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221 vncreβsedIstβδilityIofIpu₃rnlImetβllicIglβssesIprepβredIδyIphysicβlIvβporIdepositionWIJournalfoff
AlloysfandfCompoundsUI2017UId[eUIZZZYVZZZb 5.7 15

220  hermodynβmicIβndIkineticImodelingIofIznV†iV–iIprecipitβtesIinIlowVpuIreβctorIpressureIvesselI
steelsWIActafMaterialiaUI2017UIZ]eUIZYV[c 8.4 51

219 qensityIsunctionβlI heoryIzodelingIofInVsiteIpβtionIqiffusionIinIoulkIyβzn‘]´–˛·forI–olidI‘xideI
suelIpellIpβthodesWIECSfTransactionsUI2017UIdeUI[dfdV[eYc 1 1

218 yocβlIqielectricIoreβkdownI’βthIβlongIcVnxisI’lβnβrIooundβriesIinIpr[‘]I hinIsilmsWIAdvancedf
MaterialsfInterfacesUI2017UIaUIZdYYZd[ 4.6 11

(2017-2017)
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217 WorkIfunctionIβndIsurfβceIstβδilityIofItungstenVδβsedIthermionicIelectronIemissionIcβthodesWIAPLf
MaterialsUI2017UIbUIZZcZYb 5.7 35

216 –tβδilityIofIferrousVironVrichIδridgmβniteIunderIreducingImidmβntleIconditionsWIProceedingsfoffthef
NationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaUI2017UIZZaUIcaceVcad] 11.5 37

215  heIznteriβlsI–imulβtionI oolkitIQzn– RIforIβtomisticImodelingIofIdefectsIβndIdiffusionWI
ComputationalfMaterialsfScienceUI2017UIZ[cUIfYVZY[ 3.2 24

214 uighVthroughputIcomputβtionβlIscreeningIforIlowIworkIfunctionIperovskiteIelectronIemittersI2017
UI 1

213 qielectricIδreβkdownIβlongIcVβxisIδoundβriesIinImβgnetoelectricI‘[‘]IforIspintronicIdevicesWI
MicroscopyfandfMicroanalysisUI2017UI[]UIZaa[VZaa] 0.5

212 oβyesiβnI–tβtisticβlIzodelIforIvmβgingIofI–ingleIyβI±βcβnciesIinIyβzn‘]WIMicroscopyfandf
MicroanalysisUI2017UI[]UIZbd[VZbd] 0.5 2

211 npplicβtionsIofIuighI’recisionI– rzIvmβgingItoI–tructurβllyIpomplexIzβteriβlsWIMicroscopyfandf
MicroanalysisUI2017UI[]UIaZeVaZf 0.5

210 ’olβrityVdrivenIoxygenIvβcβncyIformβtionIinIultrβthinIyβ†i‘]IfilmsIonI–r i‘]WIPhysicalfReviewf
MaterialsUI2017UIZUI 3.2 19

209 nδIinitioIpredictionIofIthresholdIdisplβcementIenergiesIinI₃rpWIJournalfoffNuclearfMaterialsUI2016UI
adZUI[ZaV[Zf 3.3 11

208 rxposingI†ewIntomicVscβleIvnformβtionIβδoutIzβteriβlsIδyIvmprovingItheI“uβlityIβndI
“uβntifiβδilityIofInδerrβtionVcorrectedI– rzIqβtβI2016UIafbVafc

207 †βnopβrticleI–tructureIfromIteneticInlgorithmI”efinementIngβinstI“uβntitβtiveI– rzIqβtβI2016UIb[ZVb[[

206 sβctorsIcontrollingIoxygenImigrβtionIδβrriersIinIperovskitesWISolidfStatefIonicsUI2016UI[fcUIdZVdd 3.3 48

205 –imulβtedIspβtiβlIβndItemporβlIdependenceIofIchromiumIconcentrβtionIinIpureIseIβndIseIZaNprI
underIhighIdpβIionIirrβdiβtionWIJournalfoffNuclearfMaterialsUI2016UIadfUI[]V]b 3.3 12

204 ”eplyItoIâ��pommentIonIâ��porrelβtionIβndIrelβtivisticIeffectsIinIUImetβlIβndIUV₃rIβlloygI±βlidβtionIofI
βδIinitioIβpproβchesâ��Iâ��WIPhysicalfReviewfBUI2016UIf]UI 3.3 5

203 nδIinitioIenergeticsIforImodelingIphβseIstβδilityIofItheI†pVUIsystemWIJournalfoffNuclearfMaterialsUI
2016UIadfUI[cYV[dY 3.3 2

202 pounterintuitiveI”econstructionIofItheI’olβrI‘V erminβtedI₃n‘I–urfβceIwithI₃incI±βcβnciesIβndI
uydrogenWIJournalfoffPhysicalfChemistryfLettersUI2016UIdUIaae]Vaaed 6.4 16

201 uighVthroughputIβδVinitioIdiluteIsoluteIdiffusionIdβtβδβseWIScientificfDataUI2016UI]UIZcYYba 8.2 71

200 †βnometreVthickIsingleVcrystβllineInβnosheetsIgrownIβtItheIwβterVβirIinterfβceWINaturef
CommunicationsUI2016UIdUIZYaaa 17.4 100
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199 xineticsIofI‘xygenI–urfβceIrxchβngeIonIrpitβxiβlI”uddlesdenV’opperI’hβsesIβndIporrelβtionsItoI
sirstV’rinciplesIqescriptorsWIJournalfoffPhysicalfChemistryfLettersUI2016UIdUI[aaVf 6.4 50

198 zicrostructurβlIrvolutionIofI ypeI]YaIβndI]ZcI–tβinlessI–teelsIUnderI†eutronIvrrβdiβtionIβtIyW”I
”elevβntIponditionsWIJomUI2016UIceUIbZdVb[f 2.1 20

197 ‘riginsIofIyβrgeI±oltβgeIuysteresisIinIuighVrnergyVqensityIzetβlIsluorideIyithiumVvonIoβtteryI
ponversionIrlectrodesWIJournalfoffthefAmericanfChemicalfSocietyUI2016UIZ]eUI[e]eVae 16.4 166

196 rffectIofIcβrδonIionIirrβdiβtionIonIngIdiffusionIinI–ipWIJournalfoffNuclearfMaterialsUI2016UIadZUI[[YV[][ 3.3 9

195  hreeVqimensionβlIvmβgingIofI–ingleIyβI±βcβnciesIinIyβzn‘I]WIMicroscopyfandfMicroanalysisUI2016UI
[[UIfY[VfY] 0.5 2

194 ‘δservβtionsIofIdefectIstructureIevolutionIinIprotonIβndI†iIionIirrβdiβtedI†iVprIδinβryIβlloysWI
JournalfoffNuclearfMaterialsUI2016UIadfUIaeVbe 3.3 10

193 UnderstβndingIβndIpontrollingItheIWorkIsunctionIofI’erovskiteI‘xidesIUsingIqensityIsunctionβlI
 heoryWIAdvancedfFunctionalfMaterialsUI2016UI[cUIbadZVbae[ 15.6 75

192 rnhβncementIofIoxygenIsurfβceIexchβngeIonIepitβxiβlIyβYWc–rYWapoYW[seYWe‘]V˛·IthinIfilmsIusingI
βdvβncedIheterostructuredIoxideIinterfβceIengineeringWIMRSfCommunicationsUI2016UIcUI[YaV[Yf 2.7 17

191
‘ptimizingInls]IβtomicIlβyerIdepositionIusingItrimethylβluminumIβndI βsbgInpplicβtionItoIhighI
voltβgeIyiVionIδβtteryIcβthodesWIJournalfoffVacuumfSciencefandfTechnologyfA:fVacuumsfSurfacesfandf
FilmsUI2016UI]aUIY]ZbY]

2.9 25

190 uighVthroughputIcomputβtionβlIdesignIofIcβthodeIcoβtingsIforIyiVionIδβtteriesWINaturef
CommunicationsUI2016UIdUIZ]ddf 17.4 112

189  hermβlIdiffusionIδoronIdopingIofIsingleVcrystβlInβturβlIdiβmondWIJournalfoffAppliedfPhysicsUI2016UI
ZZfUI[YbdY] 2.5 22

188 uighVprecisionIstressImβppingIβndIdefectIchβrβcterizβtionIofIthinIfilmsIofIyβzn‘I]IgrownIonI
qy–c‘I]IsuδstrβteWWIMicroscopyfandfMicroanalysisUI2016UI[[UIZb[cVZb[d 0.5

187 sirstVprinciplesIpredictionsIofIelectronicIpropertiesIofItβnsZVxVy’yoixIβndItβnsZVxVy’yoixVδβsedI
heterojunctionsWIAppliedfPhysicsfLettersUI2016UIZYfUIZZ[ZYa 3.4 5

186 ngIdiffusionIinI–ipIhighVenergyIgrβinIδoundβriesgIxineticIzonteIpβrloIstudyIwithIfirstVprincipleI
cβlculβtionsWIComputationalfMaterialsfScienceUI2016UIZ[ZUI[aeV[bd 3.2 22

185 porrigendumItoIâ��‘riginIofIse]TIinIseVcontβiningUInlVfreeImβntleIsilicβteIperovskiteâ��I−rβrthI’lβnetWI
–ciWIyettWIaYfIQ[YZaRI]Zfâ��][e≤WIEarthfandfPlanetaryfSciencefLettersUI2016UIaa[UI[]ZV[][ 5.3

184 ntomicIyβyerIqepositionIofInl[‘]Vtβ[‘]InlloyIpoβtingsIforIyi−†iYWbznYW]poYW[≤‘[IpβthodeItoI
vmproveI”βteI’erformβnceIinIyiVvonIoβtteryWIACSfAppliedfMaterialsfmamp;fInterfacesUI2016UIeUIZYbd[VeY 9.5 45

183 vntegrβtedIpomputβtionβlIβndIrxperimentβlI–tructureI”efinementIforI†βnopβrticlesWIACSfNanoUI
2016UIZYUIaY]ZVe 16.7 20

182 ”esponseItoIletterIâ��rlectronIcorrelβtionIβndIrelβtivityIofItheIbfIelectronsIinItheIUI₃rIβlloyIsystemâ��WI
JournalfoffNuclearfMaterialsUI2016UIadcUIZZYVZZ[ 3.3 3

(2016-2016)
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181 pβtβlyticInctivityIβndI–tβδilityIofI‘xidesgI heI”oleIofI†eβrV–urfβceIntomicI–tructuresIβndI
pompositionsWIAccountsfoffChemicalfResearchUI2016UIafUIfccVd] 24.3 65

180 ‘xygenI’ointIqefectIphemistryIinI”uddlesdenV’opperI‘xidesIQyβZVx–rxR[z‘a´–˛·IQzIjIpoUI†iUIpuRWI
JournalfoffPhysicalfChemistryfLettersUI2016UIdUIZf]fVaa 6.4 37

179 ”βdiβtionVinducedImoδilityIofIsmβllIdefectIclustersIinIcovβlentImβteriβlsWIPhysicalfReviewfBUI2016UI
faUI 3.3 8

178 qefectIkineticsIβndIresistβnceItoIβmorphizβtionIinIzirconiumIcβrδideWIJournalfoffNuclearfMaterialsUI
2015UIabdUI]a]V]bZ 3.3 18

177 yithiumItrβnsportIthroughIlithiumVionIδβtteryIcβthodeIcoβtingsWIJournalfoffMaterialsfChemistryfAUI
2015UI]UIZd[aeVZd[d[ 13 82

176
nδIinitioIttnTUIstudyIofIoxygenIevolutionIβndIoxygenIreductionIelectrocβtβlysisIonItheIQYYZRI
surfβcesIofIlβnthβnumItrβnsitionImetβlIperovskitesIyβo‘â��IQoIjIprUIznUIseUIpoIβndI†iRWIPhysicalf
ChemistryfChemicalfPhysicsUI2015UIZdUI[Zca]Vc]

3.6 74

175 wointIrxperimentβlIβndIpomputβtionβlI‘IβndIuI–olidI–tβteI†z”I–tudyIofIoβvn‘Q‘uRI–tructureIβndI
qynβmicsWIChemistryfoffMaterialsUI2015UI[dUI]ecZV]ed] 9.6 23

174  hermodynβmicIβndIkineticImodelingIofIoxideIprecipitβtionIinInβnostructuredIferriticIβlloysWIActaf
MaterialiaUI2015UIfZUI]aYV]ba 8.4 35

173 trβinIδoundβryIchβrβcterIdependenceIofIrβdiβtionVinducedIsegregβtionIinIβImodelI†iâ��prIβlloyWI
JournalfoffMaterialsfResearchUI2015UI]YUIZ[fYVZ[ff 2.5 29

172 rvidenceIforIcβscβdeIoverlβpIβndIgrβinIδoundβryIenhβncedIβmorphizβtionIinIsiliconIcβrδideI
irrβdiβtedIwithIxrIionsWIActafMaterialiaUI2015UIffUIdVZb 8.4 11

171 trβinIδoundβryIdiffusionIofIngIthroughIpolycrystβllineI–ipIinI ”v–‘IfuelIpβrticlesWIJournalfoff
NuclearfMaterialsUI2015UIacdUI]][V]aY 3.3 12

170 teneticIβlgorithmIoptimizβtionIofIdefectIclustersIinIcrystβllineImβteriβlsWIComputationalfMaterialsf
ScienceUI2015UIfeUI[]aV[aa 3.2 25

169 –trβinIeffectsIonIoxygenImigrβtionIinIperovskitesWIPhysicalfChemistryfChemicalfPhysicsUI2015UIZdUI[dZbV[Z3.6 61

168 phβrβcterizβtionIofImicrostructureIβndIpropertyIevolutionIinIβdvβncedIclβddingIβndIductgIzβteriβlsI
exposedItoIhighIdoseIβndIelevβtedItemperβtureWIJournalfoffMaterialsfResearchUI2015UI]YUIZ[acVZ[da 2.5 32

167 ”eveβlingI†ewIntomicVscβleIvnformβtionIβδoutIzβteriβlsIδyIvmprovingItheI“uβlityIβndI
“uβntifiβδilityIofInδerrβtionVcorrectedI– rzIqβtβWIMicroscopyfandfMicroanalysisUI2015UI[ZUI[aYfV[aZY 0.5

166 sirstVprinciplesIstudiesIonImoleculβrIδeβmIepitβxyIgrowthIofItβnsZâ��xoixWIPhysicalfReviewfBUI2015UI
f[UI 3.3 10

165 –trβinVcompensβtedItβnsZâ��y’yXtβnsZâ��zoizXtβnsZâ��y’yquβntumIwellsIforIlβserIβpplicβtionsWI
SemiconductorfSciencefandfTechnologyUI2015UI]YUIYfaYZZ 1.8 6

164 ’rospectsIforIqetectingI–ingleI±βcβnciesIδyI“uβntitβtiveI–cβnningI rβnsmissionIrlectronI
zicroscopyWIMicroscopyfandfMicroanalysisUI2015UI[ZUIZeedVZeee 0.5
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163 vncreβsedIsluctuβtionIofIvnterβtomicIqistβncesIinIqistortedI–tructureIofI–toichiometricIyβzn‘]WI
MicroscopyfandfMicroanalysisUI2015UI[ZUI[aZ]V[aZa 0.5

162 vntegrβtedIpomputβtionβlIβndIrxperimentβlI–tructureIqeterminβtionIforI†βnopβrticlesWIMicroscopyf
andfMicroanalysisUI2015UI[ZUI[[YZV[[Y[ 0.5

161 ’tIpβtβlystIqegrβdβtionIinInqueousIβndIsuelIpellIrnvironmentsIstudiedIviβIvnV‘perβndoI
nnomβlousI–mβllVnngleIöVrβyI–cβtteringWIElectrochimicafActaUI2015UIZd]UI[[]V[]a 6.7 41

160 nδIinitioIdefectIenergeticsIofIperovskiteIQYYZRIsurfβcesIforIsolidIoxideIfuelIcellsgInIcompβrβtiveI
studyIofIyβzn‘]IversusI–r i‘]IβndIyβnl‘]WIPhysicalfReviewfBUI2015UIfZUI 3.3 30

159 uIβndInlI–olidV–tβteI†z”I–tudyIofItheIyocβlIrnvironmentsIinInlVqopedI[VyineIserrihydriteUI
toethiteUIβndIyepidocrociteWIChemistryfoffMaterialsUI2015UI[dUI]fccV]fde 9.6 25

158 ”edoxIconditionIinImoltenIsβltsIβndIsoluteIδehβviorgInIfirstVprinciplesImoleculβrIdynβmicsIstudyWI
JournalfoffNuclearfMaterialsUI2015UIacbUI[[aV[]b 3.3 33

157 vnV‘perβndoInnomβlousI–mβllVnngleIöV”βyI–cβtteringIvnvestigβtionIofI’t]poIpβtβlystIqegrβdβtionI
inInqueousIβndIsuelIpellIrnvironmentsWIJournalfoffthefElectrochemicalfSocietyUI2015UIZc[UIsZaedVsZafd 3.9 20

156 yocβlIstrβinIeffectIonItheIδβndIgβpIengineeringIofIgrβpheneIδyIβIfirstVprinciplesIstudyWIAppliedf
PhysicsfLettersUI2015UIZYcUIYb]ZZ] 3.4 23

155 ‘riginIofIse]TIinIseVcontβiningUInlVfreeImβntleIsilicβteIperovskiteWIEarthfandfPlanetaryfSciencef
LettersUI2015UIaYfUI]ZfV][e 5.3 14

154 ‘xygenIsurfβceIexchβngeIkineticsIβndIstβδilityIofIQyβU–rR[po‘a´–˛·XyβZâ��x–rxz‘]â��˛·IQzIjIpoIβndIseRI
heteroVinterfβcesIβtIintermediβteItemperβturesWIJournalfoffMaterialsfChemistryfAUI2015UI]UI[ZaaV[Zbd 13 52

153 zβssiveIinterfβciβlIreconstructionIβtImisfitIdislocβtionsIinImetβlXoxideIinterfβcesWIScientificfReportsUI
2014UIaUIcb]] 4.9 27

152 rffectIofItrβinIooundβryI–tressesIonI–inkI–trengthWIMaterialsfResearchfLettersUI2014UI[UIZYYVZYc 7.4 40

151 wointIexperimentβlIβndIcomputβtionβlIZd‘IsolidIstβteI†z”IstudyIofIorownmilleriteIoβ[vn[‘bWI
PhysicalfChemistryfChemicalfPhysicsUI2014UIZcUI[bfdVcYc 3.6 7

150 –tructuresIβndIstβδilitiesIofIsmβllIcβrδonIinterstitiβlIclustersIinIcuδicIsiliconIcβrδideWIActafMaterialiaUI
2014UIc[UIZc[VZd[ 8.4 17

149 sirstVprinciplesImoleculβrIdynβmicsImodelingIofItheIyiplâ��xplImoltenIsβltIsystemWIComputationalf
MaterialsfScienceUI2014UIe]UI]c[V]dY 3.2 61

148 rffectsIofIconfinementsIonImorphologyIofIvnxtβZâ��xnsIthinIfilmIgrownIonIsuδVmicronIpβtternedI
tβnsIsuδstrβtegIrlβstoplβsticIphβseIfieldImodelWIJournalfoffAppliedfPhysicsUI2014UIZZcUIZZa]Z] 2.5 2

147 –trontiumIinfluenceIonItheIoxygenIelectrocβtβlysisIofIyβ[â��x–rx†i‘a´–˛·IQYWYIâ�⁄Ix–rIâ�⁄IZWYRIthinIfilmsWI
JournalfoffMaterialsfChemistryfAUI2014UI[UIcaeYVcaed 13 34

146 ntomisticImodelingIofItheIorderâ��disorderIphβseItrβnsformβtionIinItheI†i[prImodelIβlloyWIActaf
MaterialiaUI2014UIeZUI[beV[dZ 8.4 21

(2014-2015)
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145  hermodynβmicIevβluβtionIofItheI†pâ��₃rIsystemIusingIpny’unqIβndIβδIinitioImethodsWIJournalfoff
NuclearfMaterialsUI2014UIab[UIbcfVbdd 3.3 9

144 rnhβncedI‘xygenI–urfβceIrxchβngeIxineticsIβndI–tβδilityIonIrpitβxiβlIyβYWe–rYW[po‘]â��˛·I hinI
silmsIδyIyβYWe–rYW[zn‘]â��˛·IqecorβtionWIJournalfoffPhysicalfChemistryfCUI2014UIZZeUIZa][cVZa]]a 3.8 31

143 xineticIzonteIpβrloIsimulβtionIofItheIeffectiveIdiffusivityIinIgrβinIδoundβryInetworksWI
ComputationalfMaterialsfScienceUI2014UIf]UI]cVab 3.2 13

142 pβtβlyticInctivityIofIQYYZRVn‘IβndIo‘[I–urfβcesIofI rβnsitionIzetβlI’erovskitesgIpβseIofIyβpr‘]WI
ECSfTransactionsUI2014UIbeUIZVe 1 1

141 qynβmicIlβyerIreβrrβngementIduringIgrowthIofIlβyeredIoxideIfilmsIδyImoleculβrIδeβmIepitβxyWI
NaturefMaterialsUI2014UIZ]UIedfVe] 27 117

140 rlectronIrmissionIrnergyIoβrriersIβndI–tβδilityIofI–c[‘]IwithIndsorδedIoβIβndIoβâ��‘WIJournalfoff
PhysicalfChemistryfCUI2014UIZZeUIZfda[VZfdbe 3.8 16

139 sirstVprinciplesImoleculβrIdynβmicsImodelingIofItheImoltenIfluorideIsβltIwithIprIsoluteWIJournalfoff
NuclearfMaterialsUI2014UIaafUIZaeVZbd 3.3 48

138 nnomβlousIvnterfβceIβndI–urfβceI–trontiumI–egregβtionIinIQyβZVy–ryR[po‘a´–˛·XyβZVx–rxpo‘]V˛·I
ueterostructuredI hinIsilmsWIJournalfoffPhysicalfChemistryfLettersUI2014UIbUIZY[dV]a 6.4 62

137 nδIinitioImoleculβrIdynβmicsIsimulβtionIofIinterstitiβlIdiffusionIinI†iâ��prIβlloysIβndIimplicβtionsIforI
rβdiβtionIinducedIsegregβtionWIJournalfoffNuclearfMaterialsUI2014UIaafUI[[bV[]] 3.3 28

136  hermodynβmicImodelsIofIlowVtemperβtureIznV†iV–iIprecipitβtionIinIreβctorIpressureIvesselI
steelsWIMRSfCommunicationsUI2014UIaUIZYZVZYb 2.7 27

135 rlementβlIvβcβncyIdiffusionIdβtβδβseIfromIhighVthroughputIfirstVprinciplesIcβlculβtionsIforIfccIβndI
hcpIstructuresWINewfJournalfoffPhysicsUI2014UIZcUIYZbYZe 2.9 57

134 tβnsZâ��yâ��z’yoizUIβnIβlternβtiveIreducedIδβndIgβpIβlloyIsystemIlβtticeVmβtchedItoItβnsWIAppliedf
PhysicsfLettersUI2014UIZYbUIZZZZYZ 3.4 21

133 zorphologyIofInmorphousI’ocketsIinI–ipIvrrβdiβtedIwithIZIze±IxrIvonsWIMicroscopyfandf
MicroanalysisUI2014UI[YUIZe]YVZe]Z 0.5

132 nccelerβtedIβtomisticIsimulβtionIstudyIonItheIstβδilityIβndImoδilityIofIcβrδonItriVinterstitiβlIclusterI
inIcuδicI–ipWIComputationalfMaterialsfScienceUI2014UIefUIZe[VZee 3.2 19

131 rxperimentβlIβndIβδIinitioIstudyIofIenhβncedIresistβnceItoIβmorphizβtionIofInβnocrystβllineIsiliconI
cβrδideIunderIelectronIirrβdiβtionWIJournalfoffNuclearfMaterialsUI2014UIaabUIZeZVZef 3.3 37

130  hermodynβmicImodelingIofItheIUâ��₃rIsystemIâ��InIrevisitWIJournalfoffNuclearfMaterialsUI2013UIaa]UI]]ZV]aZ 3.3 48

129  uningItheI–pinI–tβteIinIyβpo‘I hinIsilmsIforIrnhβncedIuighV emperβtureI‘xygenIrlectrocβtβlysisWI
JournalfoffPhysicalfChemistryfLettersUI2013UIaUI[af]V[aff 6.4 48

128 rnergyIδβrriersIforIpointVdefectIreβctionsIinI]pV–ipWIPhysicalfReviewfBUI2013UIeeUI 3.3 38
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127 nmorphizβtionIdrivenIδyIdefectVinducedImechβnicβlIinstβδilityWIPhysicalfReviewfLettersUI2013UIZZZUIZbbbYZ7.4 25

126 porrelβtionIβndIrelβtivisticIeffectsIinIUImetβlIβndIUV₃rIβlloygI±βlidβtionIofIβδIinitioIβpproβchesWI
PhysicalfReviewfBUI2013UIeeUI 3.3 62

125 –pinIstβteIofIironIinIse]‘aImβgnetiteIβndIhVse]‘aWIPhysicalfReviewfBUI2013UIedUI 3.3 25

124 –pβtiβllyIresolvedImβppingIofIoxygenIreductionXevolutionIreβctionIonIsolidVoxideIfuelIcellI
cβthodesIwithIsuδVZYInmIresolutionWIACSfNanoUI2013UIdUI]eYeVZa 16.7 24

123 qs VδβsedIpredictionIofIfissionIproductIsorptionIonIcβrδonIstructuresIunderI‘[IingressIconditionsWI
JournalfoffNuclearfMaterialsUI2013UIa]dUI]efVaYY 3.3 3

122 nδIinitioIstudyIofIstructurβllyIδoundIwβterIβtIcβtionIvβcβncyIsitesIinIseVIβndInlVoxyhydroxideI
mβteriβlsWIGeochimicafEtfCosmochimicafActaUI2013UIZZaUIfaVZZZ 5.5 21

121 psIβndIngIcoVincorporβtionIinIcuδicIsiliconIcβrδideWIJournalfoffNuclearfMaterialsUI2013UIa]fUIcbVdZ 3.3 8

120 nδIinitioIenergeticsIofIchβrgeIcompensβtingIpointIdefectsgInIcβseIstudyIonIzg‘WIComputationalf
MaterialsfScienceUI2013UId]UIaZVbb 3.2 8

119 rffectIofIβnomβlousIcompressiδilityIonIseIdiffusionIinIferropericlβseIthroughoutItheIspinIcrossoverI
inItheIlowerImβntleWIEarthfandfPlanetaryfSciencefLettersUI2013UI]c[UIZVb 5.3 8

118 qependenceIonIgrβinIδoundβryIstructureIofIrβdiβtionIinducedIsegregβtionIinIβIfwtWNIprImodelI
ferriticXmβrtensiticIsteelWIJournalfoffNuclearfMaterialsUI2013UIa]bUIZd[VZeY 3.3 49

117  hermodynβmicsIofInlVsuδstitutionIinIseVoxyhydroxidesWIGeochimicafEtfCosmochimicafActaUI2013UI
Z[YUIbZaVb]Y 5.5 23

116 vncludingIzβgneticIpontriδutionsIinIyβzn‘]IqefectIzodelsWIECSfTransactionsUI2013UIbYUIfZVfb 1

115 nV–iteIqiffusionIinIyβZIâ��x–rxzn‘]gInδIvnitioIβndIxineticIzonteIpβrloIpβlculβtionsWIJournalfoffthef
ElectrochemicalfSocietyUI2013UIZcYUIseddVsee[ 3.9 12

114 ’rzspI†βnopβrticleIpβtβlystIqeβlloyingIfromIxineticIzonteIpβrloI–imulβtionsWIECSfTransactionsUI
2013UIbYUIZca]VZcaf 1 4

113 zodelingIrβdiβtionIinducedIsegregβtionIinI†iâ��prImodelIβlloysIfromIfirstIprinciplesWIJournalfoff
NuclearfMaterialsUI2012UIa[bUIeVZb 3.3 19

112 psIdiffusionIinIcuδicIsiliconIcβrδideWIJournalfoffNuclearfMaterialsUI2012UIa[ZUIefVfc 3.3 17

111 nIreviewIofIfissionIproductIsorptionIinIcβrδonIstructuresWIJournalfoffNuclearfMaterialsUI2012UIa[cUI[baV[cd3.3 17

110  hermodynβmicsIβndIuysteresisIofI‘xideIsormβtionIβndI”emovβlIonI’lβtinumIQZZZRI–urfβcesWI
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109 nsy‘WgInnIβutomβticIfrβmeworkIforIhighVthroughputImβteriβlsIdiscoveryWIComputationalfMaterialsf
ScienceUI2012UIbeUI[ZeV[[c 3.2 581

108 nδIinitioIβndIempiricβlIdefectImodelingIofIyβzn‘Q]´–˛·RIforIsolidIoxideIfuelIcellIcβthodesWIPhysicalf
ChemistryfChemicalfPhysicsUI2012UIZaUI[fYV]Y[ 3.6 48

107 nδIinitioImodelIofIintrinsicIdefectsIinI–c[‘]IforIthermionicIcβthodeIsystemsI2012UI 1

106 pβtionIinterdiffusionImodelIforIenhβncedIoxygenIkineticsIβtIoxideIheterostructureIinterfβcesWI
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105 –tβδleIpVtypeIconductionIfromI–δVdecorβtedIheβdVtoVheβdIδβsβlIplβneIinversionIdomβinI
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98 –urfβceIstrontiumIenrichmentIonIhighlyIβctiveIperovskitesIforIoxygenIelectrocβtβlysisIinIsolidIoxideI
fuelIcellsWIEnergyfandfEnvironmentalfScienceUI2012UIbUIcYeZ 35.4 257

97 trowthI rβjectoriesIβndIpoβrseningIzechβnismsIofIzetβlI†βnopβrticleIrlectrocβtβlystsWI
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95 ”βdiβtionIinterβctionIwithItiltIgrβinIδoundβriesIinI˛†V–ipWIJournalfoffAppliedfPhysicsUI2012UIZZZUIYbafZe 2.5 19

94 pβrδonItriVinterstitiβlIdefectgInImodelIforItheIqvvIcenterWIPhysicalfReviewfBUI2012UIecUI 3.3 23
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92 vntrinsicIdefectsIβndIconductionIchβrβcteristicsIofI–c[‘]IinIthermionicIcβthodeIsystemsWIPhysicalf
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91 ntomisticImodelingIofInsIdiffusionIinI₃n‘WIPhysicalfReviewfBUI2012UIebUI 3.3 23

90 –tβδleIinterstitiβlIdopβntâ��vβcβncyIcomplexesIinI₃n‘WIPhysicalfReviewfBUI2012UIebUI 3.3 25

89 ueβdVtoVheβdIvnversionIqomβinIooundβriesIinI–δVdopedIpVtypeI₃n‘I†βnowiresWIMicroscopyfandf
MicroanalysisUI2012UIZeUI]ZcV]Zd 0.5
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83 rpitβxiβlI–trβinVvnducedIphemicβlI‘rderingIinIyβYWb–rYWbpo‘]â��˛·IsilmsIonI–r i‘]WIChemistryfoff
MaterialsUI2011UI[]UIfeaVfee 9.6 76

82 nδVinitioIδβsedImodelingIofIdiffusionIinIdiluteIδccIseâ��†iIβndIseâ��prIβlloysIβndIimplicβtionsIforI
rβdiβtionIinducedIsegregβtionWIJournalfoffNuclearfMaterialsUI2011UIaZZUIZVZa 3.3 93

81 nδIinitioIδβsedIrβteItheoryImodelIofIrβdiβtionIinducedIβmorphizβtionIinI˛†V–ipWIJournalfoffNuclearf
MaterialsUI2011UIaZaUIa]ZVa]f 3.3 39

80 rffectsIofIspinItrβnsitionIonIdiffusionIofIse[TIinIferropericlβseIinIrβrthPsIlowerImβntleWIPhysicalf
ReviewfBUI2011UIeaUI 3.3 17

79 qiffusionIofIngIβlongI˛£]IgrβinIδoundβriesIinI]pV–ipWIPhysicalfReviewfBUI2011UIeaUI 3.3 40

78 nδIinitioIstudyIofIpointIdefectIstructuresIβndIenergeticsIinI₃rpWIJournalfoffAppliedfPhysicsUI2010UI
ZYdUIYb]b[Z 2.5 29

77 nδIinitioIinvestigβtionIofIδβriumVscβndiumVoxygenIcoβtingsIonItungstenIforIelectronIemittingI
cβthodesWIPhysicalfReviewfBUI2010UIeZUI 3.3 37

76 sirstI’rinciplesIvnvestigβtionIofI‘xygenI±βcβnciesIinIpolumδiteIz†δ[‘cIQzIjIznUIseUIpoUI†iUIpuRâ� WI
ChemistryfoffMaterialsUI2010UI[[UIfYcVfZ] 9.6 19

75 sirstVprinciplesIcβlculβtionIβidedIthermodynβmicImodelingIofItheIzoâ��”eIsystemWIIntermetallicsUI
2010UIZeUIbdaVbeZ 3.5 10

74 ZdW[gInδIinitioImodelsIofIdispenserIoVtypeUIscβndβteUIβndIβlloyIcβthodeIsurfβcesI2010UI 1
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73 –urfβceIchemicβlIβnβlysisIβndIβδIinitioIinvestigβtionsIofIpsvIcoβtedIpIfiδerIcβthodesIforIhighIpowerI
microwβveIsourcesWIJournalfoffAppliedfPhysicsUI2010UIZYdUIYaafY] 2.5 12

72 vmpβctIofIsuδstitutionβlIβndIinterstitiβlIcβrδonIdefectsIonIlβtticeIpβrβmetersIinIzgo[WIJournalfoff
AppliedfPhysicsUI2010UIZYdUIY[]fY[ 2.5 12

71 nssessingIponcentrβtionIqependenceIofIsppIzetβlInlloyIqiffusionIpoefficientsIUsingIxineticI
zonteIpβrloWIJournalfoffPhasefEquilibriafandfDiffusionUI2010UI]ZUI[bYV[bf 1 6

70 nδIinitioVδβsedIdiffusionItheoryIβndItrβcerIdiffusionIinI†iâ��prIβndI†iâ��seIβlloysWIJournalfoffNuclearf
MaterialsUI2010UIaYbUI[ZcV[]a 3.3 109

69 rffectsIofIgrβinIsizeIβndIgrβinIδoundβriesIonIdefectIproductionIinInβnocrystβllineI]pâ��–ipWIActaf
MaterialiaUI2010UIbeUI[ea]V[eb] 8.4 79

68 ‘xideIsormβtionIβndI”emovβlIonI’tI–urfβcesIUnderI’otentiβlIpycledIponditionsWIECSfTransactionsUI
2009UI[bUIbe]Vbf[ 1 5

67 nδIinitioIqefectIrnergeticsIinIyβo‘]I’erovskiteI–olidI‘xideIsuelIpellIzβteriβlsWIECSfTransactionsUI
2009UI[bUI[dcZV[dcd 1 17

66
rlectronicIβndImβgneticIstructuresIofItheIpostperovskiteVtypeIse[‘]IβndIimplicβtionsIforI
plβnetβryImβgneticIrecordsIβndIdeepIinteriorsWIProceedingsfoffthefNationalfAcademyfoffSciencesfoff
thefUnitedfStatesfoffAmericaUI2009UIZYcUIbbYeVZ[

11.5 52

65 rffectIofItetrβgonβlIlβtticeIdistortionIofIpodYse]YIonItheItunnelingImβgnetoresistβnceIofInl‘IxI
δβsedImβgneticItunnelIjunctionWIAppliedfPhysicsfA:fMaterialsfSciencefandfProcessingUI2009UIfdUId]Vdd 2.6 2

64 rxperimentβlIinvestigβtionIβndIthermodynβmicImodelingIofItheI†iâ��nlâ��”uIternβryIsystemWIActaf
MaterialiaUI2009UIbdUI[Y[V[Z[ 8.4 13

63 nδIinitioIenergeticsIofIyβo‘]QYYZRIQojznUIseUIpoUIβndI†iRIforIsolidIoxideIfuelIcellIcβthodesWIPhysicalf
ReviewfBUI2009UIeYUI 3.3 331

62 qensityIsunctionβlI heoryI–tudyIofIserrihydriteIβndI”elβtedIseV‘xyhydroxidesWIChemistryfoff
MaterialsUI2009UI[ZUIbd[dVbda[ 9.6 66

61 ’tInβnopβrticleIstβδilityIinI’rzIfuelIcellsgIinfluenceIofIpβrticleIsizeIdistriδutionIβndIcrossoverI
hydrogenWIEnergyfandfEnvironmentalfScienceUI2009UI[UIecb 35.4 218

60
 hermodynβmicImodelingIofItheIprâ��vrIδinβryIsystemIusingItheIclusterXsiteIβpproximβtionIQp–nRI
couplingIwithIfirstVprinciplesIenergeticIcβlculβtionWICalphad:fComputerfCouplingfoffPhasefDiagramsf
andfThermochemistryUI2009UI]]UIa[YVa[a

1.9 5

59 nδIinitioIinvestigβtionIofItheIsurfβceIpropertiesIofIdispenserIoVtypeIβndIscβndβteIthermionicI
emissionIcβthodesWIAppliedfPhysicsfLettersUI2009UIfaUIZeaZY[ 3.4 23

58 zˆ¶ssδβuerImodelingItoIinterpretItheIspinIstβteIofIironIinIQzgUseR–i‘]IperovskiteWIGeophysicalf
ResearchfLettersUI2009UI]cUInXβVnXβ 4.9 49

57 sirstIprinciplesIstudyIofIyiIdiffusionIinIvVyi[†i‘[IstructureWIPhysicalfReviewfBUI2009UIdfUI 3.3 47

56 –urfβceIchemicβlIβnβlysisIofIcesiumViodideIQpsvRIcoβtedIcβrδonIQpRIfiδersIβndIthinIfilmsIforIfieldI
emissionIβpplicβtionsI2009UI 1
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55 ’redictionIofI–urfβceI‘xygenI±βcβncyIponcentrβtionsIofIQyβZVx–rxRzn‘]WIECSfTransactionsUI2009UI
[bUI[dcfV[dda 1 15

54 †ondiluteIdiffusionIfromIfirstIprinciplesgIyiIdiffusionIinIyix i–[WIPhysicalfReviewfBUI2008UIdeUI 3.3 197

53
”eportIfromItheIthirdIworkshopIonIfutureIdirectionsIofIsolidVstβteIchemistrygI heIstβtusIofI
solidVstβteIchemistryIβndIitsIimpβctIinItheIphysicβlIsciencesWIProgressfinfSolidfStatefChemistryUI2008UI
]cUIZVZ]]

8 51

52 nδIinitioIstudyIofItheIcompositionIdependenceIofItheIpressureVinducedIspinIcrossoverIinI
perovskiteIQzgZâ��xUsexR–i‘]WIEarthfandfPlanetaryfSciencefLettersUI2008UI[cbUIb]bVbab 5.3 63

51 rxperimentβlIβndI–imulβtionIvnsightIonItheI rβnsportIofI–ilverIsissionI’roductIinI–ipI2008UI 3

50 prystβlIstructureIeffectIofIferromβgneticIelectrodeIonItunnelingImβgnetoresistβnceWIActaf
MaterialiaUI2008UIbcUIZafZVZafb 8.4 4

49 zodelingIofIphβseIstβδilityIofItheIfccIphβsesIinItheI†iâ��vrâ��nlIsystemIusingItheIclusterXsiteI
βpproximβtionImethodIcouplingIwithIfirstVprinciplesIcβlculβtionsWIActafMaterialiaUI2008UIbcUI[bdcV[bea 8.4 13

48  hermodynβmicImodelingIofItheIprâ��’tIδinβryIsystemIusingItheIclusterXsiteIβpproximβtionIcouplingI
withIfirstVprinciplesIenergeticsIcβlculβtionWIActafMaterialiaUI2008UIbcUIbdfcVbeY] 8.4 8

47 vnstβδilityIofI–upportedI’lβtinumI†βnopβrticlesIinIyowV emperβtureIsuelIpellsWITopicsfinfCatalysisUI
2007UIacUI[ebV]Yb 2.3 731

46 nδIinitioIstudyIofItheIeffectsIofIthinIpsvIcoβtingsIonItheIworkIfunctionIofIgrβphiteIcβthodesWIAppliedf
PhysicsfLettersUI2007UIfZUIZaaZY[ 3.4 41

45 UltrβVfβstIevβluβtionIofIproteinIenergiesIdirectlyIfromIsequenceWIPLoSfComputationalfBiologyUI2006UI
[UIec] 5 36

44 poβrseningIofI’tI†βnopβrticlesIinI’rotonIrxchβngeIzemδrβneIsuelIpellsIuponI’otentiβlIpyclingWI
ECSfTransactionsUI2006UIZUIZebVZfb 1 31

43 –pinItrβnsitionsIinItheIsexznZâ��x–[IsystemWIPhysicalfReviewfBUI2006UId]UI 3.3 19

42 nδIvnitioI–tudyIofI‘xygenV±βcβncyI‘rderingIinI‘xygenIponductingIoβ[vn[‘bWIMaterialsfResearchf
SocietyfSymposiafProceedingsUI2006UIfd[UIZ 1

41 ’hβseI–tβδilityIofI†ickelIuydroxidesIβndI‘xyhydroxidesWIJournalfoffthefElectrochemicalfSocietyUI
2006UIZb]UIn[ZY 3.9 148

40 nδIinitioIstudyIofItheIcompositionIdependenceIofItheIpressureVinducedIspinItrβnsitionIinItheI
QzgZâ��xUsexR‘IsystemWIGeophysicalfResearchfLettersUI2006UI]]UI 4.9 59

39 ’hβseIqiβgrβmIofIzgIvnsertionIintoIphevrelI’hβsesUIzgxzoc eIQ IjI–UI–eRWIZWIprystβlI–tructureIofI
theI–ulfidesWIChemistryfoffMaterialsUI2006UIZeUIbaf[VbbY] 9.6 98

38 qβtβVziningVqrivenI“uβntumIzechβnicsIforItheI’redictionIofI–tructureWIMRSfBulletinUI2006UI]ZUIfeZVfeb3.2 41
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37 ’redictingIcrystβlIstructureIδyImergingIdβtβIminingIwithIquβntumImechβnicsWINaturefMaterialsUI
2006UIbUIcaZVc 27 329

36 vnstβδilityIofI’tâ��pIrlectrocβtβlystsIinI’rotonIrxchβngeIzemδrβneIsuelIpellsWIJournalfoffthef
ElectrochemicalfSocietyUI2005UIZb[UIn[[bc 3.9 1170

35 uighVthroughputIβndIdβtβIminingIwithIβδIinitioImethodsWIMeasurementfSciencefandfTechnologyUI
2005UIZcUI[fcV]YZ 2 95

34 nccurβcyIofIβδIinitioImethodsIinIpredictingItheIcrystβlIstructuresIofImetβlsgInIreviewIofIeYIδinβryI
βlloysWICalphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryUI2005UI[fUIZc]V[ZZ 1.9 266

33  hermodynβmicsIofIspinelIyix i‘[IfromIfirstIprinciplesWIChemicalfPhysicsUI2005UI]ZdUIZ]YVZ]c 2.3 50

32 qβtβIziningIinIzβteriβlsIqevelopmentI2005UI]fbVa[Z 6

31 poβrseVgrβiningIproteinIenergeticsIinIsequenceIvβriβδlesWIPhysicalfReviewfLettersUI2005UIfbUIZaeZY] 7.4 18

30 rlectrochemicβlImodelingIofIintercβlβtionIprocessesIwithIphβseIfieldImodelsWIElectrochimicafActaUI
2004UIafUIacfZVacff 6.7 169

29  heIelectronicIstructureIβndIδβndIgβpIofIyise’‘aIβndIyizn’‘aWISolidfStatefCommunicationsUI2004UI
Z][UIZeZVZec 1.6 307

28 ’hβseIsepβrβtionIinIyixse’‘aIinducedIδyIcorrelβtionIeffectsWIPhysicalfReviewfBUI2004UIcfUI 3.3 147

27 sirstVprinciplesIpredictionIofIredoxIpotentiβlsIinItrβnsitionVmetβlIcompoundsIwithIyqnTUWIPhysicalf
ReviewfBUI2004UIdYUI 3.3 705

26 yiIponductivityIinIyi−suδIx≤z’‘−suδIa≤IQzIjIznUIseUIpoUI†iRI‘livineIzβteriβlsWIElectrochemicalfandf
SolidtStatefLettersUI2004UIdUIn]Y 924

25 sirstVprinciplesIstudyIofItheIstructureIofIstoichiometricIβndIznVdeficientIzn‘[WIJournalfoffSolidf
StatefChemistryUI2003UIZd]UIac[Vadb 3.3 51

24 rxperimentβlIβndIcomputβtionβlIstudyIofItheIstructureIβndIelectrochemicβlIpropertiesIofI
monoclinicIyixz[Q’‘aR]IcompoundsWIJournalfoffPowerfSourcesUI2003UIZZfVZ[ZUIdbbVdbf 8.9 58

23 nutomβticIconstructionUIimplementβtionIβndIβssessmentIofI’ettiforImβpsWIJournalfoffPhysicsf
CondensedfMatterUI2003UIZbUIa]cZVa]cf 1.8 20

22 ’redictingIcrystβlIstructuresIwithIdβtβIminingIofIquβntumIcβlculβtionsWIPhysicalfReviewfLettersUI
2003UIfZUIZ]bbY] 7.4 317

21 qβtβIziningInpproβchItoInδVvnitioI’redictionIofIprystβlI–tructureWIMaterialsfResearchfSocietyf
SymposiafProceedingsUI2003UIeYaUI]Yb 2

20 sirstVprinciplesIstudyIofImβgnetismIinIspinelIzn‘[WIPhysicalfReviewfBUI2003UIcdUI 3.3 23
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19 sirstI’rinciplesI–tudyIofIuVinsertionIinIzn‘[WIJournalfoffSolidfStatefChemistryUI2002UIZccUIfZVZY] 3.3 54
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9.6 157

17 nIqrβsticIvnfluenceIofI’ointIqefectsIonI’hβseI–tβδilityIinIzn‘[WIMaterialsfResearchfSocietyf
SymposiafProceedingsUI2002UIdbbUIZ 3

16 sirstVprinciplesIstudyIofItheIstβδilityIβndIelectronicIstructureIofImetβlIhydridesWIPhysicalfReviewfBUI
2002UIccUI 3.3 167

15 UnderstβndingItheIsormβtionIrnergyIofI rβnsitionIzetβlIuydridesWIMaterialsfResearchfSocietyf
SymposiafProceedingsUI2002UId]YUIZ 1

14 sirstVprinciplesIinvestigβtionIofItheIcooperβtiveIwβhnV ellerIeffectIforIoctβhedrβllyIcoordinβtedI
trβnsitionVmetβlIionsWIPhysicalfReviewfBUI2001UIc]UI 3.3 71

13 ’hβseItrβnsformβtionsIβndIvolumeIchβngesIinIspinelIyixzn[‘aWISolidfStatefIonicsUI2000UIZ]bUI[ZV][ 3.3 140

12 ±iδrβtionβlIthermodynβmicsgIcouplingIofIchemicβlIorderIβndIsizeIeffectsWIModellingfandfSimulationf
infMaterialsfSciencefandfEngineeringUI2000UIeUI[fbV]Yf 2 16

11 sirstVprinciplesIβlloyItheoryIinIoxidesWIModellingfandfSimulationfinfMaterialsfSciencefandfEngineeringUI
2000UIeUI]ZZV][Z 2 66

10 sirstVprinciplesIstudyIofInβtiveIpointIdefectsIinI₃n‘WIPhysicalfReviewfBUI2000UIcZUIZbYZfVZbY[d 3.3 1454

9 rmδeddedVβtomVmethodIstudyIofIstructurβlUIthermodynβmicUIβndIβtomicVtrβnsportIpropertiesIofI
liquidI†iVnlIβlloysWIPhysicalfReviewfBUI1999UIbfUIZa[dZVZa[eZ 3.3 81

8 ’hβseI–epβrβtionI endenciesIofInluminumVqopedI rβnsitionVzetβlI‘xidesIIQIyinlZIâ��IxIIzIIxII‘I[IRIIinI
theI˛–IVI†βse‘[IprystβlI–tructureWIJournalfoffthefElectrochemicalfSocietyUI1999UIZacUIa]]bVa]]e 3.9 26

7 yocβlIenvironmentIeffectsIinItheIviδrβtionβlIpropertiesIofIdisorderedIβlloysgInnIemδeddedVβtomI
methodIstudyIofI†i]nlIβndIpu]nuWIJournalfoffPhasefEquilibriafandfDiffusionUI1998UIZfUIbbfVbcd 17

6 rmδeddedIβtomImethodIcβlculβtionsIofIviδrβtionβlIthermodynβmicIpropertiesIofIorderedIβndI
disorderedI†i]nlWIComputationalfMaterialsfScienceUI1998UIZYUIaZZVaZb 3.2 11
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