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233 StructuralKstudyKofKsupercriticalKwater[Kz[KβuclearKmagneticKresonanceKspectroscopy[KJournaleofe
ChemicalePhysicsWK1997WKbahWKjbddXjbea 3.9 157

232 TheoryKofKsolutionsKinKtheKenergeticKrepresentation[Kz[Kwormulation[KJournaleofeChemicalePhysicsWK
2000WKbbdWKgahaXgaib 3.9 133

231 TheoryKofKsolutionsKinKtheKenergyKrepresentation[Kzz[KwunctionalKforKtheKchemicalKpotential[KJournale
ofeChemicalePhysicsWK2002WKbbhWKdgafXdgbg 3.9 128

230 TheoryKofKsolutionsKinKtheKenergyKrepresentation[Kzzz[KTreatmentKofKtheKmolecularKflexibility[KJournale
ofeChemicalePhysicsWK2003WKbbjWKjgigXjhac 3.9 108

229 ThermodynamicsKofKtheKyydrationKShell[Kb[KvxcessKvnergyKofKaKyydrophobicKSolute[KTheeJournaleofe
PhysicaleChemistryWK1994WKjiWKbageaXbagej 107

228 β−RKStudyKofKWaterKStructureKinKSuperXKandKSubcriticalKtonditions[KPhysicaleRevieweLettersWK1997WK
hiWKcfhdXcfhg 7.4 103

227 ThermodynamicsKofKtheKyydrationKShell[Kc[KvxcessKVolumeKandKtompressibilityKofKaKyydrophobicK
Solute[KTheeJournaleofePhysicaleChemistryWK1996WKbaaWKcgibXcgii 98

226 yydrotropykKmonomerXmicelleKequilibriumKandKminimumKhydrotropeKconcentration[KJournaleofe
PhysicaleChemistryeBWK2014WKbbiWKbafbfXce 3.4 83

225 SolventKeffectKonKpathwaysKandKmechanismsKforKuXfructoseKconversionKtoK
fXhydroxymethylXcXfuraldehydekKinKsituKbdtKβ−RKstudy[KJournaleofePhysicaleChemistryeAWK2013WKbbhWKcbacXbd2.8 83

224 ProteinKhydrationKandKunfoldingXXinsightsKfromKexperimentalKpartialKspecificKvolumesKandKunfoldedK
proteinKmodels[KFoldingekeDesignWK1998WKdWKbafXbi 81

223 rKquantumKchemicalKapproachKtoKtheKfreeKenergyKcalculationsKinKcondensedKsystemskKtheKQ−]−−K
methodKcombinedKwithKtheKtheoryKofKenergyKrepresentation[KJournaleofeChemicalePhysicsWK2004WKbcbWKdjijXjj3.9 75

222 PreferentialKsolvationkKdividingKsurfaceKvsKexcessKnumbers[KJournaleofePhysicaleChemistryeBWK2014WK
bbiWKdjccXda 3.4 74

221 TheKyofmeisterKseriesKandKproteinXsaltKinteractions[KJournaleofeChemicalePhysicsWK2006WKbceWKcdejaf 3.9 71

220 —ineticKandKequilibriumKstudyKonKformicKacidKdecompositionKinKrelationKtoKtheKwaterXgasXshiftK
reaction[KJournaleofePhysicaleChemistryeAWK2006WKbbaWKbbaicXja 2.8 70

219 ReversibleKmolecularKdynamicsKforKrigidKbodiesKandKhybridK−onteKtarlo[KJournaleofeChemicalePhysicsWK
1999WKbbaWKdcjbXddab 3.9 70

218 StructuralKstudyKofKsupercriticalKwater[Kzz[KtomputerKsimulations[KJournaleofeChemicalePhysicsWK1999WK
bbaWKiaaaXiabb 3.9 70

217 −onteKtarloKStudyKofKtheKvffectKofKPressureKonKyydrophobicKrssociation[KJournaleofePhysicale
ChemistryeBWK1997WKbabWKcafeXcaga 3.4 69
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216 rKnewKhighXtemperatureKmultinuclearXmagneticXresonanceKprobeKandKtheKselfXdiffusionKofKlightKandK
heavyKwaterKinKsubXKandKsupercriticalKconditions[KJournaleofeChemicalePhysicsWK2005WKbcdWKbgefag 3.9 68

215 StructuralKstudyKofKsupercriticalKwater[Kzzz[KRotationalKdynamics[KJournaleofeChemicalePhysicsWK2001WK
bbeWKebahXebbf 3.9 67

214 znKsituKkineticKstudyKonKhydrothermalKtransformationKofKuXglucoseKintoKfXhydroxymethylfurfuralK
throughKuXfructoseKwithKbdtKβ−R[KJournaleofePhysicaleChemistryeAWK2011WKbbfWKbeabdXcb 2.8 65

213 vndXpointKcalculationKofKsolvationKfreeKenergyKofKaminoXacidKanalogsKbyKmolecularKtheoriesKofK
solution[KChemicalePhysicseLettersWK2010WKejgWKdfbXdff 2.5 64

212 wreeXenergyKanalysisKofKsolubilizationKinKmicelle[KJournaleofeChemicalePhysicsWK2006WKbceWKbfejai 3.9 61

211 −atchingX−ismatchingKofKWaterKxeometryKandKyydrophobicKyydration[KJournaleofetheeAmericane
ChemicaleSocietyWK1994WKbbgWKbefaXbefg 16.4 59

210 wreeXenergyKanalysisKofKtheKmolecularKbindingKintoKlipidKmembraneKwithKtheKmethodKofKenergyK
representation[KJournaleofeChemicalePhysicsWK2008WKbciWKbjfbah 3.9 57

209 wreeXenergyKandKstructuralKanalysisKofKionKsolvationKandKcontactKionXpairKformationKofK°iSVTKwithK
sweSXTKandKPwgSXTKinKwaterKandKcarbonateKsolvents[KJournaleofePhysicaleChemistryeBWK2012WKbbgWKgehgXih 3.4 54

208 uynamicsKofKyydrophobicKyydrationKofKsenzene[KTheeJournaleofePhysicaleChemistryWK1996WKbaaWKbdefXbdej 54

207 SelfXdiffusionKcoefficientsKforKwaterKandKorganicKsolventsKatKhighKtemperaturesKalongKtheK
coexistenceKcurve[KJournaleofeChemicalePhysicsWK2008WKbcjWKcbefab 3.9 54

206 xelationKofKcarrageenankKvffectsKofKsugarsKandKpolyols[KFoodeHydrocolloidsWK2016WKfeWKcieXcjc 10.6 52

205 vrmodkKfastKandKversatileKcomputationKsoftwareKforKsolvationKfreeKenergyKwithKapproximateKtheoryK
ofKsolutions[KJournaleofeComputationaleChemistryWK2014WKdfWKbfjcXgai 3.5 47

204 γnKtheKlocalKandKnonlocalKcomponentsKofKsolvationKthermodynamicsKandKtheirKrelationKtoKsolvationK
shellKmodels[KJournaleofeChemicalePhysicsWK1998WKbajWKeigeXeihc 3.9 45

203 β−RKSpectroscopicKvvidenceKforKanKzntermediateKofKwormicKrcidKinKtheKWaterâ��xasâ��ShiftKReaction[K
JournaleofePhysicaleChemistryeAWK2004WKbaiWKhehjXheic 2.8 45

202 −echanismsKandK—ineticsKofKrcetaldehydeKReactionKinKSupercriticalKWaterkKKβoncatalyticK
uisproportionationWKtondensationWKandKuecarbonylation[KJournaleofePhysicaleChemistryeAWK2004WKbaiWKbbgdfXbbged2.8 45

201 xelationkKtheKroleKofKsugarsKandKpolyolsKonKgelatinKandKagarose[KJournaleofePhysicaleChemistryeBWK
2014WKbbiWKbdcbaXg 3.4 44

200 tontrollingKtheKequilibriumKofKformicKacidKwithKhydrogenKandKcarbonKdioxideKusingKionicKliquid[K
JournaleofePhysicaleChemistryeAWK2010WKbbeWKdfbaXf 2.8 44

199 PreferentialKhydrationKofKproteinskKrK—irkwoodXsuffKapproach[KChemicalePhysicseLettersWK2006WKecaWKfbiXfcc2.5 44
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198 TheKoriginKofKcooperativeKsolubilisationKbyKhydrotropes[KPhysicaleChemistryeChemicalePhysicsWK2016WK
biWKcfgcbXcfgci 3.6 42

197 tommunicationkKwreeXenergyKanalysisKofKhydrationKeffectKonKproteinKwithKexplicitKsolventkK
equilibriumKfluctuationKofKcytochromeKc[KJournaleofeChemicalePhysicsWK2011WKbdeWKaebbaf 3.9 42

196 yydrothermalKreactionsKofKformaldehydeKandKformicKacidkKfreeXenergyKanalysisKofKequilibrium[K
JournaleofeChemicalePhysicsWK2005WKbccWKahefaj 3.9 42

195 yydrothermalKcarbonXcarbonKbondKformationKandKdisproportionationsKofKtbKaldehydeskK
formaldehydeKandKformicKacid[KJournaleofePhysicaleChemistryeAWK2005WKbajWKggbaXj 2.8 41

194 StructureKandKdynamicsKofKwaterkKfromKambientKtoKsupercritical[KJournaleofeMoleculareLiquidsWK2001WK
jaWKhfXid 6 41

193
vvaluationKofKproteinXproteinKdockingKmodelKstructuresKusingKallXatomKmolecularKdynamicsK
simulationsKcombinedKwithKtheKsolutionKtheoryKinKtheKenergyKrepresentation[KJournaleofeChemicale
PhysicsWK2012WKbdhWKcbfbaf

3.9 39

192 rKnovelKquantumKmechanical]molecularKmechanicalKapproachKtoKtheKfreeKenergyKcalculationKforK
isomerizationKofKglycineKinKaqueousKsolution[KJournaleofeChemicalePhysicsWK2005WKbcdWKbcefae 3.9 38

191 vnergeticKoriginKofKprotonKaffinityKtoKtheKair]waterKinterface[KJournaleofePhysicaleChemistryeBWK2011WK
bbfWKehefXfb 3.4 37

190
SelfXtonsistentKueterminationKofKrtomicKthargesKofKzonicK°iquidKthroughKaKtombinationKofK
−olecularKuynamicsKSimulationKandKuensityKwunctionalKTheory[KJournaleofeChemicaleTheoryeande
ComputationWK2016WKbcWKiaeXbb

6.4 36

189
SlowdownKofKy]uKexchangeKreactionKrateKandKwaterKdynamicsKinKionicKliquidskKdeactivationKofK
solitaryKwaterKsolvatedKbyKsmallKanionsKinKbXbutylXdXmethylXimidazoliumKchloride[KJournaleofePhysicale
ChemistryeAWK2007WKbbbWKfebXd

2.8 36

188
PairXcorrelationKentropyKofKhydrophobicKhydrationkKdecompositionKintoKtranslationalKandK
orientationalKcontributionsKandKanalysisKofKsoluteXsizeKeffects[KJournaleofeChemicalePhysicsWK2006WK
bceWKacefbc

3.9 36

187 SuperXKandKsubcriticalKhydrationKofKnonpolarKsolutes[Kz[KThermodynamicsKofKhydration[KJournaleofe
ChemicalePhysicsWK2000WKbbcWKiaijXibaj 3.9 36

186 xastrophysicskKStatisticalKthermodynamicsKofKbiomolecularKdenaturationKandKgelationKfromKtheK
—irkwoodXsuffKtheoryKtowardsKtheKunderstandingKofKtofu[KFoodeHydrocolloidsWK2017WKgcWKbciXbdj 10.6 35

185
RotationalKdynamicsKofKwaterKandKbenzeneKcontrolledKbyKanionKfieldKinKionicKliquidskK
bXbutylXdXmethylimidazoliumKchlorideKandKhexafluorophosphate[KJournaleofeChemicalePhysicsWK2007WK
bchWKbaefag

3.9 34

184 yotKWaterKznducesKanKrcidXtatalyzedKReactionKinKztsKUndissociatedKworm[KBulletineofetheeChemicale
SocietyeofeJapanWK2004WKhhWKgjbXgjh 5.1 34

183 SelfXdiffusionKofKsupercriticalKwaterKinKextremelyKlowXdensityKregion[KJournaleofeChemicalePhysicsWK
2006WKbcfWKahedah 3.9 33

182 vffectKofKtoncentrationWKrcidWKTemperatureWKandK−etalKonKtompetitiveKReactionKPathwaysKforK
uecarbonylationKandKuecarboxylationKofKwormicKrcidKinKyotKWater[KChemistryeLettersWK2004WKddWKfhcXfhd 1.7 33

181 WhichKcarbonKoxideKisKmoreKsolublepKrbKinitioKstudyKonKcarbonKmonoxideKandKdioxideKinKaqueousK
solution[KChemicalePhysicseLettersWK2000WKdcdWKcfhXcgc 2.5 33
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180 UnifyingKhydrotropyKunderKxibbsKphaseKrule[KPhysicaleChemistryeChemicalePhysicsWK2017WKbjWKcdfjhXcdgaf3.6 31

179
tomputationKofKtheKfreeKenergyKchangeKassociatedKwithKoneXelectronKreductionKofKcoenzymeK
immersedKinKwaterkKaKnovelKapproachKwithinKtheKframeworkKofKtheKquantumKmechanical]molecularK
mechanicalKmethodKcombinedKwithKtheKtheoryKofKenergyKrepresentation[KJournaleofeChemicale
PhysicsWK2008WKbcjWKcafbad

3.9 31

178 znteractionXcomponentKanalysisKofKtheKureaKeffectKonKaminoKacidKanalogs[KPhysicaleChemistrye
ChemicalePhysicsWK2013WKbfWKedhhXjb 3.6 30

177 βoncatalyticKtannizzaroXtypeKReactionKofKrcetaldehydeKinKSupercriticalKWater[KChemistryeLettersWK
2003WKdcWKdbaXdbb 1.7 28

176 yydrationKpropertyKofKglobularKproteinskKrnKanalysisKofKsolvationKfreeKenergyKbyKenergyK
representationKmethod[KChemicalePhysicseLettersWK2010WKejhWKcbiXccc 2.5 27

175 themicalKequilibriumKofKformaldehydeKandKmethanediolKinKhotKwaterkKwreeXenergyKanalysisKofKtheK
solventKeffect[KJournaleofeMoleculareLiquidsWK2007WKbdeWKfiXgd 6 27

174 znteractionXcomponentKanalysisKofKtheKhydrationKandKureaKeffectsKonKcytochromeKc[KJournaleofe
ChemicalePhysicsWK2016WKbeeWKaifbac 3.9 26

173
wreeXenergyKanalysisKofKwaterKaffinityKinKpolymerKstudiedKbyKatomisticKmolecularKsimulationK
combinedKwithKtheKtheoryKofKsolutionsKinKtheKenergyKrepresentation[KJournaleofeChemicalePhysicsWK
2012WKbdhWKcdejad

3.9 25

172 rKunifiedKperspectiveKonKpreferentialKsolvationKandKadsorptionKbasedKonKinhomogeneousKsolvationK
theory[KPhysicaeA:eStatisticaleMechanicseandeItseApplicationsWK2018WKejcWKbjiiXbjjg 3.3 25

171 γriginKofKnonXlinearityKinKphaseKsolubilitykKsolubilisationKbyKcyclodextrinKbeyondKstoichiometricK
complexation[KPhysicaleChemistryeChemicalePhysicsWK2016WKbiWKbfcafXbh 3.6 24

170 β−RKStudyKonKtheKReorientationalKRelaxationKinKSupercriticalKrlcohols[KJournaleofePhysicale
ChemistryeAWK2004WKbaiWKbdbjXbdce 2.8 23

169
vnthalpyKandKvntropyKuecompositionKofKwreeXvnergyKthangesKforKSideXthainKtonformationsKofK
rsparticKrcidKandKrsparagineKinKrcidicWKβeutralWKandKsasicKrqueousKSolutions[KJournaleofePhysicale
ChemistryeBWK2002WKbagWKbcddgXbcded

3.4 23

168 —ineticKstudyKonKdisproportionationsKofKtbKaldehydesKinKsupercriticalKwaterkKmethanolKfromK
formaldehydeKandKformicKacid[KJournaleofePhysicaleChemistryeAWK2007WKbbbWKcgjhXhaf 2.8 22

167 SolvationKshellKdynamicsKstudiedKbyKmolecularKdynamicsKsimulationKinKrelationKtoKtheKtranslationalK
andKrotationalKdynamicsKofKsupercriticalKwaterKandKbenzene[KJournaleofeChemicalePhysicsWK2007WKbchWKbhefaj3.9 22

166 thlorideKzonKyydrationKandKuiffusionKinKSupercriticalKWaterKUsingKaKPolarizableKWaterK−odel[K
JournaleofePhysicaleChemistryeBWK2002WKbagWKdjhjXdjig 3.4 22

165
znvestigationKofKtheKdominantKhydrationKstructuresKamongKtheKionicKspeciesKinKaqueousKsolutionkK
novelKquantumKmechanics]molecularKmechanicsKsimulationsKcombinedKwithKtheKtheoryKofKenergyK
representation[KJournaleofeChemicalePhysicsWK2008WKbciWKagefah

3.9 21

164 wreeXenergyKanalysisKofKproteinKsolvationKwithKallXatomKmolecularKdynamicsKsimulationKcombinedK
withKaKtheoryKofKsolutions[KCurrenteOpinioneineStructuraleBiologyWK2017WKedWKefXfe 8.1 20

163 StructuralKcharacteristicsKofKyeastKwbXrTPaseKbeforeKandKafterKbgXdegreeKrotationKofKtheK˛‡KsubunitkK
theoreticalKanalysisKfocusedKonKtheKwaterXentropyKeffect[KJournaleofeChemicalePhysicsWK2012WKbdhWKadfbac3.9 20
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162 °imitedKslowdownKofKendocrineXdisruptorKdiffusionKinKconfinedKfluidKlipidKmembranes[KPhysicale
RevieweLettersWK2004WKjdWKceibab 7.4 20

161 βoncatalyticKuisproportionationKandKuecarbonylationKReactionsKofKsenzaldehydeKinKSupercriticalK
Water[KChemistryeLettersWK2004WKddWKgccXgcd 1.7 20

160
vnergeticsKofKnonpolarKandKpolarKcompoundsKinKcationicWKanionicWKandKnonionicKmicellesKstudiedKbyK
allXatomKmolecularKdynamicsKsimulationKcombinedKwithKaKtheoryKofKsolutions[KPhysicaleChemistrye
ChemicalePhysicsWK2016WKbiWKbdccdXdb

3.6 20

159 SpatialXuecompositionKrnalysisKofKvnergeticsKofKzonicKyydration[KJournaleofePhysicaleChemistryeBWK
2016WKbcaWKbibdXcb 3.4 19

158 −olecularKdynamicsKstudyKofKfastKdielectricKrelaxationKofKwaterKaroundKaKmolecularXsizedKion[K
JournaleofeChemicalePhysicsWK2012WKbdhWKccefac 3.9 19

157 vnergyXRepresentationKTheoryKofKSolutionskKztsKwormulationKandKrpplicationKtoKSoftWK−olecularK
rggregates[KBulletineofetheeChemicaleSocietyeofeJapanWK2019WKjcWKbjbaXbjch 5.1 19

156 TheKRoleKofKznterfacialKWaterKinKProteinX°igandKsindingkKznsightsKfromKtheKzndirectKSolventK−ediatedK
PotentialKofK−eanKworce[KJournaleofeChemicaleTheoryeandeComputationWK2018WKbeWKfbcXfcg 6.4 18

155 torrelationKanalysisKforKheatKdenaturationKofKTrpXcageKminiproteinKwithKexplicitKsolvent[KProteine
ScienceWK2016WKcfWKfgXgg 6.3 18

154 TheKmechanismKofKsaltKeffectsKonKstarchKgelatinizationKfromKaKstatisticalKthermodynamicK
perspective[KFoodeHydrocolloidsWK2019WKihWKfjdXgab 10.6 18

153
ScaledKPolynomialKvxpressionKforKSelfXuiffusionKtoefficientsKforKWaterWKsenzeneWKandKtyclohexaneK
overKaKWideKRangeKofKTemperaturesKandKuensities[KJournaleofeChemicalekamp;eEngineeringeDataWK
2010WKffWKcibfXcicd

2.8 18

152
tommunicationkKexploringKtheKreorientationKofKbenzeneKinKanKionicKliquidKviaKmolecularKdynamicskK
effectKofKtemperatureKandKsolventKeffectiveKchargeKonKtheKslowKdynamics[KJournaleofeChemicale
PhysicsWK2011WKbdeWKbjbbab

3.9 18

151 βuclearKmagneticKresonanceKstudyKonKrotationalKdynamicsKofKwaterKandKbenzeneKinKaKseriesKofKionicK
liquidskKanionKandKcationKeffects[KJournaleofeChemicalePhysicsWK2012WKbdhWKbjefad 3.9 18

150
−echanismsKandKkineticsKofKnoncatalyticKetherKreactionKinKsupercriticalKwater[Kc[KProtonXtransferredK
fragmentationKofKdimethylKetherKtoKformaldehydeKinKcompetitionKwithKhydrolysis[KJournaleofe
PhysicaleChemistryeAWK2005WKbajWKdffiXge

2.8 18

149 −olecularKdynamicsKsimulationsKofKyeastKwbXrTPaseKbeforeKandKafterKbg´°KrotationKofKtheK˛‡Ksubunit[K
JournaleofePhysicaleChemistryeBWK2013WKbbhWKdcjiXdah 3.4 17

148
rKtheoreticalKstudyKofKtheKtwoKbindingKmodesKbetweenKlysozymeKandKtriXβrxKwithKanKexplicitK
solventKmodelKbasedKonKtheKfragmentKmolecularKorbitalKmethod[KPhysicaleChemistryeChemicale
PhysicsWK2013WKbfWKdgegXfe

3.6 17

147 znsightsKintoKtheKoriginsKofKconfigurationalKstabilityKofKaxiallyKchiralKbiarylKaminesKwithKanK
intramolecularKβXyXβKhydrogenKbond[KJournaleofeOrganiceChemistryWK2010WKhfWKfadbXg 4.2 17

146 rcidXtatalyzedKyydrothermalKwormationKofKtarbonâ��tarbonKsondKinKxlycolicKrcidKfromKaKSeriesKofK
wormaldehydeKProducers[KChemistryeLettersWK2004WKddWKgceXgcf 1.7 17

145 –umpKinKtheKRotationalK−obilityKofKsenzeneKznducedKbyKtheKtlathrateKyydrateKwormation[KThee
JournaleofePhysicaleChemistryWK1995WKjjWKbdhhXbdhj 17

Nobuyuki Matubayasi

6



144 yydrotropyKandKscatteringkKpreXouzoKasKanKextendedKnearXspinodalKregion[KPhysicaleChemistrye
ChemicalePhysicsWK2017WKbjWKcghdeXcghec 3.6 16

143 SpatialXdecompositionKanalysisKofKelectricalKconductivityKinKconcentratedKelectrolyteKsolution[K
JournaleofeChemicalePhysicsWK2014WKbebWKaeebcg 3.9 16

142
SimpleKandKexactKapproachKtoKtheKelectronicKpolarizationKeffectKonKtheKsolvationKfreeKenergykK
formulationKforKquantumXmechanical]molecularXmechanicalKsystemKandKitsKapplicationsKtoKaqueousK
solutions[KJournaleofeChemicalePhysicsWK2012WKbdgWKcbefad

3.9 16

141 rssociationKandKuissociationKofKβonpolarKSolutesKinKSuperXKandKSubcriticalKWater[KJournaleofe
PhysicaleChemistryeBWK2000WKbaeWKbadfcXbadfi 3.4 16

140 wreeXvnergyKrnalysisKofKPeptideKsindingKinK°ipidK−embraneKUsingKrllXrtomK−olecularKuynamicsK
SimulationKtombinedKwithKTheoryKofKSolutions[KJournaleofePhysicaleChemistryeBWK2018WKbccWKdcbjXdccj 3.4 15

139 vffectiveKchargesKofKionicKliquidKdeterminedKselfXconsistentlyKthroughKcombinationKofKmolecularK
dynamicsKsimulationKandKdensityXfunctionalKtheory[KJournaleofeComputationaleChemistryWK2017WKdiWKcffjXcfgj3.5 15

138 tomputationKofKtheKreductionKfreeKenergyKofKcoenzymeKinKaqueousKsolutionKbyKtheKQ−]−−XvRK
method[KChemicalePhysicseLettersWK2008WKefgWKbhgXbia 2.5 15

137 βoncatalyticKkineticKstudyKonKsiteXselectiveKy]uKexchangeKreactionKofKphenolKinKsubXKandK
supercriticalKwater[KJournaleofeChemicalePhysicsWK2004WKbcbWKjgaXj 3.9 15

136 TumblingKandKspinningKdiffusionsKofKacetonitrileKinKwaterKandKorganicKsolvents[KJournaleofeChemicale
PhysicsWK2000WKbbcWKbegcXbehd 3.9 15

135 sosonKpeakWKelasticityWKandKglassKtransitionKtemperatureKinKpolymerKglasseskKvffectsKofKtheKrigidityKofK
chainKbending[KScientificeReportsWK2019WKjWKbjfbe 4.9 15

134 WaterKactivityKinKliquidKfoodKsystemskKrKmolecularKscaleKinterpretation[KFoodeChemistryWK2017WKcdhWKbbddXbbdi8.5 14

133 sindingKfreeKenergyKanalysisKofKproteinXproteinKdockingKmodelKstructuresKbyKevvRdock[KJournaleofe
ChemicalePhysicsWK2018WKbeiWKbafbab 3.9 14

132
tholesterolKlocationKandKorientationKinKaqueousKsuspensionKofKlargeKunilamellarKvesiclesKofK
phospholipidKrevealedKbyKintermolecularKnuclearKoverhauserKeffect[KJournaleofePhysicaleChemistryeBWK
2008WKbbcWKcgccXi

3.4 14

131
−echanismsKandKkineticsKofKnoncatalyticKetherKreactionKinKsupercriticalKwater[Kb[KProtonXtransferredK
fragmentationKofKdiethylKetherKtoKacetaldehydeKinKcompetitionKwithKhydrolysis[KJournaleofePhysicale
ChemistryeAWK2005WKbajWKdffaXh

2.8 14

130 uynamicKandKcuKβ−RKstudiesKonKhydrogenXbondingKaggregatesKofKcholesterolKinKlowXpolarityK
organicKsolvents[KJournaleofePhysicaleChemistryeBWK2006WKbbaWKbfcafXbb 3.4 14

129
tomputingKconformationalKfreeKenergyKdifferencesKinKexplicitKsolventkKrnKefficientKthermodynamicK
cycleKusingKanKauxiliaryKpotentialKandKaKfreeKenergyKfunctionalKconstructedKfromKtheKendKpoints[K
JournaleofeComputationaleChemistryWK2017WKdiWKbbjiXbcai

3.5 13

128 β−RXβγvKandK−uKsimulationKstudyKonKphospholipidKmembraneskKdependenceKonKmembraneK
diameterKandKmultipleKtimeKscaleKdynamics[KJournaleofePhysicaleChemistryeBWK2011WKbbfWKjbagXbf 3.4 13

127 uistributionXfunctionKapproachKtoKfreeKenergyKcomputation[KJournaleofeChemicalePhysicsWK2011WKbdfWKbbebai3.9 13

(2011-2017)

7



126 RotationalKdynamicsKofKbenzeneKandKwaterKinKanKionicKliquidKexploredKviaKmolecularKdynamicsK
simulationsKandKβ−RKTbKmeasurements[KJournaleofeChemicalePhysicsWK2012WKbdgWKahefai 3.9 13

125 WaterKasKanKinKsituKβ−RKindicatorKforKimpurityKacidsKinKionicKliquids[KAnalyticaleChemistryWK2009WKibWKeaaXh 7.8 13

124 beβKβ−RKSpectraKSensitivelyKReflectKSurfaceKturvatureKandKSegmentalK−otionKofKyydrophilicK
yeadgroupsKinK°ipidKsilayersKandK−icelles[KChemistryeLettersWK1997WKcgWKbagbXbagc 1.7 13

123 yighXSensitivityKRamanKSpectroscopyKofKSupercriticalKWaterKandK−ethanolKoverKaKWideKRangeKofK
uensity[KBulletineofetheeChemicaleSocietyeofeJapanWK2007WKiaWKbhgeXbhgj 5.1 13

122 tarbonâ��tarbonKsondKwormationKinKxlycolicKrcidKxeneratedKSpontaneouslyKfromKuichloromethaneK
inKyotKWater[KChemistryeLettersWK2004WKddWKdacXdad 1.7 13

121 RealXtimeKznXcellbjwKβ−RKStudyKonKUptakeKofKwluorescentKandKβonfluorescentbjwXγctaargininesK
intoKyumanK–urkatKtells[KChemistryeLettersWK2005WKdeWKbageXbagf 1.7 13

120
urasticKtompensationKofKvlectronicKandKSolvationKvffectsKonKrTPKyydrolysisKRevealedKthroughK
°argeXScaleKQ−]−−KSimulationsKtombinedKwithKaKTheoryKofKSolutions[KJournaleofePhysicale
ChemistryeBWK2017WKbcbWKcchjXccih

3.4 12

119 RelationshipKbetweenKSolvationKThermodynamicsKfromKzSTKandKuwTKPerspectives[KJournaleofe
PhysicaleChemistryeBWK2017WKbcbWKdicfXdieb 3.4 12

118 StatisticalKthermodynamicKfoundationKforKmesoscaleKaggregationKinKternaryKmixtures[KPhysicale
ChemistryeChemicalePhysicsWK2018WKcaWKbdhhhXbdhie 3.6 12

117 StructureKandKpermeabilityKofKionomersKstudiedKbyKatomisticKmolecularKsimulationKcombinedKwithK
theKtheoryKofKsolutionsKinKtheKenergyKrepresentation[KJournaleofeChemicalePhysicsWK2018WKbeiWKcbejad 3.9 12

116 winiteXsizeKeffectKonKtheKchargingKfreeKenergyKofKproteinKinKexplicitKsolvent[KJournaleofeChemicale
TheoryeandeComputationWK2015WKbbWKcbfXcd 6.4 12

115 vnergeticKcontributionsKfromKtheKcationKandKanionKtoKtheKstabilityKofKcarbonKdioxideKdissolvedKinK
imidazoliumXbasedKionicKliquids[KJournaleofePhysicaleChemistryeBWK2015WKbbjWKbfhjXih 3.4 12

114 SelfXdiffusionKcoefficientsKforKwaterKandKorganicKsolventsKinKextremelyKlowXdensityKsupercriticalK
states[KJournaleofeMoleculareLiquidsWK2009WKbehWKjgXbab 6 12

113 β−RKStudyKofKWaterKStructureKinKSuperXKandKSubcriticalKtonditionsK[Phys[KRev[K°ett[KhiWKcfhdK
SbjjhT][KPhysicaleRevieweLettersWK1997WKhiWKedajXedaj 7.4 12

112
tomparativeKstudyKonKtheKpropertiesKofKhydrationKwaterKofKβaXKandK—XhalideKionsKbyKRamanK
γy]γuXstretchingKspectroscopyKandKdielectricKrelaxationKdata[KJournaleofePhysicaleChemistryeAWK2014
WKbbiWKcjccXda

2.8 11

111 SpatialXdecompositionKanalysisKofKelectricalKconductivityKinKionicKliquid[KJournaleofeChemicalePhysicsWK
2014WKbebWKceefah 3.9 11

110 uensityKeffectKonKinfraredKspectrumKforKsupercriticalKwaterKinKtheKlowXKandKmediumXdensityKregionK
studiedKbyKmolecularKdynamicsKsimulation[KJournaleofeChemicalePhysicsWK2012WKbdhWKbjefag 3.9 11

109 β−RKstudyKonKtheKbindingKofKneuropeptideKachatinXzKtoKphospholipidKbilayerkKtheKequilibriumWK
locationWKandKpeptideKconformation[KBiophysicaleJournalWK2004WKihWKdhfXif 2.9 11

Nobuyuki Matubayasi
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108 βuclearKmagneticKresonanceKandKmolecularKdynamicsKsimulationKstudyKonKtheKreorientationalK
relaxationKofKsolutesKinKsupercriticalKmethanol[KJournaleofeMoleculareLiquidsWK2005WKbbjWKbbjXbcd 6 11

107 RefiningKevvRdockkKzmprovedKselectionKofKgoodKproteinXproteinKcomplexKmodelsKachievedKbyK−uK
optimizationKandKuseKofKmultipleKconformations[KJournaleofeChemicalePhysicsWK2018WKbejWKbjfbab 3.9 11

106 γsmolyteKdepletionKviewedKinKtermsKofKtheKdividingKmembraneKandKitsKworkKofKexpansionKagainstK
osmoticKpressure[KBiophysicaleChemistryWK2017WKcdbWKbbbXbbf 3.5 10

105 −uKsimulationKanalysisKofKresinKfillingKintoKnanoXsizedKporeKformedKonKmetalKsurface[KAppliede
SurfaceeScienceWK2018WKechWKbaieXbajb 6.7 10

104
βoncatalyticKhydrothermalKeliminationKofKtheKterminalKuXglucoseKunitKfromKmaltoXKandK
celloXoligosaccharidesKthroughKtransformationKtoKuXfructose[KJournaleofePhysicaleChemistryeAWK2012WK
bbgWKbaadjXej

2.8 10

103 yydrationKstructureKaroundKtγcKcapturedKinKaqueousKamineKsolutionsKobservedKbyKhighKenergyK
XXrayKscattering[KInternationaleJournaleofeGreenhouseeGaseControlWK2011WKfWKbfddXbfdj 4.2 10

102 PartialKpairKcorrelationKfunctionsKofKlowXdensityKsupercriticalKwaterKdeterminedKbyKneutronK
diffractionKwithKtheKy]uKisotopicKsubstitutionKmethod[KJournaleofePhysicaleChemistryeBWK2008WKbbcWKegihXjd3.4 10

101 uiffusionKdynamicsKofKsupercooledKwaterKmodeledKwithKtheKcageXjumpKmotionKandKhydrogenXbondK
rearrangement[KJournaleofeChemicalePhysicsWK2019WKbfaWKcaefac 3.9 9

100 SpatiallyXuecomposedKwreeKvnergyKofKSolvationKsasedKonKtheKvndpointKuensityXwunctionalK−ethod[K
JournaleofeChemicaleTheoryeandeComputationWK2019WKbfWKcijgXcjbc 6.4 9

99 ResinKfillingKintoKnanoXsizedKporeKonKmetalKsurfaceKanalyzedKbyKallXatomKmolecularKdynamicsK
simulationKoverKaKvarietyKofKresinKandKporeKsizes[KPolymerWK2018WKbfaWKdgaXdha 3.9 9

98
rnionXdependenceKofKfastKrelaxationKcomponentKinKβaXWK—XhalideKsolutionsKatKlowKconcentrationsK
measuredKbyKhighXresolutionKmicrowaveKdielectricKspectroscopy[KJournaleofePhysicaleChemistryeAWK
2013WKbbhWKeifbXgc

2.8 9

97 −olecularKinsightsKonKconfinedKwaterKinKtheKnanochannelsKofKselfXassembledKionicKliquidKcrystal[K
ScienceeAdvancesWK2021WKhWK 14.3 9

96 wreeXenergyKanalysisKofKtheKhydrationKandKcosolventKeffectsKonKtheK˛†XsheetKaggregationKthroughK
allXatomKmolecularKdynamicsKsimulation[KJournaleofeChemicalePhysicsWK2019WKbfaWKbefbab 3.9 8

95 ProbabilisticKanalysisKforKidentifyingKtheKdrivingKforceKofKproteinKfolding[KJournaleofeChemicalePhysicsWK
2018WKbeiWKbcfbab 3.9 8

94
wreeXenergyKanalysisKofKlysozymeâ��triβrxKbindingKmodesKwithKallXatomKmolecularKdynamicsK
simulationKcombinedKwithKtheKsolutionKtheoryKinKtheKenergyKrepresentation[KChemicalePhysicse
LettersWK2013WKffjWKjeXji

2.5 8

93 znteractionXcomponentKanalysisKofKtheKeffectsKofKureaKandKitsKalkylatedKderivativesKonKtheKstructureK
ofKTeXlysozyme[KJournaleofeChemicalePhysicsWK2017WKbegWKccfbad 3.9 8

92 PhysicalKdrivingKforceKofKactomyosinKmotilityKbasedKonKtheKhydrationKeffect[KCytoskeletonWK2017WKheWKfbcXfch2.4 8

91
wreeXenergyKanalysisKofKtheKelectronXdensityKfluctuationKinKtheK
quantumXmechanical]molecularXmechanicalKsimulationKcombinedKwithKtheKtheoryKofKenergyK
representation[KJournaleofeChemicalePhysicsWK2012WKbdgWKaeefaf

3.9 8

(2012-2005)
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90 yydrothermalKtXtKbondKformationKandKdisproportionationKofKacetaldehydeKwithKformicKacid[K
JournaleofePhysicaleChemistryeAWK2008WKbbcWKgjfaXj 2.8 8

89 PressureKvffectKonKyydrophobicKyydrationkKKRotationalKuynamicsKofKsenzene[KJournaleofePhysicale
ChemistryeAWK1999WKbadWKggifXggja 2.8 8

88 SelfXtonsistentKSchemeKtombiningK−uKandKγrderXKuwTK−ethodskKrnKzmprovedKSetKofK
βonpolarizableKworceKwieldsKforKzonicK°iquids[KJournaleofeChemicaleTheoryeandeComputationWK2020WKbgWKgfbXggf6.4 8

87 °earningKreactionKcoordinatesKviaKcrossXentropyKminimizationkKrpplicationKtoKalanineKdipeptide[K
JournaleofeChemicalePhysicsWK2020WKbfdWKafebbf 3.9 8

86 StructureKandKuynamicsKofKtheKyydrationKShellkKSpatiallyKuecomposedKTimeKtorrelationKrpproach[K
JournaleofeChemicaleTheoryeandeComputationWK2019WKbfWKiadXibc 6.4 8

85 TheKvxcessKthemicalKPotentialKofKWaterKatKtheKznterfaceKwithKaKProteinKfromKvndKPointKSimulations[K
JournaleofePhysicaleChemistryeBWK2018WKbccWKehaaXehah 3.4 7

84 QuantifyingKnonXspecificKinteractionsKbetweenKflavourKandKfoodKbiomolecules[KFoodeandeFunctionWK
2017WKiWKcjjjXdaaj 6.1 7

83 vffectKofKheavyKhydrogenKisotopesKonKtheKvibrationalKlineKshapeKforKsupercriticalKwaterKthroughK
rotationalKcouplings[KJournaleofeChemicalePhysicsWK2013WKbdiWKbdefai 3.9 7

82 TheKeffectKofKpressureKonKhalothaneKbindingKtoKhydratedKu−PtKbilayers[KMolecularePhysicsWK2012WK
bbaWKbegbXbegh 1.7 7

81 wreeXenergyKchangeKofKinsertingKhalothaneKintoKdifferentKdepthsKofKaKhydratedKu−PtKbilayer[K
ChemicalePhysicseLettersWK2008WKegcWKbbcXbbf 2.5 7

80 rnKapproachKtoKtheKsolvationKfreeKenergyKinKtermsKofKtheKdistributionKfunctionsKofKtheK
soluteâ��solventKinteractionKenergy[KJournaleofeMoleculareLiquidsWK2005WKbbjWKcdXcj 6 7

79 SolubilizationKpowerKofKsurfactantXfreeKmicroemulsions[KPhysicaleChemistryeChemicalePhysicsWK2020WK
ccWKccbifXccbij 3.6 7

78
TransportKPropertiesKofKzonicK°iquidKandKSodiumKSaltK−ixturesKforKSodiumXzonKsatteryKvlectrolytesK
fromK−olecularKuynamicsKSimulationKwithKaKSelfXtonsistentKrtomicKthargeKuetermination[KJournale
ofePhysicaleChemistryeBWK2020WKbceWKhcjbXhdaf

3.4 7

77 wluctuationKadsorptionKtheorykKquantifyingKadsorbateXadsorbateKinteractionKandKinterfacialKphaseK
transitionKfromKanKisotherm[KPhysicaleChemistryeChemicalePhysicsWK2020WKccWKcidaeXcidbg 3.6 7

76 rnKaccurateKandKefficientKcomputationKmethodKofKtheKhydrationKfreeKenergyKofKaKlargeWKcomplexK
molecule[KJournaleofeChemicalePhysicsWK2015WKbecWKbhfbab 3.9 6

75 zonKhydrationkKlinkingKselfXdiffusionKandKreorientationalKmotionKtoKwaterKstructure[KPhysicale
ChemistryeChemicalePhysicsWK2018WKcaWKfjajXfjbh 3.6 6

74
znteractionKofKnaphthaleneKderivativesKwithKlipidsKinKmembranesKstudiedKbyKtheKbyXnuclearK
γverhauserKeffectKandKmolecularKdynamicsKsimulation[KPhysicaleChemistryeChemicalePhysicsWK2012WK
beWKbeaejXga

3.6 6

73 SideXchainKconformationalKthermodynamicsKofKasparticKacidKresidueKinKtheKpeptidesKandKachatinXzKinK
aqueousKsolution[KBiophysicaleJournalWK2004WKigWKbbceXdh 2.9 6

Nobuyuki Matubayasi
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72 zntensiveKnatureKofKfluctuationskKReconceptualizingK—irkwoodXsuffKtheoryKviaKelementaryKalgebra[K
JournaleofeMoleculareLiquidsWK2020WKdbiWKbbeccf 6 6

71 SorptionkKrKStatisticalKThermodynamicKwluctuationKTheory[KLangmuirWK2021WKdhWKhdiaXhdjb 4 6

70 PhaseKstabilityKconditionKandKliquidâ��liquidKphaseKseparationKunderKmesoscaleKconfinement[KPhysicae
A:eStatisticaleMechanicseandeItseApplicationsWK2021WKfgdWKbcfdif 3.3 6

69 tonstructionKofKisostructuralKhydrogenXbondedKorganicKframeworkskKlimitationsKandKpossibilitiesKofK
poreKexpansion[KChemicaleScienceWK2021WKbcWKjgahXjgbi 9.4 6

68 ThermodynamicKstabilityKconditionKcanKjudgeKwhetherKaKnanoparticleKdispersionKcanKbeKconsideredK
aKsolutionKinKaKsingleKphase[KJournaleofeColloideandeInterfaceeScienceWK2020WKfhfWKehcXehj 9.3 5

67 SpatialXdecompositionKanalysisKofKviscosityKwithKapplicationKtoK°ennardX–onesKfluid[KJournaleofe
ChemicalePhysicsWK2018WKbeiWKajefab 3.9 5

66 −orphologyKstudyKofKu−Pt]uyPtKmixturesKbyKsolutionXstateKbyWKdbPKβ−RWKandKβγvK
measurements[KJournaleofeMoleculareLiquidsWK2016WKcbhWKgcXgj 6 5

65 yowKdoKhydrogenKbondsKbreakKinKsupercooledKwaterpkKuetectingKpathwaysKnotKgoingKthroughK
saddleKpointKofKtwoXdimensionalKpotentialKofKmeanKforce[KJournaleofeChemicalePhysicsWK2018WKbeiWKceefab3.9 5

64 zmplicitKfunctionKtheoremKandK–acobiansKinKsolvationKandKadsorption[KPhysicaeA:eStatisticale
MechanicseandeItseApplicationsWK2021WKfhaWKbcfiab 3.3 5

63 SpatialXuecompositionKrnalysisKofKvlectricalKtonductivity[KChemicaleRecordWK2018WKbjWKhcd 6.6 5

62 tooperativeKSorptionKonKPorousK−aterials[KLangmuirWK2021WKdhWKbachjXbacja 4 5

61 rdsorbateXadsorbateKinteractionsKonKmicroporousKmaterials[KMicroporouseandeMesoporouseMaterials
WK2021WKdcdWKbbbcfe 5.3 5

60 vnergeticKrnalysisKofKrdsorptionKandKrbsorptionKofKSmallK−oleculeKtoKβanodropletKofKWater[K
JournaleofePhysicaleChemistryeBWK2017WKbcbWKfjjfXgaab 3.4 4

59 PseudomonasKaeruginosaKcytochromeKcKdenaturationKbyKfiveKsystematicKureaKderivativesKthatKdifferK
inKtheKalkylKchainKlength[KBioscienceqeBiotechnologyeandeBiochemistryWK2017WKibWKbcheXbchi 2.1 4

58 sridgingKtheKgapKbetweenKmolecularKdynamicsKandKhydrodynamicsKinKnanoscaleKsrownianKmotions[K
SofteMatterWK2019WKbfWKediaXedja 3.6 4

57 wreeXenergyKanalysisKofKphysisorptionKonKsolidXliquidKinterfaceKwithKtheKsolutionKtheoryKinKtheK
energyKrepresentation[KJournaleofeChemicalePhysicsWK2018WKbejWKabefae 3.9 4

56 vffectKofKdiffusenessKofKmicelleKboundaryKonKtheKsoluteKdistributionKuponKsolubilization[KChemicale
PhysicseLettersWK2015WKgceWKbjXcd 2.5 4

55 yighXvnergyKXXrayKuiffractionKStudyKonKtheKzntramolecularKStructureKofKcXrminoethanolKinKtheK
°iquidKState[KBulletineofetheeChemicaleSocietyeofeJapanWK2013WKigWKjjXbad 5.1 4

(2013-2020)
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54 wrequencyXdomainKinvestigationKofKtheKionicKmobilityKofKtriflateKsaltsKinKtetrahydrofuran[KJournaleofe
PhysicaleChemistryeBWK2011WKbbfWKbcffiXgf 3.4 4

53 SelfXdiffusionKinKsupercriticalKwaterKandKbenzeneKinKhighXtemperatureKhighXpressureKconditionsK
studiedKbyKβ−RKandKdynamicKsolvationXshellKmodel[KJournaleofePhysics:eConferenceeSeriesWK2010WKcbfWKabcajd0.3 4

52 SynthesisKofKuimethylKvtherKfromKSupercriticalK−ethanolKinKtheKPresenceKofKrluminum[KChemistrye
LettersWK2004WKddWKdjeXdjf 1.7 4

51 WaterKuissolvedKinKaKVarietyKofKPolymersKStudiedKbyK−olecularKuynamicsKSimulationKandKaKTheoryK
ofKSolutions[KJournaleofePhysicaleChemistryeBWK2021WKbcfWKjdfhXjdhb 3.4 4

50 thainXzncrementK−ethodKforKwreeXvnergyKtomputationKofKaKPolymerKwithKrllXrtomK−olecularK
Simulations[KMacromoleculesWK2020WKfdWKhhfXhii 5.5 3

49 PathwaysKandK—ineticsKofKrnisoleKPyrolysisKStudiedKbyKβ−RKandKSelectiveKbdtK°abeling[KyeterolyticK
tarbonK−onoxideKxeneration[KBulletineofetheeChemicaleSocietyeofeJapanWK2012WKifWKbceXbdc 5.1 3

48 uynamicsKinKwluids[KuynamicKStructuralKrnalysisKofKSupercriticalKWater[[KRevieweofeHighePressuree
ScienceeandeTechnologytKoatsuryokueNoeKagakueToeGijutsuWK2000WKbaWKcidXcij 0 3

47 StructureKofKWaterKatKyighKTemperaturesKandKPressures[[KRevieweofeHighePressureeScienceeande
TechnologytKoatsuryokueNoeKagakueToeGijutsuWK1997WKgWKbgXcd 0 3

46 tooperativityKinKmicellarKsolubilization[KPhysicaleChemistryeChemicalePhysicsWK2021WKcdWKihafXihbg 3.6 3

45
rKQuantumKthemicalKrpproachKtoKwreeKvnergyKtalculationKforKthemicalKReactionsKinKtondensedK
SystemkKtombinationKofKaKQuantumKthemicalK−ethodKwithKaKTheoryKofKStatisticalK−echanics[K
ChallengeseandeAdvanceseineComputationaleChemistryeandePhysicsWK2008WKeffXfaf

0.7 3

44
tonsistencyKofKgeometricalKdefinitionsKofKhydrogenKbondsKbasedKonKtheKtwoXdimensionalKpotentialK
ofKmeanKforceKwithKrespectKtoKtheKtimeKcorrelationKinKliquidKwaterKoverKaKwideKrangeKofK
temperatures[KJournaleofeMoleculareLiquidsWK2019WKcjeWKbbbgad

6 2

43 yydrationKstructureKofKtγcXabsorbedKcXaminoethanolKstudiedKbyKneutronKdiffractionKwithKtheK
beβ]bfβKisotopicKsubstitutionKmethod[KJournaleofePhysicaleChemistryeBWK2014WKbbiWKbeadXba 3.4 2

42
uevelopmentKofKaKQuantumKthemicalK−ethodKtombinedKwithKaKTheoryKofKSolutionsâ��wreeXvnergyK
talculationKforKthemicalKReactionsKbyKtondensedKPhaseKSimulations[KAdvanceseineQuantume
ChemistryWK2010WKfjWKcidXdfb

1.4 2

41 zntermolecularKProtonKTransferKfromKwormaldehydeKzntermediateKtoKrnisoleKinKβoncatalyticK
PyrolysiskKPhenolKProducedKwithoutKyydrolysis[KChemistryeLettersWK2006WKdfWKbddeXbddf 1.7 2

40 pppppppppp[KElectrochemistryWK1999WKghWKjiiXjjd 1.2 2

39 β−RKStudyKofKtheKStructureKandKuynamicsKofKSupercriticalKWater[KRevieweofeHighePressureeSciencee
andeTechnologytKoatsuryokueNoeKagakueToeGijutsuWK2003WKbdWKdcaXdch 0 2

38 SpatialXuecompositionKrnalysisKofKvlectricalKtonductivityKinK−ixturesKofKzonicK°iquidKandKSodiumK
SaltKforKSodiumXzonKsatteryKvlectrolytes[KJournaleofePhysicaleChemistryeBWK2021WKbcfWKddheXddif 3.4 2

37 UnderstandingKtheKscalingKofKbosonKpeakKthroughKinsensitivityKofKelasticKheterogeneityKtoKbendingK
rigidityKinKpolymerKglasses[KJournaleofePhysicseCondensedeMatterWK2021WKddWK 1.8 2

Nobuyuki Matubayasi
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36 tavityKParticleKinKrqueousKSolutionKwithKaKyydrophobicKSolutekKStructureWKvnergeticsWKandK
wunctionals[KJournaleofePhysicaleChemistryeBWK2020WKbceWKfccaXfcdh 3.4 1

35
vffectKofKRotationKonKVibrationalKSpectrumKofKSupercriticalKWaterkKrnalysisKofKuependenciesKonK
uensityKandKyydrogenKzsotopes[KRevieweofeHighePressureeScienceeandeTechnologytKoatsuryokueNoe
KagakueToeGijutsuWK2016WKcgWKdcdXddc

0 1

34 βovelKzntermolecularKSurfaceKworceKUnveilsKtheKurivingKworceKofKtheKrctomyosinKSystemK2018WKcfhXche 1

33 SpatialKuistributionKofKzonicKyydrationKvnergyKandKyyperX−obileKWaterK2018WKddXfc 1

32 °ocalKviscoelasticityKatKresinXmetalKinterfaceKanalyzedKwithKspatialXdecompositionKformulaKforK
relaxationKmodulus[KJournaleofeChemicalePhysicsWK2019WKbfbWKbbejae 3.9 1

31
vffectKofKRotationalKtouplingsKonKVibrationalKSpectrumK°ineKShapeKofKtheKsendingK−odeKinK
°owXuensityKSupercriticalKWaterkKuensityKandKyydrogenKzsotopesKuependencies[KJournaleofeSolutione
ChemistryWK2014WKedWKbejjXbfai

1.8 1

30 −eanXfieldKtheoryKofKsolutionskKthemicalKpotentialKandKsolutionKstructureKinKtheKsuperpositionK
approximation[KJournaleofeChemicalePhysicsWK1996WKbaeWKfcgfXfchi 3.9 1

29 SimulatingKtheKnematicXisotropicKphaseKtransitionKofKliquidKcrystalKmodelKviaKgeneralizedK
replicaXexchangeKmethod[[KJournaleofeChemicalePhysicsWK2022WKbfgWKabejab 3.9 1

28
−olecularKStructureKandKVibrationalKSpectraKofKWaterK−oleculesKSorbedKinK
PolyScXmethoxyethylacrylateTKRevealedKbyK−olecularKuynamicsKSimulation[KJournaleofePhysicale
ChemistryeBWK2021WKbcfWKbcajfXbcbad

3.4 1

27 StructureWKuynamicsWKandKReactionKofKSupercriticalKWater[[KRevieweofeHighePressureeScienceeande
TechnologytKoatsuryokueNoeKagakueToeGijutsuWK2002WKbcWKbfjXbgg 0 1

26
RecentKrdvancesKinKStudiesKonKγrganicKReactionsKinKWaterKatKyighKTemperaturesKandKyighK
Pressures[KRevieweofeHighePressureeScienceeandeTechnologytKoatsuryokueNoeKagakueToeGijutsuWK2010WK
caWKeaXej

0 1

25 vnergeticsKofKcosolventKeffectKonKpeptideKaggregation[KBiophysicseandePhysicobiologyWK2019WKbgWKbifXbjf 1.4 1

24 StatisticalKthermodynamicsKofKregularKsolutionsKandKsolubilityKparameters[KJournaleofeMoleculare
LiquidsWK2019WKchdWKgcgXgdd 6 1

23 vxplainingKreactionKcoordinatesKofKalanineKdipeptideKisomerizationKobtainedKfromKdeepKneuralK
networksKusingKvxplainableKrrtificialKzntelligenceKSXrzT[[KJournaleofeChemicalePhysicsWK2022WKbfgWKbfebai 3.9 1

22 SolvationKThermodynamicsKfromKtheKPerspectiveKofKvndpointsKuwT[KJournaleofePhysicaleChemistryeBWK
2020WKbceWKbbhhbXbbhic 3.4 0

21 βewlyKuesignedKβeutronKuiffractionKtellKforKwluidsKatKyighKTemperaturesKandKyighKPressures[K
JapaneseeJournaleofeAppliedePhysicsWK2010WKejWKabggac 1.4 0

20 rtomisticKdescriptionKofKmolecularKbindingKprocessesKbasedKonKreturningKprobabilityKtheory[K
JournaleofeChemicalePhysicsWK2021WKbffWKcaefad 3.9 0

19 TransitionKpathwayKofKhydrogenKbondKswitchingKinKsupercooledKwaterKanalyzedKbyKtheK−arkovKstateK
model[KJournaleofeChemicalePhysicsWK2021WKbfeWKcdefab 3.9 0

(2021-2020)
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18 SolvationKenergeticsKofKproteinsKandKtheirKaggregatesKanalyzedKbyKallXatomKmolecularKdynamicsK
simulationsKandKtheKenergyXrepresentationKtheoryKofKsolvation[KChemicaleCommunicationsWK2021WKfhWKjjgiXjjhi5.8 0

17 TemperatureKuependenceKofKSorption[KLangmuirWK2021WKdhWKbbaaiXbbabh 4 0

16 sreakdownKofKtheKStokesXvinsteinKrelationKinKsupercooledKliquidskKrKcageXjumpKperspective[KJournale
ofeChemicalePhysicsWK2021WKbffWKbbefad 3.9 0

15 vffectsKofKchainKlengthKonKRouseKmodesKandKnonXxaussianityKinKlinearKandKringKpolymerKmelts[K
JournaleofeChemicalePhysicsWK2021WKbffWKbcejab 3.9 0

14 vnsembleKtransformationKinKtheKfluctuationKtheory[KPhysicaeA:eStatisticaleMechanicseandeItse
ApplicationsWK2022WKfifWKbcgeda 3.3 0

13 ProteinXProteinKtomplexKStructureKPredictionKusingKtheKSolutionKTheoryKinKtheKvnergyK
Representation[KBiophysicaleJournalWK2017WKbbcWKfdaXfea 2.9

12
cSuPXagKznteractionXtomponentKrnalysisKonKProteinKStructureKinKvxplicitKSolventSsiomolecularK
machineryKdrivenKbyKsurroundingKwaterWSymposiumWTheKfcthKrnnualK−eetingKofKtheKsiophysicalK
SocietyKofK–apanSsS–cabeTT[KSeibutsueButsuriWK2014WKfeWKSbde

0

11
dPafbKwiniteXsizeKeffectKonKtheKchargingKfreeKenergyKforKproteinKsystemSabt[KProteinkK
PropertyWPosterWTheKfcndKrnnualK−eetingKofKtheKsiophysicalKSocietyKofK–apanSsS–cabeTT[KSeibutsue
ButsuriWK2014WKfeWKScfh

0

10
dPbdcKγnKtheKyydrationKuynamicsKandKvnergeticsKofKrlkaliKhalideKandKPhosphateKzonsKbyKuielectricK
RelaxationKSpectroscopyKandK−olecularKuynamicsSah[KWaterKQKyydrationKQKvlectrolyteWPosterWTheK
fcndKrnnualK−eetingKofKtheKsiophysicalKSocietyKofK–apanSsS–cabeTT[KSeibutsueButsuriWK2014WKfeWKScha

0

9 wreeXenergyKrnalysisKofKsindingKwunctionsKofKSoftK−olecularKrggregatesKonKtheKsasisKofKtheK
vxtendedKtonceptKofKSolvation[KBunsekieKagakuWK2015WKgeWKbifXbii 0.2

8
βewK−ethodKforKPreciseK−easurementKofKuensityKofKSupercriticalKwluidKoverKaKWideKRangeKofK
Pressure[KRevieweofeHighePressureeScienceeandeTechnologytKoatsuryokueNoeKagakueToeGijutsuWK2006WK
bgWKdhjXdia

0

7 wreeXvnergyKrnalysisKofKSolutionsKinKtheK−ethodKofKvnergyKRepresentation[KSeibutsueButsuriWK2006WK
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