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191 TheKvluctuationKTheoremZKAdvancesfinfPhysicsWK2002WKeaWKaebiYaehe 18.4 632

190 uxperimentalKdemonstrationKofKviolationsKofKtheKsecondKlawKofKthermodynamicsKforKsmallKsystemsK
andKshortKtimeKscalesZKPhysicalfReviewfLettersWK2002WKhiWK]e]f]a 7.4 628

189 uquilibriumKmicrostatesKwhichKgenerateKsecondKlawKviolatingKsteadyKstatesZKPhysicalfReviewfEWK1994WK
e]WKafdeYafdh 2.4 547

188 soordinationKofKqtomicKsoYPtKsouplingKSpeciesKatKsarbonKtefectsKasKqctiveKSitesKforK–xygenK
øeductionKøeactionZKJournalfoffthefAmericanfChemicalfSocietyWK2018WKad]WKa]gegYa]gfc 16.4 301

187 shargeYcontrolledKswitchableKs–bKcaptureKonKboronKnitrideKnanomaterialsZKJournalfoffthefAmericanf
ChemicalfSocietyWK2013WKaceWKhbdfYec 16.4 239

186 vluctuationsKandKirreversibilityjKanKexperimentalKdemonstrationKofKaKsecondYlawYlikeKtheoremKusingK
aKcolloidalKparticleKheldKinKanKopticalKtrapZKPhysicalfReviewfLettersWK2004WKibWKad]f]a 7.4 189

185 vluctuationKtheoremsZKAnnualfReviewfoffPhysicalfChemistryWK2008WKeiWKf]cYcc 15.7 176

184 ’ithiumKStorageKonKwraphdiyneKPredictedKbyKtvTKsalculationsZKJournalfoffPhysicalfChemistryfCWK2012
WKaafWKbfbbbYbfbbf 3.8 153

183 qnionKqssistedKSynthesisKofK’argeKPoreKxollowKtendriticK“esoporousK–rganosilicaK”anoparticlesjK
UnderstandingKtheKsompositionKwradientZKChemistryfoffMaterialsWK2016WKbhWKg]dYg]g 9.6 137

182 ThermostatingKhighlyKconfinedKfluidsZKJournalfoffChemicalfPhysicsWK2010WKacbWKbddg]f 3.9 109

181 UnderstandingKtheK–riginKofK’ib“n–cKqctivationKinK’iYøichKsathodeK“aterialsKforK’ithiumYyonK
ratteriesZKAdvancedfFunctionalfMaterialsWK2015WKbeWKgdhhYgdif 15.6 104

180 WallKmediatedKtransportKinKconfinedKspacesjKexactKtheoryKforKlowKdensityZKPhysicalfReviewfLettersWK
2003WKiaWKabfa]b 7.4 93

179 unhancedKs–bKphotocatalyticKreductionKonKalkaliYdecoratedKgraphiticKcarbonKnitrideZKAppliedf
CatalysisfB:fEnvironmentalWK2017WKbafWKadfYaee 21.8 88

178 SteadyKstatesWKinvariantKmeasuresWKandKresponseKtheoryZKPhysicalfReviewfEWK1995WKebWKehciYehdh 2.4 84

177 xydrogenKproductionKfromKsupercriticalKwaterKgasificationKofKchickenKmanureZKInternationalfJournalf
offHydrogenfEnergyWK2016WKdaWKbbgbbYbbgca 6.7 81

176 ’ithiumKandKSodiumKStorageKonKwraphiticKsarbonK”itrideZKJournalfoffPhysicalfChemistryfCWK2015WKaaiWKbaibaYbaibg3.8 79

175 qbKinitioKcalculationKofKtheKdeuteriumKquadrupoleKcouplingKinKliquidKwaterZKJournalfoffChemicalf
PhysicsWK1992WKigWKehihYei]d 3.9 75
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174 uvaluatingKtheKsatalyticKufficiencyKofKPairedWKSingleYqtomKsatalystsKforKtheK–xygenKøeductionK
øeactionZKACSfCatalysisWK2019WKiWKgff]Ygffg 13.1 74

173 unsembleKdependenceKofKtheKtransientKfluctuationKtheoremZKJournalfoffChemicalfPhysicsWK2000WKaacWKce]cYce]i3.9 69

172 sarbonKtioxideKsaptureKandKwasKSeparationKonKrh]KvullereneZKJournalfoffPhysicalfChemistryfCWK2014WK
aahWKbag]Ybagg 3.8 67

171 vluctuationKtheoremKforKstochasticKsystemsZKPhysicalfReviewfEWK1999WKf]WKaeiYfd 2.4 66

170 ’ithiumKstorageKonKcarbonKnitrideWKgraphenyleneKandKinorganicKgraphenyleneZKPhysicalfChemistryf
ChemicalfPhysicsWK2016WKahWKadb]eYae 3.6 65

169 qpplicationKofKtheKwallavottiYsohenKfluctuationKrelationKtoKthermostatedKsteadyKstatesKnearK
equilibriumZKPhysicalfReviewfEWK2005WKgaWK]efab] 2.4 60

168 riphenyleneKandKPhagrapheneKasK’ithiumKyonKratteryKqnodeK“aterialsZKACSfAppliedfMaterialsfmamp;f
InterfacesWK2017WKiWKb]eggYb]ehd 9.5 59

167 sapacitanceYenhancedKsodiumYionKstorageKinKnitrogenYrichKhardKcarbonZKJournalfoffMaterialsf
ChemistryfAWK2017WKeWKbbahfYbbaib 13 59

166 “odelingKmolecularKtransportKinKslitKporesZKJournalfoffChemicalfPhysicsWK2004WKab]WKecifYd]f 3.9 55

165 TheKfluctuationKtheoremKandKwreenâ��KuboKrelationsZKJournalfoffChemicalfPhysicsWK2000WKaabWKigbgYigce 3.9 55

164 ulectronicKcouplingKandKcatalyticKeffectKonKxbKevolutionKofK“oSb[grapheneKnanocatalystZKScientificf
ReportsWK2014WKdWKfbef 4.9 54

163 TheKSteadyKStateKvluctuationKøelationKforKtheKtissipationKvunctionZKJournalfoffStatisticalfPhysicsWK
2007WKabhWKaccgYacfc 1.5 53

162 SodiumYintercalatedKbulkKgraphdiyneKasKanKanodeKmaterialKforKrechargeableKbatteriesZKJournalfoff
PowerfSourcesWK2017WKcdcWKcedYcfc 8.9 51

161 somputationalKuvaluationKofK’ithiumYvunctionalizedKsarbonK”itrideKSgYsf”hTK“onolayerKasKanK
ufficientKxydrogenKStorageK“aterialZKJournalfoffPhysicalfChemistryfCWK2016WKab]WKbeah]Ybeahh 3.8 51

160 sausalityWKresponseKtheoryWKandKtheKsecondKlawKofKthermodynamicsZKPhysicalfReviewfEWK1996WKecWKeh]hYehae2.4 51

159 –nKtheKfluctuationKtheoremKforKtheKdissipationKfunctionKandKitsKconnectionKwithKresponseKtheoryZK
JournalfoffChemicalfPhysicsWK2008WKabhWK]ade]d 3.9 48

158 yonYøesponsiveKaivK“øyKsontrastKqgentsKforKtheKtetectionKofKsancerKsellsZKACSfSensorsWK2016WKaWKgegYgfe9.2 46

157 wraphenyleneK“onolayersKtopedKwithKqlkaliKorKqlkalineKuarthK“etalsjKPromisingK“aterialsKforK
sleanKunergyKStorageZKJournalfoffPhysicalfChemistryfCWK2017WKabaWKadcicYadd]] 3.8 46
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156 PvPuYrasedKPolymericKaivK“øyKqgentsjKqK”ewKslassKofKsontrastKqgentsKwithK–utstandingK
SensitivityZKMacromoleculesWK2017WKe]WKeiecYeifc 5.5 43

155 qKlocalKfluctuationKtheoremZKJournalfoffChemicalfPhysicsWK2001WKaaeWKb]ccYb]cg 3.9 41

154 sonformationKofKxydrophobicallyK“odifiedKThermoresponsiveKPolyS–uw“qYcoYTvuqTKacrossKtheK
’sSTKøevealedKbyK”“øKandK“olecularKtynamicsKStudiesZKMacromoleculesWK2015WKdhWKcca]Yccag 5.5 36

153 xydrogenatedKdefectiveKgrapheneKasKanKanodeKmaterialKforKsodiumKandKcalciumKionKbatteriesjKqK
densityKfunctionalKtheoryKstudyZKCarbonWK2018WKacfWKgcYhd 10.4 36

152 yndependenceKofKtheKtransientKfluctuationKtheoremKtoKthermostattingKdetailsZKPhysicalfReviewfEWK
2004WKg]WK]ffaac 2.4 36

151 vluctuationsKøelationsKforK”onequilibriumKSystemsZKAustralianfJournalfoffChemistryWK2004WKegWKaaai 1.2 36

150 øeversibilityKinKnonequilibriumKtrajectoriesKofKanKopticallyKtrappedKparticleZKPhysicalfReviewfEWK2004WK
g]WK]afaaa 2.4 35

149 vluctuationKtheoremKforKxamiltonianKsystemsjK’eKshatelierRsKprincipleZKPhysicalfReviewfEWK2001WKfcWK]eaa]e2.4 35

148 qbKinitioKpotentialYenergyKsurfaceKofK’ixbVKandKitsKanalyticalKrepresentationZKPhysicalfReviewfAWK
1991WKdcWKccfeYccgb 2.6 35

147 wraphyneKandKwraphdiynejKVersatileKsatalystsKforKtehydrogenationKofK’ightK“etalKsomplexK
xydridesZKJournalfoffPhysicalfChemistryfCWK2013WKaagWKbafdcYbafe] 3.8 34

146 ”onequilibriumKfreeYenergyKrelationsKforKthermalKchangesZKPhysicalfReviewfLettersWK2008WKa]]WKbe]f]a 7.4 33

145 øeversibleKxydrogenKUptakeKbyKr”KandKrscK“onolayersKvunctionalizedKwithKSmallKveKslustersjKqK
øouteKtoKuffectiveKunergyKStorageZKJournalfoffPhysicalfChemistryfAWK2016WKab]WKb]]iYac 2.8 32

144 vluctuationKTheoremKforKxeatKvlowZKInternationalfJournalfoffThermophysicsWK2001WKbbWKabcYacd 2.1 32

143 TheKuseKofKmolecularKdynamicsKsimulationsKwithKabKinitioKSsvKcalculationsKforKtheKdeterminationKofK
theKoxygenYagKquadrupoleKcouplingKconstantKinKliquidKwaterZKMolecularfPhysicsWK1993WKh]WKaaggYaahb 1.7 32

142 ymprovingKSensingKofKSulfurYsontainingKwasK“oleculesKwithKZn–K“onolayersKbyKymplantingKtopantsK
andKtefectsZKJournalfoffPhysicalfChemistryfCWK2017WKabaWKbdcfeYbdcge 3.8 30

141 ”oteKonKtheKKaplanâ��YorkeKtimensionKandK’inearKTransportKsoefficientsZKJournalfoffStatisticalf
PhysicsWK2000WKa]aWKagYcd 1.5 30

140 qbKinitioKcalculationKofKtheKsecondKvirialKcoefficientKofKneonKandKtheKpotentialKenergyKcurveKofK”ebZK
ChemicalfPhysicsWK1991WKaefWKcieYd]a 2.3 30

139 “ˆ‚llerâ��PlessetKperturbationKtheoryKcalculationsKofKtheKpKaKvaluesKforKaKrangeKofKcarboxylicKacidsZK
ComputationalfandfTheoreticalfChemistryWK2006WKgehWKbgeYbgh 29
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138 tissipationKandKtheKrelaxationKtoKequilibriumZKJournalfoffStatisticalfMechanics:fTheoryfandf
ExperimentWK2009WKb]]iWKP]g]bi 1.9 28

137 salculationsKofKag–KnuclearKquadrupoleKcouplingKconstantsZKJournalfoffMolecularfSpectroscopyWK
1992WKaeaWKdgdYdha 1.3 28

136
tisprovingKtheKycebergKuffectoKqKStudyKofKtheKteuteronKöuadrupoleKsouplingKsonstantKofKWaterKinK
aK“ixtureKwithKtimethylKSulfoxideKviaKsomputerKSimulationsZKJournalfoffthefAmericanfChemicalf
SocietyWK2000WKabbWKecgiYechc

16.4 27

135 ynfluenceKofKsonstraintsKwithinKaKsyclicKPolymerKonKSolutionKPropertiesZKBiomacromoleculesWK2018WK
aiWKfafYfbe 6.9 26

134 sonformationKTransitionsKofKThermoresponsiveKtendronizedKPolymersKacrossKtheK’owerKsriticalK
SolutionKTemperatureZKMacromoleculesWK2016WKdiWKi]]Yi]h 5.5 26

133 qKcomputationalKstudyKofKcarbonKdioxideKadsorptionKonKsolidKboronZKPhysicalfChemistryfChemicalf
PhysicsWK2014WKafWKabfieYg]b 3.6 26

132 qbKinitioKvariationalKcalculationsKofKtheKvibrationalKpropertiesKofK’iVcWK’ib”aVWK’i”aVbWKandKK’i”aVZK
JournalfoffChemicalfPhysicsWK1991WKieWKaa]gYaab] 3.9 26

131 ”ewKobservationsKregardingKdeterministicWKtimeYreversibleKthermostatsKandKwaussRsKprincipleKofK
leastKconstraintZKJournalfoffChemicalfPhysicsWK2005WKabbWKaida]f 3.9 25

130 rasisKsetKsuperpositionKerrorsKinKintermolecularKstructuresKandKforceKconstantsZKChemicalfPhysicsf
LettersWK1991WKahcWKbbcYbbf 2.5 25

129 –riginKofKtheKVisibleK’ightKqbsorptionKofKroron[”itrogenKsoYdopedKqnataseKTi–bZKJournalfoff
PhysicalfChemistryfCWK2013WKaagWKbfdedYbfdei 3.8 24

128 UnlockingKtheKpotentialKofKcommercialKcarbonKnanofibersKasKfreeYstandingKpositiveKelectrodesKforK
flexibleKaluminumKionKbatteriesZKJournalfoffMaterialsfChemistryfAWK2019WKgWKaeabcYaeac] 13 23

127 ’owYvoulingKvluoropolymersKforKrioconjugationKandKynKVivoKTrackingZKAngewandtefChemieftf
InternationalfEditionWK2020WKeiWKdgbiYdgce 16.4 22

126 TheKconjugateYpairingKruleKforKnonYxamiltonianKsystemsZKChaosWK1998WKhWKccgYcdi 3.3 22

125 wasificationKofKdiosgeninKsolidKwasteKforKhydrogenKproductionKinKsupercriticalKwaterZKInternationalf
JournalfoffHydrogenfEnergyWK2017WKdbWKiddhYideg 6.7 21

124 –nKtheKprobabilityKofKviolationsKofKvourierRsKlawKforKheatKflowKinKsmallKsystemsKobservedKforKshortK
timesZKJournalfoffChemicalfPhysicsWK2010WKacbWK]bde]a 3.9 21

123 StrainKrateKdependentKpropertiesKofKaKsimpleKfluidZKMolecularfPhysicsWK1998WKieWKaieYb]b 1.7 21

122
ThermodynamicalKandKstructuralKpropertiesKofKneonKinKtheKliquidKandKsupercriticalKstatesKobtainedK
fromKabKinitioKcalculationsKandKmolecularKdynamicsKsimulationsZKJournalfoffChemicalfPhysicsWK1993WK
iiWKiafcYiafi

3.9 20

121 qbKinitioKrotationallyKresolvedKinfraredKspectrumKofKpotassiumYlithiumKSKb’iVTZKThefJournalfoff
PhysicalfChemistryWK1992WKifWKfaehYfafe 20
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120 xowK’owK”ucleationKtensityKofKwrapheneKonKsu”iKqlloyKisKqchievedZKAdvancedfScienceWK2018WKeWKag]]ifa13.6 19

119 TheKnumberKdependenceKofKtheKmaximumK’yapunovKexponentZKPhysicafA:fStatisticalfMechanicsfandf
ItsfApplicationsWK1997WKbd]WKifYa]d 3.3 19

118 qbKinitioKmodelKofKtheKøamanKspectrumKofK’iVcjKbreatheKmodeKfrequenciesZKSpectrochimicafActaf
PartfA:fMolecularfSpectroscopyWK1987WKdcWKfiiYg]a 19

117 KineticKenergyKconservingKintegratorsKforKwaussianKthermostattedKS’’–tZKJournalfoffChemicalf
PhysicsWK1999WKaaaWKahYbf 3.9 18

116
UseKofKmolecularKdynamicsKsimulationsKwithKabKinitioKSsvKcalculationsKforKtheKdeterminationKofKtheK
deuteriumKquadrupoleKcouplingKconstantKinKliquidKwaterKandKbondKlengthsKinKiceZKJournalfoff
ComputationalfChemistryWK1993WKadWKaeecYaef]

3.5 18

115 ”umericalKexperimentsKinKquantumKphysicsjKviniteYelementKmethodZKAmericanfJournalfoffPhysicsWK
1988WKefWKdddYddh 0.7 18

114 TheKlinkKbetweenKtheKkineticsKofKgasKhydrateKformationKandKsurfaceKionKdistributionKinKtheKlowKsaltK
concentrationKregimeZKFuelWK2019WKbd]WKc]iYcaf 7.1 18

113 SwitchedKPhotocurrentKonKTinKSulfideYrasedK”anoplateKPhotoelectrodesZKChemSusChemWK2017WKa]WKfg]Yfgd8.3 17

112 PotassiumYyonKStorageKinKselluloseYterivedKxardKsarbonjKTheKøoleKofKvunctionalKwroupsZKBatteriesf
andfSupercapsWK2020WKcWKiecYif] 5.6 17

111 salculationKofKtheKdeuteronKquadrupoleKrelaxationKrateKinKaKmixtureKofKwaterKandKdimethylK
sulfoxideZKJournalfoffthefAmericanfChemicalfSocietyWK2004WKabfWKdg]dYa] 16.4 17

110 PotentialKenergyKsurfaceKandKvibrationalKbandKoriginsKofKtheKtriatomicKlithiumKcationZKSpectrochimicaf
ActafPartfA:fMolecularfSpectroscopyWK1988WKddWKe]eYeae 17

109 tiffusionKofKlithiumKionsKinK’ithiumYargyroditeKsolidYstateKelectrolytesZKNpjfComputationalfMaterialsWK
2020WKfWK 10.9 17

108 qKproofKofKslausiusRKtheoremKforKtimeKreversibleKdeterministicKmicroscopicKdynamicsZKJournalfoff
ChemicalfPhysicsWK2011WKacdWKb]daac 3.9 16

107 sommentKonKâ��“odifiedKnonequilibriumKmolecularKdynamicsKforKfluidKflowsKwithKenergyK
conservationâ��K[zZKshemZKPhysZKa]fWKefaeKSaiigT]ZKJournalfoffChemicalfPhysicsWK1998WKa]hWKdceaYdceb 3.9 16

106 qKfittingKprogramKforKpotentialKenergyKsurfacesKofKbentKtriatomicKmoleculesZKComputerfPhysicsf
CommunicationsWK1992WKfgWKebgYecf 4.2 16

105 ThreeYtimensionalKSiliconKsarbideKfromKSiligrapheneKasKaKxighKsapacityK’ithiumKyonKratteryKqnodeK
“aterialZKJournalfoffPhysicalfChemistryfCWK2019WKabcWKbgbieYbgc]d 3.8 15

104 ”umericalKstudyKofKtheKsteadyKstateKfluctuationKrelationsKfarKfromKequilibriumZKJournalfoffChemicalf
PhysicsWK2006WKabdWKaida]b 3.9 15

103 ynsightsKintoKtheKtrappingKmechanismKofKlightKmetalsKonKsb”YhbtjKUtilisationKasKanKanodeKmaterialK
forKmetalKionKbatteriesZKCarbonWK2020WKaf]WKabeYacb 10.4 15
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102 somputationalKStudyKonKtheKqdsorptionKofKSodiumKandKsalciumKonKudgeYvunctionalizedKwrapheneK
”anoribbonsZKJournalfoffPhysicalfChemistryfCWK2019WKabcWKadhieYadi]h 3.8 14

101 somputationalKStudiesKofKtheKynteractionKofKsarbonKtioxideKwithKwrapheneYSupportedKTitaniumK
tioxideZKJournalfoffPhysicalfChemistryfCWK2015WKaaiWKbi]ddYbi]ea 3.8 14

100 xighlyKorderedKmacroporousKdualYelementYdopedKcarbonKfromKmetalYorganicKframeworksKforK
catalyzingKoxygenKreductionZKChemicalfScienceWK2020WKaaWKiehdYieib 9.4 14

99 WaterKdiffusionKinKzeoliteKmembranesjK“olecularKdynamicsKstudiesKonKeffectsKofKwaterKloadingKandK
thermostatZKJournalfoffMembranefScienceWK2015WKdieWKcbbYccc 9.6 13

98 uffectKofKsarbonKshainK’engthKofK–rganicKSaltsKonKtheKThermodynamicKStabilityKofK“ethaneK
xydrateZKJournalfoffChemicalfmamp;fEngineeringfDataWK2016WKfaWKaiebYaif] 2.8 13

97 uffectKofKsolvationKandKconfinementKonKtheKtransYgaucheKisomerizationKreactionKinKnYbutaneZK
JournalfoffChemicalfPhysicsWK2006WKabeWKafde]a 3.9 13

96 VariationalKcalculationsKofKrotationallyKresolvedKinfraredKpropertiesKofK’ib”aVWK’i”abVKandKK’i”aVZK
JournalfoffMolecularfStructureWK1992WKbgbWKgcYic 3.4 13

95 SemiclathrateKhydratesKofKmethaneKVKtetraalkylammoniumKhydroxidesZKFuelWK2017WKb]cWKfahYfbf 7.1 12

94 –nKTypicalityKinK”onequilibriumKSteadyKStatesZKJournalfoffStatisticalfPhysicsWK2016WKafdWKhdbYheg 1.5 12

93 ”onYxamiltonianKmolecularKdynamicsKimplementationKofKtheKwibbsKensembleKmethodZKyyZK“olecularK
liquidYvaporKresultsKforKcarbonKdioxideZKJournalfoffChemicalfPhysicsWK2007WKabfWKafda]e 3.9 12

92 weneralizedKfluctuationKformulaZKAIPfConferencefProceedingsWK2000WK 0 12

91 qbKinitioKtransitionKprobabilitiesWKbandKstrengthsKandKlifetimesKforKtheKlowestYlyingKvibrationalK
statesKofK’iVcZKSpectrochimicafActafPartfA:fMolecularfSpectroscopyWK1988WKddWKiheYihi 12

90 topingKuffectsKonKtheKPerformanceKofKPairedK“etalKsatalystsKforKtheKxydrogenKuvolutionKøeactionZK
JournalfoffChemicalfInformationfandfModelingWK2019WKeiWKbbdbYbbdg 6.1 11

89 ShapingKtheKvutureKofKSolidYStateKulectrolytesKthroughKsomputationalK“odelingZKAdvancedf
MaterialsWK2020WKcbWKeai]h]da 24 11

88 TimeKøeversibilityWKsorrelationKtecayKandKtheKSteadyKStateKvluctuationKøelationKforKtissipationZK
EntropyWK2013WKaeWKae]cYaeae 2.8 11

87 “olecularKtynamicsKandK”“øKParameterKsalculationsK2004WKageYahi 11

86 xowKapproximateKisKtheKexperimentalKevaluationKofKquadrupoleKcouplingKconstantsKinKliquidsoKqK
novelKcomputationalKstudyZKJournalfoffChemicalfPhysicsWK2003WKaaiWKfahdYfaic 3.9 11

85
salculationKofKtransportKpropertiesKofKneonKinKtheKliquidWKsupercriticalWKandKgaseousKstateKbyK
molecularKdynamicsKsimulationsKapplyingKanKabKinitioKpairKpotentialZKThefJournalfoffPhysicalf
ChemistryWK1993WKigWKaih]Yaihd

11
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84 SulfurYbasedKredoxKchemistryKforKelectrochemicalKenergyKstorageZKCoordinationfChemistryfReviewsWK
2020WKdbbWKbacdde 23.2 11

83 ”ewKupoxyKThermosetsKterivedKfromKaKrisimidazoliumKyonicK’iquidK“onomerjKqnKuxperimentalKandK
“odelingKynvestigationZKACSfSustainablefChemistryfandfEngineeringWK2020WKhWKabb]hYabbba 8.3 11

82 StructuralKulectrolytesKrasedKonKupoxyKøesinsKandKyonicK’iquidsjKqK“olecularY’evelKynvestigationZK
MacromoleculesWK2020WKecWKgfceYgfdi 5.5 11

81 ScWKweKcoYdopingK”qSys–”KboostsKsolidYstateKsodiumKionKbatteriesRKperformanceZKEnergyfStoragef
MaterialsWK2021WKd]WKbhbYbia 19.4 11

80 TemporalKasymmetryKofKfluctuationsKinKnonequilibriumKsteadyKstatesZKJournalfoffChemicalfPhysicsWK
2006WKabdWKaada]i 3.9 10

79 shaoticKpropertiesKofKplanarKelongationalKflowKandKplanarKshearKflowjK’yapunovKexponentsWK
conjugateYpairingKruleWKandKphaseKspaceKcontractionZKPhysicalfReviewfEWK2006WKgcWK]dfb]f 2.4 10

78 qbKinitioKcalculationKofKtheKthermalKconductivityKofKneonKinKtheKliquidKandKhypercriticalKstateKoverKaK
wideKpressureKrangeZKMolecularfPhysicsWK1992WKgfWKabacYabai 1.7 10

77 qbKinitioKcalculationKofKtheKshearKviscosityKofKneonKinKtheKliquidKandKhypercriticalKstateKoverKaKwideK
pressureKandKtemperatureKrangeZKChemicalfPhysicsWK1992WKafdWKcbaYcbi 2.3 10

76 WaterKStructureKandKTransportKinKZeolitesKwithKPoresKinK–neKorKThreeKtimensionsKfromK“olecularK
tynamicsKSimulationsZKJournalfoffPhysicalfChemistryfCWK2017WKabaWKchaYcia 3.8 9

75 ’owYvoulingKvluoropolymersKforKrioconjugationKandKynKVivoKTrackingZKAngewandtefChemieWK2020WK
acbWKdgeiYdgfe 3.6 9

74 ynteractionKofKqlWKTiWKandKsuKqtomsKwithKroronK”itrideK”anotubesjKqKsomputationalKynvestigationZK
JournalfoffPhysicalfChemistryfCWK2016WKab]WKce]iYceah 3.8 9

73 somparisonKofKtheKeffectKofKhydrogenKincorporationKandKoxygenKvacanciesKonKtheKpropertiesKofK
anataseKTi–bjKelectronicsWKopticalKabsorptionWKandKinteractionKwithKwaterZKSciencefBulletinWK2014WKeiWKbageYbah] 9

72 SymplecticKpropertiesKofKalgorithmsKandKsimulationKmethodsZKPhysicafA:fStatisticalfMechanicsfandfItsf
ApplicationsWK1997WKbd]WKa]eYaad 3.3 9

71 TemporalKasymmetryKofKfluctuationsKinKnonequilibriumKsteadyKstatesjKlinksKwithKcorrelationK
functionsKandKnonlinearKresponseZKJournalfoffChemicalfPhysicsWK2008WKabhWKafdeae 3.9 9

70 teterministicKderivationKofKnonYequilibriumKfreeKenergyKtheoremsKforKnaturalKisothermalKisobaricK
systemsZKMolecularfPhysicsWK2007WKa]eWKa]eiYa]ff 1.7 9

69 TheKfluctuationKtheoremKandK’yapunovKweightsZKPhysicafD:fNonlinearfPhenomenaWK2004WKahgWKcbfYccg 3.3 9

68 ysobaricâ��isothermalKfluctuationKtheoremZKJournalfoffChemicalfPhysicsWK2002WKaafWKfhgeYfhgi 3.9 9

67 sommentKonK“oellerYPlessetKperturbativeKabKinitioKcalculationsKofKtheKneonKdimerKpotentialZKThef
JournalfoffPhysicalfChemistryWK1992WKifWKfa]dYfa]d 9
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66 ynvestigationKofKtheKyonicK’iquidKwrapheneKulectricKtoubleK’ayerKinKSupercapacitorsKUsingKsonstantK
PotentialKSimulationsZKNanomaterialsWK2020WKa]WK 5.4 9

65 tesignKofKtwoYdimensionalKcarbonYnitrideKstructuresKbyKtuningKtheKnitrogenKconcentrationZKNpjf
ComputationalfMaterialsWK2020WKfWK 10.9 9

64 ulectronicsWKVacanciesWK–pticalKPropertiesWKandKrandKungineeringKofKøedKPhotocatalystKSr”b–cjKqK
somputationalKynvestigationZKJournalfoffPhysicalfChemistryfCWK2014WKaahWKaabfgYaabg] 3.8 8

63 ’yapunovKspectraKandKconjugateYpairingKruleKforKconfinedKatomicKfluidsZKJournalfoffChemicalfPhysicsWK
2010WKacbWKbdde]h 3.9 8

62 –nKtheKentropyKofKrelaxingKdeterministicKsystemsZKJournalfoffChemicalfPhysicsWK2011WKaceWKaida]g 3.9 8

61 sommunicationjKreyondKroltzmannRsKxYtheoremjKdemonstrationKofKtheKrelaxationKtheoremKforKaK
nonYmonotonicKapproachKtoKequilibriumZKJournalfoffChemicalfPhysicsWK2012WKacfWK]baa]a 3.9 8

60 TheKglassKtransitionKandKtheKzarzynskiKequalityZKJournalfoffChemicalfPhysicsWK2008WKabiWKacde]d 3.9 8

59 –nKtheKwavevectorKdependentKshearKviscosityKofKaKsimpleKfluidZKMolecularfPhysicsWK1999WKigWKdaeYdbb 1.7 8

58 qccurateKpredictionKofKbindingKenergiesKforKtwoYdimensionalKcatalyticKmaterialsKusingKmachineK
learningZKChemCatChemWK2020WKabWKea]iYeab] 5.2 7

57 wraphdiyneKandKxydrogenYSubstitutedKwraphdiyneKasKPotentialKsathodeK“aterialsKforK
xighYsapacityKqluminumYyonKratteriesZKACSfAppliedfEnergyfMaterialsWK2020WKcWKgd]dYgdae 6.1 7

56 –nKtheKrelationshipKbetweenKdissipationKandKtheKrateKofKspontaneousKentropyKproductionKfromK
linearKirreversibleKthermodynamicsZKMolecularfSimulationWK2014WKd]WKb]hYbag 2 7

55 vineKtuningKtheKteachingKmethodsKusedKforKsecondKyearKuniversityKmathematicsZKInternationalf
JournalfoffMathematicalfEducationfinfSciencefandfTechnologyWK2012WKdcWKaYi 0.5 7

54 ’ocalKfluctuationKtheoremKforKlargeKsystemsZKPhysicalfReviewfLettersWK2013WKaa]WKbf]f]b 7.4 7

53 tifferentKapproachesKforKevaluatingKexponentiallyKweightedKnonequilibriumKrelationsZKJournalfoff
ChemicalfPhysicsWK2010WKaccWKaeda]h 3.9 7

52 uffectKofKterminalKaminoKacidsKonKtheKstabilityKandKspecificityKofKP”qYt”qKhybridisationZKOrganicf
andfBiomolecularfChemistryWK2007WKeWKiagYbc 3.9 7

51 SimulationsKofKtheKThermalKsonductivityKinKtheKVicinityKofKtheKsriticalKPointZKMolecularfSimulationWK
1998WKb]WKcheYcie 2 7

50 uxploringKtheKeffectKofKinterlayerKdistanceKofKexpandedKgraphiteKforKsodiumKionKstorageKusingKfirstK
principlesKcalculationsZKPhysicalfChemistryfChemicalfPhysicsWK2021WKbcWKc]fcYc]g] 3.6 7

49 TheKcovariantKdissipationKfunctionKforKtransientKnonequilibriumKstatesZKJournalfoffChemicalfPhysicsWK
2010WKaccWK]ede]g 3.9 6

(2010-2020)
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48 ysKthereKanKicebergKeffectKinKtheKwater[t“S–KmixtureoKSomeKinformationKfromKcomputationalK
chemistryZKJournalfoffMolecularfLiquidsWK2002WKihYiiWKgaYgg 6 6

47 ulectricKfieldKgradientsKareKhighlyKpairYadditiveZKChemicalfPhysicsfLettersWK2001WKcdfWKaf]Yafb 2.5 6

46 TheKtissipationKvunctionjKytsKøelationshipKtoKuntropyKProductionWKTheoremsKforK”onequilibriumK
SystemsKandK–bservationsKonKytsKuxtremaZKUnderstandingfComplexfSystemsWK2014WKcaYdg 0.4 6

45 randgapKengineeringKofKtwoYdimensionalKsc”KbilayersZKNaturefElectronicsWK2021WKdWKdhfYdid 28.4 6

44 SystemKsizeKeffectsKonKcalculationKofKtheKviscosityKofKextendedKmoleculesZKChemicalfEngineeringf
ScienceWK2015WKabaWKbcfYbdd 4.4 5

43 qpplicabilityKofKoptimalKprotocolsKandKtheKzarzynskiKequalityZKPhysicafScriptaWK2014WKhiWK]dh]]b 2.6 5

42 øesponseKtheoryKforKconfinedKsystemsZKJournalfoffChemicalfPhysicsWK2012WKacgWK]gdaad 3.9 5

41 TheKvluctuationKTheoremKandKtissipationKTheoremKforKPoiseuilleKvlowZKJournalfoffPhysics:f
ConferencefSeriesWK2011WKbigWK]ab]ag 0.3 5

40 ”onequilibriumKUmbrellaKSamplingKandKtheKvunctionalKsrooksKvluctuationKTheoremZKJournalfoff
StatisticalfPhysicsWK2011WKadeWKhcaYhd] 1.5 5

39 “usingsKonKthermostatsZKJournalfoffChemicalfPhysicsWK2010WKaccWKa]da]f 3.9 5

38 –nKviolationsKofK’eKshatelierRsKprincipleKforKaKtemperatureKchangeKinKsmallKsystemsKobservedKforK
shortKtimesZKJournalfoffChemicalfPhysicsWK2009WKacaWKbade]c 3.9 5

37 SVtKqnalysisKinKvittingKPropertyKSurfacesZKJournalfoffthefChinesefChemicalfSocietyWK1992WKciWKcciYcda 1.5 5

36 TheKfreeKenergyKofKexpansionKandKcontractionjKtreatmentKofKarbitraryKsystemsKusingKtheKzarzynskiK
equalityZKJournalfoffChemicalfPhysicsWK2012WKacfWKagdaaa 3.9 4

35 uffectsKofKtheKjuxtapositionKofKcarbonaceousKslitKporesKonKtheKoverallKtransportKbehaviorKofK
adsorbedKfluidsZKLangmuirWK2005WKbaWKbbiYci 4 4

34 SievingKofKxKbKandKtKbKThroughKundYtoYundK”anotubesZKCommunicationsfinfTheoreticalfPhysicsWK2014WK
fbWKedaYedi 2.4 3

33 shaoticKpropertiesKofKisokineticYisobaricKatomicKsystemsKunderKplanarKshearKandKelongationalKflowsZK
PhysicalfReviewfEWK2008WKggWK]efbag 2.4 3

32 xighYPerformanceKSupercapacitorK“aterialsKrasedKonKxierarchicallyKPorousKsarbonsKterivedKfromK
qrtocarpusKheterophyllusKSeedZKACSfAppliedfEnergyfMaterialsW 6.1 3

31 ynteractionKofKroronK”itrideK”anotubesKwithKqluminiumjKqKsomputationalKStudyZKJournalfoffPhysicalf
ChemistryfCWK2018WKabbWKaebbfYaebd] 3.8 2
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30 TheKeffectKofKconfinementKandKwallKstructureKonKtheKkineticsKofKisomerisationKofKnYbutaneZK
MolecularfSimulationWK2009WKceWKagbYahe 2 2

29 ”onYequilibriumKmolecularKdynamicsKintegratorsKusingK“apleZKMathematicsfandfComputersfinf
SimulationWK1998WKdeWKadgYafb 3.3 2

28 roundaryKconditionKindependenceKofKmolecularKdynamicsKsimulationsKofKplanarKelongationalKflowZK
PhysicalfReviewfEWK2007WKgeWK]ffg]b 2.4 2

27 ThermoresponsiveKSupramolecularKqssembliesKfromKtendronizedKqmphiphilesKToKvormK
vluorescentKSpheresKwithKTunableKshiralityZKACSfNanoWK2021WK 16.7 2

26 tendronizedKpolydiacetylenesKphotoYpolymerizationKofKsupramolecularKassembliesKshowingK
thermallyKtunableKchiralityZKChemicalfCommunicationsWK2021WKegWKabgh]Yabghc 5.8 2

25 uffectKofKdefectsKandKdefectKdistributionKonK’iYdiffusionKandKelasticKpropertiesKofKantiYperovskiteK
’ic–slKsolidKelectrolyteZKEnergyfStoragefMaterialsWK2021WKdaWKfadYfbb 19.4 2

24 ’ocalKresponseKinKnanoporesZKMolecularfSimulationWK2016WKdbWKdfcYdgc 2 1

23 TheKuvansâ��SearlesKvluctuationKTheoremK2016WKdiYfd 1

22 uquilibriumKbindingKenergiesKfromKfluctuationKtheoremsKandKforceKspectroscopyKsimulationsZKSoftf
MatterWK2016WKabWKih]cYihb] 3.6 1

21 ThermodynamicsKofKSmallKSystemsK2010WKgeYa]i 1

20 qpplyingKriYdirectionalKzarzynskiK“ethodsKtoKöuasiYequilibriumKStatesZKAustralianfJournalfoff
ChemistryWK2010WKfcWKceg 1.2 1

19 qKterivationKofKtheKwibbsKuquationKandKtheKteterminationKofKshangeKinKwibbsKuntropyKfromK
salorimetryZKAustralianfJournalfoffChemistryWK2016WKfiWKadac 1.2 1

18 vluctuationKøelationsKandKtheKvoundationsKofKStatisticalKThermodynamicsjKqKteterministicK
qpproachKandK”umericalKtemonstrationegYhb 1

17 vullyKperiodicWKcomputationallyKefficientKconstantKpotentialKmolecularKdynamicsKsimulationsKofKionicK
liquidKsupercapacitorsZZKJournalfoffChemicalfPhysicsWK2022WKaefWKahda]a 3.9 1

16 vreeKunergyKsalculationsKwithKøeducedKPotentialKsutoffKøadiiZKJournalfoffChemicalfTheoryfandf
ComputationWK2013WKiWKb]hcYi 6.4 0

15 qKlocalKdissipationKtheoremZKJournalfoffChemicalfPhysicsWK2012WKacgWKbadaa] 3.9 0

14 sarbonKnitridesKasKcathodeKmaterialsKforKaluminiumKionKbatteriesZKCarbonWK2021WKahcWKedfYeei 10.4 0

13 yntroductionKtoKTimeYøeversibleWKThermostattedKtynamicalKSystemsWKandKStatisticalK“echanicalK
unsemblesK2016WKagYdh
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12 TheKtissipationKTheoremK2016WKfeYgf

11 uquilibriumKøelaxationKTheoremsK2016WKggYa]h

10 ”onequilibriumKSteadyKStatesK2016WKa]iYacb

9 qpplicationsKofKtheKvluctuationWKtissipationWKandKøelaxationKTheoremsK2016WKaccYaed

8 ”onequilibriumKWorkKøelationsWKtheKslausiusKynequalityWKandKuquilibriumKThermodynamicsK2016WKaeeYahf

7 TransientKviolationKofK’eKshatelierâ��sKprincipleKforKaKnetworkKofKwaterKmoleculesZKJournalfoffthef
IranianfChemicalfSocietyWK2011WKhWKdbdYdcb 2

6 PlanarKmixedKflowKandKchaosjK’yapunovKexponentsKandKtheKconjugateYpairingKruleZKJournalfoff
ChemicalfPhysicsWK2011WKacdWKaadaab 3.9

5 sontributionKofKtheKstochasticKforcesKtoKtheKfluctuationKtheoremZKPhysicalfReviewfEWK2012WKheWK]dba]b 2.4

4 PotentialKunergyKvunctionsZKLecturefNotesfinfQuantumfChemistryfIIWK1993WKegYha 0.6

3 viniteYulementKSolutionKofK–neYtimensionalKSchrˆ¶dingerKuquationsZKLecturefNotesfinfQuantumf
ChemistryfIIWK1993WKhbYa]f 0.6

2 qpplicationsKtoKrentKTriatomicK“oleculesZKLecturefNotesfinfQuantumfChemistryfIIWK1993WKaegYai] 0.6

1 tipoleK“omentKSurfacesKandKøadiativeKPropertiesZKLecturefNotesfinfQuantumfChemistryfIIWK1993WKadfYaef0.6
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