
Shinji Saito

ListgofgPublicationsgbygYearging
DescendinggOrder

Source:ghttps:xxexalyvcomxauthorupdfx956654yxshinjiusaitoupublicationsubyuyearvpdf

Version:g2y24uy4u28g

ThisgdocumentghasgbeenggeneratedgbasedgongthegpublicationsgandgcitationsgrecordedgbygexalyvcomvgForg

theglatestgversiongofgthisgpublicationglisttgvisitgtheglinkggivengabovev

ThegthirdgcolumngisgthegimpactgfactorgoIFpgofgthegjournaltgandgthegfourthgcolumngisgthegnumbergofg

citationsgofgthegarticlev

95
papers

3,468
citations

30
h-index

57
g-index

104
ext. papers

3,763
ext. citations

5.8
avg, IF

5.52
L-index



j Paper IF Citations

95 yybridIβonteItarloImethodIwithIpotentialIscalingIforIsamplingIfromItheIcanonicalImultimodalI
distributionIandIimitatingItheIrelaxationIprocess[[IJournalmofmChemicalmPhysicsVI2022VIbfgVIbaebbb 3.9

94 vxcitedIstatesIofIchlorophyllIaIandIbIinIsolutionIbyItimeWdependentIdensityIfunctionalItheory[[I
JournalmofmChemicalmPhysicsVI2022VIbfgVIbcebbb 3.9

93 βultimericIstructureIenablesItheIaccelerationIofI–aisW–aitIcomplexIformationIinducedIbyIruP]rTPI
exchangeIinhibition[[IPLoSmComputationalmBiologyVI2022VIbiVIebaajced 5

92 RegulationImechanismsIofItheIdualIrTPaseIinI–ait[[IProceedingsmofmthemNationalmAcademymofm
SciencesmofmthemUnitedmStatesmofmAmericaVI2022VIbbjVIecbbjgchbbj 11.5

91 StructuralIchangeIofIdamagedIpolyethyleneIbyIbetaWdecayIofIsubstitutedItritiumIusingIreactiveI
forceIfield[IJapanesemJournalmofmAppliedmPhysicsVI2021VIgaVISrrsag 1.4 2

90 uynamicalIsehaviorIofIWaterlIwluctuationVIReactionsIandIPhaseITransitions[IBulletinmofmthemChemicalm
SocietymofmJapanVI2021VIjeVIcfhfWcgab 5.1

89 vffectsIofIinterfacesIonIstructureIandIdynamicsIofIwaterIdropletsIonIaIgrapheneIsurfacekIrI
molecularIdynamicsIstudy[IJournalmofmChemicalmPhysicsVI2021VIbfeVIbgehae 3.9 2

88 βicroscopicIinsightsIintoIdynamicIdisorderIinItheIisomerizationIdynamicsIofItheIproteinIsPTz[I
JournalmofmChemicalmPhysicsVI2021VIbfeVIccebbd 3.9 1

87 VectorialIinsertionIofIaI˛†WhelicalIpeptideIintoImembranekIaItheoreticalIstudyIonIpolytheonamideIs[I
BiophysicalmJournalVI2021VIbcaVIehigWehjh 2.9 1

86 TetrahedralIstructureIofIsupercooledIwaterIatIambientIpressureIandIitsIinfluenceIonIdynamicI
relaxationkItomparativeIstudyIofIwaterImodels[IJournalmofmMolecularmLiquidsVI2021VIdebVIbbhcgj 6 1

85 znverseI–ohnâ��ShamIvquationsIuerivedIfromItheIuensityIvquationITheory[IJournalmofmthemPhysicalm
SocietymofmJapanVI2020VIijVIacedab 1.5 0

84 VibrationalISpectroscopicIβapVIVibrationalISpectroscopyVIandIzntermolecularIznteraction[IChemicalm
ReviewsVI2020VIbcaVIhbfcWhcbi 68.1 87

83 rnIalternativeIinterpretationIofItheIslowI–aisW–aitIbindingIofItheIcyanobacterialIclockIproteins[I
ScientificmReportsVI2020VIbaVIbaedj 4.9 3

82 uissectingItheIuynamicsIduringIvnzymeItatalysiskIrItaseIStudyIofIPinbIPeptidylWProlylIzsomerase[I
JournalmofmChemicalmTheorymandmComputationVI2020VIbgVIddjgWdeah 6.4 3

81 TautomericIvffectIofIyistidineIonI˛†WSheetIwormationIofIrmyloidIsetaIbWeakIcuWzRISimulations[I
BiophysicalmJournalVI2020VIbbjVIidbWiec 2.9 5

80 βolecularIβechanismIofIrccelerationIandIRetardationIofItollectiveIOrientationIRelaxationIofI
WaterIβoleculesIinIrqueousISolutions[IJournalmofmPhysicalmChemistrymBVI2020VIbceVIbbhdaWbbhdh 3.4 1

79 βolecularIdynamicsIstudyIonIuNrIdamageIbyItritiumIdisintegration[IJapanesemJournalmofmAppliedm
PhysicsVI2020VIfjVISrrvab 1.4 4

Shinji Saito

2



78 TheoryIofIcoherentItwoWdimensionalIvibrationalIspectroscopy[IJournalmofmChemicalmPhysicsVI2019VI
bfaVIbaajab 3.9 20

77 ThermodynamicIpictureIofIvitrificationIofIwaterIthroughIcomplexIspecificIheatIandIentropykIrI
journeyIthroughILnoImanQsIlandL[IJournalmofmChemicalmPhysicsVI2019VIbfaVIafefac 3.9 22

76 SiteWuependentIwluctuationsIOptimizeIvlectronicIvnergyITransferIinItheIwennaWβatthewsWOlsonI
Protein[IJournalmofmPhysicalmChemistrymBVI2019VIbcdVIjhgcWjhhc 3.4 19

75 tomputationalIstrategyIforIstudyingIstructuralIchangeIofItritiumWsubstitutedImacromoleculesIbyIaI
betaIdecayItoIheliumWd[IJournalmofmAdvancedmSimulationminmSciencemandmEngineeringVI2019VIgVIjeWjj 0.4 6

74 StructuralIthangesIinITritiumWSubstitutedIPolymericIβaterialsIbyIsetaIuecayskIrIβolecularI
uynamicsIStudy[IPlasmamandmFusionmResearchVI2019VIbeVIdeabbagWdeabbag 0.5 3

73 VibrationalIwrequencyIwluctuationsIofIzonicIandINonWionicIVibrationalIProbeIβoleculesIinIrqueousI
Solutions[ISpringermSeriesminmOpticalmSciencesVI2019VIcfjWcif 0.5 1

72 tonformationalIvxcitationIandINonequilibriumITransitionIwacilitateIvnzymaticIReactionskI
rpplicationItoIPinbIPeptidylWProlylIzsomerase[IJournalmofmPhysicalmChemistrymLettersVI2019VIbaVIeheWeia 6.4 5

71 TheoreticalIinvestigationIonIvibrationalIfrequencyIfluctuationsIofIStNWderivatizedIvibrationalI
probeImoleculeIinIwater[IChemicalmPhysicsVI2018VIfbcVIicWih 2.3 6

70 StructureIandIdynamicsIofIsolventImoleculesIinsideItheIpolytheonamideIsIchannelIinIdifferentI
environmentskIaImolecularIdynamicsIstudy[IPhysicalmChemistrymChemicalmPhysicsVI2018VIcaVIdddeWddei 3.6 6

69 ReconsiderationIofItheIrelaxationalIandIvibrationalIlineIshapesIofIliquidIwaterIbasedIonI
ultrabroadbandIdielectricIspectroscopy[IPhysicalmChemistrymChemicalmPhysicsVI2018VIcaVIcgcaaWcgcaj 3.6 18

68 trucialIroleIofIfragmentedIandIisolatedIdefectsIinIpersistentIrelaxationIofIdeeplyIsupercooledI
water[IJournalmofmChemicalmPhysicsVI2018VIbejVIbcefae 3.9 40

67 VibrationalIfrequencyIfluctuationsIofIionicIvibrationalIprobeIinIwaterkITheoreticalIstudyIwithI
molecularIdynamicsIsimulation[IChemicalmPhysicsmLettersVI2017VIgidVIfehWffc 2.5 4

66 WhatIWeIcanI−earnIaboutIProteinIwoldingIfromIUltraWlongIβolecularIuynamicsISimulations[I
SeibutsumButsuriVI2017VIfhVIadaWadc 0

65
QuantitativeIvvaluationIofISiteIvnergiesIandITheirIwluctuationsIofIPigmentsIinItheI
wennaWβatthewsWOlsonItomplexIwithIanIvfficientIβethodIforIxeneratingIaIPotentialIvnergyI
Surface[IJournalmofmChemicalmTheorymandmComputationVI2016VIbcVIebciWdh

6.4 30

64 βolecularIβechanismIsehindItheIwastIwolding]UnfoldingITransitionsIofIVillinIyeadpieceI
SubdomainkIyierarchyIandIyeterogeneity[IJournalmofmPhysicalmChemistrymBVI2016VIbcaVIbbgidWbbgjb 3.4 33

63 UltrafastIuynamicsIofI−iquidIWaterkIvnergyIRelaxationIandITransferIProcessesIofItheIOyIStretchI
andItheIyOyIsend[IJournalmofmPhysicalmChemistrymBVI2015VIbbjVIbbagiWhi 3.4 27

62 tircadianIrhythms[IrtomicWscaleIoriginsIofIslownessIinItheIcyanobacterialIcircadianIclock[IScienceVI
2015VIdejVIdbcWg 33.3 76

61
touplingsIbetweenIhierarchicalIconformationalIdynamicsIfromImultiWtimeIcorrelationIfunctionsIandI
twoWdimensionalIlifetimeIspectrakIrpplicationItoIadenylateIkinase[IJournalmofmChemicalmPhysicsVI2015
VIbecVIcbceae

3.9 13

(2015-2019)

3



60 uynamicIheterogeneityIinItheIfolding]unfoldingItransitionsIofIwiPdf[IJournalmofmChemicalmPhysicsVI
2015VIbecVIbdfbab 3.9 17

59 TheoreticalIstudyIonIexcitedIstatesIofIbacteriochlorophyllIaIinIsolutionsIwithIdensityIfunctionalI
assessment[IJournalmofmPhysicalmChemistrymBVI2014VIbbiVIbajagWbi 3.4 29

58 UltrafastIdynamicsIofIliquidIwaterkIfrequencyIfluctuationsIofItheIOyIstretchIandItheIyOyIbend[I
JournalmofmChemicalmPhysicsVI2013VIbdjVIaeefad 3.9 29

57 βolecularIoriginIofItheIdifferenceIinItheIyOyIbendIofItheIzRIspectraIbetweenIliquidIwaterIandIice[I
JournalmofmChemicalmPhysicsVI2013VIbdiVIafefag 3.9 37

56 uynamicIlengthIscalesIinIglassWformingIliquidskIanIinhomogeneousImolecularIdynamicsIsimulationI
approach[IJournalmofmPhysicalmChemistrymBVI2013VIbbhVIbdcfjWgh 3.4 6

55 wrequencyIdependenceIofIspecificIheatIinIsupercooledIliquidIwaterIandIemergenceIofIcorrelatedI
dynamics[IJournalmofmChemicalmPhysicsVI2013VIbdiVIajefad 3.9 22

54 wluctuationsIandIrelaxationIdynamicsIofIliquidIwaterIrevealedIbyIlinearIandInonlinearIspectroscopy[I
AnnualmReviewmofmPhysicalmChemistryVI2013VIgeVIffWhf 15.7 37

53 TheoreticalIandIexperimentalIstudiesIonIvibrationalIenergyIrelaxationIofItheItOIstretchingImodeI
ofIacetoneIinIalcoholIsolutions[IJournalmofmPhysicalmChemistrymBVI2013VIbbhVIehcdWdb 3.4 4

52
βultipleIlengthIandItimeIscalesIofIdynamicIheterogeneitiesIinImodelIglassWformingIliquidskIaI
systematicIanalysisIofImultiWpointIandImultiWtimeIcorrelations[IJournalmofmChemicalmPhysicsVI2013VI
bdiVIbcrfag

3.9 63

51 βechanismIofIionIpermeationIthroughIaImodelIchannelkIrolesIofIenergeticIandIentropicI
contributions[IJournalmofmChemicalmPhysicsVI2013VIbdjVIbgfbag 3.9 7

50 VibrationalIfrequencyIfluctuationIofIionsIinIaqueousIsolutionsIstudiedIbyIthreeWpulseIinfraredI
photonIechoImethod[IAccountsmofmChemicalmResearchVI2012VIefVIbjicWjb 24.3 30

49
TemperatureIandIhydrationIdependenceIofIlowWfrequencyIspectraIofIpolyW−WglutamicIacidIwithI
differentIsecondaryIstructuresIstudiedIbyIterahertzItimeWdomainIspectroscopy[ISoftmMatterVI2012VI
iVIbjjhWcaag

3.6 15

48 SlowIdynamicsVIdynamicIheterogeneitiesVIandIfragilityIofIsupercooledIliquidsIconfinedIinIrandomI
media[IJournalmofmPhysicsmCondensedmMatterVI2011VIcdVIcdebcd 1.8 35

47 zntermolecularIvibrationalImodeIofItheIbenzoicIacidIdimerIinIsolutionIobservedIbyIterahertzI
timeWdomainIspectroscopy[IPhysicalmChemistrymChemicalmPhysicsVI2011VIbdVIbehecWj 3.6 11

46 yiddenIslowItimeIscaleIofIcorrelatedImotionsIinIsupercooledIliquidskIβultiWtimeIcorrelationI
functionIapproach[IJournalmofmNon-CrystallinemSolidsVI2011VIdfhVIdhbWdhf 3.9 5

45
rInovelImethodIforIanalyzingIenergyIrelaxationIinIcondensedIphasesIusingInonequilibriumI
molecularIdynamicsIsimulationskIapplicationItoItheIenergyIrelaxationIofIintermolecularImotionsIinI
liquidIwater[IJournalmofmChemicalmPhysicsVI2011VIbdeVIbiefad

3.9 26

44 uirectISimulationIofIvxcitedWStateIzntramolecularIProtonITransferIandIVibrationalItoherenceIofI
baWyydroxybenzo[h]quinolineIinISolution[IJournalmofmPhysicalmChemistrymLettersVI2011VIcVIcdggWcdhb 6.4 49

43
znsightsIinIquantumIdynamicalIeffectsIinItheIinfraredIspectroscopyIofIliquidIwaterIfromIaI
semiclassicalIstudyIwithIanIabIinitioWbasedIflexibleIandIpolarizableIforceIfield[IJournalmofmChemicalm
PhysicsVI2011VIbdfVIceefad

3.9 54

Shinji Saito

4



42 vnergyIrelaxationIofIintermolecularImotionsIinIsupercooledIwaterIandIicekIaImolecularIdynamicsI
study[IJournalmofmChemicalmPhysicsVI2011VIbdfVIceefbb 3.9 13

41 TemperatureIdependenceIofIvibrationalIfrequencyIfluctuationIofINRdSIRWSIinIuRcSO[IJournalmofm
ChemicalmPhysicsVI2010VIbddVIabefaf 3.9 23

40 RelationIbetweenItheIconformationalIheterogeneityIandIreactionIcycleIofIRaskImolecularI
simulationIofIRas[IBiophysicalmJournalVI2010VIjjVIdhcgWde 2.9 25

39 vffectsIofInonadditiveIinteractionsIonIionIsolvationIatItheIwater]vaporIinterfacekIaImolecularI
dynamicsIstudy[IJournalmofmPhysicalmChemistrymAVI2010VIbbeVIbcfhdWie 2.8 25

38 βultiWtimeIdensityIcorrelationIfunctionsIinIglassWformingIliquidskIProbingIdynamicalIheterogeneityI
andIitsIlifetime[IJournalmofmChemicalmPhysicsVI2010VIbddVIaeefbb 3.9 41

37 RoleIofItheI−ifetimeIofIuynamicalIyeterogeneityIinItheIwrequencyWuependentIStokesâ��vinsteinI
RelationIofISupercooledI−iquids[IJournalmofmthemPhysicalmSocietymofmJapanVI2010VIhjVIajdgab 1.5 16

36 βolecularIdynamicsIstudiesIofIslowIdynamicsIinIrandomImediakITypeIrWsIandIreentrantItransitions[I
EuropeanmPhysicalmJournal:mSpecialmTopicsVI2010VIbijVIbdfWbdj 2.3 19

35 βultipleItimeIscalesIhiddenIinIheterogeneousIdynamicsIofIglassWformingIliquids[IPhysicalmReviewmEVI
2009VIhjVIagafab 2.4 28

34 rnisotropicIcooperativeIstructuralIrearrangementsIinIshearedIsupercooledIliquids[IPhysicalmReviewm
LettersVI2009VIbacVIabgaab 7.4 70

33 SlowIdynamicsIinIrandomImediakItrossoverIfromIglassItoIlocalizationItransition[IEurophysicsmLettersVI
2009VIiiVIdgaac 1.6 61

32 UltrafastIenergyIrelaxationIandIanisotropyIdecayIofItheIlibrationalImotionIinIliquidIwaterkIrI
molecularIdynamicsIstudy[IJournalmofmChemicalmPhysicsVI2009VIbdbVIbgefbb 3.9 35

31 βolecularIdynamicsIsimulationIofInonlinearIspectroscopiesIofIintermolecularImotionsIinIliquidI
water[IAccountsmofmChemicalmResearchVI2009VIecVIbcfaWi 24.3 48

30 UltrafastIintermolecularIdynamicsIofIliquidIwaterkIaItheoreticalIstudyIonItwoWdimensionalIinfraredI
spectroscopy[IJournalmofmChemicalmPhysicsVI2008VIbciVIbfefcb 3.9 53

29
ProtonItransferIandIassociatedImolecularIrearrangementsIinItheIphotocycleIofIphotoactiveIyellowI
proteinkIroleIofIwaterImolecularImigrationIonItheIprotonItransferIreaction[IJournalmofmPhysicalm
ChemistrymBVI2007VIbbbVIcjeiWfg

3.4 18

28
wifthWorderItwoWdimensionalIRamanIspectroscopyIofIliquidIwaterVIcrystallineIiceIzhIandIamorphousI
iceskIsensitivityItoIanharmonicIdynamicsIandIlocalIhydrogenIbondInetworkIstructure[IJournalmofm
ChemicalmPhysicsVI2006VIbcfVIaiefag

3.9 30

27 βechanismIofIionIpermeationIinIaImodelIchannelkIwreeIenergyIsurfaceIandIdynamicsIofI–UIionI
transportIinIanIanionWdopedIcarbonInanotube[IJournalmofmPhysicalmChemistrymBVI2006VIbbaVIcaghbWh 3.4 26

26 OriginIofIslowIrelaxationIinIliquidWwaterIdynamicskIrIpossibleIscenarioIforItheIpresenceIofI
bottleneckIinIphaseIspace[IEurophysicsmLettersVI2006VIhdVIicgWidc 1.6 9

25 zsotopeIdilutionIeffectsIonItheIhydroxylWstretchIbandsIofIalcohols[IMolecularmPhysicsVI2005VIbadVIdhWee 1.7 11

(2005-2011)

5



24 rItheoreticalIstudyIonIanomalousItemperatureIdependenceIofIp–wIofIwater[IJournalmofmChemicalm
PhysicsVI2005VIbccVIbeefae 3.9 44

23 SlowIRelaxationIinIyamiltonianISystemsIwithIznternalIuegreesIofIwreedom[IAdvancesminmChemicalm
PhysicsVI2005VIdhdWecb

22 ProbingItheISpectralIuiffusionIofIVibrationalITransitionsIofIOtNWIandIStNWIinIβethanolIbyI
ThreeWPulseIznfraredIPhotonIvchoISpectroscopy[IJournalmofmPhysicalmChemistrymAVI2003VIbahVIfgedWfgej 2.8 40

21 OffWresonantItwoWdimensionalIfifthWorderIRamanIspectroscopyIofIliquidItSckIuetectionIofI
anharmonicIdynamics[IJournalmofmChemicalmPhysicsVI2003VIbbjVIjahdWjaih 3.9 58

20 TerahertzIRadiationISpectroscopyIonIthloroformItonfinedIinIPorousISilicaIxlasses[IMaterialsm
ResearchmSocietymSymposiamProceedingsVI2003VIhjaVIb

19 yeterodyneIdetectedIfifthWorderInonresonantIRamanIspectroscopyIofItSckIvvidenceIforI
anharmonicIcoupling[ISpringermSeriesminmChemicalmPhysicsVI2003VIffeWffg 0.3 2

18 βolecularIdynamicsIsimulationIofItheIiceInucleationIandIgrowthIprocessIleadingItoIwaterIfreezing[I
NatureVI2002VIebgVIeajWbd 50.4 649

17 rItheoreticalIstudyIonIdecompositionIofIformicIacidIinIsubWIandIsupercriticalIwater[IJournalmofm
ChemicalmPhysicsVI2002VIbbhVIhgdbWhgdj 3.9 29

16 OffWresonantIfifthWorderIresponseIfunctionIforItwoWdimensionalIRamanIspectroscopyIofIliquidsItScI
andIycO[IPhysicalmReviewmLettersVI2002VIiiVIcaheab 7.4 104

15 βechanismIofIprotonItransferIinIice[Izz[IyydrationVImodesVIandItransport[IJournalmofmChemicalmPhysics
VI2001VIbbfVIehecWehej 3.9 34

14 βechanismIofIfastIprotonItransferIinIicekIPotentialIenergyIsurfaceIandIreactionIcoordinateI
analyses[IJournalmofmChemicalmPhysicsVI2000VIbbdVIjajaWjbaa 3.9 60

13 WaterIuynamicskIIwluctuationVIRelaxationVIandIthemicalIReactionsIinIyydrogenIsondINetworkI
Rearrangement[IAccountsmofmChemicalmResearchVI1999VIdcVIhebWhej 24.3 229

12 xlobalIpotentialIenergyIsurfacesIofIwaterIclusterslIreactionIcoordinateIandIannealingIanalyses[I
JournalmofmMolecularmLiquidsVI1998VIhhVIjfWbad 6 9

11 OffWresonantIfifthWorderInonlinearIresponseIofIwaterIandItSckIrnalysisIbasedIonInormalImodes[I
JournalmofmChemicalmPhysicsVI1998VIbaiVIceaWcfb 3.9 145

10 wluctuationVIrelaxationIandIrearrangementIdynamicsIofIaImodelIRycOScaIclusterkINonWstatisticalI
dynamicalIbehavior[IJournalmofmChemicalmPhysicsVI1997VIbagVIddcjWdddh 3.9 18

9 ThirdIorderInonlinearIresponseIofIliquidIwater[IJournalmofmChemicalmPhysicsVI1997VIbagVIeiijWeijd 3.9 58

8 uynamicsIofIprotonIattachmentItoIwaterIclusterkIProtonItransferVIevaporationVIandIrelaxation[I
JournalmofmChemicalmPhysicsVI1996VIbafVIgdfiWgdgg 3.9 37

7 TranslationalIandIorientationalIdynamicsIofIaIwaterIclusterIRycOSbaiIandIliquidIwaterkIrnalysisIofI
neutronIscatteringIandIdepolarizedIlightIscattering[IJournalmofmChemicalmPhysicsVI1995VIbacVIdfggWdfhj 3.9 56

Shinji Saito

6



6 uynamicsIandIrelaxationIofIanIintermediateIsizeIwaterIclusterIRycOSbai[IJournalmofmChemicalm
PhysicsVI1994VIbabVIgagdWgahf 3.9 33

5 znstantaneousInormalImodeIanalysisIofIliquidIwater[IJournalmofmChemicalmPhysicsVI1994VIbaaVIgghcWggid 3.9 315

4 vxcitedIandIionizedIstatesIofIRuOeIandIOsOeIstudiedIbyISrtIandISrtWtzItheories[IInternationalm
JournalmofmQuantummChemistryVI1991VIdjVIjdWbbd 2.1 26

3 TheoreticalIstudyIforItheIexcitedIstatesIofIβoOeâ��nScâ��nIRnna~eSIandIβoSecâ��e[IJournalmofmChemicalm
PhysicsVI1990VIjdVIbigfWbihf 3.9 23

2 vlectronicIoriginIofImolybdenumWjfINβRIchemicalIshiftsIinImolybdenumIcomplexes[IRelationshipI
betweenIexcitationIenergyIandIchemicalIshift[IInorganicmChemistryVI1990VIcjVIdajfWdajh 5.1 21

1 SufficiencyIofIunidirectionalIallosteryIinI–aitIinIgeneratingItheIcyanobacterialIcircadianIrhythm 1

List of Publications

7


