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351
¯roposingHtheHponceptHofH¯lωstonHωndHStrωtegyHtoHzωnωgeHoothHuighHStrengthHωndHyωrgeHquctilityH
inHndvωncedHStructurωlHzωteriωlsUHonHtheHoωsisHofHßniqueHzechωnicωlH¯ropertiesHofHoulkH
–ωnostructuredHzetωlsH2022UH]V]a

1

350 pollectiveHzotionHofHntomsHinHzetωlsHbyHsirstH¯rinciplesHpωlculωtionsH2022UHdfVfY

349 pombinωtionHofHrecommenderHsystemHωndHsingleVpωrticleHdiωgnosisHforHωccelerωtedHdiscoveryHofH
novelHnitridesWHJournalaofaChemicalaPhysicsUH2021UHZbaUH[[aZZd 3.9 1

348 pooperωtiveH xideVvonH·rωnsportHinH¯yrochloreH−[·i[ dgHnHsirstV¯rinciplesHzoleculωrHqynωmicsH
StudyWHJournalaofaPhysicalaChemistryaCUH2021UHZ[bUH[YacYV[Yacd 3.8 0

347 sωstHmωteriωlHseωrchHofHlithiumHionHconductingHoxidesHusingHωHrecommenderHsystemWHJournalaofa
MaterialsaChemistryaAUH2020UHeUHZZbe[VZZbee 13 11

346
StrωtegyHforHmωnωgingHbothHhighHstrengthHωndHlωrgeHductilityHinHstructurωlHmωteriωlsâ��sequentiωlH
nucleωtionHofHdifferentHdeformωtionHmodesHbωsedHonHωHconceptHofHplωstonWHScriptaaMaterialiaUH2020UH
ZeZUH]bVa[

5.6 27

345 npplicωtionHofHmωchineHleωrningHpotentiωlsHtoHpredictHgrωinHboundωryHpropertiesHinHfccHelementωlH
metωlsWHPhysicalaReviewaMaterialsUH2020UHaUH 3.2 11

344 RecommenderHSystemsHforHzωteriωlsHqiscoveryWHLectureaNotesainaPhysicsUH2020UHa[dVaa] 0.8

343 qωtωVqrivenHzωteriωlsHqiscoveryHfromHyωrgeHphemistryHSpωcesWHMatterUH2020UH]UH][dV][e 12.7 1

342 rnumerωtionHofHnonequivωlentHsubstitutionωlHstructuresHusingHωdvωncedHdωtωHstructureHofHbinωryH
decisionHdiωgrωmWHJournalaofaChemicalaPhysicsUH2020UHZb]UHZYaZYf 3.9 0

341
sirstV¯rinciplesHStudyHonHtheHStωbilityHofH₂eberiteV·ypeUH¯yrochloreUHωndHqefectVsluoriteHStructuresH
ofHn[]To[aT dHQnHjHyu]Tâ��yω]TUHoHjH≤raTUHufaTUHSnaTUHωndH·iaTRWHJournalaofaPhysicalaChemistryaCUH
2020UHZ[aUH[YbbbV[Ybc[

3.8 3

340 troupVtheoreticωlHhighVorderHrotωtionωlHinvωriωntsHforHstructurωlHrepresentωtionsgHnpplicωtionHtoH
lineωrizedHmωchineHleωrningHinterωtomicHpotentiωlWHPhysicalaReviewaBUH2019UHffUH 3.3 19

339 rquilibriumHhydrogenHpressuresHinHtheHVâ��uHsystemHfromHfirstHprinciplesWHInternationalaJournalaofa
HydrogenaEnergyUH2019UHaaUH[efYfV[efZe 6.7 5

338 ¯redictionHofHdielectricHconstωntsHusingHωHcombinωtionHofHfirstHprinciplesHcωlculωtionsHωndHmωchineH
leωrningWHJapaneseaJournalaofaAppliedaPhysicsUH2019UHbeUHSyypYZ 1.4 9

337 nVsiteHcωtionHsizeHeffectHonHoxygenHoctωhedrωlHrotωtionsHinHωcentricHRuddlesdenV¯opperHωlkωliH
rωreVeωrthHtitωnωtesWHPhysicalaReviewaMaterialsUH2019UH]UH 3.2 6

336 vmpωctHofHinterstitiωlHpHonHphωseHstωbilityHωndHstωckingVfωultHenergyHofHtheHprznsepo–iH
highVentropyHωlloyWHPhysicalaReviewaMaterialsUH2019UH]UH 3.2 21

335 VibrωtionωlHrffectsHinH₃VrωyHnbsorptionHSpectrωHofH·woVqimensionωlHyωyeredHzωteriωlsWHJournalaofa
PhysicalaChemistryaCUH2019UHZ[]UHfceeVfcf[ 3.8 5
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334 SolutionHeffectHonHimprovedHstructurωlHcompωtibilityHofH–i·iVbωsedHωlloysHbyHsystemωticH
firstVprinciplesHcωlculωtionsWHJournalaofaAppliedaPhysicsUH2019UHZ[bUHYbbZYc 2.5 2

333 RecommenderHSystemHofHSuccessfulH¯rocessingHponditionsHforH–ewHpompoundsHoωsedHonHωH¯ωrωllelH
rxperimentωlHqωtωHSetWHChemistryaofaMaterialsUH2019UH]ZUHffeaVfff[ 9.6 4

332 siniteVdisplωcementHcomputωtionHofHtheHelectronVphononHinterωctionHwithinHtheHprojectorH
ωugmentedVwωveHmethodWHPhysicalaReviewaBUH2019UHZYYUH 3.3 6

331 qesignHωndHsynthesisHofHωHmωgnesiumHωlloyHforHroomHtemperωtureHhydrogenHstorωgeWHActaa
MaterialiaUH2018UHZafUHeeVfc 8.4 101

330 sirstVprinciplesHstudyHinHωnHinterVgrωnulωrHglωssyHfilmHmodelHofHsiliconHnitrideWHJournalaofathea
AmericanaCeramicaSocietyUH2018UHZYZUH[cd]V[cee 3.8 11

329 qescriptorsHforHzωchineHyeωrningHofHzωteriωlsHqωtωH2018UH]V[] 26

328 pompositionωlHdescriptorVbωsedHrecommenderHsystemHforHtheHmωteriωlsHdiscoveryWHJournalaofa
ChemicalaPhysicsUH2018UHZaeUH[aZdZf 3.9 22

327 ·emperωtureVdependentHphononHspectrωHofHmωgneticHrωndomHsolidHsolutionsWHNpjaComputationala
MaterialsUH2018UHaUH 10.9 13

326 oulkHnωnocrystωllineHgωmmωHmωgnesiumHhydrideHwithHlowHdehydrogenωtionHtemperωtureHstωbilizedH
byHplωsticHstrωiningHviωHhighVpressureHtorsionWHScriptaaMaterialiaUH2018UHZbdUHbaVbd 5.6 19

325 yωtticeHthermωlHconductivitiesHofHtwoHSi [HpolymorphsHbyHfirstVprinciplesHcωlculωtionsHωndHtheH
phononHooltzmωnnHtrωnsportHequωtionWHPhysicalaReviewaBUH2018UHfdUH 3.3 38

324 qoubleHthermoelectricHpowerHfωctorHofHωH[qHelectronHsystemWHNatureaCommunicationsUH2018UHfUH[[[a 17.4 35

323 zωtrixVHωndHtensorVbωsedHrecommenderHsystemsHforHtheHdiscoveryHofHcurrentlyHunknownHinorgωnicH
compoundsWHPhysicalaReviewaMaterialsUH2018UH[UH 3.2 29

322 rffectsHofHcompositionUHcrystωlHstructureUHωndHsurfωceHorientωtionHonHbωndHωlignmentHofHdivωlentH
metωlHoxidesgHnHfirstVprinciplesHstudyWHPhysicalaReviewaMaterialsUH2018UH[UH 3.2 16

321 SynthesisUHcrystωlHstructureUHωndHionicHconductivityHofHhydrideHionVconductingHyn[yiu ]HQynHjHyωUH¯rUH
–dRHoxyhydridesWHJournalaofaMaterialsaChemistryaAUH2018UHcUH[]abdV[]ac] 13 16

320 zωteriωlsHinformωticsHforHdielectricHmωteriωlsWHJapaneseaJournalaofaAppliedaPhysicsUH2018UHbdUHZZßoYZ 1.4 9

319 uighHRωteH¯erformωnceHofHquωlVSubstitutedHyise¯ aHoωsedHonHpontrollingHzetωstωbleH
vntermediωteH¯hωseWHACSaAppliedaEnergyaMaterialsUH2018UHZUHcd]cVcdaY 6.1 5

318 qωtωVcentricHscienceHforHmωteriωlsHinnovωtionWHMRSaBulletinUH2018UHa]UHcbfVcc] 3.2 17

317 vmpωctHofHphemicωlHsluctuωtionsHonHStωckingHsωultHrnergiesHofHprpo–iHωndHprznsepo–iHuighH
rntropyHnlloysHfromHsirstH¯rinciplesWHEntropyUH2018UH[YUH 2.8 42
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316 yineωrizedHmωchineVleωrningHinterωtomicHpotentiωlsHforHnonVmωgneticHelementωlHmetωlsgHyimitωtionH
ofHpωirwiseHdescriptorsHωndHtrendHofHpredictiveHpowerWHJournalaofaChemicalaPhysicsUH2018UHZaeUH[]aZYc 3.9 17

315 ·hermoelectricHphωseHdiωgrωmHofHtheHSr·i ]â��Sr–b ]HsolidHsolutionHsystemWHJournalaofaApplieda
PhysicsUH2017UHZ[ZUHZebZY[ 2.5 15

314 ·heoreticωlHinvestigωtionHofHsolidHsolutionHstωtesHofH·iZâ��xVxu[WHActaaMaterialiaUH2017UHZ]aUH[daV[e[ 8.4 2

313 sirstV¯rinciplesHSelectionHofHSoluteHrlementsHforHrrVStωbilizedHoi[ ]H xideVvonHponductorHwithH
vmprovedHyongV·ermHStωbilityHωtHzoderωteH·emperωturesWHChemistryaofaMaterialsUH2017UH[fUH]dc]V]dce 9.6 20

312 zodeHdecompositionHbωsedHonHcrystωllogrωphicHsymmetryHinHtheHbωndVunfoldingHmethodWHPhysicala
ReviewaBUH2017UHfbUH 3.3 23

311
pompetingHStructurωlHvnstωbilitiesHinHtheHRuddlesdenâ��¯opperHqerivωtivesHuR·i aHQRHjHRωreHrωrthsRgH
 xygenH ctωhedrωlHRotωtionsHvnducingH–oncentrosymmetricityHωndHyωyerHSlidingHRetωiningH
pentrosymmetricityWHChemistryaofaMaterialsUH2017UH[fUHcbcVccb

9.6 19

310 oωndHstructureHdiωgrωmHpωthsHbωsedHonHcrystωllogrωphyWHComputationalaMaterialsaScienceUH2017UH
Z[eUHZaYVZea 3.2 247

309 zωteriωlsHqesignHßsingHsirstV¯rinciplesHpωlculωtionsHforHyithiumVvonHoωtteriesWHMateriaaJapanUH2017UH
bcUHa]YVa]] 0.1

308 qynω¯ho¯ygHnHcodeHforHextrωctingHphononHquωsipωrticlesHfromHmoleculωrHdynωmicsHsimulωtionsWH
ComputeraPhysicsaCommunicationsUH2017UH[[ZUH[[ZV[]a 4.2 48

307 pompωrisonHofHωpproximωtionsHinHdensityHfunctionωlHtheoryHcωlculωtionsgHrnergeticsHωndHstructureH
ofHbinωryHoxidesWHPhysicalaReviewaBUH2017UHfcUH 3.3 58

306 RepresentωtionHofHcompoundsHforHmωchineVleωrningHpredictionHofHphysicωlHpropertiesWHPhysicala
ReviewaBUH2017UHfbUH 3.3 158

305 ntomisticH riginHofH¯hωseHStωbilityHinH xygenVsunctionωlizedHz₃enegHnHpompωrωtiveHStudyWHJournala
ofaPhysicalaChemistryaCUH2017UHZ[ZUHZefadVZefb] 3.8 34

304 sirstVprinciplesHscreeningHofHstructurωlHpropertiesHofHintermetωllicHcompoundsHonHmωrtensiticH
trωnsformωtionWHNpjaComputationalaMaterialsUH2017UH]UH 10.9 9

303
ßltrωVsevereHplωsticHdeformωtiongHrvolutionHofHmicrostructureUHphωseHtrωnsformωtionHωndHhωrdnessH
inHimmiscibleHmωgnesiumVbωsedHsystemsWHMaterialsaScienceahamp;aEngineeringaA:aStructurala
Materials:aPropertiesnaMicrostructureaandaProcessingUH2017UHdYZUHZbeVZcc

5.3 45

302 oωndHωlignmentHofHsemiconductorsHωndHinsulωtorsHusingHdielectricVdependentHhybridHfunctionωlsgH
·owωrdHhighVthroughputHevωluωtionWHPhysicalaReviewaBUH2017UHfbUH 3.3 45

301 qiscoveryHofHωH–ovelHSnQvvRVoωsedH xideH˛†VSnzo HforHqωylightVqrivenH¯hotocωtωlysisWHAdvanceda
ScienceUH2017UHaUHZcYY[ac 13.6 18

300 ponceptuωlHωndHprωcticωlHbωsesHforHtheHhighHωccurωcyHofHmωchineHleωrningHinterωtomicHpotentiωlsgH
npplicωtionHtoHelementωlHtitωniumWHPhysicalaReviewaMaterialsUH2017UHZUH 3.2 35

299 nnhωrmonicityHinHtheHuighV·emperωtureHpmcmH¯hωseHofHSnSegHSoftHzodesHωndH·hreeV¯hononH
vnterωctionsWHPhysicalaReviewaLettersUH2016UHZZdUHYdbbY[ 7.4 104
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298 yowHphononHconductivityHofHlωyeredHoipu SUHoipu SeUHωndHoipu ·eHfromHfirstHprinciplesWHPhysicala
ReviewaBUH2016UHfaUH 3.3 17

297 StωbilityHofHtheHˇ�HstructureHofHtrωnsitionHelementsWHPhysicalaReviewaBUH2016UHf]UH 3.3 15

296 ¯redictionHmodelHofHbωndHgωpHforHinorgωnicHcompoundsHbyHcombinωtionHofHdensityHfunctionωlH
theoryHcωlculωtionsHωndHmωchineHleωrningHtechniquesWHPhysicalaReviewaBUH2016UHf]UH 3.3 178

295 qiscoveryHofHeωrthVωbundωntHnitrideHsemiconductorsHbyHcomputωtionωlHscreeningHωndHhighVpressureH
synthesisWHNatureaCommunicationsUH2016UHdUHZZfc[ 17.4 133

294 pωtegorizωtionHofHsurfωceHpolωrityHfromHωHcrystωllogrωphicHωpproωchWHComputationalaMaterialsa
ScienceUH2016UHZZ]UH[[ZV[]Y 3.2 31

293 ˇ�HstructureHinHsteelgHnHfirstVprinciplesHstudyWHJournalaofaAlloysaandaCompoundsUH2016UHceaUHc[aVc[d 5.7 16

292 ¯ureHulHconductionHinHoxyhydridesWHScienceUH2016UH]bZUHZ]ZaVd 33.3 110

291 –ewHnωnostructuredHphωsesHwithHreversibleHhydrogenHstorωgeHcωpωbilityHinHimmiscibleH
mωgnesiumâ��zirconiumHsystemHproducedHbyHhighVpressureHtorsionWHActaaMaterialiaUH2016UHZYeUH[f]V]Y] 8.4 54

290 ·owωrdHzωteriωlsHqiscoveryHwithHsirstV¯rinciplesHqωtωsetsHωndHyeωrningHzethodsWHSpringeraSeriesaina
MaterialsaScienceUH2016UHZd]VZec 0.9

289 pomplexH¯ointHqefectHStructureHinHpubicHooronH–itrideWHMateriaaJapanUH2016UHbbUHcYfVcYf 0.1

288 sirstVprinciplesHcωlculωtionsHofHhighVpressureHphωseHtrωnsitionHofH·i [HduringHdecompressiongHsromH
bωddeleyiteVtypeH·i [HtoH˛–V¯b [VtypeH·i [WHJournalaofaAppliedaPhysicsUH2016UHZ[YUHZa[ZYe 2.5 2

287 SuppressionHofHlωtticeHthermωlHconductivityHbyHmωssVconservingHcωtionHmutωtionHinH
multiVcomponentHsemiconductorsWHAPLaMaterialsUH2016UHaUHZYaeYf 5.7 8

286 vmproperHvnversionHSymmetryHoreωkingHωndH¯iezoelectricityHthroughH xygenH ctωhedrωlHRotωtionsH
inHyωyeredH¯erovskiteHsωmilyUHyiR·i aHQRHjHRωreHrωrthsRWHAdvancedaElectronicaMaterialsUH2016UH[UHZbYYZfc 6.4 25

285 rlectronicHStructureHωndHqefectHphemistryHofH·inQvvRHpomplexH xideHSn–b[ cWHJournalaofaPhysicala
ChemistryaCUH2016UHZ[YUHfcYaVfcZZ 3.8 19

284 sirstVprinciplesHcωlculωtionsHofHoxygenHvωcωncyHformωtionHωndHmetωllicHbehωviorHωtHωH˛†Vzn [HgrωinH
boundωryWHACSaAppliedaMaterialsahamp;aInterfacesUH2015UHdUHZd[cV]a 9.5 38

283 prystωlHstructureUHdefectHchemistryHωndHoxygenHionHtrωnsportHofHtheHferroelectricHperovskiteUH
–ωYWboiYWb·i ]gHinsightsHfromHfirstVprinciplesHcωlculωtionsWHJournalaofaMaterialsaChemistryaAUH2015UH]UHZcbdaVZcbe[13 63

282 qistributionsHofHphononHlifetimesHinHorillouinHzonesWHPhysicalaReviewaBUH2015UHfZUH 3.3 607

281 yiHvntercωlωtionHintoHωH˛†Vzn [HtrωinHooundωryWHACSaAppliedaMaterialsahamp;aInterfacesUH2015UHdUHeZ[bV]Z 9.5 14

(2015-2016)
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280 SpeciωlHquωsirωndomHstructureHinHheterovωlentHionicHsystemsWHPhysicalaReviewaBUH2015UHfZUH 3.3 5

279 sirstHprinciplesHphononHcωlculωtionsHinHmωteriωlsHscienceWHScriptaaMaterialiaUH2015UHZYeUHZVb 5.6 4076

278 sirstVprinciplesHinterωtomicHpotentiωlsHforHtenHelementωlHmetωlsHviωHcompressedHsensingWHPhysicala
ReviewaBUH2015UHf[UH 3.3 52

277 ¯redictionHofHyowV·hermωlVponductivityHpompoundsHwithHsirstV¯rinciplesHnnhωrmonicH
yωtticeVqynωmicsHpωlculωtionsHωndHoωyesiωnH ptimizωtionWHPhysicalaReviewaLettersUH2015UHZZbUH[YbfYZ 7.4 275

276 StωbilityHofHZ[pω Omiddothdnl[ ]HprystωlHunderHuighV¯ressuregHrxperimentωlHωndHsirstV¯rinciplesH
npproωchesWHMaterialsaTransactionsUH2015UHbcUHZ]bYVZ]b] 1.3 3

275 vnfluenceHofHtheHexchωngeVcorrelωtionHfunctionωlHonHtheHquωsiVhωrmonicHlωtticeHdynωmicsHofHvvVVvH
semiconductorsWHJournalaofaChemicalaPhysicsUH2015UHZa]UHYcadZY 3.9 60

274 SelectiveHfωbricωtionHofHnVHωndHpVtypeHSn HfilmsHwithoutHdopingWHPhysicaaStatusaSolidiaoaRapida
ResearchaLettersUH2015UHfUHZf[VZfc 2.5 16

273 ¯rotonHtrωppingHinH−HωndHSnHpoVdopedHoω≤r ]WHJournalaofaMaterialsaChemistryaAUH2015UH]UHZYYabVZYYbZ 13 24

272 sirstHprinciplesHstudyHofHthermωlHconductivityHcrossVoverHinHnωnostructuredHzincVchωlcogenidesWH
JournalaofaAppliedaPhysicsUH2015UHZZdUHYabZY[ 2.5 20

271 rpitωxiωlHgrowthHofHtinQvvRHniobωteHwithHωHpyrochloreHstructureWHJournalaofaCrystalaGrowthUH2015UHaZcUHZ[cVZ[f1.6 4

270 sirstV¯rinciplesHvnsightHintoHtheHuydrωtionHnbilityHωndH¯rotonHponductionHofHtheHSolidHStωteH¯rotonH
ponductorUH−HωndHSnHpoVqopedHoω≤r ]WHChemistryaofaMaterialsUH2015UH[dUHfYZVfYe 9.6 56

269 vmpωctHofHlocωlHstrωinHonH·iVyâ��Uâ��HelectronHenergyVlossHneωrVedgeHstructuresHofHoω·i â��gHωH
firstVprinciplesHmultipletHstudyWHMicroscopyajOxfordnaEnglandkUH2014UHc]UH[afVba 1.3 9

268 vnversionHsymmetryHbreωkingHbyHoxygenHoctωhedrωlHrotωtionsHinHtheHRuddlesdenV¯opperH–ωR·i aH
fωmilyWHPhysicalaReviewaLettersUH2014UHZZ[UHZedcY[ 7.4 45

267 ¯hotocωtωlyticHωctivityHofH˛–V¯b [VtypeH·i [WHPhysicaaStatusaSolidiaoaRapidaResearchaLettersUH2014UHeUHe[[Ve[c2.5 12

266 yocωlHStructureHωndHrnergeticsHofH¯rVHωndHyωVqopedHSr·i ]HtrωinHooundωriesHωndHtheHvnfluenceHonH
poreâ��ShellHStructureHsormωtionWHJournalaofaPhysicalaChemistryaCUH2014UHZZeUH[bdcbV[bdde 3.8 17

265 rfficientHdeterminωtionHofHωlloyHgroundVstωteHstructuresWHPhysicalaReviewaBUH2014UHfYUH 3.3 9

264  xygenHvωcωncyHformωtionHωndHreductionHpropertiesHofH˛†Vzn [HgrωinHboundωriesHωndHtheHpotentiωlH
forHhighHelectrochemicωlHperformωnceWHACSaAppliedaMaterialsahamp;aInterfacesUH2014UHcUHZdddcVea 9.5 36

263 sirstHprinciplesHstudyHofHdopωntHsolubilityHωndHdefectHchemistryHinHyipo [WHJournalaofaMaterialsa
ChemistryaAUH2014UH[UHZZ[]bVZZ[ab 13 46
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262 ¯hononHsofteningHinHpωrωmωgneticHbccHseHωndHitsHrelωtionshipHtoHtheHpressureVinducedHphωseH
trωnsitionWHPhysicalaReviewaBUH2014UHfYUH 3.3 29

261 ¯rotonHincorporωtionHωndHtrωppingHinH≤r [HgrωinHboundωriesWHJournalaofaMaterialsaChemistryaAUH2014UH
[UHZaYYVZaYe 13 17

260 nccelerωtedHdiscoveryHofHcωthodeHmωteriωlsHwithHprolongedHcycleHlifeHforHlithiumVionHbωtteryWHNaturea
CommunicationsUH2014UHbUHabb] 17.4 86

259 SignificωntHreductionHinHhydrωtionHenergyHforHyttriωHstωbilizedHzirconiωHgrωinHboundωriesHωndHtheH
consequencesHforHprotonHconductionWHLangmuirUH2014UH]YUHZYabcVca 4 8

258 SurfωceHdesignHofHωlloyHprotectionHωgωinstHp VpoisoningHfromHfirstHprinciplesWHJournalaofaPhysicsa
CondensedaMatterUH2014UH[cUH]bbYYc 1.8 2

257 ¯rotonicHdefectsHinHyttriωHstωbilizedHzirconiωgHincorporωtionUHtrωppingHωndHmigrωtionWHPhysicala
ChemistryaChemicalaPhysicsUH2014UHZcUHaeZaV[[ 3.6 13

256 ·hermωlHphysicsHofHtheHleωdHchωlcogenidesH¯bSUH¯bSeUHωndH¯b·eHfromHfirstHprinciplesWHPhysicala
ReviewaBUH2014UHefUH 3.3 172

255 ntomicHstructureHofHluminescentHcentersHinHhighVefficiencyHpeVdopedHwVnl–HsingleHcrystωlWHScientifica
ReportsUH2014UHaUH]dde 4.9 34

254 znHy[U]VedgeH₃VrωyHωbsorptionHspectroscopicHstudiesHonHchωrgeVdischωrgeHmechωnismHofHyi[zn ]WH
AppliedaPhysicsaLettersUH2014UHZYaUHYb]fYc 3.4 37

253 SpωrseHrepresentωtionHforHωHpotentiωlHenergyHsurfωceWHPhysicalaReviewaBUH2014UHfYUH 3.3 59

252 zωchineHleωrningHwithHsystemωticHdensityVfunctionωlHtheoryHcωlculωtionsgHnpplicωtionHtoHmeltingH
temperωturesHofHsingleVHωndHbinωryVcomponentHsolidsWHPhysicalaReviewaBUH2014UHefUH 3.3 179

251
plusterHexpωnsionHofHmulticomponentHionicHsystemsHwithHcontrolledHωccurωcygHimportωnceHofH
longVrωngeHinterωctionsHinHheterovωlentHionicHsystemsWHJournalaofaPhysicsaCondensedaMatterUH2014UH
[cUHZZbaY]

1.8 6

250 uighVpressureHtorsionHofHtitωniumHωtHcryogenicHωndHroomHtemperωturesgHtrωinHsizeHeffectHonH
ωllotropicHphωseHtrωnsformωtionsWHActaaMaterialiaUH2014UHceUH[YdV[Z] 8.4 62

249 rffectHofHlocωlHcoordinωtionHofHznHonHznVy[U]HedgeHelectronHenergyHlossHspectrumWHJournalaofa
AppliedaPhysicsUH2013UHZZaUHYbafYc 2.5 19

248 StrongHSpinVyωtticeHpouplingH·hroughH xygenH ctωhedrωlHRotωtionHinHqivωlentHruropiumH
¯erovskitesWHAdvancedaFunctionalaMaterialsUH2013UH[]UHZecaVZed[ 15.6 28

247 sirstVprinciplesHstudyHofHvωlenceHbωndHoffsetsHωtH≤nSn¯[XpdSUH≤nSn¯[X≤nSUHωndHrelωtedH
chωlcopyriteXzincblendeHheterointerfωcesWHJournalaofaAppliedaPhysicsUH2013UHZZaUHYa]dZe 2.5 18

246 sunctionωlHcomplexHpointVdefectHstructureHinHωHhugeVsizeVmismωtchHsystemWHPhysicalaReviewaLettersUH
2013UHZZYUHYcbbYa 7.4 33

245 nntiVferrodistortiveVlikeHoxygenVoctωhedronHrotωtionHinducedHbyHtheHoxygenHvωcωncyHinHcubicH
Sr·i ]WHAdvancedaMaterialsUH2013UH[bUHecVfY 24 76

(2013-2014)
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244 VωriωtionHofH≤rVy[U]H₃n–rSHinHtetrωvωlentHzirconiumHoxidesWHJournalaofaPhysicsaCondensedaMatterUH
2013UH[bUHZcbbYb 1.8 15

243 uighHtemperωtureHdefectHchemistryHinHlωyeredHlithiumHtrωnsitionVmetωlHoxidesHbωsedHonH
firstVprinciplesHcωlculωtionsWHJournalaofaPoweraSourcesUH2013UH[aaUHbf[Vbfc 8.9 16

242 nccelerωtedHzωteriωlsHqesignHofHyithiumHSuperionicHponductorsHoωsedHonHsirstV¯rinciplesH
pωlculωtionsHωndHzωchineHyeωrningHnlgorithmsWHAdvancedaEnergyaMaterialsUH2013UH]UHfeYVfeb 21.8 139

241 rvolutionHofHcrystωlHstructuresHinHmetωllicHelementsWHPhysicalaReviewaBUH2013UHedUH 3.3 56

240 VωlenceHbωndHoffsetsHωtHzincVblendeHheterointerfωcesHwithHmisfitHdislocωtionsgHnHfirstVprinciplesH
studyWHPhysicalaReviewaBUH2013UHeeUH 3.3 10

239 oωndHoffsetsHofHpuvnSe[XpdSHωndHpuvnSe[X≤nSHQZZYRHinterfωcesgHnHhybridHdensityHfunctionωlHtheoryH
studyWHPhysicalaReviewaBUH2013UHeeUH 3.3 38

238 ·heoreticωlH¯hotovoltωicHponversionHrfficienciesHofH≤nSn¯[UHpdSn¯[UHωndH≤nZVxpdxSn¯[nlloysWH
AppliedaPhysicsaExpressUH2013UHcUHYcZ[YZ 2.4 31

237
VωnωdiumHy[U]H₃n–rSHexperimentsHωndHfirstVprinciplesHmultielectronHcωlculωtionsgHvmpωctHofH
secondVneωrestHneighboringHcωtionsHonHvωnωdiumVbeωringHfresnoitesWHAmericanaMineralogistUH2013UH
feUHccbVcdY

2.9 5

236 yocωlHenvironmentHofHsiliconHinHcubicHboronHnitrideWHJournalaofaAppliedaPhysicsUH2013UHZZaUH[]]bY[ 2.5 10

235 ntomicVlevelHmodelingHωndHcomputωtionHofHintergrωnulωrHglωssyHfilmHinHhighVpurityHSi]–aHcerωmicsWH
JournalaofatheaEuropeanaCeramicaSocietyUH2012UH][UHZ]YZVZ]ZZ 6 6

234 poHxVedgeH₃n–rSHofHyipo [HωndHpo [HwithHωHvωrietyHofHstructuresHbyHsupercellHdensityHfunctionωlH
cωlculωtionsHwithHωHcoreHholeWHPhysicalaReviewaBUH2012UHebUH 3.3 21

233
prystωlHωndHelectronicHstructureHωndHmωgneticHpropertiesHofHdivωlentHeuropiumHperovskiteHoxidesH
ruz ]HQzHjH·iUH≤rUHωndHufRgHexperimentωlHωndHfirstVprinciplesHωpproωchesWHInorganicaChemistryUH2012UH
bZUHabcYVd

5.1 38

232 vonizωtionHpotentiωlsHofHQZZ[RHωndHQZZ[´flRHfωcetHsurfωcesHofHpuvnSe[HωndHputωSe[WHPhysicalaReviewaBUH
2012UHecUH 3.3 59

231 –itrogenHωndHhydrogenHdefectHequilibriωHinHpωZ[nlZa ]]gHωHcombinedHexperimentωlHωndH
computωtionωlHstudyWHJournalaofaMaterialsaChemistryUH2012UH[[UHZbe[e 13

230 qefectHchemistryHofHωHoω≤r ]H˛£]HQZZZRHgrωinHboundωryHbyHfirstHprinciplesHcωlculωtionsHωndH
spωceVchωrgeHtheoryWHPhysicalaChemistryaChemicalaPhysicsUH2012UHZaUHZ[]]fVac 3.6 44

229 ¯rotonVponductingH–etworkHinHyωnthωnumH rthophosphωteWHJournalaofaPhysicalaChemistryaCUH2012UH
ZZcUHZfZZdVZfZ[a 3.8 38

228 qefectHphemistryHinHyωyeredHyiz [HQzHjHpoUH–iUHznUHωndHyiZX]zn[X]RHbyHsirstV¯rinciplesH
pωlculωtionsWHChemistryaofaMaterialsUH2012UH[aUH]eecV]efa 9.6 110

227 sirstV¯rinciplesHStudyHonHRelωxorV·ypeHserroelectricHoehωviorHwithoutHphemicωlHvnhomogeneityHinH
oω·ω [–HωndHSr·ω [–WHChemistryaofaMaterialsUH2012UH[aUHa]a]Va]af 9.6 61
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226 troundVstωteHseωrchHinHmulticomponentHmωgneticHsystemsWHPhysicalaReviewaBUH2012UHebUH 3.3 3

225 sirstVprinciplesHcωlculωtionsHofHtheHphωseHdiωgrωmsHωndHbωndHgωpsHinHpuvnSe[VputωSe[HωndH
puvnSe[VpunlSe[HpseudobinωryHsystemsWHPhysicalaReviewaBUH2012UHebUH 3.3 31

224 ·etrωvωlentHdysprosiumHinHωHperovskiteVtypeHoxideWHAdvancedaMaterialsUH2012UH[aUH[YbZV] 24 20

223 plusterHexpωnsionHwithHcontrolledHωccurωcyHforHtheHzg X≤n HpseudobinωryHsystemHviωH
firstVprinciplesHcωlculωtionsWHPhysicalaReviewaBUH2012UHecUH 3.3 9

222 SiteHpreferenceHofHcωtionHvωcωnciesHinHznVdopedHtω[ ]HwithHdefectiveHspinelHstructureWHApplieda
PhysicsaLettersUH2012UHZYZUH[aZfYc 3.4 8

221 sirstVprinciplesHmoleculωrHdynωmicsHstudyHforHωverωgeHstructureHωndHoxygenHdiffusivityHωtHhighH
temperωtureHinHcubicHoi[ ]WHJournalaofaPhysicsaCondensedaMatterUH2012UH[aUHadbaY[ 1.8 12

220 ¯ointHdefectsHinH≤n gHωnHωpproωchHfromHfirstHprinciplesWHScienceaandaTechnologyaofaAdvanceda
MaterialsUH2011UHZ[UHY]a]Y[ 7.1 234

219 troupingHofHstructuresHforHclusterHexpωnsionHofHmulticomponentHsystemsHwithHcontrolledHωccurωcyWH
PhysicalaReviewaBUH2011UHe]UH 3.3 13

218 ntomicHωndHelectronicHstructuresHofHtheHSrV ]Vyωnl ]HinterfωceWHJournalaofaAppliedaPhysicsUH2011UH
ZZYUHYacZYa 2.5 14

217 sirstVprinciplesHcωlculωtionsHofHlωtticeHdynωmicsHinHpd·i ]HωndHpω·i ]gH¯hωseHstωbilityHωndH
ferroelectricityWHPhysicalaReviewaBUH2011UHeaUH 3.3 47

216 sirstVprinciplesHthermodynωmicsHofHyω[ ]V¯[ bHpseudobinωryHsystemWHPhysicalaReviewaBUH2011UHeaUH 3.3 14

215 uybridHdensityHfunctionωlHstudyHofHoxygenHvωcωnciesHinHx·ω ]HωndH–ω·ω ]WHPhysicalaReviewaBUH2011UH
e]UH 3.3 23

214 ntomisticHstructureHωndHenergeticsHofHinterfωceHbetweenHznVdopedH˛‡Vtω[ ]HωndHzgnl[ aWHJournala
ofaMaterialsaScienceUH2011UHacUHaZcfVaZdb 4.3 9

213 nntiferromωgneticHsuperexchωngeHviωH]dHstωtesHofHtitωniumHinHru·i ]HωsHseenHfromHhybridH
uωrtreeVsockHdensityHfunctionωlHcωlculωtionsWHPhysicalaReviewaBUH2011UHe]UH 3.3 86

212 ·heoreticωlHsingerprintsHofH·rωnsitionHzetωlHy[U]H₃n–rSHωndHry–rSHforHyithiumH·rωnsitionHzetωlH
 xidesHbyHωbHvnitioHzultipletHpωlculωtionsWHJournalaofaPhysicalaChemistryaCUH2011UHZZbUHZZedZVZZedf 3.8 32

211 rlectronicHωndHstructurωlHpropertiesHofHtheHoxygenHvωcωncyHinHoω·i ]WHAppliedaPhysicsaLettersUH2011UH
feUHZd[fYZ 3.4 49

210 rlectronicHstructuresHofHdynωmicωllyHstωbleHns[ ]UHSb[ ]UHωndHoi[ ]HcrystωlHpolymorphsWHPhysicala
ReviewaBUH2011UHe]UH 3.3 33

209 SynthesisHωndHelectrochemistryHofHmonoclinicHyiQznxseZâ��xRo ]gHωHcombinedHexperimentωlHωndH
computωtionωlHstudyWHJournalaofaMaterialsaChemistryUH2011UH[ZUHZYcfY 45

(2011-2012)
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208 ¯hononVphononHinterωctionsHinHtrωnsitionHmetωlsWHPhysicalaReviewaBUH2011UHeaUH 3.3 235

207 nlkωliVmetωlHωdsorptionHωndHmωnipulωtionHonHωHhydroxylωtedH·i [QZZYRHsurfωceHusingHωtomicHforceH
microscopyWHPhysicalaReviewaBUH2011UHeaUH 3.3 18

206 nbHinitioHchωrgeHtrωnsferHmultipletHcωlculωtionsHonHtheHy[U]H₃n–rSHωndHry–rSHofH]dHtrωnsitionHmetωlH
oxidesWHPhysicalaReviewaBUH2011UHe]UH 3.3 88

205 rpitωxiωlHgrowthHofHznVdopedH˛‡Vtω[ ]HonHspinelHsubstrωteWHJournalaofaMaterialsaResearchUH2011UH[cUHbdeVbe]2.5 35

204 qopingHofHhexωgonωlHboronHnitrideHviωHintercωlωtiongHnHtheoreticωlHpredictionWHPhysicalaReviewaBUH
2010UHeZUH 3.3 53

203 sirstVprinciplesHphononHcωlculωtionsHofHthermωlHexpωnsionHinH·i]Sip[UH·i]nlp[UHωndH·i]tep[WHPhysicala
ReviewaBUH2010UHeZUH 3.3 309

202 nnisotropicHphononHdensityHofHstωtesHinHse¯tHnωnopωrticlesHwithHyZYHstructureWHPhysicalaReviewaBUH
2010UHeZUH 3.3 9

201 ·heoreticωlHstudyHonHtheHstructureHωndHenergeticsHofHintergrωnulωrHglωssyHfilmHinHSi]–aVSi [H
cerωmicsWHInternationalaJournalaofaMaterialsaResearchUH2010UHZYZUHbdVcb 0.5 7

200 ¯rocessVvnducedHqωmωgeHphωrωcterizωtionHofH¯ωtternedHyowV˛”HsilmHßsingHrlectronHrnergyHyossH
SpectroscopyH·echniqueWHJapaneseaJournalaofaAppliedaPhysicsUH2010UHafUHZZZbYZ 1.4 1

199 ¯hωseHrelωtionshipsHωndHstructuresHofHinorgωnicHcrystωlsHbyHωHcombinωtionHofHtheHclusterHexpωnsionH
methodHωndHfirstHprinciplesHcωlculωtionsWHJournalaofaPhysicsaCondensedaMatterUH2010UH[[UH]ea[Yd 1.8 1

198 vnterVgrωnulωrHglωssyHphωsesHinHtheHlowVpω VdopedHuv¯edHSi]–aHcerωmicsgHωHreviewWHInternationala
JournalaofaMaterialsaResearchUH2010UHZYZUHccVda 0.5 6

197 plωssificωtionHofHspinelHstructuresHbωsedHonHfirstVprinciplesHclusterHexpωnsionHωnωlysisWHPhysicala
ReviewaBUH2010UHeZUH 3.3 27

196 ·hermodynωmicsHωndHstructuresHofHoxideHcrystωlsHbyHωHsystemωticHsetHofHfirstHprinciplesHcωlculωtionsWH
JournalaofaMaterialsaChemistryUH2010UH[YUHZY]]b 7

195 rffectsHofH ffVStoichiometryHofHyipcHonHtheHyithiumHqiffusionHzechωnismHωndHqiffusivityHbyHsirstH
¯rinciplesHpωlculωtionsWHJournalaofaPhysicalaChemistryaCUH2010UHZZaUH[]dbV[]df 3.8 84

194 sirstVprinciplesHcωlculωtionsHofH≤nVxH₃n–rSHinHpωVdeficientHhydroxyωpωtiteWHJournalaofaPhysicsa
CondensedaMatterUH2010UH[[UH]ea[Z] 1.8 11

193 –ωtiveHdefectsHinHoxideHsemiconductorsgHωHdensityHfunctionωlHωpproωchWHJournalaofaPhysicsa
CondensedaMatterUH2010UH[[UH]ea[ZZ 1.8 41

192 StructuresHωndHenergeticsHofHoi[ ]HpolymorphsHinHωHdefectiveHfluoriteHfωmilyHderivedHbyHsystemωticH
firstVprinciplesHlωtticeHdynωmicsHcωlculωtionsWHPhysicalaReviewaBUH2010UHeZUH 3.3 25

191 yithiumHironHborωtesHωsHhighVcωpωcityHbωtteryHelectrodesWHAdvancedaMaterialsUH2010UH[[UH]be]Vd 24 204
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190 ·heoreticωlHry–rSHusingHoneVpωrticleHωndHmultiVpωrticleHcωlculωtionsWHMicronUH2010UHaZUHcfbVdYf 2.3 72

189 zωgneticHpropertiesHofHilmeniteVhemωtiteHsolidVsolutionHthinHfilmsgHqirectHobservωtionHofHωntiphωseH
boundωriesHωndHtheirHcorrelωtionHwithHmωgnetismWHPhysicalaReviewaBUH2009UHeYUH 3.3 9

188 sirstVprinciplesHpredictionHofHlowVenergyHstructuresHforHnlu]WHPhysicalaReviewaBUH2009UHdfUH 3.3 7

187 VωriωbleHωnisotropyHofHionicHconductionHinHlithiumHnitridegHrffectHofHduplexVchωrgeHtrωnsferWHPhysicala
ReviewaBUH2009UHeYUH 3.3 4

186 sirstVprinciplesHstudyHofHdefectVinducedHpotentiωlsHinHpω[pu [pl[WHPhysicalaReviewaBUH2009UHeYUH 3.3 5

185 RoleHofH·iHωntisitelikeHdefectsHinHSr·i ]WHPhysicalaReviewaLettersUH2009UHZY]UHZebbY[ 7.4 90

184 sirstVprinciplesHcωlculωtionsHofHxVrωyHωbsorptionHneωrHedgeHstructureHωndHenergyHlossHneωrHedgeH
structuregHpresentHωndHfutureWHJournalaofaPhysicsaCondensedaMatterUH2009UH[ZUHZYa[YZ 1.8 26

183 zultipletHcωlculωtionsHofHyQ[U]RHxVrωyHωbsorptionHneωrVedgeHstructuresHforH]d´ trωnsitionVmetωlH
compoundsWHJournalaofaPhysicsaCondensedaMatterUH2009UH[ZUHZYa[Ye 1.8 94

182 nllVelectronHpvHcωlculωtionsHofH]dHtrωnsitionVmetωlHyQ[U]RH₃n–rSHusingHzerothVorderHregulωrH
ωpproximωtionHforHrelωtivisticHeffectsWHJournalaofaPhysicsaCondensedaMatterUH2009UH[ZUHZYa[Yf 1.8 4

181 sirstVprinciplesHcωlculωtionHofHspectrωlHfeωturesUHchemicωlHshiftHωndHωbsoluteHthresholdHofHry–rSHωndH
₃n–rSHusingHωHplωneHwωveHpseudopotentiωlHmethodWHJournalaofaPhysicsaCondensedaMatterUH2009UH[ZUHZYa[Ya1.8 68

180 yωtticeHdynωmicsHωndHthermωlHpropertiesHofHSruf ]HbyHfirstVprinciplesHcωlculωtionsWHPhysicaaStatusa
SolidiajBk:aBasicaResearchUH2009UH[acUHZc[eVZc]] 1.3 9

179 sirstVprinciplesHstudyHonHlithiumHremovωlHfromHyi[zn ]WHJournalaofaPoweraSourcesUH2009UHZefUHdfeVeYZ 8.9 136

178 plusterHexpωnsionHmethodHforHmulticomponentHsystemsHbωsedHonHoptimωlHselectionHofHstructuresH
forHdensityVfunctionωlHtheoryHcωlculωtionsWHPhysicalaReviewaBUH2009UHeYUH 3.3 92

177 oeωmHdωmωgeHsuppressionHofHlowVkωppωHporousHSiV VpHfilmsHbyHcryoVelectronVenergyHlossH
spectroscopyHQrrySRWHJournalaofaElectronaMicroscopyUH2009UHbeUH[fV]a 6

176 sirstH¯rinciplesH·hermodynωmicsHpωlculωtionsHofHntomicHScωleHzodificωtionsWHMateriaaJapanUH2009UH
aeUH[ffV]Y[ 0.1

175 sirstH¯rinciplesHyωtticeHqynωmicsHpωlculωtionsHofHngTHqopedHx₃HQ₃jplUHorHωndHvRWHMaterialsa
TransactionsUH2009UHbYUHfffVZYY] 1.3

174 nbVinitiopvHcωlculωtionsHforH]dtrωnsitionHmetωly[U]₃VrωyHωbsorptionHspectrωHofH·iplaωndHV pl]WH
JournalaofaPhysics:aConferenceaSeriesUH2009UHZfYUHYZ[YYb 0.3 6

173 qefectHenergeticsHinH≤n gHnHhybridHuωrtreeVsockHdensityHfunctionωlHstudyWHPhysicalaReviewaBUH2008UH
ddUH 3.3 613

(2008-2010)
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172 vsostructurωlHphωseHtrωnsitionsHofHtetrωgonωlHperovskiteHtitωnωtesHunderHnegωtiveHhydrostωticH
pressureWHJournalaofaPhysicsaCondensedaMatterUH2008UH[YUH]ab[Yd 1.8 14

171 sirstVprinciplesHstudyHofHnωtiveHdefectsHωndHlωnthωnumHimpuritiesHinH–ω·ω ]WHPhysicalaReviewaBUH
2008UHdeUH 3.3 52

170 StructureHωndHstωbilityHofHωHhomologousHseriesHofHtinHoxidesWHPhysicalaReviewaLettersUH2008UHZYYUHYabdY[ 7.4 129

169 sirstVprinciplesHcωlculωtionsHofHtheHferroelωsticHtrωnsitionHbetweenHrutileVtypeHωndHpωpl[VtypeHSi [H
ωtHhighHpressuresWHPhysicalaReviewaBUH2008UHdeUH 3.3 3593

168 sirstVprinciplesHωpproωchHtoHchemicωlHdiffusionHofHlithiumHωtomsHinHωHgrωphiteHintercωlωtionH
compoundWHPhysicalaReviewaBUH2008UHdeUH 3.3 160

167 yωtticeHdynωmicsHωndHthermodynωmicωlHpropertiesHofHsiliconHnitrideHpolymorphsWHPhysicalaReviewaBUH
2008UHdeUH 3.3 71

166 sirstHprinciplesHcωlculωtionsHforHmodernHcerωmicHscienceHωndHengineeringWHJournalaofaPhysicsa
CondensedaMatterUH2008UH[YUHYca[Zb 1.8 4

165 sirstH¯rinciplesHpωlculωtionsHofHndvωncedH–itridesUH xidesHωndHnlloysWHKeyaEngineeringaMaterialsUH
2008UHaY]UHd]Vdc 0.4

164 rffectsHofHoreitHinterωctionHonHtheHy[U]HxVrωyHωbsorptionHneωrVedgeHstructuresHofH]dHtrωnsitionH
metωlsWHPhysicalaReviewaBUH2008UHddUH 3.3 15

163 rffectsHofHcrystωlHstructureHonHpoVy[U]HxVrωyHωbsorptionHneωrVedgeHstructureHωndH
electronVenergyVlossHneωrVedgeHstructureHofHtrivωlentHcobωltHoxidesWHPhysicalaReviewaBUH2008UHddUH 3.3 34

162 ·rωnsitionHpωthwωyHofHp [HcrystωlsHunderHhighHpressuresWHPhysicalaReviewaBUH2008UHddUH 3.3 54

161 sirstVprinciplesVbωsedHphωseHdiωgrωmHofHtheHcubicHo–pHternωryHsystemWHPhysicalaReviewaBUH2008UHddUH 3.3 33

160 sirstH¯rinciplesHpωlculωtionHofHp HωndHu[HndsorptionHonHStrωinedH¯tHSurfωceWHMaterialsaTransactionsUH
2008UHafUH[aeaV[afY 1.3 4

159 ntomicHstructuresHofHsupersωturωtedH≤n â��nl[ ]HsolidHsolutionsWHJournalaofaAppliedaPhysicsUH2008UH
ZY]UHYZa]Yf 2.5 64

158 sirstVprinciplesHinvestigωtionHofHR[ ]Q≤n R]HQRjnlUHtωUHωndHvnRHinHhomologousHseriesHofHcompoundsWH
JournalaofaSolidaStateaChemistryUH2008UHZeZUHZ]dVZa[ 3.3 10

157 ·hermωlHωnneωlingHeffectHonHmωgnetismHωndHcωtionHdistributionHinHdisorderedH≤nse[ aHthinHfilmsH
depositedHonHglωssHsubstrωtesWHJournalaofaMagnetismaandaMagneticaMaterialsUH2007UH]ZYUH[ba]V[bab 2.8 35

156 ₃VrωyHωbsorptionHneωrVedgeHstructuresHofHdisorderedHzgZâ��x≤nx HsolidHsolutionsWHPhysicalaReviewaBUH
2007UHdcUH 3.3 15

155 zicrostructureHofHznVdopedH˛‡Vtω[ ]HepitωxiωlHfilmHonHsωpphireHQYYYZRHwithHroomHtemperωtureH
ferromωgnetismWHJournalaofaAppliedaPhysicsUH2007UHZYZUHYc]b[c 2.5 36
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154  rderingHωndHsegregωtionHofHωHpudb¯t[bQZZZRHsurfωcegHnHfirstVprinciplesHclusterHexpωnsionHstudyWH
PhysicalaReviewaBUH2007UHdcUH 3.3 28

153 sreeHrnergyHpωlculωtionsHofH¯recipitωteH–ucleωtionWHMaterialsaScienceaForumUH2007UHb]fVba]UH[]fbV[aYY 0.4 1

152 lllllllllllllllllWHElectrochemistryUH2007UHdbUHa[ZVa[b 1.2

151 sirstVprinciplesH₃n–rSHsimulωtionsHofHspinelHzincHferriteHwithHωHdisorderedHcωtionHdistributionWH
PhysicalaReviewaBUH2007UHdbUH 3.3 88

150 ¯eωkHωssignmentsHofHry–rSHωndH₃n–rSHusingHoverlωpHpopulωtionHdiωgrωmsWHUltramicroscopyUH2006UH
ZYcUHZZ[YVe 3.1 34

149 sirstVprinciplesHmultiVelectronHcωlculωtionsHforHyQ[U]RHry–rSX₃n–rSHofH]dHtrωnsitionHmetωlH
monoxidesWHUltramicroscopyUH2006UHZYcUHfdYVb 3.1 48

148 ·uningHsurfωceHpropertiesHofHSn [QZHYHZRHbyHreductionWHJournalaofaPhysicsaandaChemistryaofaSolidsUH
2006UHcdUHZf[]VZf[f 3.9 25

147 sirstVprinciplesHstudyHofHcωtionHdisorderingHinHzgnl[ aHspinelHwithHclusterHexpωnsionHωndHzonteH
pωrloHsimulωtionWHPhysicalaReviewaBUH2006UHd]UH 3.3 42

146 ¯redictionHofHgroundVstωteHstructuresHωndHorderVdisorderHphωseHtrωnsitionsHinHvvVvvvHspinelHoxidesgHnH
combinedHclusterVexpωnsionHmethodHωndHfirstVprinciplesHstudyWHPhysicalaReviewaBUH2006UHd]UH 3.3 72

145 sirstVprinciplesHstudyHofHbulkHorderingHωndHsurfωceHsegregωtionHinH¯tVRhHbinωryHωlloysWHPhysicala
ReviewaBUH2006UHdaUH 3.3 65

144 ·uningHtheHchemicωlHfunctionωlityHofHωHgωsHsensitiveHmωteriωlgH₂ωterHωdsorptionHonHSn [QZHYHZRWH
SurfaceaScienceUH2006UHcYYUH[fV][ 1.8 43

143 sirstVprinciplesHcωlculωtionsHofHmigrωtionHenergyHofHlithiumHionsHinHhωlidesHωndHchωlcogenidesWH
JournalaofaPhysicalaChemistryaBUH2006UHZZYUHe[beVc[ 3.4 22

142 qebyeHtemperωtureHωndHstiffnessHofHcωrbonHωndHboronHnitrideHpolymorphsHfromHfirstHprinciplesH
cωlculωtionsWHPhysicalaReviewaBUH2006UHd]UH 3.3 181

141 nrsenicHRemovωlHbyHuydroxyωpωtiteVbωsedHperωmicsWHChemistryaLettersUH2006UH]bUHebcVebd 1.7 16

140
rlectronHpωrrierHtenerωtionHinHωHRefrωctoryH xideHZ[pω ´•dnl[ ]HbyHueωtingHinHReducingH
ntmospheregHponversionHfromHωnHvnsulωtorHtoHωH¯ersistentHponductorWHJournalaofatheaAmericana
CeramicaSocietyUH2006UHefUH][faV][fe

3.8 56

139
pωlciωHpωrtitionHinHphωseVsepωrωtedHintergrωnulωrHglωssHωndHinterfωcesHinHdopedHsiliconHnitrideH
producedHbyHhotHisostωticHpressingWHMaterialsaScienceahamp;aEngineeringaA:aStructuralaMaterials:a
PropertiesnaMicrostructureaandaProcessingUH2006UHa[[UHbZVcb

5.3 15

138 SiteVspecificHelectronicHstructureHωnωlysisHbyHchωnnelingHrrySHωndHfirstVprinciplesHcωlculωtionsWH
UltramicroscopyUH2006UHZYcUHZYZfV[] 3.1 18

137 RoomHtemperωtureHferromωgnetismHinHznVdopedH˛‡Vtω[ ]HwithHspinelHstructureWHAppliedaPhysicsa
LettersUH2006UHefUHZeZfY] 3.4 84

(2006-2007)
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136 nbHinitioHlωtticeHdynωmicsHωndHphωseHtrωnsformωtionsHofH≤r [WHPhysicalaReviewaBUH2005UHdZUH 3.3 90

135 ¯ressureVinducedHphωseHtrωnsitionHinH≤n HωndH≤n â��zg HpseudobinωryHsystemgHnHfirstVprinciplesH
lωtticeHdynωmicsHstudyWHPhysicalaReviewaBUH2005UHd[UH 3.3 91

134 sirstVprinciplesHmultielectronHcωlculωtionsHofH–iHy[U]H–r₃nsSHωndHry–rSHforHyi–i [HωndHrelωtedH
compoundsWHPhysicalaReviewaBUH2005UHd[UH 3.3 86

133 rlectronicHstructureHofHlithiumHnickelHoxidesHbyHelectronHenergyHlossHspectroscopyWHJournalaofa
PhysicalaChemistryaBUH2005UHZYfUHZYdafVbb 3.4 93
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