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i Paper IF Citations

143 RemarkedJSuppressionJofJr˛†JγrotomerWγrotomerJuissociationJReactionJvlucidatedJbyJMolecularJ
uynamicsJSimulationXXJProteins:hStructurewhFunctionhandhBioinformaticsVJ2022VJ 4.2 1

142 tollectiveJresidueJinteractionsJinJtrimerJcomplexesJofJSrRSWtoVWcJspikeJproteinsJanalyzedJbyJ
fragmentJmolecularJorbitalJmethodXJAppliedhPhysicshExpressVJ2022VJbfVJabhaab 2.4 2

141 πuantumJsrainJuynamicsJinJcUbJdimensionskJαonWequilibriumJanalysisJtowardsJmemoryJformationsXJ
PhysicahA:hStatisticalhMechanicshandhItshApplicationsVJ2022VJfjiVJbchdjh 3.3

140
vlucidatingJmicroscopicJeventsJdrivenJbyJxTγJhydrolysisJreactionJinJtheJRasWxrγJsystemJwithJ
semiWreactiveJmolecularJdynamicsJsimulationskJtheJalternativeJroleJofJaJphosphateJbindingJloopJforJ
mechanicalJenergyJstorageXJPhysicalhChemistryhChemicalhPhysicsVJ2021VJcdVJcgbfbWcgbge

3.6 1

139 wragmentJmolecularJorbitalJcalculationsJforJbiomoleculesXJCurrenthOpinionhinhStructuralhBiologyVJ
2021VJhcVJbchWbde 8.1 3

138
znJsilicoJmodelingJofJγrXiWγγrR˛‡JfusionJproteinJinJthyroidJcarcinomakJinfluenceJofJstructuralJ
perturbationJbyJfusionJonJligandWbindingJaffinityXJJournalhofhComputerxAidedhMolecularhDesignVJ2021VJ
dfVJgcjWgec

4.2

137 rppearanceJofJThermalJTimeXJFoundationshofhPhysicsVJ2021VJfbVJ 1.2 1

136 αonWequilibriumJπuantumJsrainJuynamicsJzzkJwormulationJinJdUbJdimensionsXJPhysicahA:hStatisticalh
MechanicshandhItshApplicationsVJ2021VJfghVJbcfhag 3.3 2

135 uensityWMatrixJsasedJSchemeJofJsasisJSelectionJforJöinearJtombinationJofJwragmentJMolecularJ
βrbitalsXJJournalhofhthehPhysicalhSocietyhofhJapanVJ2021VJjaVJagedab 1.5

134 uynamicJtooperativityJofJöigandWResidueJznteractionsJvvaluatedJwithJtheJwragmentJMolecularJ
βrbitalJMethodXJJournalhofhPhysicalhChemistryhBVJ2021VJbcfVJgfabWgfbc 3.4 8

133 tomparisonJofJVariousJwragmentationJMethodsJforJπuantumJthemicalJtalculationsJofJöargeJ
MolecularJSystemsJ2021VJbfWch

132 TheJrszαzTWMγJγrogramJ2021VJfdWgh 2

131 wragmentJMolecularJβrbitalJMethodJasJtlusterJvxpansionJ2021VJdWbe

130
wMβuskJTheJWorldQsJwirstJuatabaseJofJπuantumJMechanicalJtalculationsJforJsiomacromoleculesJ
sasedJonJtheJwragmentJMolecularJβrbitalJMethodXJJournalhofhChemicalhInformationhandhModelingVJ
2021VJgbVJhhhWhje

6.1 11

129
StatisticalJinteractionJanalysesJbetweenJSrRSWtoVWcJmainJproteaseJandJinhibitorJαdJbyJcombiningJ
molecularJdynamicsJsimulationJandJfragmentJmolecularJorbitalJcalculationXJAppliedhPhysicshExpressVJ
2021VJbeVJachaad

2.4 10

128 znteractionJanalysesJofJSrRSWtoVWcJspikeJproteinJbasedJonJfragmentJmolecularJorbitalJcalculationsXXJ
RSChAdvancesVJ2021VJbbVJdchcWdchj 3.7 11

127 MolecularJrecognitionJofJSrRSWtoVWcJspikeJglycoproteinkJquantumJchemicalJhotJspotJandJepitopeJ
analysesXXJChemicalhScienceVJ2021VJbcVJehccWehdj 9.4 22
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126
ReactionJγathwayJSamplingJandJwreeWvnergyJrnalysesJforJMultimericJγroteinJtomplexJuisassemblyJ
byJvmployingJyybridJtonfigurationJsiasJMonteJtarloYMolecularJuynamicsJSimulationXJACShOmegaVJ
2021VJgVJehejWehfi

3.9 1

125 wragmentJmolecularJorbitalJbasedJinteractionJanalysesJonJcomplexesJbetweenJSrRSWtoVWcJRsuJ
variantsJandJrtvcXJJapanesehJournalhofhAppliedhPhysicsVJ2021VJgaVJajajab 1.4 3

124 wMβJurugJuesignJtonsortiumJ2021VJbchWbib 1

123 wragmentJMolecularJβrbitalJsasedJznteractionJrnalysesJonJtβVzuWbjJMainJγroteaseJWJznhibitorJαdJ
tomplexJRγusJzukJgöUhSXJJournalhofhChemicalhInformationhandhModelingVJ2020VJgaVJdfjdWdgac 6.1 50

122 αanoscaleJπuantumJThermalJtonductanceJatJWaterJznterfacekJxreenQsJwunctionJrpproachJsasedJonJ
βneWuimensionalJγhononJModelXJMoleculesVJ2020VJcfVJ 4.8 1

121 zdentificationJofJcorrelatedJinterWresidueJinteractionsJinJproteinJcomplexJbasedJonJtheJfragmentJ
molecularJorbitalJmethodXJJournalhofhMolecularhGraphicshandhModellingVJ2020VJbaaVJbahgfa 2.8 11

120 αewJModifiedJueoxythymineJwithJuibranchedJTetraethyleneJxlycolJStabilizesJxWπuadruplexJ
StructuresXJMoleculesVJ2020VJcfVJ 4.8 3

119 StronglyJcoupledJelectronJliquidkJrbJinitioJpathJintegralJMonteJtarloJsimulationsJandJdielectricJ
theoriesXJPhysicalhReviewhBVJ2020VJbabVJ 3.3 22

118 TemperatureJrelaxationJinJbinaryJhardWsphereJmixtureJsystemkJMolecularJdynamicsJandJkineticJ
theoryJstudyXJJournalhofhChemicalhPhysicsVJ2020VJbfdVJadebbe 3.9 0

117
MachineJlearningJpredictionJofJinterWfragmentJinteractionJenergiesJbetweenJligandJandJaminoWacidJ
residuesJonJtheJfragmentJmolecularJorbitalJcalculationsJforJ–anusJkinaseJâ��JinhibitorJcomplexXJ
ChemicalhPhysicshLettersVJ2020VJhfhVJbdhiid

2.5 2

116 tomparativeJstudyJonJmodelJparameterJevaluationsJforJtheJenergyJtransferJdynamicsJinJ
wennaâ��Matthewsâ��βlsonJcomplexXJChemicalhPhysicsVJ2020VJfdjVJbbajad 2.3 3

115 αonequilibriumJquantumJbrainJdynamicsXJAdvanceshinhQuantumhChemistryVJ2020VJicVJbfjWbia 1.4 1

114 vffectiveJStaticJrpproximationkJrJwastJandJReliableJToolJforJWarmWuenseJMatterJTheoryXJPhysicalh
ReviewhLettersVJ2020VJbcfVJcdfaab 7.4 24

113 TakingJWaterJintoJrccountJwithJtheJwragmentJMolecularJβrbitalJMethodXJMethodshinhMolecularh
BiologyVJ2020VJcbbeVJbafWbcc 1.4 6

112
uevelopmentJofJanJautomatedJfragmentJmolecularJorbitalJRwMβSJcalculationJprotocolJtowardJ
constructionJofJquantumJmechanicalJcalculationJdatabaseJforJlargeJbiomoleculesJXJChemxBioh
InformaticshJournalVJ2019VJbjVJfWbi

0.8 18

111 αonWvquilibriumJπuantumJvlectrodynamicsJinJβpenJSystemsJasJaJRealizableJRepresentationJofJ
πuantumJwieldJTheoryJofJtheJsrainXJEntropyVJ2019VJccVJ 2.8 1

110 αonWvquilibriumJπuantumJsrainJuynamicskJSuperWRadianceJandJvquilibrationJinJcbJuimensionsUXJ
EntropyVJ2019VJcbVJbagg 2.8 3

109 rTγJtonvertsJr˛†JβligomerJintoJβffWγathwayJSpeciesJbyJMakingJtontactJwithJztsJsackboneJrtomsJ
UsingJyydrophobicJrdenosineXJJournalhofhPhysicalhChemistryhBVJ2019VJbcdVJjjccWjjdd 3.4 9
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108
wragmentJMolecularJβrbitalJtalculationsJwithJzmplicitJSolventJsasedJonJtheJγoissonWsoltzmannJ
vquationkJzzXJγroteinJandJztsJöigandWsindingJSystemJStudiesXJJournalhofhPhysicalhChemistryhBVJ2019VJ
bcdVJjfhWjhd

3.4 34

107 rbJinitioJmolecularJdynamicsJstudyJofJprebioticJproductionJprocessesJofJorganicJcompoundsJatJ
meteoriteJimpactsJonJoceanXJJournalhofhComputationalhChemistryVJ2019VJeaVJdejWdfj 3.5 3

106 rpplicationJofJsingularJvalueJdecompositionJtoJtheJinterWfragmentJinteractionJenergyJanalysisJforJ
ligandJscreeningXJComputationalhandhTheoreticalhChemistryVJ2018VJbbdcVJcdWde 2 17

105 wragmentJMolecularJβrbitalJtalculationsJwithJzmplicitJSolventJsasedJonJtheJγoissonWsoltzmannJ
vquationkJzmplementationJandJuαrJStudyXJJournalhofhPhysicalhChemistryhBVJ2018VJbccVJeefhWeehb 3.4 28

104 tomputationalJrnalysisJofJtheJznteractionJvnergiesJbetweenJrminoJrcidJResiduesJofJtheJMeaslesJ
VirusJyemagglutininJandJztsJReceptorsXJVirusesVJ2018VJbaVJ 6.2 19

103
TowardsJgoodJcorrelationJbetweenJfragmentJmolecularJorbitalJinteractionJenergiesJandJ
experimentalJztJforJligandJbindingkJrJcaseJstudyJofJpdiJMrγJkinaseXJComputationalhandhStructuralh
BiotechnologyhJournalVJ2018VJbgVJecbWede

6.8 17

102 zmprovedJequationJofJstateJforJfiniteWtemperatureJspinWpolarizedJelectronJliquidsJonJtheJbasisJofJ
Singwiâ��Tosiâ��öandâ��Sjˆ¶landerJapproximationXJContributionshTohPlasmahPhysicsVJ2017VJfhVJbcgWbdg 1.4 11

101 MeteoriteJimpactsJonJancientJoceansJopenedJupJmultipleJαyJproductionJpathwaysXJPhysicalh
ChemistryhChemicalhPhysicsVJ2017VJbjVJbbgffWbbggh 3.6 2

100 tosolventWsasedJMolecularJuynamicsJforJvnsembleJuockingkJγracticalJMethodJforJxeneratingJ
uruggableJγroteinJtonformationsXJJournalhofhChemicalhInformationhandhModelingVJ2017VJfhVJhecWhfg 6.1 21

99 znformationJgeometricalJcharacterizationJofJtheJβnsagerWMachlupJprocessXJChemicalhPhysicshLetters
VJ2017VJgijVJbfcWbff 2.5 2

98 StructuralJtransitionJofJsolvatedJyWRasYxTγJrevealedJbyJmolecularJdynamicsJsimulationJandJlocalJ
networkJentropyXJJournalhofhMolecularhGraphicshandhModellingVJ2017VJhhVJfbWgd 2.8 4

97 αewlyJcharacterizedJinteractionJstabilizesJuαrJstructurekJoligoethyleneJglycolsJstabilizeJ
xWquadruplexesJtyWˇ�JinteractionsXJNucleichAcidshResearchVJ2017VJefVJhacbWhada 20.1 16

96 turrentJStatusJofJrszαzTWMγJasJaJwMβJγrogramJandJRelatedJWorksJwithJMachineJöearningXJJournalh
ofhComputerhChemistryhJapanVJ2017VJbgVJbbjWbcc 0.2 6

95
TheoreticalJrnalysisJofJrctivityJtliffsJamongJsenzofuranoneWtlassJγimbJznhibitorsJUsingJtheJ
wragmentJMolecularJβrbitalJMethodJwithJMolecularJMechanicsJγoissonWsoltzmannJSurfaceJrreaJ
RwMβUMMWγsSrSJrpproachXJJournalhofhChemicalhInformationhandhModelingVJ2017VJfhVJcjjgWdaba

6.1 25

94 öocalJthermodynamicsJofJtheJwaterJmoleculesJaroundJsingleWJandJdoubleWstrandedJuαrJstudiedJbyJ
gridJinhomogeneousJsolvationJtheoryXJChemicalhPhysicshLettersVJ2016VJggaVJcfaWcff 2.5 9

93 ReducedJminimumJmodelJforJtheJphotosyntheticJinductionJprocessesJinJphotosystemJzXJJournalhofh
PhotochemistryhandhPhotobiologyhB:hBiologyVJ2016VJbgaVJdgeWhf 6.7 4

92 rutouockWxzSTkJzncorporatingJThermodynamicsJofJrctiveWSiteJWaterJintoJScoringJwunctionJforJ
rccurateJγroteinWöigandJuockingXJMoleculesVJ2016VJcbVJ 4.8 31

91 uiffusionJMonteJtarloJstudyJonJtemporalJevolutionJofJentropyJandJfreeJenergyJinJnonequilibriumJ
processesXJJournalhofhChemicalhPhysicsVJ2016VJbeeVJajebad 3.9 3
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90 MeteoriteJzmpactWznducedJRapidJαyJγroductionJonJvarlyJvarthkJrbJznitioJMolecularJuynamicsJ
SimulationXJScientifichReportsVJ2016VJgVJdijfd 4.9 12

89 torrelationalJandJthermodynamicJpropertiesJofJfiniteWtemperatureJelectronJliquidsJinJtheJ
hypernettedWchainJapproximationXJJournalhofhChemicalhPhysicsVJ2016VJbefVJcbebae 3.9 21

88 wourWelectronJmodelJforJsingletJandJtripletJexcitationJenergyJtransfersJwithJinclusionJofJcoherenceJ
memoryVJinelasticJtunnelingJandJnuclearJquantumJeffectsXJChemicalhPhysicsVJ2016VJeheVJbiWce 2.3 2

87
SystemsJapproachJtoJexcitationWenergyJandJelectronJtransferJreactionJnetworksJinJphotosystemJzzJ
complexkJmodelJstudiesJforJchlorophyllJaJfluorescenceJinductionJkineticsXJJournalhofhTheoreticalh
BiologyVJ2015VJdiaVJccaWdh

2.3 4

86 vffectsJofJsridgeJwunctionsJonJRadialJuistributionJwunctionsJofJöiquidJWaterXJInterdisciplinaryh
ScienceswhComputationalhLifehSciencesVJ2015VJhVJbfcWg 3.5

85 γroteinWligandJdockingJusingJfitnessJlearningWbasedJartificialJbeeJcolonyJwithJproximityJstimuliXJ
PhysicalhChemistryhChemicalhPhysicsVJ2015VJbhVJbgebcWh 3.6 18

84
αovelJtypeJofJvirtualJligandJscreeningJonJtheJbasisJofJquantumWchemicalJcalculationsJforJ
proteinâ��ligandJcomplexesJandJextendedJclusteringJtechniquesXJComputationalhandhTheoreticalh
ChemistryVJ2015VJbagbVJbcWcc

2 18

83 ThermodynamicJpropertiesJofJwaterJmoleculesJinJtheJpresenceJofJcosoluteJdependJonJuαrJ
structurekJaJstudyJusingJgridJinhomogeneousJsolvationJtheoryXJNucleichAcidshResearchVJ2015VJedVJbabbeWcf20.1 22

82
vxplicitJsolvationJmodulatesJintraWJandJinterWmolecularJinteractionsJwithinJuαrkJvlectronicJaspectsJ
revealedJbyJtheJabJinitioJfragmentJmolecularJorbitalJRwMβSJmethodXJComputationalhandhTheoreticalh
ChemistryVJ2015VJbafeVJcjWdh

2 16

81 TheoreticalJpredictionJandJexperimentalJverificationJonJenantioselectivityJofJhaloacidJ
dehalogenaseJlWuvXJYöJwithJchloropropionateXJChemicalhPhysicshLettersVJ2015VJgcdVJbabWbah 2.5 6

80 tlassicalJdensityJfunctionalJcalculationJofJradialJdistributionJfunctionsJofJliquidJwaterXJChemicalh
PhysicsVJ2014VJedaVJbiWcc 2.3 3

79 vlectronWcorrelatedJfragmentWmolecularWorbitalJcalculationsJforJbiomolecularJandJnanoJsystemsXJ
PhysicalhChemistryhChemicalhPhysicsVJ2014VJbgVJbadbaWee 3.6 200

78
thargeJclampsJofJlysinesJandJhydrogenJbondsJplayJkeyJrolesJinJtheJmechanismJtoJfixJhelixJbcJinJtheJ
agonistJandJantagonistJpositionsJofJestrogenJreceptorJ˛–kJintramolecularJinteractionsJstudiedJbyJtheJ
abJinitioJfragmentJmolecularJorbitalJmethodXJJournalhofhPhysicalhChemistryhBVJ2014VJbbiVJejjdWfaai

3.4 18

77 rJsignificantJroleJofJrrgebJresidueJinJtheJenzymaticJreactionJofJhaloacidJdehalogenaseJlWuvXJYöJ
studiedJbyJπMYMMJmethodXJJournalhofhMolecularhCatalysishB:hEnzymaticVJ2014VJbbaVJcdWdb 8

76
znteractionJenergyJanalysisJonJspecificJbindingJofJinfluenzaJvirusJhemagglutininJtoJavianJandJhumanJ
sialosaccharideJreceptorskJimportanceJofJmutationWinducedJstructuralJchangeXJJournalhofhMolecularh
GraphicshandhModellingVJ2014VJfdVJeiWfi

2.8 16

75 rffinityJofJmolecularJionsJforJuαrJstructuresJisJdeterminedJbyJsolventWaccessibleJsurfaceJareaXJ
JournalhofhPhysicalhChemistryhBVJ2014VJbbiVJjfidWje 3.4 16

74 yierarchicalJcoarseWgrainingJmodelJforJphotosystemJzzJincludingJelectronJandJexcitationWenergyJ
transferJprocessesXJBioSystemsVJ2014VJbbhVJbfWcj 1.9 2

73
rccuracyJofJtheJfragmentJmolecularJorbitalJRwMβSJcalculationsJforJuαrkJTotalJenergyVJmolecularJ
orbitalVJandJinterWfragmentJinteractionJenergyXJComputationalhandhTheoreticalhChemistryVJ2014VJ
badeVJhWbg

2 15

(2014-2016)

5



72 StudyJofJtheJaggregationJmechanismJofJpolyglutamineJpeptidesJusingJreplicaJexchangeJmolecularJ
dynamicsJsimulationsXJJournalhofhMolecularhModelingVJ2013VJbjVJbgchWdj 2 13

71 ModelingJofJpeptideâ��silicaJinteractionJbasedJonJfourWbodyJcorrectedJfragmentJmolecularJorbitalJ
RwMβeSJcalculationsXJChemicalhPhysicshLettersVJ2013VJfggVJcfWdb 2.5 27

70 StatisticalJcorrectionJtoJeffectiveJinteractionsJinJtheJfragmentJmolecularJorbitalJmethodXJChemicalh
PhysicshLettersVJ2013VJffgVJchcWchh 2.5 36

69 TripletJcorrelationsJandJbridgeJfunctionsJinJclassicalJdensityJfunctionalJtheoryJforJliquidJwaterXJ
ChemicalhPhysicshLettersVJ2013VJfhcVJdiWed 2.5 3

68
ThreeWJandJfourWbodyJcorrectedJfragmentJmolecularJorbitalJcalculationsJwithJaJnovelJsubdividingJ
fragmentationJmethodJapplicableJtoJstructureWbasedJdrugJdesignXJJournalhofhMolecularhGraphicshandh
ModellingVJ2013VJebVJdbWec

2.8 41

67 VariationalJπuantumJMonteJtarloJwithJznclusionJofJβrbitalJtorrelationsXJJournalhofhthehPhysicalh
SocietyhofhJapanVJ2013VJicVJahfaab 1.5 2

66 uevelopmentJofJtheJfourWbodyJcorrectedJfragmentJmolecularJorbitalJRwMβeSJmethodXJChemicalh
PhysicshLettersVJ2012VJfcdVJbciWbdd 2.5 52

65 rbJinitioJpathJintegralJMonteJtarloJsimulationsJforJwaterJtrimerJwithJelectronJcorrelationJeffectsXJ
ComputationalhandhTheoreticalhChemistryVJ2012VJjjhVJhWbd 2 9

64 vxcitationJenergyJtransferJmodulatedJbyJoscillatingJelectronicJcouplingJofJaJdimericJsystemJ
embeddedJinJaJmolecularJenvironmentXJPhysicalhReviewhEVJ2012VJigVJacbjbe 2.4 3

63 RenormalizationWxroupJznspiredJrpproachJtoJVibrationalJvnergyJTransferJinJγroteinXJJournalhofhtheh
PhysicalhSocietyhofhJapanVJ2012VJibVJaddiab 1.5 1

62
γredictionJofJprobableJmutationsJinJinfluenzaJvirusJhemagglutininJproteinJbasedJonJlargeWscaleJabJ
initioJfragmentJmolecularJorbitalJcalculationsXJJournalhofhMolecularhGraphicshandhModellingVJ2011VJ
daVJbbaWj

2.8 26

61 yigherWorderJcorrelatedJcalculationsJbasedJonJfragmentJmolecularJorbitalJschemeXJTheoreticalh
ChemistryhAccountsVJ2011VJbdaVJfbfWfda 1.9 64

60 rntigenâ��antibodyJinteractionsJofJinfluenzaJvirusJhemagglutininJrevealedJbyJtheJfragmentJ
molecularJorbitalJcalculationXJTheoreticalhChemistryhAccountsVJ2011VJbdaVJbbjhWbcac 1.9 16

59 wragmentJmolecularJorbitalJcalculationsJunderJperiodicJboundaryJconditionXJChemicalhPhysicsh
LettersVJ2011VJfagVJbbcWbbg 2.5 35

58 ModulationJofJexcitationJenergyJtransferJbyJconformationalJoscillationsJinJbiomolecularJsystemsXJ
ChemicalhPhysicshLettersVJ2011VJfaiVJbdjWbed 2.5 8

57 tounterpoiseWcorrectedJinteractionJenergyJanalysisJbasedJonJtheJfragmentJmolecularJorbitalJ
schemeXJChemicalhPhysicshLettersVJ2011VJfajVJghWhb 2.5 22

56 SialicJacidJrecognitionJofJtheJpandemicJinfluenzaJcaajJybαbJviruskJbindingJmechanismJbetweenJ
humanJreceptorJandJinfluenzaJhemagglutininXJProteinhandhPeptidehLettersVJ2011VJbiVJfdaWj 1.9 12

55 rnalysisJofJelectronWtransferJrateJconstantJinJcondensedJmediaJwithJinclusionJofJinelasticJtunnelingJ
andJnuclearJquantumJeffectsXJPhysicalhReviewhEVJ2010VJibVJachbab 2.4 8
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54 tomparativeJcharacterizationJofJshortJmonomericJpolyglutamineJpeptidesJbyJreplicaJexchangeJ
molecularJdynamicsJsimulationXJJournalhofhPhysicalhChemistryhBVJ2010VJbbeVJhafgWgb 3.4 17

53 rccelerationJofJfragmentJmolecularJorbitalJcalculationsJwithJtholeskyJdecompositionJapproachXJ
ChemicalhPhysicshLettersVJ2010VJejaVJieWij 2.5 46

52 zncorporationJofJsolvationJeffectsJintoJtheJfragmentJmolecularJorbitalJcalculationsJwithJtheJ
γoissonâ��soltzmannJequationXJChemicalhPhysicshLettersVJ2010VJfaaVJbbgWbbj 2.5 45

51 MolecularJmechanicsJandJallWelectronJfragmentJmolecularJorbitalJcalculationsJonJmutatedJ
polyglutamineJpeptidesXJComputationalhandhTheoreticalhChemistryVJ2010VJjeeVJbcWca 8

50 wragmentJmolecularJorbitalJRwMβSJstudyJonJstabilizationJmechanismJofJneuroWoncologicalJventralJ
antigenJRαβVrSâ��RαrJcomplexJsystemXJComputationalhandhTheoreticalhChemistryVJ2010VJjgcVJefWff 16

49 öargeWscaleJwMβWMγdJcalculationsJonJtheJsurfaceJproteinsJofJinfluenzaJvirusVJhemagglutininJRyrSJ
andJneuraminidaseJRαrSXJChemicalhPhysicshLettersVJ2010VJejdVJdegWdfc 2.5 42

48
tomparisonJofJbindingJaffinityJevaluationsJforJwKsγJligandsJwithJstateWofWtheWartJcomputationalJ
methodskJwMβVJπMYMMVJMMWγsYSrJandJMγWtrwvvJapproachesXJChemxBiohInformaticshJournalVJ2010
VJbaVJdcWef

0.8 9

47 rbJinitioγathJzntegralJMolecularJuynamicsJsasedJonJwragmentJMolecularJβrbitalJMethodXJJournalhofh
thehPhysicalhSocietyhofhJapanVJ2009VJhiVJbaehcd 1.5 20

46
RolesJofJKbfbJandJubiaJinJöWcWhaloacidJdehalogenaseJfromJγseudomonasJspXJYökJanalysisJbyJ
molecularJdynamicsJandJabJinitioJfragmentJmolecularJorbitalJcalculationsXJJournalhofhComputationalh
ChemistryVJ2009VJdaVJcgcfWde

3.5 24

45
rpplicationJofJtheJfragmentJmolecularJorbitalJmethodJforJdeterminationJofJatomicJchargesJonJ
polypeptidesXJzzXJTowardsJanJimprovementJofJforceJfieldsJusedJforJclassicalJmolecularJdynamicsJ
simulationsXJChemicalhPhysicshLettersVJ2009VJeghVJebhWecd

2.5 32

44 rbJinitioJquantumWchemicalJstudyJonJemissionJspectraJofJbioluminescentJluciferasesJbyJfragmentJ
molecularJorbitalJmethodXJChemicalhPhysicshLettersVJ2009VJehcVJbbiWbcd 2.5 36

43 rccuracyJofJfragmentationJinJabJinitioJcalculationsJofJhydratedJsodiumJcationXJChemicalhPhysicsh
LettersVJ2009VJehiVJcjfWdaa 2.5 38

42
γossibilityJofJmutationJpredictionJofJinfluenzaJhemagglutininJbyJcombinationJofJhemadsorptionJ
experimentJandJquantumJchemicalJcalculationJforJantibodyJbindingXJJournalhofhPhysicalhChemistryhBVJ
2009VJbbdVJejjbWe

3.4 45

41 wragmentJmolecularJorbitalJcalculationsJonJredJfluorescentJproteinsJRusRedJandJmwruitsSXJJournalh
ofhPhysicalhChemistryhBVJ2009VJbbdVJbbfdWgb 3.4 36

40
wragmentJMolecularJβrbitalJRwMβSJandJwMβWMβJtalculationsJofJuαrkJrccuracyJValidationJofJ
vnergyJandJznterfragmentJznteractionJvnergyXJJournalhofhComputationalhandhTheoreticalhNanoscience
VJ2009VJgVJbdciWbddh

0.3 21

39
bγWbaaJStudyJofJRαrJbaseJrecognitionJmechanismJbyJaliphaticJsurfaceJofJRαrWbindingJproteinJkJ
taseJstudyJofJαβVrWRαrJcomplexJsystemRαucleicJacidkznteractionJPJtomplexJformationVJTheJehthJ
rnnualJMeetingJofJtheJsiophysicalJSocietyJofJ–apanSXJSeibutsuhButsuriVJ2009VJejVJShj

0

38 rpplicationJofJtheJwMβJMethodJtoJSpecificJMolecularJRecognitionJofJsiomacromoleculesJ2009VJbddWbha 3

37
bTγfWafJStudyJofJRαrJbaseJrecognitionJmechanismJbyJaliphaticJsurfaceJofJRαrWbindingJproteinJkJ
taseJstudyJofJαβVrWRαrJcomplexJsystemRTheJehthJrnnualJMeetingJofJtheJsiophysicalJSocietyJofJ
–apanSXJSeibutsuhButsuriVJ2009VJejVJSdhWSdi

0

(2009-2010)
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36
rbJinitioJfragmentJmolecularJorbitalJstudyJofJmolecularJinteractionsJinJligandedJretinoidJXJreceptorkJ
specificationJofJresiduesJassociatedJwithJligandJinducibleJinformationJtransmissionXJJournalhofh
PhysicalhChemistryhBVJ2008VJbbcVJbcaibWje

3.4 46

35
rbJinitioJfragmentJmolecularJorbitalJstudyJofJmolecularJinteractionsJbetweenJligandedJretinoidJXJ
receptorJandJitsJcoactivatorlJpartJzzkJinfluenceJofJmutationsJinJtranscriptionalJactivationJfunctionJcJ
activatingJdomainJcoreJonJtheJmolecularJinteractionsXJJournalhofhPhysicalhChemistryhAVJ2008VJbbcVJbjigWji

2.8 37

34 uerivationJofJextremelyJslowJdynamicsJofJproteinJmotionJbasedJonJentropyJinvarianceXJPhysicsh
LetterswhSectionhA:hGeneralwhAtomichandhSolidhStatehPhysicsVJ2008VJdhcVJbciaWbcic 2.3 3

33
TheoreticalJanalysisJofJbindingJspecificityJofJinfluenzaJviralJhemagglutininJtoJavianJandJhumanJ
receptorsJbasedJonJtheJfragmentJmolecularJorbitalJmethodXJComputationalhBiologyhandhChemistryVJ
2008VJdcVJbjiWcbb

3.6 47

32 öargeJscaleJwMβWMγcJcalculationsJonJaJmassivelyJparallelWvectorJcomputerXJChemicalhPhysicshLetters
VJ2008VJefhVJdjgWead 2.5 100

31 rnJapplicationJofJfragmentJinteractionJanalysisJbasedJonJlocalJMγcXJChemicalhPhysicshLettersVJ2008VJ
egdVJbijWbje 2.5 27

30 uαrJandJestrogenJreceptorJinteractionJrevealedJbyJfragmentJmolecularJorbitalJcalculationsXJ
JournalhofhPhysicalhChemistryhBVJ2007VJbbbVJjgcbWh 3.4 40

29 wragmentJmolecularJorbitalJcalculationsJonJredJfluorescentJproteinJRusRedSXJChemicalhPhysicsh
LettersVJ2007VJeddVJdgaWdgh 2.5 31

28 vffectsJofJsaltJadditionJonJstrengthJandJdynamicsJofJhydrophobicJinteractionsXJChemicalhPhysicsh
LettersVJ2007VJedeVJecWei 2.5 19

27 rpplicationJofJtheJfragmentJmolecularJorbitalJmethodJforJdeterminationJofJatomicJchargesJonJ
polypeptidesXJChemicalhPhysicshLettersVJ2007VJeejVJdcjWddf 2.5 28

26 VisualizationJanalysisJofJinterWfragmentJinteractionJenergiesJofJtRγWcrMγWuαrJcomplexJbasedJonJ
theJfragmentJmolecularJorbitalJmethodXJBiophysicalhChemistryVJ2007VJbdaVJbWj 3.5 41

25 wragmentJinteractionJanalysisJbasedJonJlocalJMγcXJTheoreticalhChemistryhAccountsVJ2007VJbbiVJjdhWjef 1.9 57

24 wragmentationJMethodJtombinedJwithJπuantumJMonteJtarloJtalculationsXJJournalhofhthehPhysicalh
SocietyhofhJapanVJ2007VJhgVJagedab 1.5 15

23
rbJinitioJstudyJofJmolecularJinteractionsJinJhigherJplantJandJxaldieriaJpartitaJRubiscosJwithJtheJ
fragmentJmolecularJorbitalJmethodXJBiochemicalhandhBiophysicalhResearchhCommunicationsVJ2007VJ
dgbVJdghWhc

3.4 8

22
rbJinitioJfragmentJmolecularJorbitalJstudyJofJmolecularJinteractionsJbetweenJligandedJretinoidJXJ
receptorJandJitsJcoactivatorkJrolesJofJhelixJbcJinJtheJcoactivatorJbindingJmechanismXJJournalhofh
PhysicalhChemistryhBVJ2007VJbbbVJdfcfWdd

3.4 32

21 zntraWJandJintermolecularJinteractionsJbetweenJcyclicWrMγJreceptorJproteinJandJuαrkJabJinitioJ
fragmentJmolecularJorbitalJstudyXJJournalhofhComputationalhChemistryVJ2006VJchVJjeiWga 3.5 97

20 MolecularJinteractionsJbetweenJestrogenJreceptorJandJitsJligandJstudiedJbyJtheJabJinitioJfragmentJ
molecularJorbitalJmethodXJJournalhofhPhysicalhChemistryhBVJ2006VJbbaVJbgbacWba 3.4 106

19 uynamicJpolarizabilityJcalculationJwithJfragmentJmolecularJorbitalJschemeXJChemicalhPhysicshLettersVJ
2006VJebiVJebiWecc 2.5 27
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18 wragmentJmolecularJorbitalJcalculationsJonJlargeJscaleJsystemsJcontainingJheavyJmetalJatomXJ
ChemicalhPhysicshLettersVJ2006VJechVJbfjWbgf 2.5 48

17 rpplicationJofJfragmentJmolecularJorbitalJschemeJtoJsiliconWcontainingJsystemsXJChemicalhPhysicsh
LettersVJ2006VJedaVJdgbWdgg 2.5 15

16 uevelopmentsJandJapplicationsJofJrszαzTWMγJsoftwareJbasedJonJtheJfragmentJmolecularJorbitalJ
methodJ2006VJdjWfc 33

15 rJconfigurationJanalysisJforJfragmentJinteractionXJChemicalhPhysicshLettersVJ2005VJebaVJcehWcfd 2.5 84

14
uvαSzTYJwUαtTzβαröJtrötUörTzβαSJβαJTyvJzαTvRrtTzβαJsvTWvvαJtrTrsβözTvJrtTzVrTβRJ
γRβTvzαJrαuJtYtöztJrMγJUSzαxJTyvJwRrxMvαTJMβövtUörRJβRszTröJMvTyβuXJJournalhofh
TheoreticalhandhComputationalhChemistryVJ2005VJaeVJbidWbjf

1.8 20

13 αuclearJquantumJeffectsJonJelectronJtransferJreactionsJinJuαrJhairpinsXJPhysicalhReviewhEVJ2003VJ
giVJadbjaf 2.4 20

12 TheoryJofJnonadiabaticJelectronJtransferJatJelectrodeYliquidJinterfaceskJRoleJofJquantumJeffectsXJ
JournalhofhChemicalhPhysicsVJ1999VJbbbVJbbbbhWbbbdh 3.9 14

11 vlectronJTransferJModelJforJtheJvlectricJwieldJvffectJonJπuantumJYieldJofJthargeJSeparationJinJ
sacterialJγhotosyntheticJReactionJtentersXJJournalhofhPhysicalhChemistryhBVJ1997VJbabVJfadbWfaef 3.4 36

10 StatisticalWMechanicalJTheoryJofJtoldJαuclearJwusionJinJMetalJyydridesXJJournalhofhthehPhysicalh
SocietyhofhJapanVJ1990VJfjVJbdddWbdea 1.5 7

9 SpinWdependentJcorrelationsJandJthermodynamicJfunctionsJforJelectronJliquidsJatJarbitraryJ
degeneracyJandJspinJpolarizationXJPhysicalhReviewhBVJ1989VJdjVJbadgWbafb 3.3 48

8 uynamicJtheoryJofJcorrelationsJinJstronglyJcoupledVJclassicalJoneWcomponentJplasmaskJxlassJ
transitionJinJtheJgeneralizedJviscoelasticJformalismXJPhysicalhReviewhAVJ1987VJdfVJehedWehfe 2.6 41

7 ThermodynamicsJandJtorrelationalJγropertiesJofJwiniteWTemperatureJvlectronJöiquidsJinJtheJ
SingwiWTosiWöandWSjˆ¶landerJrpproximationXJJournalhofhthehPhysicalhSocietyhofhJapanVJ1986VJffVJcchiWccij 1.5 90

6 TheoryJofJinterparticleJcorrelationsJinJdenseVJhighWtemperatureJplasmasXJVzzzXJShearJviscosityXJ
PhysicalhReviewhAVJ1986VJdeVJebgdWebha 2.6 19

5 xeneralizedJviscoelasticJtheoryJofJtheJglassJtransitionJforJstronglyJcoupledVJclassicalVJ
oneWcomponentJplasmasXJPhysicalhReviewhLettersVJ1986VJfgVJcibfWcibi 7.4 73

4 StoppingJγowerJofJuegenerateJvlectronJöiquidJatJMetallicJuensitiesXJJournalhofhthehPhysicalhSocietyh
ofhJapanVJ1985VJfeVJcfdhWcfec 1.5 20

3 γarametrizedJequationJofJstateJforJelectronJliquidsJinJtheJSingwiWTosiWöandWSjˆ¶landerJ
approximationXJPhysicalhReviewhAVJ1985VJdcVJbijgWbijj 2.6 48

2 zonWuensityJtorrelationsJandJvnhancementJofJThermonuclearJReactionJRateJinJuenseVJznertiallyJ
tonfinedJwusionJγlasmasXJJournalhofhthehPhysicalhSocietyhofhJapanVJ1984VJfdVJcadjWcaei 1.5 20

1 MolecularJRecognitionJofJSrRSWtoVWcJSpikeJxlycoproteinkJπuantumJthemicalJyotJSpotJandJvpitopeJrnalyses 2

(-2006)
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