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k Paper IF Citations

170 –ultiWscaleHsimulationHofHtheHadsorptionHofHlithiumHionHonHgraphiteHsurfaceiHvromHquantumH–onteH
sarloHtoHmolecularHdensityHfunctionalHtheoryXXHJournaleofeChemicalePhysicsVH2022VH_deVHZhcfZh 3.9 0

169 –icroscopicHSimulationsHofHulectrochemicalHtoubleW}ayerHsapacitorsXXHChemicaleReviewsVH2022VH 68.1 5

168 uffectsHofHfluorideHsaltHadditionHtoHtheHphysicoWchemicalHpropertiesHofHtheH–gslaâ��°aslâ��{slHheatH
transferHfluidiHqHmolecularHdynamicsHstudyXHSolareEnergyeMaterialseandeSolareCellsVH2022VHabhVH___ech 6.4 0

167 StructureHandHdynamicsHofHaqueousH°aslHsolutionsHatHhighHtemperaturesHandHpressuresXHJournaleofe
ChemicalePhysicsVH2021VH_ddVH_hcdZe 3.9 1

166 –etalWyonH·ligomerizationHynsideHulectrifiedHsarbonH–icroporesHandHitsHuffectHonHsapacitiveHshargeH
StorageXHAdvancedeMaterialsVH2021VHea_Zfcbh 24 5

165 –olecularHSimulationHofHulectrodeWSolutionHynterfacesXHAnnualeRevieweofePhysicaleChemistryVH2021VH
faVH_ghWa_a 15.7 24

164 SizeHdependenceHofHhydrophobicHhydrationHatHelectrifiedHgoldYwaterHinterfacesXHProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVH2021VH__gVH 11.5 13

163 somputationalHqmperometryHofH°anoscaleHsapacitorsHinH–olecularHSimulationsXHJournaleofePhysicale
ChemistryeLettersVH2021VH_aVHcbdfWcbe_ 6.4 5

162 qnionHSpecificHuffectsHtriveHtheHvormationHofH}iWSaltHrasedHqqueousHriphasicHSystemsXHJournaleofe
PhysicaleChemistryeBVH2021VH_adVHdbedWdbfa 3.4 2

161 somputationalHScreeningHofHtheHβhysicalHβropertiesHofHWaterWinWSaltHulectrolytesTTXHBatterieseande
SupercapsVH2021VHcVHeceWeda 5.6 7

160 sonfiningHWaterHinHyonicHandH·rganicHSolventsHtoHTuneHytsHqdsorptionHandHReactivityHatHulectrifiedH
ynterfacesXHAccountseofeChemicaleResearchVH2021VHdcVH_ZbcW_Zca 24.3 7

159 uffectHofHtheHmetallicityHonHtheHcapacitanceHofHgoldWaqueousHsodiumHchlorideHinterfacesXHJournaleofe
ChemicalePhysicsVH2021VH_ddVHZccfZb 3.9 5

158 SolvationHofHanthraquinoneHandHTu–β·HredoxWactiveHspeciesHinHacetonitrileHusingHaHpolarizableH
forceHfieldXHJournaleofeChemicalePhysicsVH2021VH_ddVHZfcdZc 3.9 4

157 rottomWUpHtesignHofHsonfigurableH·ligomerWterivedHsonductingH–etallopolymersHforHxighWβowerH
ulectrochemicalHunergyHStorageXHACSeNanoVH2021VH_dVH_dcaaW_dcag 16.7 1

156 qHsemiclassicalHThomasWvermiHmodelHtoHtuneHtheHmetallicityHofHelectrodesHinHmolecularHsimulationsXH
JournaleofeChemicalePhysicsVH2020VH_dbVH_fcfZc 3.9 19

155 –assWzeroHconstrainedHmolecularHdynamicsHforHelectrodeHchargesHinHsimulationsHofHelectrochemicalH
systemsXHJournaleofeChemicalePhysicsVH2020VH_daVH_hcfZ_ 3.9 6

154 sompetitiveHSaltHβrecipitationYtissolutionHturingHvreeWWaterHReductionHinHWaterWinWSaltH
ulectrolyteXHAngewandteeChemieeteInternationaleEditionVH2020VHdhVH_dh_bW_dh_f 16.4 28
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153 sompetitiveHSaltHβrecipitationYtissolutionHturingHvreeWWaterHReductionHinHWaterWinWSaltH
ulectrolyteXHAngewandteeChemieVH2020VH_baVH_eZcfW_eZd_ 3.6 11

152 SolventWSolventHsorrelationsHacrossHwrapheneiHTheHuffectHofHymageHshargesXHACSeNanoVH2020VH_cVHfhgfWfhhg16.7 11

151 ynvestigationHofHionicHlocalHstructureHinHmoltenHsaltHfastHreactorH}ivWThvcWUvcHfuelHbyHuXqvSH
experimentsHandHmolecularHdynamicsHsimulationsXHJournaleofeMoleculareLiquidsVH2020VHbZfVH__ahaf 6 12

150 qHfirstWprinciplesHcomputationalHcomparisonHofHdefectWfreeHandHdisorderedVHfluorinatedHanataseHTi·H
RZZ_SHinterfacesHwithHwaterXXHRSCeAdvancesVH2020VH_ZVHghgaWghgg 3.7 2

149 virstWβrinciplesHteterminationHofHTransferenceH°umbersHinHsryoliticH–eltsXHIndustrialemamp;e
EngineeringeChemistryeResearchVH2020VHdhVH_bbZdW_bb_c 3.9 3

148 qHfirstWprinciplesHinvestigationHofHtheHstructuralHandHelectrochemicalHpropertiesHofHbiredoxHionicH
speciesHinHacetonitrileXHPhysicaleChemistryeChemicalePhysicsVH2020VHaaVH_Zde_W_Zdeg 3.6 5

147 –etalWallsiHqHclassicalHmolecularHdynamicsHsoftwareHdedicatedHtoHtheHsimulationHofHelectrochemicalH
systemsXHJournaleofeOpeneSourceeSoftwareVH2020VHdVHabfb 5.2 26

146 shargeHfluctuationsHfromHmolecularHsimulationsHinHtheHconstantWpotentialHensembleXHPhysicale
ChemistryeChemicalePhysicsVH2020VHaaVH_ZcgZW_Zcgh 3.6 30

145 somparingHtheHperformanceHofHsulfoniumHandHphosphoniumHionicHliquidsHasHelectrolytesHforH
supercapacitorsHbyHmolecularHdynamicsHsimulationsXHElectrochimicaeActaVH2020VHbecVH_bf_g_ 6.7 5

144 StructuralHandHdynamicHpropertiesHofHsodaWlimeWsilicaHinHtheHliquidHphaseXHJournaleofeChemicalePhysics
VH2020VH_dbVHa_cdZd 3.9 4

143 TuningHwaterHreductionHthroughHcontrolledHnanoconfinementHwithinHanHorganicHliquidHmatrixXH
NatureeCatalysisVH2020VHbVHedeWeeb 36.5 38

142 StudyHofHaHwaterWgrapheneHcapacitorHwithHmolecularHdensityHfunctionalHtheoryXHJournaleofeChemicale
PhysicsVH2019VH_d_VH_ac___ 3.9 19

141 qHmolecularHdensityHfunctionalHtheoryHapproachHtoHelectronHtransferHreactionsXHChemicaleScienceVH
2019VH_ZVHa_bZWa_cb 9.4 20

140 StructuralVHtynamicVHandHThermodynamicHStudyHofH{vâ��qlvbH–eltsHbyHsombiningHxighWTemperatureH
°–RHandH–olecularHtynamicsHSimulationsXHJournaleofePhysicaleChemistryeCVH2019VH_abVHa_cfWa_de 3.8 6

139 uffectHofHtheHcarbonHmicroporousHstructureHonHtheHcapacitanceHofHaqueousHsupercapacitorsXHEnergye
StorageeMaterialsVH2019VHa_VH_hZW_hd 19.4 26

138 βressureHinducedHstructuralHtransformationsHinHamorphousH–gSi·bHandHsaSi·bXHJournaleofe
NontCrystallineeSolids:eXVH2019VHbVH_ZZZac 2.5 11

137 StudyHofHtheHβartialHshargeHTransportHβropertiesHinHtheH–oltenHqluminaHviaH–olecularHtynamicsXH
ACSeOmegaVH2019VHcVHgZaaWgZbZ 3.9 6

136 –olecularHtynamicsHSimulationsHofHutherW–odifiedHβhosphoniumHyonicH}iquidHsonfinedHinHbetweenH
βlanarHandHβorousHwrapheneHulectrodeH–odelsXHJournaleofePhysicaleChemistryeCVH2019VH_abVH_Zg_eW_Zgad 3.8 16

(2019-2020)

3



135 shasingHqqueousHriphasicHSystemsHfromHSimpleHSaltsHbyHuxploringHtheH}iTvSyY}islYx·HβhaseH
tiagramXHACSeCentraleScienceVH2019VHdVHecZWecb 16.8 18

134 SimulatingHulectrochemicalHSystemsHbyHsombiningHtheHviniteHvieldH–ethodHwithHaHsonstantH
βotentialHulectrodeXHPhysicaleRevieweLettersVH2019VH_abVH_hddZ_ 7.4 30

133 TransportHβropertiesHofH}iWTvSyHWaterWinWSaltHulectrolytesXHJournaleofePhysicaleChemistryeBVH2019VH
_abVH_Zd_cW_Zda_ 3.4 39

132 qH°ewHulectrolyteHvormulationHforHSecuringHxighHTemperatureHsyclingHandHStorageHβerformancesH
ofH°aWyonHratteriesXHAdvancedeEnergyeMaterialsVH2019VHhVH_hZ_cb_ 21.8 26

131 ynHsituHhighWtemperatureHuXqvSHmeasurementsHonHradioactiveHandHairWsensitiveHmoltenHsaltH
materialsXHJournaleofeSynchrotroneRadiationVH2019VHaeVH_acW_be 2.4 13

130 –anyWbodyHeffectsHatHtheHoriginHofHstructuralHtransitionsHinHr·XHJournaleofeChemicalePhysicsVH2019VH
_d_VHaacdZg 3.9 0

129 ympactHofHqnionHVacanciesHonHtheH}ocalHandHulectronicHStructuresHofHyronWrasedH·xyfluorideH
ulectrodesXHJournaleofePhysicaleChemistryeLettersVH2019VH_ZVH_ZfW__a 6.4 10

128 βerformanceHofHmicroporousHcarbonHelectrodesHforHsupercapacitorsiHsomparingHgrapheneHwithH
disorderedHmaterialsXHEnergyeStorageeMaterialsVH2019VH_fVHggWha 19.4 30

127 rlueHunergyHandHtesalinationHwithH°anoporousHsarbonHulectrodesiHsapacitanceHfromH–olecularH
SimulationsHtoHsontinuousH–odelsXHPhysicaleRevieweXVH2018VHgVH 9.1 15

126 ·nHtheHdeterminationHofHionHtransportHnumbersHinHmoltenHsaltsHusingHmolecularHdynamicsXH
ElectrochimicaeActaVH2018VHafcVHaeeWafb 6.7 15

125 –aterialsHforHsupercapacitorsiHWhenH}iWionHbatteryHpowerHisHnotHenoughXHMaterialseTodayVH2018VHa_VHc_hWcbe21.8 234

124 yonWionHcorrelationsHacrossHandHbetweenHelectrifiedHgrapheneHlayersXHJournaleofeChemicalePhysicsVH
2018VH_cgVH_hbg_a 3.9 22

123 somputerHsimulationHstudiesHofHnanoporousHcarbonWbasedHelectrochemicalHcapacitorsXHCurrente
OpinioneineElectrochemistryVH2018VHhVHg_Wge 7.2 13

122 StructuralHstudyHofH°aa·Wra·bWSi·aW}aa·bHglassesHfromHmolecularHsimulationsHusingHaHpolarizableH
forceHfieldXHJournaleofeNontCrystallineeSolidsVH2018VHchhVHbf_Wbfh 3.9 13

121 slassicalHβolarizableHvorceHvieldHtoHStudyHxydratedHxectoriteiH·ptimizationHonHtvTHsalculationsHandH
ValidationHagainstHXRtHtataXHMineralseoBaselseSwitzerlandpVH2018VHgVHaZd 2.4 8

120 ynsightsHintoH}iUVH°aUVHandH{UHyntercalationHinH}epidocrociteWTypeH}ayeredHTi·aHStructuresXHACSe
AppliedeEnergyeMaterialsVH2018VH_VHaZfgWaZge 6.1 21

119 TheHvateHofHWaterHatHtheHulectrochemicalHynterfacesiHulectrochemicalHrehaviorHofHvreeHWaterH
VersusHsoordinatingHWaterXHJournaleofePhysicaleChemistryeLettersVH2018VHhVHeegbWeegg 6.4 55

118 slassicalHβolarizableHvorceHvieldHToHStudyHxydratedHshargedHslaysHandHZeolitesXHJournaleofePhysicale
ChemistryeCVH2018VH_aaVHacehZWacfZc 3.8 9
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117 sapacitiveHβerformanceHofHWaterWinWSaltHulectrolytesHinHSupercapacitorsiHqHSimulationHStudyXH
JournaleofePhysicaleChemistryeCVH2018VH_aaVHabh_fWabhac 3.8 31

116 qnionicHStructureHinH–oltenHsryoliteâ��qluminaHSystemsXHJournaleofePhysicaleChemistryeCVH2018VH_aaVHa_gZfWa_g_e3.8 9

115 βrobingHiceHVyyHcrystallizationHfromHamorphousH°aslWt·HsolutionsHatHgigapascalHpressuresXHPhysicale
ChemistryeChemicalePhysicsVH2017VH_hVH_gfdW_ggb 3.6 13

114 sonfinementHuffectsHonHanHulectronHTransferHReactionHinH°anoporousHsarbonHulectrodesXHJournaleofe
PhysicaleChemistryeLettersVH2017VHgVH_hadW_hb_ 6.4 26

113 StudyHofH°avâ��qlvbH–eltsHbyHsouplingH–olecularHtynamicsVHtensityHvunctionalHTheoryVHandH°–RH
–easurementsXHJournaleofePhysicaleChemistryeCVH2017VH_a_VH_ZaghW_Zahf 3.8 21

112 slassicalHβolarizableHvorceHvieldHToHStudyHtryHshargedHslaysHandHZeolitesXHJournaleofePhysicale
ChemistryeCVH2017VH_a_VHhgbbWhgce 3.8 11

111 saHWslHqssociationHinHWaterHRevisitediHtheHRoleHofHsationHxydrationXHChemPhysChemVH2017VH_gVHagZfWag__3.2 9

110 yonicH}iquidsHforHSupercapacitorHqpplicationsXHTopicseineCurrenteChemistryVH2017VHbfdVHeb 7.2 82

109 βartialHbreakingHofHtheHsoulombicHorderingHofHionicHliquidsHconfinedHinHcarbonHnanoporesXHNaturee
MaterialsVH2017VH_eVH_aadW_aba 27 166

108 ReversibleHmagnesiumHandHaluminiumHionsHinsertionHinHcationWdeficientHanataseHTi·XHNaturee
MaterialsVH2017VH_eVH__caW__cg 27 270

107 }ayeredH}epidocrociteHTypeHStructureHysolatedHbyHRevisitingHtheHSolâ��welHshemistryHofHqnataseHTi·aiH
qH°ewHqnodeH–aterialHforHratteriesXHChemistryeofeMaterialsVH2017VHahVHgb_bWgbac 9.6 25

106 StructuralHstudyHofH°a·Wr·WSi·HglassesHfromHmolecularHsimulationsHusingHaHpolarizableHforceHfieldXH
JournaleofeChemicalePhysicsVH2017VH_cfVH_e_f__ 3.9 22

105 °avigatingHatHWillHonHtheHWaterHβhaseHtiagramXHPhysicaleRevieweLettersVH2017VH__hVHacdfZ_ 7.4 30

104 yonicH}iquidsHforHSupercapacitorHqpplicationsXHTopicseineCurrenteChemistryeCollectionsVH2017VHahWdb 1.8 9

103 tynamicHResponseHinH°anoelectrowettingHonHaHtielectricXHACSeNanoVH2016VH_ZVHgdbeWcc 16.7 25

102 SparseHsyclicHuxcitationsHuxplainHtheH}owHyonicHsonductivityHofHStoichiometricH
}i_{f}}a_{b}Zr_{a}·_{_a}XHPhysicaleRevieweLettersVH2016VH__eVH_bdhZ_ 7.4 41

101 sollectiveHwaterHdynamicsHinHtheHfirstHsolvationHshellHdriveHtheH°–RHrelaxationHofHaqueousH
quadrupolarHcationsXHJournaleofeChemicalePhysicsVH2016VH_cdVH_acdZg 3.9 7

100 –olecularHtynamicsHSimulationsHofHtheHynfluenceHofHtropHSizeHandHSurfaceHβotentialHonHtheHsontactH
qngleHofHyonicW}iquidHtropletsXHJournaleofePhysicaleChemistryeCVH2016VH_aZVH_daccW_dadZ 3.8 44
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99 soordinationHnumbersHandHphysicalHpropertiesHinHmoltenHsaltsHandHtheirHmixturesXHFaradaye
DiscussionsVH2016VH_hZVHcf_Wge 3.6 24

98 UnderstandingHtheHdifferentHRdisSchargingHstepsHofHsupercapacitorsiHinfluenceHofHpotentialHandH
solvationXHElectrochimicaeActaVH2016VHaZeVHdZcWd_a 6.7 15

97 slassicalHβolarizableHvorceHvieldHforHslaysiHβyrophylliteHandHTalcXHJournaleofePhysicaleChemistryeCVH
2016VH_aZVHbfchWbfdg 3.8 25

96 –ultiWscaleHmodellingHofHsupercapacitorsiHvromHmolecularHsimulationsHtoHaHtransmissionHlineHmodelXH
JournaleofePowereSourcesVH2016VHbaeVHegZWegd 8.9 36

95 sapacitanceHofH°anoporousHsarbonWrasedHSupercapacitorsHysHaHTradeW·ffHbetweenHtheH
soncentrationHandHtheHSeparabilityHofHtheHyonsXHJournaleofePhysicaleChemistryeLettersVH2016VHfVHcZ_dWcZa_ 6.4 62

94 qHtvTWrasedHqsphericalHyonH–odelHforHSodiumHqluminosilicateHwlassesHandH–eltsXHJournaleofePhysicale
ChemistryeCVH2016VH_aZVHacbfZWacbg_ 3.8 14

93
vormulationHofHTemperatureWtependentHThermalHsonductivityHofH°avVH˛†W°abqlveVH°adqlbv_cVHandH
–oltenH°abqlveHSupportedHbyHuquilibriumH–olecularHtynamicsHandHtensityHvunctionalHTheoryXH
JournaleofePhysicaleChemistryeCVH2016VH_aZVHaagfbWaagge

3.8 20

92 ThoriumH–oltenHSaltsiHTheoryHandHβracticeH2016VH___W__e

91 ufficientHstorageHmechanismsHforHbuildingHbetterHsupercapacitorsXHNatureeEnergyVH2016VH_VH 62.3 1256

90 –olecularHtynamicsHSimulationsHofHulectrochemicalHunergyHStorageHtevicesXHGreeneEnergyeande
TechnologyVH2016VHe_Wgh 0.6 3

89 SimulationsHofHroomHtemperatureHionicHliquidsiHfromHpolarizableHtoHcoarseWgrainedHforceHfieldsXH
PhysicaleChemistryeChemicalePhysicsVH2015VH_fVH_cafZWh 3.6 120

88 xighHSubstitutionHRateHinHTi·aHqnataseH°anoparticlesHwithHsationicHVacanciesHforHvastH}ithiumH
StorageXHChemistryeofeMaterialsVH2015VHafVHdZ_cWdZ_h 9.6 66

87 TuningHtheHulectronicHStructureHofHqnataseHThroughHvluorinationXHScientificeReportsVH2015VHdVH__ddb 4.9 13

86 StructuralHcharacterizationHofHeutecticHaqueousH°aslHsolutionsHunderHvariableHtemperatureHandH
pressureHconditionsXHPhysicaleChemistryeChemicalePhysicsVH2015VH_fVH_cZdcWeb 3.6 16

85 qnionicHorderingHandHthermalHpropertiesHofHvevb´•bxa·XHInorganiceChemistryVH2015VHdcVHhe_hWad 5.1 17

84 tvTWbasedHpolarizableHforceHfieldHforHTi·aandHSi·aXHModellingeandeSimulationeineMaterialseSciencee
andeEngineeringVH2015VHabVHZfcZZd 2 8

83 TowardHanHqccurateH–odelingHofHyonicH}iquidâ��Ti·aHynterfacesXHJournaleofePhysicaleChemistryeCVH2015VH
__hVHadaeZWadaef 3.8 19

82 TransportHcoefficientsHandHtheHStokesâ��uinsteinHrelationHinHmoltenHalkaliHhalidesHwithHpolarisableHionH
modelXHMolecularePhysicsVH2015VH__bVHaccaWacdZ 1.7 22
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81 sonfinementVHtesolvationVHqndHulectrosorptionHuffectsHonHtheHtiffusionHofHyonsHinH°anoporousH
sarbonHulectrodesXHJournaleofetheeAmericaneChemicaleSocietyVH2015VH_bfVH_aeafWba 16.4 116

80 StructuralHTransitionsHatHyonicH}iquidHynterfacesXHJournaleofePhysicaleChemistryeLettersVH2015VHeVHchfgWgd 6.4 73

79 ThermalHtransportHpropertiesHofHhalideHsolidHsolutionsiHuxperimentsHvsHequilibriumHmolecularH
dynamicsXHJournaleofeChemicalePhysicsVH2015VH_caVH_ac_Zh 3.9 14

78 ·nHtheHmicroscopicHfluctuationsHdrivingHtheH°–RHrelaxationHofHquadrupolarHionsHinHwaterXHJournaleofe
ChemicalePhysicsVH2015VH_cbVH_hcdZc 3.9 13

77 }iquidHra·bHupHtoH_fZZH{iHxWrayHdiffractionHandHboroxolHringHdissolutionXHJournaleofePhysicse
CondensedeMatterVH2015VHafVHcdd_Zc 1.8 22

76 –olecularHaspectsHofHtheHuubUYuuaUHredoxHreactionHatHtheHinterfaceHbetweenHaHmoltenHsaltHandHaH
metallicHelectrodeXHMolecularePhysicsVH2015VH__bVHacd_Wacea 1.7 9

75 SingleHulectrodeHsapacitancesHofHβorousHsarbonsHinH°eatHyonicH}iquidHulectrolyteHatH_ZZ´°siHqH
sombinedHuxperimentalHandH–odelingHqpproachXHJournaleofetheeElectrochemicaleSocietyVH2015VH_eaVHqdZh_WqdZhd3.9 23

74 ynHSituHuxperimentalHqpproachHofHSpeciationHinH–oltenHvluoridesiHqHsombinationHofH°–RVHuXqvSVH
andH–olecularHtynamicsH2014VHa_hWaag 2

73 ·nHtheHdynamicsHofHchargingHinHnanoporousHcarbonWbasedHsupercapacitorsXHACSeNanoVH2014VHgVH_dfeWgb 16.7 151

72 StructureHofHtetraalkylammoniumHionicHliquidsHinHtheHinterlayerHofHmodifiedHmontmorilloniteXH
JournaleofePhysicseCondensedeMatterVH2014VHaeVHagc_Zf 1.8 5

71 –ultiscaleHmodellingHofHtransportHinHclaysHfromHtheHmolecularHtoHtheHsampleHscaleXHCompteseRendusete
GeoscienceVH2014VHbceVHahgWbZe 1.4 9

70 TheHulectricHtoubleH}ayerHxasHaH}ifeHofHytsH·wnXHJournaleofePhysicaleChemistryeCVH2014VH__gVH_gah_W_gahg 3.8 161

69 TheHeffectHofHdispersionHinteractionsHonHtheHpropertiesHofH}ivHinHcondensedHphasesXHJournaleofe
PhysicseCondensedeMatterVH2014VHaeVHacc_Zb 1.8 6

68 βredictionHofHtheHthermophysicalHpropertiesHofHmoltenHsaltHfastHreactorHfuelHfromHfirstWprinciplesXH
MolecularePhysicsVH2014VH__aVH_bZdW_b_a 1.7 34

67 ThermalHconductivityHofHmoltenHalkaliHmetalHfluoridesHR}ivVH°avVH{vSHandHtheirHmixturesXHJournaleofe
PhysicaleChemistryeBVH2014VH__gVHbbgdWh_ 3.4 34

66 seriaHcoWdopingiHsynergisticHorHaverageHeffectoXHPhysicaleChemistryeChemicalePhysicsVH2014VH_eVHgbaZWb_ 3.6 60

65 StructureHandHtynamicsHofHqlkaliHandHqlkalineHuarthH–oltenHvluoridesHbyHxighWTemperatureH°–RH
andH–olecularHtynamicsH2014VHabdWac_

64 –oltenHSaltsiHfromHvirstHβrinciplesHtoH–aterialHβropertiesH2014VH_dhW_ea

(2014-2015)
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63 βierreHTurqVHanHinspirationalHscientistHinHchargeHandHatHinterfacesXHMolecularePhysicsVH2014VH__aVH_a_bW_aa_1.7

62 soarseHgrainingHtheHdynamicsHofHnanoWconfinedHsolutesiHtheHcaseHofHionsHinHclaysXHMoleculare
SimulationVH2014VHcZVHabfWacc 2 13

61 qccurateHquadrupolarH°–RHrelaxationHratesHofHaqueousHcationsHfromHclassicalHmolecularHdynamicsXH
JournaleofePhysicaleChemistryeBVH2014VH__gVH_badaWf 3.4 12

60 ThermalHconductivityHofHsimpleHliquidsiHoriginHofHtemperatureHandHpackingHfractionHdependencesXH
JournaleofeChemicalePhysicsVH2014VH_cZVH__cdZa 3.9 10

59 tensityWdrivenHstructuralHtransformationsHinHra·bHglassXHPhysicaleRevieweBVH2014VHhZVH 3.3 42

58 somputerHsimulationsHofHionicHliquidsHatHelectrochemicalHinterfacesXHPhysicaleChemistryeChemicale
PhysicsVH2013VH_dVH_dfg_Wha 3.6 133

57 –olecularHdynamicsHsimulationHofHtheHthermodynamicHandHtransportHpropertiesHofHtheHmoltenHsaltH
fastHreactorHfuelH}ivâ��ThvcXHJournaleofeNucleareMaterialsVH2013VHcbcVHbaaWbaf 3.3 42

56 –odelingHofH–oltenHSaltsH2013VH_W_e 7

55 shargeHfluctuationsHinHnanoscaleHcapacitorsXHPhysicaleRevieweLettersVH2013VH___VH_Ze_Za 7.4 97

54 xighlyHconfinedHionsHstoreHchargeHmoreHefficientlyHinHsupercapacitorsXHNatureeCommunicationsVH2013
VHcVHafZ_ 17.4 328

53 ysHaHSternHandHdiffuseHlayerHmodelHappropriateHtoHionicHliquidsHatHsurfacesoXHProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaVH2013VH__ZVHuc_a_ 11.5 84

52 uffectsHofH}iWionHvacanciesHonHtheHionicHconductionHmechanismHofH}i–gS·cvXHModellingeande
SimulationeineMaterialseScienceeandeEngineeringVH2013VHa_VHZfcZZb 2 2

51 –olecularHdynamicsHsimulationsHofHYHinHsilicateHmeltsHandHimplicationsHforHtraceHelementH
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