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k Paper IF Citations

255 pJsuöqWqasedJ’olecularJsynamicsJxnvestigationJofJanJtxplicitlyJSolvatedJpnataseJ“anoparticleXJ
AppliedfSciencesfpSwitzerlandqVJ2022VJ]aVJfg[ 2.6 0

254 pntiWgasJhydrateJsurfacesiJperspectivesVJprogressJandJprospectsXJJournalfoffMaterialsfChemistryfAVJ
2022VJ][VJbfhWc[e 13 5

253 rontrollingJhydrogenJreleaseJfromJremainingWintactJrlathrateJhydratesJbyJelectromagneticJfieldsiJ
molecularJengineeringJmicrosecondJnonWequilibriumJmolecularJdynamicsXXJRSCfAdvancesVJ2022VJ]aVJcbf[Wcbfe3.7 0

252 ppplicationJofJ–orousJreramicsXJEngineeringfMaterialsVJ2022VJchhWdbf 0.4

251 rharacterizationJofJ“anoporousJ’aterialsXJEngineeringfMaterialsVJ2022VJb]hWbd] 0.4 0

250 tlectricJuieldJtffectsJonJ–hotoelectrochemicalJδaterJSplittingiJ–erspectivesJandJ”utlookXJEnergiesVJ
2022VJ]dVJ]ddb 3.1

249 soubleJ‘ifeJofJ’ethanoliJtxperimentalJStudiesJandJ“onequilibriumJ’olecularWsynamicsJSimulationJ
ofJ’ethanolJtffectsJonJ’ethaneWwydrateJ“ucleationXXJJournalfoffPhysicalfChemistryfCVJ2022VJ]aeVJe[fdWe[g]3.8 0

248 SustainableJtxploitationJandJrommercializationJofJ₂ltradenseJ“anobubblesiJReinventingJ‘iquidityXJ
ACSfSustainablefChemistryfandfEngineeringVJ2022VJ][VJbbgbWbbge 8.3 0

247 tnvironmentalJtxplorationJofJ₂ltraWsenseJ“anobubblesiJRethinkingJSustainabilityXJEnvironmentsfuf
MDPIVJ2022VJhVJbb 3.2 0

246 SelfWsiffusionJofJxndividualJpdsorbedJδaterJ’oleculesJatJRutileJR]][SJandJpnataseJR][]SJöi”aJ
xnterfacesJfromJ’olecularJsynamicsXJCrystalsVJ2022VJ]aVJbhg 2.3 0

245
₂nderstandingJrompetitiveJ–hotoWxnducedJ’olecularJ”xygenJsissociationJandJsesorptionJ
synamicsJatopJaJReducedJRutileJöi”aR]][SJSurfaceiJpJöimeWsomainJpbJxnitioJStudyXJACSfCatalysisVJ
2022VJ]aVJef[aWef]]

13.1 3

244 ”nsetJofJanharmonicityJandJthermalJconductivityJinJSnSeXJPhysicalfReviewfBVJ2021VJ][cVJ 3.3 1

243 ’olecularJSimulationJofJtxternalJtlectricJuieldsJonJtheJrrystalJStateiJpJ–erspectiveXJCrystalsVJ2021VJ
]]VJ]c[d 2.3

242 ₂nravelingJpdhesionJStrengthJbetweenJvasJwydrateJandJSolidJSurfacesXJLangmuirVJ2021VJbfVJ]bgfbW]bgg]4 3

241 wydrogenJxnterWrageJwoppingJandJrageJ”ccupanciesJinsideJwydrogenJwydrateiJ
’olecularWsynamicsJpnalysisXJAppliedfSciencesfpSwitzerlandqVJ2021VJ]]VJaga 2.6 3

240 pJWsymmetricJtwistedJorganicJsaltJasJanJefficientJmechanoWZthermoWresponsiveJmoleculeiJaJreusableJ
andJsensitiveJfluorescentJthermometerXJChemicalfCommunicationsVJ2021VJdfVJ]aba]W]abac 5.8 2

239 sensityJofJ–hononJStatesJinJrubicJxceJxcXJJournalfoffPhysicalfChemistryfCVJ2021VJ]adVJabdbbWabdbg 3.8 1
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238 rrystallisationJcompetitionJbetweenJcubicJandJhexagonalJiceJstructuresiJmolecularWdynamicsJ
insightXJMolecularfSimulationVJ2021VJcfVJ]gWae 2 2

237
xntraWrageJStructureVJαibrationsJandJöetrahedralWSiteJwoppingJofJwaJandJsaJinJsoublyW”ccupiedJ
d]aecJragesJinJsxxJrlathrateJwydratesJfromJ–athWxntegralJandJrlassicalJ’olecularJsynamicsXJAppliedf
SciencesfpSwitzerlandqVJ2021VJ]]VJdc

2.6 1

236 ’olecularJSimulationJofJrrystallisationJinJtxternalJtlectricJuieldsiJpJReviewXJCrystalsVJ2021VJ]]VJb]e 2.3 2

235 wydrogenJandJseuteriumJ’olecularJtscapeJfromJrlathrateJwydratesiJL‘eakyLJ
’icrosecondW’olecularWsynamicsJ–redictionsXJJournalfoffPhysicalfChemistryfCVJ2021VJ]adVJgcb[Wgcbh 3.8 2

234 pJcomprehensiveJreviewJonJtheJapplicationJofJaerogelsJinJr”aWadsorptioniJ’aterialsJandJ
characterisationXJChemicalfEngineeringfJournalVJ2021VJc]aVJ]age[c 14.7 23

233 StructuralJandJtlectronicJ–ropertiesJofJ’g”Zöi”aJxnterfacesiJpJuirstW–rinciplesJ
’olecularWSimulationJStudyXJJournalfoffPhysicalfChemistryfCVJ2021VJ]adVJ][fhdW][g[a 3.8 1

232 δaterJqreakupJatJue”WwematiteZδaterJxnterfacesiJxnfluenceJofJtxternalJtlectricJuieldsJfromJ
“onequilibriumJ’olecularJsynamicsXJJournalfoffPhysicalfChemistryfLettersVJ2021VJ]aVJeg]gWegae 6.4 3

231 sonorWacceptorJstructureJandJdynamicsiJ’olecularJdynamicsJsimulationJstudyJofJöx–c–Za[[dJwaterJ
modelXJChemicalfPhysicsfLettersVJ2021VJffdVJ]bgdg] 2.5

230 tlectricWfieldWpromotedJphotoWelectrochemicalJproductionJofJhydrogenJfromJwaterJsplittingXJ
JournalfoffMolecularfLiquidsVJ2021VJbcaVJ]]ehch 6 3

229 SystematicJsesignWofWtxperimentsVJfactorialWdesignJapproachesJforJtuningJsimpleJempiricalJwaterJ
modelsXJMolecularfSimulationVJ2021VJcfVJ]]hW]b[ 2 1

228 siverseJmorphologiesJofJzincJoxideJnanoparticlesJandJtheirJelectrocatalyticJperformanceJinJ
hydrogenJproductionXJJournalfoffEnergyfChemistryVJ2021VJdeVJ]eaW]f[ 12 7

227 xnfluenceJofJexternalJstaticJandJalternatingJelectricJfieldsJonJselfWdiffusionJofJwaterJfromJmolecularJ
dynamicsXJJournalfoffMolecularfLiquidsVJ2021VJbafVJ]]cfgg 6 5

226 pJReviewJofJReactorJsesignsJforJwydrogenJStorageJinJrlathrateJwydratesXJAppliedfSciencesf
pSwitzerlandqVJ2021VJ]]VJceh 2.6 4

225 öheJxmportanceJofJ–recursorsJandJ’odificationJvroupsJofJperogelsJinJr”JraptureXJMoleculesVJ2021VJ
aeVJ 4.8 3

224 ’achineW‘earningWbasedJ’anyWbodyJtnergyJpnalysisJofJprgonJrlustersiJfitJforJsizenXJChemicalf
PhysicsVJ2021VJddaVJ]]]bcf 2.3 1

223 ’agneticJferriteZcarbonizedJcottonJfiberJcompositesJforJimprovingJelectromagneticJabsorptionJ
propertiesJatJgigahertzJfrequenciesXJJournalfoffMaterialsfSciencefandfTechnologyVJ2021VJgeVJ]afW]bg 9.1 8

222 ”xygenWevolutionJreactionsJR”tRSJonJtransitionWmetalWdopedJuebroR–”cScJironWphosphateJ
surfacesiJaJfirstWprinciplesJstudyXJCatalysisfSciencefandfTechnologyVJ2021VJ]]VJce]hWceae 5.5 1

221 öhermalJronductivityJofJwighWöemperatureJ–hasesJofJruaSJfromJpbJxnitioJ’olecularJsynamicsiJ
pdventJofJ‘atticeWSiteJwoppingXJJournalfoffPhysicalfChemistryfCVJ2020VJ]acVJ]ab]gW]abab 3.8
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220
öemperatureWdependentJkineticJpathwaysJfeaturingJdistinctiveJthermalWactivationJmechanismsJinJ
structuralJevolutionJofJiceJαxxXJProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesf
offAmericaVJ2020VJ]]fVJ]dcbfW]dcca

11.5 7

219 vasJhydratesJinJsustainableJchemistryXJChemicalfSocietyfReviewsVJ2020VJchVJdaadWdb[h 58.5 186

218 tngineeringJ–eptidesJtoJratalyzeJandJrontrolJStabilizationJofJvasJwydratesiJ‘earningJuromJ“atureXJ
JournalfoffPhysicalfChemistryfLettersVJ2020VJ]]VJd[egWd[fd 6.4 2

217 synamicalJpropertiesJofJorganoJleadWhalideJperovskitesJandJtheirJinterfacesJtoJtitaniaiJinsightsJ
fromJsensityJuunctionalJöheoryXJHeliyonVJ2020VJeVJe[bcaf 3.6 2

216 synamicalJandJstructuralJpropertiesJofJadsorbedJwaterJmoleculesJatJtheJöi”aJrutileWR]][SJsurfaceiJ
interfacialJhydrogenJbondingJprobedJbyJabWinitioJmolecularJdynamicsXJMolecularfPhysicsVJ2020VJ]]gVJe]fad]ee1.7 3

215 xnJSituJuormationJofJ’etalJwydridesJxnsideJrarbonJperogelJurameworksJforJwydrogenJStorageJ
ppplicationsXJJournalfoffCarbonfResearchVJ2020VJeVJbg 3.3 2

214
synamicalJandJstructuralJpropertiesJofJadsorbedJwaterJmoleculesJatJtheJöi”aJanataseWR]´ [´ ]SJ
surfaceiJxmportanceJofJinterfacialJhydrogenWbondJrearrangementsXJChemicalfPhysicsfLettersVJ2020VJ
fcbVJ]bf]ec

2.5 4

213 StabilityWRankingJofJrrystallineJxceJ–olymorphsJ₂singJsensityWuunctionalJöheoryXJCrystalsVJ2020VJ][VJc[ 2.3 1

212 RelaxationJdynamicsJandJpowerJspectraJofJliquidJwateriJaJmolecularJdynamicsJsimulationJstudyXJ
MolecularfPhysicsVJ2020VJ]]gVJe]fbb]]f 1.7

211 uirstWprinciplesJstudiesJonJ˛–Wuea”bJsurfaceJslabsJandJmechanisticJelucidationJofJaJgWrb“cZ˛–Wuea”bJ
heterojunctionXJCatalysisfSciencefandfTechnologyVJ2020VJ][VJ]bfeW]bgc 5.5 11

210 uirstWprinciplesJstudyJofJtheJstructuralVJelectronicVJmagneticJpropertiesJofJorthorhombicJ–rru”bJ
perovskitesXJChemicalfPhysicsfLettersVJ2020VJfcbVJ]bf]ee 2.5 1

209 ’assiveJgenerationJofJmetastableJbulkJnanobubblesJinJwaterJbyJexternalJelectricJfieldsXJSciencef
AdvancesVJ2020VJeVJeaaz[[hc 14.3 38

208 öripletJwarvestingJ₂singJöwoW–hotonJpbsorptionJinJSubstitutedJ“aphthalimidesJforJöheirJ
ppplicationJasJweavyWptomWureeJ–hotosensitizersXJJournalfoffPhysicalfChemistryfCVJ2020VJ]acVJg]fgWg]gd 3.8 10

207 –ossibilityJofJrealizingJsuperionicJiceJαxxJinJexternalJelectricJfieldsJofJplanetaryJbodiesXJSciencef
AdvancesVJ2020VJeVJeaazah]d 14.3 9

206 “ovelJSuperstructureW–haseJöwoWsimensionalJ’aterialJ]WαSeJatJwighJ–ressureXJJournalfoffPhysicalf
ChemistryfLettersVJ2020VJ]]VJbg[Wbge 6.4 11

205 ’icrobialJStabilizationJandJzineticJtnhancementJofJ’arineJ’ethaneJwydratesXJGeomicrobiologyf
JournalVJ2020VJbfVJafhWage 2.5 3

204 xnfraredJspectraJandJdensityJofJstatesJatJtheJinterfaceJbetweenJwaterJandJproteiniJxnsightsJfromJ
classicalJmolecularJdynamicsXJChemicalfPhysicsfLettersVJ2020VJfdfVJ]bfgef 2.5 0

203 zineticJstudyJonJelectroWnucleationJofJwaterJinJaJheterogeneousJpropaneJnanoWbubbleJsystemJtoJ
formJpolycrystallineJiceJxXJJournalfoffChemicalfPhysicsVJ2020VJ]dbVJ[gcd[] 3.9 4
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202 ’agneticWuieldJ’anipulationJofJ“aturallyJ”ccurringJ’icrobialJrhiralJ–eptidesJtoJRegulateJ
vasWwydrateJuormationXJJournalfoffPhysicalfChemistryfLettersVJ2020VJ]]VJh[fhWh[gd 6.4 2

201 SelfWorderingJwaterJmoleculesJatJöi”JinterfacesiJpdvancesJinJstructuralJclassificationXXJJournalfoff
ChemicalfPhysicsVJ2020VJ]dbVJ[ecd[a 3.9 2

200 wydrogenJStorageJinJ–ropaneWwydrateiJöheoreticalJandJtxperimentalJStudyXJAppliedfSciencesf
pSwitzerlandqVJ2020VJ][VJghea 2.6 2

199 wydrogenJxntramolecularJStretchJRedshiftJinJtheJtlectrostaticJtnvironmentJofJöypeJxxJrlathrateJ
wydratesJfromJSchrˆ¶dingerJtquationJöreatmentXJAppliedfSciencesfpSwitzerlandqVJ2020VJ][VJgd[c 2.6 1

198 ptmosphericJoxidationJmechanismJandJkineticsJofJaWbromoWcVeWdinitroanilineJbyJ”wJradicalsJWJaJ
theoreticalJstudyXJPhysicalfChemistryfChemicalfPhysicsVJ2019VJa]VJa]][hWa]]af 3.6

197 ’agneticWfieldJeffectsJonJmethaneWhydrateJkineticsJandJpotentialJgeophysicalJimplicationsiJxnsightsJ
fromJnonWequilibriumJmolecularJdynamicsXJSciencefoffthefTotalfEnvironmentVJ2019VJee]VJeecWeeh 10.2 6

196 rontrollingJionicJconductivityJthroughJtransproteinJelectroporesJinJhumanJaquaporinJciJaJ
nonWequilibriumJmolecularWdynamicsJstudyXJPhysicalfChemistryfChemicalfPhysicsVJ2019VJa]VJbbbhWbbce 3.6 11

195 wydrogenWZpropaneWhydrateJdecompositioniJthermodynamicJandJkineticJanalysisXJMolecularfPhysicsVJ
2019VJ]]fVJacbcWacca 1.7 8

194
rrystalJStructureJ–redictionJviaJqasinWwoppingJvlobalJ”ptimizationJtmployingJöinyJ–eriodicJ
SimulationJrellsVJwithJppplicationJtoJδaterWxceXJJournalfoffChemicalfTheoryfandfComputationVJ2019VJ
]dVJbgghWbh[[

6.4 9

193 ”rientationalJandJuoldingJöhermodynamicsJviaJtlectricJsipoleJ’omentJRestrainingXJJournalfoff
PhysicalfChemistryfBVJ2019VJ]abVJadhhWae[g 3.4 2

192 ’echanismsJofJxodidenöriiodideJtxchangeJReactionsJinJxonicJ‘iquidsiJpJReactiveJ
’olecularWsynamicsJtxplorationXJInternationalfJournalfoffMolecularfSciencesVJ2019VJa[VJ 6.3 2

191 pmplitudeJeffectsJonJseismicJvelocitiesiJwowJlowJcanJweJgonXJJournalfoffChemicalfPhysicsVJ2019VJ]d[VJ[gc][]3.9 1

190 rlassicalJandJpathWintegralJmolecularWdynamicsJstudyJonJliquidJwaterJandJiceJmeltingJusingJ
nonWempiricalJöö’aX]WuJmodelXJMolecularfPhysicsVJ2019VJ]]fVJbac]Wbadb 1.7 1

189 ”ptoWelectronicJpropertiesJofJstableJblueJphotosensitisersJonJaJöi”aJanataseW][]JsurfaceJforJ
efficientJdyeWsensitisedJsolarJcellsXJChemicalfPhysicsfLettersVJ2019VJfb]VJ]beeac 2.5 4

188 wybridJversusJglobalJthermostattingJinJmolecularWdynamicsJsimulationJofJmethaneWhydrateJ
crystallisationXJChinesefJournalfoffChemicalfEngineeringVJ2019VJafVJa]g[Wa]gg 3.2 1

187 pcousticWpropagationJpropertiesJofJmethaneJclathrateJhydratesJfromJnonWequilibriumJmolecularJ
dynamicsXJJournalfoffChemicalfPhysicsVJ2019VJ]d]VJ]ccd[d 3.9 3

186 tlectricWuieldJrontrolJofJ“eonJ₂ptakeJandJReleaseJtoJandJfromJrlathrateJwydratesXJJournalfoff
PhysicalfChemistryfCVJ2019VJ]abVJafddcWafde[ 3.8 6

185
pJ“ewJRelativelyJSimpleJppproachJtoJ’ultipoleJxnteractionsJinJtitherJSphericalJwarmonicsJorJ
rartesiansVJSuitableJforJxmplementationJintoJtwaldJSumsXJInternationalfJournalfoffMolecularf
SciencesVJ2019VJa]VJ

6.3 2

(2019-2020)
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184 xonicJconductivityJalongJtransmembraneWelectroporesJinJhumanJaquaporinJciJcalciumJeffectsJfromJ
nonWequilibriumJmolecularJdynamicsXJMolecularfPhysicsVJ2019VJ]]fVJbfgbWbfh[ 1.7 1

183 tlectroWnucleationJofJwaterJnanoWdropletsJinJ“oJ’anQsJ‘andJtoJfaultWfreeJiceJxXJPhysicalfChemistryf
ChemicalfPhysicsVJ2018VJa[VJg[caWg[db 3.6 15

182 tlectroWsuppressionJofJwaterJnanoWdropletsQJsolidificationJinJnoJmanQsJlandiJtlectromagneticJfieldsQJ
entropicJtrappingJofJsupercooledJwaterXJJournalfoffChemicalfPhysicsVJ2018VJ]cgVJ[ccd[b 3.9 3

181 tlasticJrharacterizationJofJSWJandJ–WδaveJαelocitiesJinJ’arinelikeJSilicaiJöheJRoleJofJ“onequilibriumJ
’olecularJsynamicsXJJournalfoffPhysicalfChemistryfCVJ2018VJ]aaVJb[[eWb[]b 3.8 2

180 StudyJofJhydrogenWmoleculeJguestsJinJtypeJxxJclathrateJhydratesJusingJaJforceWmatchedJpotentialJ
modelJparameterisedJfromJabJinitioJmolecularJdynamicsXJJournalfoffChemicalfPhysicsVJ2018VJ]cgVJ][abab 3.9 16

179 SiliconWbridgedJtriphenylamineWbasedJorganicJdyesJforJefficientJdyeWsensitisedJsolarJcellsXJSolarf
EnergyVJ2018VJ]e[VJecWfd 6.8 14

178 öhermalJronductivityJofJSolidsJfromJuirstW–rinciplesJ’olecularJsynamicsJralculationsXJJournalfoff
PhysicalfChemistryfCVJ2018VJ]aaVJ][egaW][eh[ 3.8 14

177 ’olecularJsynamicsJStudyJofJ–ropaneJwydrateJsissociationiJ“onequilibriumJpnalysisJinJtxternallyJ
pppliedJtlectricJuieldsXJJournalfoffPhysicalfChemistryfCVJ2018VJ]aaVJfd[cWfd]d 3.8 18

176 ’olecularWdynamicsJstudyJofJpropaneWhydrateJdissociationiJuluctuationWdissipationJandJ
nonWequilibriumJanalysisXJJournalfoffChemicalfPhysicsVJ2018VJ]cgVJ]]cd[c 3.9 16

175 pJsystematicJstudyJviaJabWinitioJ’sJofJtheJeffectJsolvationJbyJroomJtemperatureJionicJliquidJhasJonJ
theJstructureJofJaJchromophoreWtitaniaJinterfaceXJComputationalfMaterialsfScienceVJ2018VJ]c]VJ]hbWa[e 3.2 3

174 SystemWdensityJfluctuationsJandJelectroWdissociationJofJmethaneJclathrateJhydratesJinJ
externallyWappliedJstaticJelectricJfieldsXJJournalfoffChemicalfThermodynamicsVJ2018VJ]]fVJegWg[ 2.9 19

173 tlucidatingJmysteriesJofJphaseWsegregatedJmembranesiJmobileWlipidJrecruitmentJfacilitatesJporesQJ
passageJtoJtheJfluidJphaseXJPhysicalfChemistryfChemicalfPhysicsVJ2018VJa[VJ]habcW]habh 3.6 3

172 –ressureJdependenceJofJstructuralJpropertiesJofJiceJαxxiJpnJabJinitioJmolecularWdynamicsJstudyXJ
JournalfoffChemicalfPhysicsVJ2018VJ]cgVJa[cd[d 3.9 6

171 öweakingJtheJtlectronicJandJ”pticalJ–ropertiesJofJ˛–W’o”JbyJSulphurJandJSeleniumJsopingJWJaJ
sensityJuunctionalJöheoryJStudyXJScientificfReportsVJ2018VJgVJ][]cc 4.9 14

170
αibrationalJStudyJofJxodideWqasedJRoomWöemperatureJxonicW‘iquidJtffectsJonJrandidateJ
“f]hWrhromophoreZöitaniaJxnterfacesJforJsyeWSensitisedJSolarWrellJppplicationsJfromJpbWxnitioJ
qasedJ’olecularWsynamicsJSimulationXJEnergiesVJ2018VJ]]VJadf[

3.1 2

169
pbJxnitioJ’olecularJsynamicsJStudiesJofJtheJtffectJofJSolvationJbyJRoomWöemperatureJxonicJ‘iquidsJ
onJtheJαibrationalJ–ropertiesJofJaJ“f]hWrhromophoreZöitaniaJxnterfaceXJJournalfoffPhysicalf
ChemistryfCVJ2018VJ]aaVJaececWaecf]

3.8 0

168 öransproteinWtlectroporeJrharacterizationiJpJ’olecularJsynamicsJxnvestigationJonJwumanJp –cXJ
ACSfOmegaVJ2018VJbVJ]dbe]W]dbeh 3.9 14

167 wumanJaquaporinJcJgatingJdynamicsJunderJaxiallyJorientedJelectricWfieldJimpulsesiJpJ
nonWequilibriumJmolecularWdynamicsJstudyXJJournalfoffChemicalfPhysicsVJ2018VJ]chVJacd][a 3.9 17
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166 soesJ‘ocalJStructureJqiasJwowJaJrrystalJ“ucleusJtvolvesnXJJournalfoffPhysicalfChemistryfLettersVJ
2018VJhVJehh]Wehhg 6.4 12

165 αibrationalVJenergeticWdynamicalJandJdissociationJpropertiesJofJwaterJclustersJinJstaticJelectricJ
fieldsiJ“onWequilibriumJmolecularWdynamicsJinsightsXJChemicalfPhysicsfLettersVJ2018VJf][VJa[fWa]c 2.5 3

164 “onWequilibriumJmolecularWdynamicsJstudyJofJelectromagneticWfieldWinducedJpropaneWhydrateJ
dissociationXJJournalfoffChemicalfPhysicsVJ2018VJ]chVJ]acf[a 3.9 9

163
–ressureWxnducedJsensificationJofJxceJxJunderJöriaxialJ’echanicalJrompressioniJsissociationJversusJ
RetentionJofJrrystallinityJforJxntermediateJStatesJinJptomisticJandJroarseWvrainedJδaterJ’odelsXJ
JournalfoffPhysicalfChemistryfLettersVJ2018VJhVJdaefWdafc

6.4 5

162 uormationJandJpropertiesJofJwaterJfromJquartzJandJhydrogenJatJhighJpressureJandJtemperatureXJ
EarthfandfPlanetaryfSciencefLettersVJ2017VJce]VJdcWe[ 5.3 8

161 αibrationalJ’odesJofJwydrogenJwydratesiJpJuirstW–rinciplesJ’olecularJsynamicsJandJRamanJSpectraJ
StudyXJJournalfoffPhysicalfChemistryfCVJ2017VJ]a]VJbeh[Wbehe 3.8 21

160 ”nJtheJ’echanismJofJtheJxodideWöriiodideJtxchangeJReactionJinJaJSolidWStateJxonicJ‘iquidXJJournalf
offPhysicalfChemistryfBVJ2017VJ]a]VJecbeWecc] 3.4 7

159 xceWpmorphizationJofJSupercooledJδaterJ“anodropletsJinJ“oJ’anâ��sJ‘andXJACSfEarthfandfSpacef
ChemistryVJ2017VJ]VJ]gfW]he 3.2 10

158 txploringJRutileJR]][SJandJpnataseJR][]SJöi”aJδaterJxnterfacesJbyJReactiveJuorceWuieldJSimulationsXJ
JournalfoffPhysicalfChemistryfCVJ2017VJ]a]VJef[]Wef]] 3.8 32

157 ’echanismsJandJ“ucleationJRateJofJ’ethaneJwydrateJbyJsynamicalJ“onequilibriumJ’olecularJ
synamicsXJJournalfoffPhysicalfChemistryfCVJ2017VJ]a]VJacaabWacabc 3.8 21

156
tlectropumpingJofJδaterJöhroughJwumanJpquaporinJcJbyJrircularlyJ–olarizedJtlectricJuieldsiJ
sramaticJtnhancementJandJrontrolJRevealedJbyJ“onWtquilibriumJ’olecularJsynamicsXJJournalfoff
PhysicalfChemistryfLettersVJ2017VJgVJceceWced]

6.4 8

155 vlobalWdensityJfluctuationsJinJmethaneJclathrateJhydratesJinJexternallyJappliedJelectromagneticJ
fieldsXJJournalfoffChemicalfPhysicsVJ2017VJ]cfVJ[acd[e 3.9 14

154 rommunicationiJxnfluenceJofJexternalJstaticJandJalternatingJelectricJfieldsJonJwaterJfromJlongWtimeJ
nonWequilibriumJabJinitioJmolecularJdynamicsXJJournalfoffChemicalfPhysicsVJ2017VJ]cfVJ[b]][a 3.9 34

153 opt–qtWvdδJdensityJfunctionalJtheoryJstudyJofJliquidJwaterJandJpressureWinducedJstructuralJ
evolutionJinJiceJxhXJCanadianfJournalfoffChemistryVJ2017VJhdVJ]a[dW]a]] 0.9 2

152 tquilibriumJqornW”ppenheimerJmolecularWdynamicsJexplorationJofJtheJlatticeJthermalJconductivityJ
ofJsiliconJclathratesXJComputationalfMaterialsfScienceVJ2017VJ]aeVJ]We 3.2 7

151 ₂nderstandingJtheJinterfaceJbetweenJsiliconWbasedJmaterialsJandJwateriJ’olecularWdynamicsJ
explorationJofJinfraredJspectraXJAIPfAdvancesVJ2017VJfVJ]]d][d 1.5 14

150 txploringJ–romisingJratalystsJforJrhemicalJwydrogenJStorageJinJpmmoniaJqoraneiJpJsensityJ
uunctionalJöheoryJStudyXJCatalystsVJ2017VJfVJ]c[ 4 9

149 ”rganicJsyesJrontainingJroplanarJsihexylWSubstitutedJsithienosiloleJvroupsJforJtfficientJ
syeWSensitisedJSolarJrellsXJInternationalfJournalfoffPhotoenergyVJ2017VJa[]fVJ]W]c 2.1 6

(2017-2018)
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148 synamicsJofJhydrogenJguestsJinJiceJXαxxJnanoporesXJPhysicalfReviewfMaterialsVJ2017VJ]VJ 3.2 6

147 wydrogenWbondJdynamicsJatJtheJbioWwaterJinterfaceJinJhydratedJproteinsiJaJmolecularWdynamicsJ
studyXJPhysicalfChemistryfChemicalfPhysicsVJ2016VJ]hVJb]gWbah 3.6 21

146  uantumJandJclassicalJinterWcageJhoppingJofJhydrogenJmoleculesJinJclathrateJhydrateiJtemperatureJ
andJcageWoccupationJeffectsXJPhysicalfChemistryfChemicalfPhysicsVJ2016VJ]hVJf]fWfag 3.6 24

145 tlectricWuieldJtffectsJonJpdsorbedWδaterJStructuralJandJsynamicalJ–ropertiesJatJRutileWJandJ
pnataseWöi”aJSurfacesXJJournalfoffPhysicalfChemistryfCVJ2016VJ]a[VJ]he[bW]he]a 3.8 32

144 öhermalJ–ropertiesJofJ’ethaneJwydrateJbyJtxperimentJandJ’odelingJandJxmpactsJ₂ponJ
öechnologyJ2016VJeg[Wege

143 ureeWtnergyJralculationsJofJtheJxntercageJwoppingJqarriersJofJwydrogenJ’oleculesJinJrlathrateJ
wydratesXJJournalfoffPhysicalfChemistryfCVJ2016VJ]a[VJ]ede]W]edef 3.8 35

142 RoleJofJwydrationJ‘ayerJinJsynamicalJöransitionJinJ–roteinsiJxnsightsJfromJöranslationalJ
SelfWsiffusivityXJJournalfoffPhysicalfChemistryfBVJ2016VJ]a[VJ]a[b]W]a[bh 3.4 9

141 öimeWdependentJdensityJfluctuationsJinJliquidJwaterXJChemicalfPhysicsfLettersVJ2016VJechVJ]]hW]aa 2.5 2

140
StructuralJandJdynamicalJpropertiesJofJmethaneJclathrateJhydratesJfromJmolecularJdynamicsiJ
romparisonJofJatomisticJandJmoreJcoarseWgrainedJpotentialJmodelsXJFluidfPhasefEquilibriaVJ2016VJ
c]bVJabdWac]

2.5 6

139
sispersionJandJSolvationJtffectsJonJtheJStructureJandJsynamicsJofJ“f]hJpdsorbedJtoJpnataseJ
öitaniaJR][]SJSurfacesJinJRoomWöemperatureJxonicJ‘iquidsiJpnJabJxnitioJ’olecularJSimulationJStudyXJ
JournalfoffPhysicalfChemistryfCVJ2016VJ]a[VJa]Wb[

3.8 8

138 αerhulstJandJstochasticJmodelsJforJcomparingJmechanismsJofJ’pbJproductivityJinJsixJrw”JcellJ
linesXJCytotechnologyVJ2016VJegVJ]chhWd]] 2.2 2

137 sistortionJinducedJmagneticJphaseJtransitionJinJcubicJqaue”JbXJJournalfoffMagnetismfandfMagneticf
MaterialsVJ2016VJc[]VJ][hfW]][d 2.8 5

136 rommunicationiJ‘ibrationalJdynamicsJinJwaterVJsxJandJsxxJclathrateJhydratesVJandJiceJxhiJ
’olecularWdynamicsJinsightsXJJournalfoffChemicalfPhysicsVJ2016VJ]ccVJ[d]][] 3.9 10

135 wumanJpquaporinJcJvatingJsynamicsJunderJ–erpendicularlyW”rientedJtlectricWuieldJxmpulsesiJpJ
’olecularJsynamicsJStudyXJInternationalfJournalfoffMolecularfSciencesVJ2016VJ]fVJ 6.3 20

134 siffusivityJandJ’obilityJofJpdsorbedJδaterJ‘ayersJatJöi”aJRutileJandJpnataseJxnterfacesXJCrystalsVJ
2016VJeVJ] 2.3 64

133 “earWmicrosecondJhumanJaquaporinJcJgatingJdynamicsJinJstaticJandJalternatingJexternalJelectricJ
fieldsiJ“onWequilibriumJmolecularJdynamicsXJJournalfoffChemicalfPhysicsVJ2016VJ]cdVJ[gd][a 3.9 7

132 –erturbationJofJhydrationJlayerJinJsolvatedJproteinsJbyJexternalJelectricJandJelectromagneticJfieldsiJ
xnsightsJfromJnonWequilibriumJmolecularJdynamicsXJJournalfoffChemicalfPhysicsVJ2016VJ]cdVJa[d][] 3.9 5

131 StudyJofJclathrateJhydratesJviaJequilibriumJmolecularWdynamicsJsimulationJemployingJpolarisableJ
andJnonWpolarisableVJrigidJandJflexibleJwaterJmodelsXJJournalfoffChemicalfPhysicsVJ2016VJ]ccVJ]ecd[b 3.9 22
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130 tlectromagneticWfieldJeffectsJonJstructureJandJdynamicsJofJamyloidogenicJpeptidesXJJournalfoff
ChemicalfPhysicsVJ2016VJ]ccVJ[gd][] 3.9 32

129 ”scillatingJelectricWfieldJeffectsJonJadsorbedWwaterJatJrutileWJandJanataseWöi”JsurfacesXJJournalfoff
ChemicalfPhysicsVJ2016VJ]cdVJa[cf[e 3.9 14

128 rommunicationiJinfluenceJofJnanosecondWpulsedJelectricJfieldsJonJwaterJandJitsJsubsequentJ
relaxationiJdipolarJeffectsJandJdebunkingJmemoryXJJournalfoffChemicalfPhysicsVJ2015VJ]caVJ]c]][] 3.9 19

127 –erspectivesJonJexternalJelectricJfieldsJinJmolecularJsimulationiJprogressVJprospectsJandJchallengesXJ
PhysicalfChemistryfChemicalfPhysicsVJ2015VJ]fVJ]ac[fWc[ 3.6 140

126 rlathrateJstructureWtypeJrecognitioniJppplicationJtoJhydrateJnucleationJandJcrystallisationXJJournalf
offChemicalfPhysicsVJ2015VJ]caVJaccd[b 3.9 26

125 –erspectivesJonJmolecularJsimulationJofJclathrateJhydratesiJ–rogressVJprospectsJandJchallengesXJ
ChemicalfEngineeringfScienceVJ2015VJ]a]VJ]bbW]de 4.4 137

124 RevisitingJαerhulstJandJ’onodJmodelsiJanalysisJofJbatchJandJfedWbatchJculturesXJCytotechnologyVJ
2015VJefVJd]dWb[ 2.2 12

123
’assivelyJparallelJmolecularJdynamicsJsimulationJofJformationJofJiceWcrystalliteJprecursorsJinJ
supercooledJwateriJincipientWnucleationJbehaviorJandJroleJofJsystemJsizeXJPhysicalfReviewfEVJ2015VJ
haVJ[ba]ba

2.4 12

122 wydrogenWbondJvibrationalJandJenergeticJdynamicalJpropertiesJinJsxJandJsxxJclathrateJhydratesJandJ
inJiceJxhiJ’olecularJdynamicsJinsightsXJJournalfoffChemicalfPhysicsVJ2015VJ]cbVJ]dcd[c 3.9 6

121 StructuralJ–ropertiesJofJ‘iquidJδaterJandJxceJxhJfromJpbWxnitioJ’olecularJsynamicsJwithJaJ“onW‘ocalJ
rorrelationJuunctionalXJEnergiesVJ2015VJgVJhbgbWhbh] 3.1 19

120 tlectricJfieldWcontrolledJsemiconductorJnanorodJassemblyJinJsolutioniJmechanisticJinsightsJfromJ
nonWequilibriumJmolecularJdynamicsXJCanadianfJournalfoffChemistryVJ2015VJhbVJgggWgh[ 0.9 1

119 öernaryJstructureJrevealsJmechanismJofJaJmembraneJdiacylglycerolJkinaseXJNaturefCommunicationsVJ
2015VJeVJ][]c[ 17.4 27

118 –hotophysicsVJphotochemistryJandJthermalJstabilityJofJdiaryletheneWcontainingJbenzothiazoliumJ
speciesXJJournalfoffPhotochemistryfandfPhotobiologyfA:fChemistryVJ2015VJb[]VJa[Wb] 4.7 4

117 ’odellingJofJ’ammalianJrellJrulturesXJCellfEngineeringVJ2015VJadhWbae 7

116 –redictionJofJwenryQsJ‘awJronstantsJviaJgroupWspecificJquantitativeJstructureJpropertyJ
relationshipsXJChemosphereVJ2015VJ]afVJ]Wh 8.4 9

115
xmplicitJandJexplicitJsolventJmodelsJforJmodelingJaJbifunctionalJareneJrutheniumJhydrogenWstorageJ
catalystiJaJclassicalJandJabJinitioJmolecularJsimulationJstudyXJJournalfoffComputationalfChemistryVJ
2014VJbdVJegbWh]

3.5 5

114 –erspectivesJonJatmosphericJr”aJfixationJinJinorganicJandJbiomimeticJstructuresXJCoordinationf
ChemistryfReviewsVJ2014VJaehVJgdWhd 23.2 49

113 öowardsJtheJdesignJofJnovelJboronWJandJnitrogenWsubstitutedJammoniaWboraneJandJbifunctionalJ
areneJrutheniumJcatalystsJforJhydrogenJstorageXJJournalfoffComputationalfChemistryVJ2014VJbdVJgh]Wh[b 3.5 6

(2014-2016)
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112 öheoreticalJstudiesJofJseparationJofJcisWtransJisomersJusingJdinuclearJRruRaUSWJandJZnRaUSWbasedSJ
cryptatesXJJournalfoffMolecularfModelingVJ2014VJa[VJabag 2 1

111 öhermalJronductivityJofJSupercooledJδateriJpnJtquilibriumJ’olecularJsynamicsJtxplorationXJ
JournalfoffPhysicalfChemistryfLettersVJ2014VJdVJbg]hWac 6.4 11

110 –hotoWactiveJandJdynamicalJpropertiesJofJhematiteJRuea”bSWwaterJinterfacesiJanJexperimentalJandJ
theoreticalJstudyXJPhysicalfChemistryfChemicalfPhysicsVJ2014VJ]eVJ]cccdWdc 3.6 24

109 ’ethaneJrlathrateJwydrateJ“ucleationJ’echanismJbyJpdvancedJ’olecularJSimulationsXJJournalfoff
PhysicalfChemistryfCVJ2014VJ]]gVJaagcfWaagdf 3.8 72

108 ReversibleJpressureWinducedJcrystalWamorphousJstructuralJtransformationJinJiceJxhXJChemicalfPhysicsf
LettersVJ2014VJe[hVJdcWdg 2.5 9

107 sensityJfunctionalJtheoryJcalculationsJofJcatalyticJmechanisticJpathwaysJforJtheJformationJofJ”aJ
involvingJtriazolylideneJiridiumJcomplexesXJNewfJournalfoffChemistryVJ2014VJbgVJc[e[ 3.6 5

106 ’inimizingJtlectronWwoleJRecombinationJonJöi”aJSensitizedJwithJ–bSeJ uantumJsotsiJ
öimeWsomainJpbJxnitioJpnalysisXJJournalfoffPhysicalfChemistryfLettersVJ2014VJdVJahc]We 6.4 55

105 –rocessJcontrolJofJparticleJdepositionJsystemsJusingJacousticJandJelectricalJresponseJsignalsXJ
AdvancedfPowderfTechnologyVJ2014VJadVJ]de[W]df[ 4.6

104 ’assivelyJparallelJmolecularWdynamicsJsimulationJofJiceJcrystallisationJandJmeltingiJtheJrolesJofJ
systemJsizeVJensembleVJandJelectrostaticsXJJournalfoffChemicalfPhysicsVJ2014VJ]c]VJabcd[] 3.9 20

103 sipolarJresponseJandJhydrogenWbondJkineticsJinJliquidJwaterJinJsquareWwaveJtimeWvaryingJelectricJ
fieldsXJMolecularfPhysicsVJ2014VJ]]aVJ]gf[W]gfg 1.7 33

102
’assivelyJparallelJmolecularJdynamicsJsimulationJofJformationJofJclathrateWhydrateJprecursorsJatJ
planarJwaterWmethaneJinterfacesiJinsightsJintoJheterogeneousJnucleationXJJournalfoffChemicalf
PhysicsVJ2014VJ]c[VJa[cf]c

3.9 48

101
öheJinfluenceJofJöiWJandJSiWdopingJonJtheJstructureVJmorphologyJandJphotoWresponseJpropertiesJofJ
˛–Wuea”bJforJefficientJwaterWsplittingiJxnsightsJfromJexperimentJandJfirstWprinciplesJcalculationsXJ
ChemicalfPhysicsfLettersVJ2014VJdhaVJacaWace

2.5 17

100 ’olecularJdynamicsJstudyJofJr”aJhydrateJdissociationiJuluctuationWdissipationJandJnonWequilibriumJ
analysisXJJournalfoffChemicalfPhysicsVJ2013VJ]bhVJ[hcf[] 3.9 33

99 romparativeJstudiesJforJevaluationJofJr”â��JfixationJinJtheJcavityJofJtheJRubiscoJenzymeJusingJ ’VJ
 ’Z’’JandJlinearWscalingJsuöJmethodsXJJournalfoffMolecularfModelingVJ2013VJ]hVJabahWbc 2 10

98
wumanJaquaporinJcJgatingJdynamicsJunderJandJafterJnanosecondWscaleJstaticJandJalternatingJ
electricWfieldJimpulsesiJaJmolecularJdynamicsJstudyJofJfieldJeffectsJandJrelaxationXJJournalfoff
ChemicalfPhysicsVJ2013VJ]bhVJa[d][]

3.9 49

97 –hotoWactiveJandJopticalJpropertiesJofJbismuthJferriteJRqiue”bSiJpnJexperimentalJandJtheoreticalJ
studyXJChemicalfPhysicsfLettersVJ2013VJdfaVJfgWgc 2.5 47

96 uabricationJofJnanoWstructuredJöi”aJcoatingsJusingJaJmicroblastJdepositionJtechniqueXJAppliedf
SurfacefScienceVJ2013VJafdVJb]eWbab 6.7 8

95 sefectsJareJneededJforJfastJphotoWinducedJelectronJtransferJfromJaJnanocrystalJtoJaJmoleculeiJ
timeWdomainJabJinitioJanalysisXJJournalfoffthefAmericanfChemicalfSocietyVJ2013VJ]bdVJ]gghaWh[[ 16.4 58
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94 sensityJequalisationJinJsupercooledJhighWJandJlowWdensityJwaterJmixturesXJJournalfoffChemicalf
PhysicsVJ2013VJ]bhVJ[gcd[g 3.9 18

93 öranslationalJandJrotationalJdiffusiveJmotionJinJliquidJwaterJinJsquareWwaveJtimeWvaryingJelectricJ
fieldsXJChemicalfPhysicsfLettersVJ2013VJdgaVJe[Wed 2.5 28

92 synamicalJpropertiesJofJphysicallyJadsorbedJwaterJmoleculesJatJtheJöi”aJrutileWR]J]J[SJsurfaceXJ
ChemicalfPhysicsfLettersVJ2013VJdgbVJ]adW]b[ 2.5 17

91 sensityJfunctionalJtheoryJinvestigationsJofJbismuthJvanadateiJtffectJofJhybridJfunctionalsXJ
ComputationalfMaterialsfScienceVJ2013VJfcVJbbWbh 3.2 27

90
uunctionalJassessmentJforJpredictingJchargeWtransferJexcitationsJofJdyesJinJcomplexedJstateiJaJ
studyJofJtriphenylamineWdonorJdyesJonJtitaniaJforJdyeWsensitizedJsolarJcellsXJJournalfoffPhysicalf
ChemistryfAVJ2013VJ]]fVJa]]cWac

2.8 47

89 wighlyJorderedJnanorodJassembliesJextendingJoverJdeviceJscaleJareasJandJinJcontrolledJmultilayersJ
byJelectrophoreticJdepositionXJJournalfoffPhysicalfChemistryfBVJ2013VJ]]fVJ]e[gW]d 3.4 55

88 promaticJringJsizeJeffectsJonJtheJphotophysicsJandJphotochemistryJofJstyrylbenzothiazoleXJ
PhotochemicalfandfPhotobiologicalfSciencesVJ2013VJ]aVJ]aa[Wb] 4.2 12

87 tffectJofJspaceJlinkersJinJdinuclearJcopperJcryptatesJonJtheJefficiencyJofJatmosphericJr”aJuptakeiJaJ
suöJstudyXJCatalysisfSciencefandfTechnologyVJ2013VJbVJaabc 5.5 9

86 siffusiveJhydrogenJinterWcageJmigrationJinJhydrogenJandJhydrogenWtetrahydrofuranJclathrateJ
hydratesXJJournalfoffChemicalfPhysicsVJ2013VJ]bgVJ[hcd[f 3.9 41

85 ’assivelyW–arallelJ’olecularJsynamicsJSimulationJofJrlathrateJwydratesJonJqlueJveneJ–latformsXJ
EnergiesVJ2013VJeVJb[faWb[g] 3.1 10

84 ppplicationJofJstatisticalJtechniquesJforJelucidatingJflowJcytometricJdataJofJbatchJandJfedWbatchJ
culturesXJBiotechnologyfandfAppliedfBiochemistryVJ2013VJe[VJdbeWcd 2.8 4

83 tffectsJofJexternalJelectromagneticJfieldsJonJtheJconformationalJsamplingJofJaJshortJalanineJ
peptideXJJournalfoffComputationalfChemistryVJ2012VJbbVJh]fWab 3.5 19

82 –erspectivesJonJabJinitioJmolecularJsimulationJofJexcitedWstateJpropertiesJofJorganicJdyeJmoleculesJ
inJdyeWsensitisedJsolarJcellsXJPhysicalfChemistryfChemicalfPhysicsVJ2012VJ]cVJ]a[ccWde 3.6 27

81 SpatialJdistributionJofJadsorbedJwaterJlayersJatJtheJöi”aJrutileJandJanataseJinterfacesXJChemicalf
PhysicsfLettersVJ2012VJddcVJ][aW][e 2.5 21

80 pJösWsuöJstudyJofJtheJeffectsJofJstructuralJvariationsJonJtheJphotochemistryJofJpolyeneJdyesXJ
ChemicalfScienceVJ2012VJbVJc]eWcac 9.4 38

79 –hotoWinducedJchargeJseparationJacrossJtheJgrapheneWöi”aJinterfaceJisJfasterJthanJenergyJlossesiJaJ
timeWdomainJabJinitioJanalysisXJJournalfoffthefAmericanfChemicalfSocietyVJ2012VJ]bcVJ]cabgWcg 16.4 206

78 rontrolledJsemiconductorJnanorodJassemblyJfromJsolutioniJinfluenceJofJconcentrationVJchargeJandJ
solventJnatureXJJournalfoffMaterialsfChemistryVJ2012VJaaVJ]deaW]deh 72

77 siffusionJandJinteractionsJofJcarbonJdioxideJandJoxygenJinJtheJvicinityJofJtheJactiveJsiteJofJRubiscoiJ
molecularJdynamicsJandJquantumJchemicalJstudiesXJJournalfoffChemicalfPhysicsVJ2012VJ]bfVJ]cd][b 3.9 8

(2012-2013)

11



76
seterminingJtheJappropriateJexchangeWcorrelationJfunctionalJforJtimeWdependentJdensityJ
functionalJtheoryJstudiesJofJchargeWtransferJexcitationsJinJorganicJdyesXJJournalfoffChemicalfPhysicsVJ
2012VJ]beVJaacb[]

3.9 70

75 ’echanismJofJatmosphericJr”aJfixationJinJtheJcavitiesJofJaJdinuclearJcryptateXJInorganicfChemistryVJ
2012VJd]VJdagaWg 5.1 22

74 wydrogenJbondJdynamicalJpropertiesJofJadsorbedJliquidJwaterJmonolayersJwithJvariousJöi”aJ
interfacesXJMolecularfPhysicsVJ2012VJ]][VJah]hWahad 1.7 23

73 ’olecularJsynamicsJSimulationsJofJrlathrateJwydratesJonJSpecialisedJwardwareJ–latformsXJEnergies
VJ2012VJdVJbdaeWbdbb 3.1 14

72 synamicalJcageJbehaviourJandJhydrogenJmigrationJinJhydrogenJandJhydrogenWtetrahydrofuranJ
clathrateJhydratesXJJournalfoffChemicalfPhysicsVJ2012VJ]beVJ[ccd[e 3.9 31

71 ’echanismsJforJthermalJconductionJinJhydrogenJhydrateXJJournalfoffChemicalfPhysicsVJ2012VJ]beVJ[ccd[]3.9 19

70 rouplingJofJtranslationalJandJrotationalJmotionJinJchiralJliquidsJinJelectromagneticJandJcircularlyJ
polarisedJelectricJfieldsXJJournalfoffChemicalfPhysicsVJ2012VJ]beVJ[hcd[g 3.9 20

69 xnfluenceJofJdopingJonJtheJphotoactiveJpropertiesJofJmagnetronWsputteredJtitaniaJcoatingsiJ
txperimentalJandJtheoreticalJstudyXJPhysicalfReviewfBVJ2012VJgeVJ 3.3 22

68 qenchmarkJstudyJforJtheJapplicationJofJdensityJfunctionalJtheoryJtoJtheJpredictionJofJoctahedralJ
tiltingJinJperovskitesXJPhysicalfReviewfBVJ2012VJgeVJ 3.3 26

67 –ressureWinducedJamorphizationJofJmethaneJhydrateXJPhysicalfReviewfBVJ2012VJgeVJ 3.3 12

66 pbJinitioJstudyJonJoptoelectronicJpropertiesJofJinterstitiallyJversusJsubstitutionallyJdopedJtitaniaXJ
PhysicalfReviewfBVJ2012VJgeVJ 3.3 5

65 qandJgapJengineeringJofJR“VJSiSWcodopedJöi”afromJhybridJdensityJfunctionalJtheoryJcalculationsXJ
NewfJournalfoffPhysicsVJ2012VJ]cVJ[db[[f 2.9 23

64 synamicalJpropertiesJofJhydrogenJsulphideJmotionJinJitsJclathrateJhydrateJfromJabJinitioJandJ
classicalJisobaricWisothermalJmolecularJdynamicsXJJournalfoffPhysicalfChemistryfAVJ2011VJ]]dVJeaaeWba 2.8 21

63 sensityJfluctuationsJinJliquidJwaterXJPhysicalfReviewfLettersVJ2011VJ][eVJ[bfg[] 7.4 58

62 tlectrophoreticJdepositionJofJpolyRbWdecylthiopheneSJontoJgoldWmountedJcadmiumJselenideJ
nanorodsXJLangmuirVJ2011VJafVJ]bd[eW]b 4 6

61 wybridJdensityJfunctionalJtheoryJdescriptionJofJ“WJandJrWdopingJofJ“i”XJJournalfoffChemicalfPhysicsVJ
2011VJ]bcVJaacf[b 3.9 27

60 wumanJaquaporinJcJgatingJdynamicsJinJdcJandJacJelectricJfieldsiJaJmolecularJdynamicsJstudyXJJournalf
offChemicalfPhysicsVJ2011VJ]bcVJ[dd]][ 3.9 45

59 öailoringJtheJelectronicJstructureJofJöi”aJbyJcationJcodopingJfromJhybridJdensityJfunctionalJtheoryJ
calculationsXJPhysicalfReviewfBVJ2011VJgbVJ 3.3 48
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58 tlectronicJpropertiesJofJanataseWöi”aJcodopedJbyJcationWpairsJfromJhybridJdensityJfunctionalJ
theoryJcalculationsXJChemicalfPhysicsfLettersVJ2011VJd]bVJa]gWaab 2.5 14

57 ’olecularJdynamicsJstudyJofJwaterJinJcontactJwithJtheJöi”aJrutileW]][VJ][[VJ][]VJ[[]JandJ
anataseW][]VJ[[]JsurfaceXJMolecularfPhysicsVJ2011VJ][hVJ]echW]ede 1.7 72

56 pJtheoreticalJthermodynamicJinvestigationJofJcascadeJreactionsJinJdinuclearJoctaWazacryptatesJ
involvingJcarbonJdioxideXJJournalfoffMolecularfModelingVJ2011VJ]fVJb]d]Wea 2 6

55 “ewJinsightsJintoJtheJbandWgapJnarrowingJofJR“VJ–SWcodopedJöi”aJfromJhybridJdensityJfunctionalJ
theoryJcalculationsXJChemPhysChemVJ2011VJ]aVJae[cWg 3.2 27

54 uirstWprinciplesJstudyJofJtheJexcitedWstateJpropertiesJofJcoumarinWderivedJdyesJinJdyeWsensitizedJ
solarJcellsXJJournalfoffMaterialsfChemistryVJ2011VJa]VJ]]][] 51

53
qandJgapJengineeringJofJdoubleWcationWimpurityWdopedJanataseWtitaniaJforJvisibleWlightJ
photocatalystsiJaJhybridJdensityJfunctionalJtheoryJapproachXJPhysicalfChemistryfChemicalfPhysicsVJ
2011VJ]bVJ]behgWf[b

3.6 36

52 synamicalJandJenergeticJpropertiesJofJhydrogenJandJhydrogenWtetrahydrofuranJclathrateJhydratesXJ
PhysicalfChemistryfChemicalfPhysicsVJ2011VJ]bVJ]hfg[Wf 3.6 18

51 StudyJofJtranslationalVJlibrationalJandJintraWmolecularJmotionJofJadsorbedJliquidJwaterJmonolayersJ
atJvariousJöi”aJinterfacesXJMolecularfPhysicsVJ2011VJ][hVJaecdWaedc 1.7 24

50 tlectronicJstructureJofJcationWcodopedJöi”aJforJvisibleWlightJphotocatalystJapplicationsJfromJhybridJ
densityJfunctionalJtheoryJcalculationsXJAppliedfPhysicsfLettersVJ2011VJhgVJ]ca][b 3.4 35

49 xonicJliquidsJinJexternalJelectricJandJelectromagneticJfieldsiJaJmolecularJdynamicsJstudyXJMolecularf
PhysicsVJ2011VJ][hVJeadWebg 1.7 28

48 öhermalJconductionJandJphononJpropagationJinJpressureWamorphizedJicesXJPhysicalfReviewfBVJ2011VJ
gbVJ 3.3 12

47 SynergisticJeffectsJonJbandJgapWnarrowingJinJtitaniaJbyJdopingJfromJfirstWprinciplesJcalculationsiJ
densityJfunctionalJtheoryJstudiesXJMaterialsfResearchfSocietyfSymposiafProceedingsVJ2011VJ]bdaVJh

46 –erspectivesJonJwydrateJöhermalJronductivityXJEnergiesVJ2010VJbVJ]hbcW]hca 3.1 20

45 wydrogenJbondJperturbationJinJhenJeggJwhiteJlysozymeJbyJexternalJelectromagneticJfieldsiJaJ
nonequilibriumJmolecularJdynamicsJstudyXJJournalfoffChemicalfPhysicsVJ2010VJ]bbVJabd][a 3.9 52

44 uirstW–rinciplesJralculationJofJSynergisticJR“VJ–SWrodopingJtffectsJonJtheJαisibleW‘ightJ
–hotocatalyticJpctivityJofJpnataseJöi”aXJJournalfoffPhysicalfChemistryfCVJ2010VJ]]cVJ]]hgcW]]hh[ 3.8 51

43 SynergisticJtffectsJonJqandJvapW“arrowingJinJöitaniaJbyJrodopingJfromJuirstW–rinciplesJ
ralculationsXJChemistryfoffMaterialsVJ2010VJaaVJ]e]eW]eab 9.6 118

42 tlectronicJStructureJandJ”riginJofJαisibleW‘ightJpctivityJofJrWsopedJrubicJxna”bJfromJ
uirstW–rinciplesJralculationsXJJournalfoffPhysicalfChemistryfCVJ2010VJ]]cVJ]bhcaW]bhce 3.8 8

41 vuestJandJhostJcontributionsJtowardsJthermalJconductionJinJvariousJpolymorphsJofJmethaneJ
hydrateXJComputationalfMaterialsfScienceVJ2010VJchVJS]feWS]g[ 3.2 17

(2010-2011)
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40 sensityJfunctionalJtheoryJstudiesJofJdopingJinJtitaniaXJMolecularfSimulationVJ2010VJbeVJe]gWeba 2 9

39 öhermalJconductivityJinJamorphousJicesJfromJmolecularJdynamicsXJPhysicalfReviewfBVJ2010VJgaVJ 3.3 22

38 tlectronicJpropertiesJofJuZZrJcoWdopedJanataseJöi”aJphotocatalystsJfromJvvpJUJ₂JcalculationsXJ
ChemicalfPhysicsfLettersVJ2010VJchgVJbbgWbcc 2.5 23

37 uirstWprinciplesJcalculationJofJelectronicJstructureJofJαWdopedJanataseJöi”aXJChemPhysChemVJ2010VJ
]]VJae[eW]] 3.2 25

36 tlectricalJconductivityJandJdipolarJrelaxationJofJbinaryJdimethylimidazoliumJchlorideâ��waterJ
solutionsiJpJmolecularJdynamicsJstudyXJJournalfoffMolecularfLiquidsVJ2010VJ]dfVJ]ebW]ef 6 13

35 tlectronicJstructuresJofJ“WJandJrWdopedJ“i”JfromJfirstWprinciplesJcalculationsXJPhysicsfLetterstf
SectionfA:fGeneraltfAtomicfandfSolidfStatefPhysicsVJ2010VJbfcVJ]]gcW]]gf 2.3 26

34 ’echanismsJforJthermalJconductionJinJvariousJpolymorphsJofJmethaneJhydrateXJPhysicalfReviewfBVJ
2009VJg[VJ 3.3 52

33 “onequilibriumJmolecularJdynamicsJstudyJofJelectricJandJlowWfrequencyJmicrowaveJfieldsJonJhenJ
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15
ralculationJofJbindingJaffinitiesJofJwxαW]JRöJandJbetaWsecretaseJinhibitorsJusingJtheJlinearJ
interactionJenergyJmethodJwithJexplicitJandJcontinuumJsolvationJapproachesXJJournalfoffMolecularf
ModelingVJ2007VJ]bVJ][g]Whf

2 5

14
ResponseJtoJâ��rommentJonJâ��senaturationJofJhenJeggJwhiteJlysozymeJinJelectromagneticJfieldsiJpJ
molecularJdynamicsJstudyâ��â��J[yXJrhemXJ–hysXJ]aeVJ[h]][dJRa[[fS]XJJournalfoffChemicalfPhysicsVJ2007VJ
]afVJ]]f][a
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