHFaradaytDiscussionsTH2019TH[[ZTHadeUbYY 3.6 4

7 TeachingHThermodynamicsHandHxineticsHtoHndvancedHteneralHphemistryHötudentsHandHtoH
UpperUyevelHUndergraduateHötudentsHUsingHPVHqiagramsVHJournaltoftChemicaltEducationTH2014THfZTHdaUe]2.4 3

6
rfficientHandHnccurateHnpproachHToHrstimateHuybridHsunctionalHandHyargeHoasisUöetHpontributionsH
toHpondensedUPhaseHöystemsHandHzoleculeUöurfaceHvnteractionsVHJournaltoftChemicaltTheorytandt
ComputationTH2020THZcTHadfYUaeZ[

6.4 2

5
QuantumHreactiveHscatteringHinHthreeHdimensionsHusingHadiabaticallyHadjustingHprincipalHaxisH
hypersphericalHcoordinatesgHPeriodicHdistributedHapproximatingHfunctionalHmethodHforHsurfaceH
functionsVHJournaltoftChemicaltPhysicsTH2003THZZeTHbcfUbeZ

3.9 2

4 WeightedUtraphUTheoreticHzethodsHforHzanyUoodyHporrectionsHwithinH–†v–zgHömoothHnvzqHandH
theHéoleHofHuighU–rderHzanyUoodyHTermsVHJournaltoftChemicaltTheorytandtComputationTH2021THZdTH[cd[U[cfY6.4 2

3
phallengesHinHconstructingHaccurateHmethodsHforHhydrogenHtransferHreactionsHinHlargeHbiologicalH
assembliesgHrareHeventsHsamplingHforHmechanisticHdiscoveryHandHtensorHnetworksHforHquantumH
nuclearHeffectsVHFaradaytDiscussionsTH2019TH[[ZTH]dfUaYb

3.6 2

2 traphUTheoryUoasedHzolecularHsragmentationHforHrfficientHandHnccurateHPotentialHöurfaceH
palculationsHinHzultipleHqimensionsVHJournaltoftChemicaltTheorytandtComputationTH2021THZdTHccdZUccfY 6.4 1

1 zappingHQuantumHphemicalHqynamicsHProblemsHtoHöpinUyatticeHöimulatorsVHJournaltoftChemicalt
TheorytandtComputationTH2021THZdTHcdZ]Ucd][ 6.4 1
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