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319 romparisonJofJtheJuWtypeJcenterJthermalJannealingJinJheavyWionJandJneutronJirradiatedJpl]OaJ
singleJcrystalsXJNuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2018VJbaaVJgaWge 1.2 24

318 uirstWprinciplesJmodellingJofJdefectsJinJadvancedJnuclearJfuelsXJPhysicacStatuscSolidicC:cCurrentc
TopicscincSolidcStatecPhysicsVJ2007VJbVJ[[gaW[[gd 24

317 tlectronicJandJmagneticJstructureJofJ{aZXfec—rZX[]c}nOaJcalculatedJbyJmeansJofJhybridJ
densityWfunctionalJtheoryXJPhysicalcReviewcBVJ2007VJedVJ 3.3 24

316 veneralisedJ}axwellWvarnettJequationhJapplicationJtoJelectricalJandJchemicalJtransportXJPhysicalc
ChemistrycChemicalcPhysicsVJ2006VJfVJ[a[ZWb 3.6 24

315 —omeJproblemsJofJrecombinationJkineticsXJxxXJChemicalcPhysicsVJ1983VJf[VJaacWabe 2.3 24

314 pnomalousJzineticsJofJsiffusionWrontrolledJsefectJpnnealingJinJxrradiatedJxonicJ—olidsXJJournalcofc
PhysicalcChemistrycAVJ2018VJ[]]VJ]fWa] 2.8 23

313 xmplementingJfirstJprinciplesJcalculationsJofJdefectJmigrationJinJaJfuelJperformanceJcodeJforJ¯NJ
simulationsXJJournalcofcNuclearcMaterialsVJ2009VJagaVJ]g]W]gg 3.3 23

312 rhemisorptionJofJaJmolecularJoxygenJonJtheJ¯NRZZ[SJsurfacehJpbJinitioJcalculationsXJJournalcofc
NuclearcMaterialsVJ2009VJagaVJcZbWcZe 3.3 23

311 uirstJprinciplesJmodellingJofJoxygenJimpuritiesJinJ¯NJnuclearJfuelsXJJournalcofcNuclearcMaterialsVJ
2008VJaeeVJbg]Wbgc 3.3 23
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310 txperimentalJandJtheoreticalJstudiesJofJpolaronJopticalJpropertiesJinJzNbOaJperovskiteXJSolidcStatec
CommunicationsVJ2004VJ[]gVJdg[Wdgd 1.6 23

309  heoreticalJanalysisJofJtheJkineticsJofJlowWtemperatureJdefectJrecombinationJinJalkaliJhalideJ
crystalsXJLowcTemperaturecPhysicsVJ2016VJb]VJcffWcga 0.7 22

308 pbJinitioJthermodynamicJstudyJofJRqaV—rSRroVueSOaJperovskiteJsolidJsolutionsJforJfuelJcellJ
applicationsXJJournalcofcMaterialscChemistrycAVJ2013VJ[VJ[ba]Z 13 22

307 romparisonJofJ“ermeationJ}easurementsJandJwybridJsensityWuunctionalJralculationsJonJOxygenJ
VacancyJ ransportJinJromplexJ“erovskiteJOxidesXJJournalcofcPhysicalcChemistrycCVJ2014VJ[[fVJ]gcb]W]gcca3.8 22

306 su JcalculationsJofJpointJdefectsJonJ¯NRZZ[SJsurfaceXJSurfacecScienceVJ2011VJdZcVJagdWbZZ 1.8 22

305
 heJelectronicJpropertiesJofJanJoxygenJvacancyJatJαrOR]SWterminatedJRZZ[SJsurfacesJofJaJcubicJ
“bαrORaShJcomputerJsimulationsJfromJtheJfirstJprinciplesXJPhysicalcChemistrycChemicalcPhysicsVJ2008VJ
[ZVJb]cfWda

3.6 22

304 —tudyJofJtheJelectronicJandJatomicJstructureJofJthermallyJtreatedJ—r iOaR[[ZSJsurfacesXJSurfacecandc
InterfacecAnalysisVJ2003VJacVJggfW[ZZa 1.5 22

303 }odifiedJ}axwellWvarnettJequationJforJtheJeffectiveJtransportJcoefficientsJinJinhomogeneousJ
mediaXJJournalcofcPhysicscAVJ1998VJa[VJe]]eWe]ab 22

302 siscreteWlatticeJtheoryJforJurenkelWdefectJaggregationJinJirradiatedJionicJsolidsXJPhysicalcReviewcBVJ
1998VJcfVJfbcbWfbda 3.3 22

301 zineticsJofJnonWsteadyJstateJdiffusionWcontrolledJtunnellingJrecombinationJofJdefectsJinJinsulatingJ
crystalsXJJournalcofcPhysicscCondensedcMatterVJ1989VJ[VJdeeeWdefc 1.8 22

300 —emiempiricalJralculationsJofJsefectJ“ropertiesJinJ{iuJrrystalXJPhysicacStatuscSolidiclBm:cBasicc
ResearchVJ1981VJ[ZfVJdeaWdf[ 1.3 22

299 pnalysisJofJselfWtrappedJholeJmobilityJinJalkaliJhalidesJandJmetalJhalidesXJSolidcStatecIonicsVJ2017VJ
aZ]VJaWd 3.3 21

298  heJkineticsJofJrau]JmetallizationJinducedJbyJlowWenergyJelectronJirradiationXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ1998VJ[b[VJegWfb 1.2 21

297 uirstJprinciplesJsimulationsJofJuJcentersJinJcubicJ—r iOaXJPhysicacStatuscSolidicC:cCurrentcTopicscinc
SolidcStatecPhysicsVJ2005VJ]VJ[caW[cf 21

296 ptomisticJsimulationJofJ—r iOaJandJqa iOaJR[[ZSJsurfaceJrelaxationsXJThincSolidcFilmsVJ2000VJacfVJ[Wc 2.2 21

295 ptomisticJsimulationJofJsurfaceJrelaxationXJJournalcofcPhysicscCondensedcMatterVJ1998VJ[ZVJ{abeW{aca 1.8 21

294  heJsemiempiricalJapproachJtoJelectronicJstructureJofJionicJcrystalJsurfaceXJJournalcofcPhysicscC:c
SolidcStatecPhysicsVJ1982VJ[cVJfbeWfd[ 21

293 —emiempiricalJralculationsJofJsefectJ“ropertiesJinJ{iuJrrystalXJxxXJtlectronJandJwoleJrentresJandJ
 heirJ–ecombinationXJPhysicacStatuscSolidiclBm:cBasiccResearchVJ1982VJ[ZgVJecWf[ 1.3 21

(1982-2004)
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292  heJtheoryJofJdiffusionWlimitedJrecombinationJofJdonorâ��acceptorJpairsXJJournalcofcLuminescenceVJ
1975VJgVJcZ]Wc[a 3.8 21

291 uirstJprinciplesJcalculationsJofJoxygenJadsorptionJonJtheJ¯NRZZ[SJsurfaceXJSurfacecScienceVJ2009VJ
dZaVJcZWca 1.8 20

290 ⁴aterJinteractionJwithJperfectJandJfluorineWdopedJroaObJR[ZZSJsurfaceXJSolidcStatecIonicsVJ2015VJ
]eeVJeeWf] 3.3 19

289 pbJinitioJsimulationsJofJsilverJfilmJadhesionJonJ˛–Wpl]OaJRZJZJZJ[SJandJ}gOJR[JZJZSJsurfacesXJNuclearc
InstrumentscicMethodscincPhysicscResearchcBVJ1998VJ[b[VJeaWef 1.2 19

288 —emiWempiricalJdefectJcalculationsJforJtheJperovskiteJzNbOaXJJournalcofcPhysicscCondensedcMatterVJ
2000VJ[]VJcdgWceb 1.8 19

287
pJmesoscopicJapproachJtoJradiationWinducedJdefectJaggregationJinJalkaliJhalidesJstimulatedJbyJtheJ
elasticJinteractionJofJmobileJurenkelJdefectsXJPhilosophicalcMagazinecA:cPhysicscofcCondensedcMatterpc
StructurepcDefectscandcMechanicalcPropertiesVJ1994VJeZVJa[aWa]e

19

286 pJnovelJmodelJforJuUtoJuJphotoconversionJinJcorundumJcrystalsXJJournalcofcPhysicscCondensedc
MatterVJ1994VJdVJ{cdgW{cea 1.8 19

285  heJ}gOR[[ZSJsurfaceJandJrOJadsorptionJthereonXJxxXJrOJadsorptionXJJournalcofcPhysicscC:cSolidc
StatecPhysicsVJ1987VJ]ZVJbgg[Wbgge 19

284 veneralisedJtheoryJofJdiffusionWcontrolledJdefectJannealingXJJournalcofcPhysicscC:cSolidcStatecPhysicsVJ
1980VJ[aVJ{bggW{cZ] 19

283 –oleJofJtunnellingJrecombinationJinJradiationWinducedJuWcentreJcreationJinJalkaliJhalideJcrystalsJatJ
liquidJheliumJtemperaturesXJJournalcofcPhysicscC:cSolidcStatecPhysicsVJ1975VJfVJ]addW]aec 19

282 txtractionâ��“yrolyticJ}ethodJforJ iO]J“olymorphsJ“roductionXJCrystalsVJ2021VJ[[VJba[ 2.3 19

281  hermodynamicJstabilityJofJnonWstoichiometricJ—rueOhJaJhybridJsu JstudyXJPhysicalcChemistryc
ChemicalcPhysicsVJ2019VJ][VJag[fWaga[ 3.6 18

280 uirstWprinciplesJcomparativeJstudyJofJperfectJandJdefectiveJrs“b₃JR₃JlJqrVJxSJcrystalsXJPhysicalc
ChemistrycChemicalcPhysicsVJ2020VJ]]VJag[bWag]Z 3.6 18

279 pbJinitioJsimulationJofJyttriumJoxideJnanoclusterJformationJonJfccJueJlatticeXJJournalcofcNuclearc
MaterialsVJ2010VJbZdVJabcWacZ 3.3 18

278 {uminescenceJpropertiesJofJzNbOaJcrystalsXJJournalcofcLuminescenceVJ1997VJe]WebVJde]Wdeb 3.8 18

277 }etalJfilmJgrowthJonJregularJandJdefectiveJ}gORZJZJ[SJsurfacehJpJcomparativeJabJinitioJsimulationJ
andJthermodynamicJstudyXJSurfacecScienceVJ2006VJdZZVJ{ggW{[Zb 1.8 18

276 —emiWempiricalJcalculationsJofJtheJNbWionJpositionsJinJdopedJcrystalsXJJournalcofcPhysicscCondensedc
MatterVJ1998VJ[ZVJd]e[Wd]ed 1.8 18

275 rorrelatedJannealingJofJradiationJdefectsJinJalkaliJhalideJcrystalsXJJournalcofcPhysicscCondensedc
MatterVJ1992VJbVJcgZ[Wcg[Z 1.8 18
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274 zineticsJofJsefectJpccumulationJandJ–ecombinationhJxxXJsiffusionWrontrolledJsefectJpnnihilationXJ
PhysicacStatuscSolidiclBm:cBasiccResearchVJ1981VJ[ZfVJaeWbb 1.3 18

273 uirstWprinciplesJcalculationsJofJiodineWrelatedJpointJdefectsJinJrs“bxXJPhysicalcChemistrycChemicalc
PhysicsVJ2019VJ][VJefb[Wefbd 3.6 17

272 pdhesionJtrendsJandJgrowthJmodeJofJultraWthinJcopperJfilmsJonJ}gOXJJournalcofcPhysicscCondensedc
MatterVJ2004VJ[dVJbff[Wbfgd 1.8 17

271 ”uantumJchemicalJmodellingJofJelectronJpolaronsJandJ´ green´ JluminescenceJinJ“b iOaperovskiteJ
crystalsXJJournalcofcPhysicscCondensedcMatterVJ2002VJ[bVJ{dbeW{dca 1.8 17

270 }odellingJofJsilverJadhesionJonJ}gOR[ZZSJsurfaceJwithJdefectsXJJournalcofcPhysicscCondensedc
MatterVJ2000VJ[]VJccWdd 1.8 17

269 pJrontradictionJbetweenJ“ulsedJandJ—teadyW—tateJ—tudiesJinJtheJ–ecombinationJzineticsJofJrloseJ
urenkelJsefectsJinJzqrJandJzrlJrrystalsXJJournalcofcthecPhysicalcSocietycofcJapanVJ1994VJdaVJ]dZ]W]d[[ 1.5 17

268 ”uantumWchemicalJcalculationsJofJelectronicJandJholeJcentresJandJsurfaceJofJNarlJcrystalsJRxSXJ
PhysicacStatuscSolidiclBm:cBasiccResearchVJ1979VJgdVJg[Wgg 1.3 17

267  hermodynamicJstabilityJofJstoichiometricJ{aueOJandJqiueOhJaJhybridJsu JstudyXJPhysicalcChemistryc
ChemicalcPhysicsVJ2017VJ[gVJaeafWaecc 3.6 16

266 pbJinitioJsimulationsJofJoxygenJinteractionJwithJsurfacesJandJinterfacesJinJuraniumJmononitrideXJ
JournalcofcNuclearcMaterialsVJ2013VJbacVJ[Z]W[Zd 3.3 16

265 pJcomparativeJanalysisJofJelectronJspectroscopyJandJfirstWprinciplesJstudiesJonJruR“dSJadsorptionJ
onJ}gOXJSurfacecScienceVJ2006VJdZZVJaf[cWaf]Z 1.8 16

264 ptomisticJsimulationsJofJtheJ{a}nOaR[[ZSJpolarJsurfaceXJPhysicalcChemistrycChemicalcPhysicsVJ2003VJ
cVJb[fZ 3.6 16

263 wartreeâ��uockJstudyJofJadhesionJandJchargeJredistributionJonJtheJpgY}gORZJZJ[SJinterfaceXJSurfacec
ScienceVJ2001VJbf]WbfcVJddWe] 1.8 16

262 pbJinitioJandJsemiempiricalJcalculationsJofJwâ��JcentersJinJ}gOJcrystalsXJPhysicalcReviewcBVJ1999VJcgVJ[ffcW[fgZ3.3 16

261 }anyWparticleJeffectsJinJaccumulationJkineticsJofJurenkelJdefectsJinJcrystalsXJJournalcofcPhysicscC:c
SolidcStatecPhysicsVJ1984VJ[eVJ]]faW]]g] 16

260 zineticsJofJsefectJpccumulationJandJ–ecombinationXJxXJveneralJuormalismXJPhysicacStatuscSolidiclBm:c
BasiccResearchVJ1981VJ[ZcVJefgWfZ[ 1.3 16

259 zineticsJofJtheJelectronicJcenterJannealingJinJpl]OaJcrystalsXJJournalcofcNuclearcMaterialsVJ2018VJ
cZ]VJ]gcWaZZ 3.3 15

258  heJelectronicJandJatomicJstructureJofJ—r iOaVJqa iOaVJandJ“b iOaRZZ[SJsurfaceshJpbJinitioJsu YwuJ
hybridJcalculationsXJMicroelectroniccEngineeringVJ2005VJf[VJbe]Wbee 2.5 15

257 synamicJparticleJaggregationJinJtheJbimolecularJpUqWmZJreactionXJJournalcofcChemicalcPhysicsVJ1993VJ
gfVJg[ZeWg[[b 3.9 15

(1993-1981)
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256 }odelingJofJ“ointJsefectsJinJrorundumJrrystalsXJJournalcofcthecAmericancCeramiccSocietyVJ1994VJeeVJ]cZcW]cZf3.8 15

255  heoreticalJandJtxperimentalJ—tudyJofJRqaV—rS iOaJ“erovskiteJ—olidJ—olutionsJandJqa iOaY—r iOaJ
weterostructuresXJJournalcofcPhysicalcChemistrycCVJ2019VJ[]aVJ]Za[W]Zad 3.8 15

254 ¯seJofJsiteJsymmetryJinJsupercellJmodelsJofJdefectiveJcrystalshJpolaronsJinJreOXJPhysicalcChemistryc
ChemicalcPhysicsVJ2017VJ[gVJfabZWfabf 3.6 14

253 pbJinitioJmodelingJofJradiationJdamageJinJ}gu]JcrystalsXJNuclearcInstrumentscicMethodscincPhysicsc
ResearchcBVJ2014VJa]dVJa[bWa[e 1.2 14

252 pbJinitioJstudyJofJphaseJcompetitionJinJR{a[Jâ��JcV—rcSroOaJsolidJsolutionsXJSolidcStatecIonicsVJ2013VJ
]aZVJa]Wad 3.3 14

251 uirstWprinciplesJcalculationsJofJoxygenJinterstitialsJinJcorundumhJaJsiteJsymmetryJapproachXJPhysicalc
ChemistrycChemicalcPhysicsVJ2017VJ[gVJ]c]bcW]c]c[ 3.6 14

250 uirstJprinciplesJcalculationsJofJRqaV—rSRroVueSOaâ��˛·JstructuralJstabilityXJSolidcStatecIonicsVJ2013VJ]aZVJ][W]d 3.3 14

249 ralculationsJofJsiffusionJtnergiesJforJsefectsJinJ}gOJrrystalsXJDefectcandcDiffusioncForumVJ1997VJ
[baW[beVJ[]a[W[]ad 0.7 14

248 —emiWtmpiricalJralculationsJofJwoleJ“olaronsJinJ}gOJandJzNbOaJrrystalsXJPhysicacStatuscSolidiclBm:c
BasiccResearchVJ1998VJ]ZfVJ[cW]Z 1.3 14

247 }odelingJofJprimaryJdefectJaggregationJinJtracksJofJswiftJheavyJionsJinJ{iuXJPhysicalcReviewcBVJ2001VJ
dbVJ 3.3 14

246 ”uantumJchemicalJmodellingJofJpointJdefectsJinJzNbOaJperovskiteJcrystalsXJComputationalc
MaterialscScienceVJ2000VJ[eVJ]gZW]gf 3.2 14

245  heJkineticsJofJdefectJaccumulationJunderJirradiationhJmanyWparticleJeffectsXJPhysicacScriptaVJ1993VJ
beVJcfcWcgc 2.6 14

244 —emiempiricalJralculationsJofJtheJxmpurityJ{evelJ“ositionsJwithJ–espectJtoJtheJ“erfectJrrystalJ
qandsXJPhysicacStatuscSolidiclBm:cBasiccResearchVJ1981VJ[ZaVJcf[Wcfe 1.3 14

243 xmpactJofJpointJdefectsJonJtheJelasticJpropertiesJofJqaαrOahJromprehensiveJinsightJfromJ
experimentsJandJabJinitioJcalculationsXJActacMaterialiaVJ2018VJ[dZVJ]beW]cd 8.4 14

242 pbJinitioJsimulationsJonJmigrationJpathsJofJinterstitialJoxygenJinJcorundumXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2016VJaebVJ]gWab 1.2 13

241 uirstJprinciplesJstudyJofJconfinementJeffectsJforJoxygenJvacanciesJinJqaαrOâ��JRZZ[SJultraWthinJfilmsXJ
PhysicalcChemistrycChemicalcPhysicsVJ2016VJ[fVJggZ]Wf 3.6 13

240 wydrogenJinducedJmetallizationJofJαnOJR[[JZZSJsurfacehJpbJinitioJstudyXJThincSolidcFilmsVJ2014VJccaVJafWb]2.2 13

239 pbJxnitioJ hermodynamicsJofJOxygenJVacanciesJandJαincJxnterstitialsJinJαnOXJJournalcofcPhysicalc
ChemistrycLettersVJ2014VJcVJb]afWb] 6.4 13
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238 ronfinementJeffectsJforJionicJcarriersJinJ—r iOaJultrathinJfilmshJfirstWprinciplesJcalculationsJofJ
oxygenJvacanciesXJPhysicalcChemistrycChemicalcPhysicsVJ2011VJ[aVJg]aWd 3.6 13

237 uirstWprinciplesJmodellingJofJradiationJdefectsJinJadvancedJnuclearJfuelsXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2008VJ]ddVJ]de[W]dec 1.2 13

236 rharacterizationJofJtheJ}etalâ��reramicJqondingJinJtheJpgY}gORZZ[SJxnterfaceJfromJabJxnitioJ
ralculationsXJJournalcofcPhysicalcChemistrycBVJ2003VJ[ZeVJ[[fgaW[[fgg 3.4 13

235  heoreticalJandJexperimentalJstudyJofJprimaryJradiationJdefectsJinJzNbOaJperovskiteJcrystalsXJ
NuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2000VJ[ddW[deVJ]ggWaZb 1.2 13

234 }echanismJofJselfWtrappedJholeJmotionJinJcorundumJcrystalsXJThecPhilosophicalcMagazine:cPhysicscofc
CondensedcMattercBpcStatisticalcMechanicspcElectronicpcOpticalcandcMagneticcPropertiesVJ1993VJdeVJcceWcde 13

233 pJtheoreticalJstudyJofJwWcentreJmigrationJinJalkaliJhalideJcrystalsJzrlJandJNarlXJPhilosophicalc
MagazinecA:cPhysicscofcCondensedcMatterpcStructurepcDefectscandcMechanicalcPropertiesVJ1993VJdfVJ[acgW[ade 13

232 tffectJofJnonequilibriumJchargeJscreeningJinJpJUJqJWmJZJbimolecularJreactionsJinJcondensedJmatterXJ
JournalcofcStatisticalcPhysicsVJ1993VJe]VJ[]eW[bb 1.5 13

231 –adiationWstimulatedJaggregationJofJurenkelJdefectsJinJsolidsXJUspekhicFizicheskikhcNaukVJ1990VJaaVJegaWf[[ 13

230  heJadsorptionJofJ—iOJmoleculesJonJ}gOJ—urfacesJasJaJmodelJforJtheJsiliconJleverJatomicJforceJ
microscopeJRpu}SXJSurfacecScienceVJ1990VJ]a]VJaggWbZd 1.8 13

229 —omeJproblemsJofJrecombinationJkineticsXJxxxXJChemicalcPhysicsVJ1985VJgfVJac[WadZ 2.3 13

228 tffectJofJreagentJdensityJfluctuationsJonJbimolecularJreactionJkineticsXJChemicalcPhysicscLettersVJ
1982VJfeVJcecWcef 2.5 13

227 xnterdependenceJofJOxygenationJandJwydrationJinJ}ixedWronductingJRqaV—rSueOaâ��˛·J“erovskitesJ
—tudiedJbyJsensityJuunctionalJ heoryXJJournalcofcPhysicalcChemistrycCVJ2020VJ[]bVJ[[efZW[[efg 3.8 12

226 wydrogenJadsorptionJonJtheJαnOJNR[bar{[}ZZSNJsurfacehJabJinitioJhybridJdensityJfunctionalJlinearJ
combinationJofJatomicJorbitalsJcalculationsXJPhysicacScriptaVJ2014VJfgVJZbcfZ[ 2.6 12

225 pbJinitioJcalculationsJofJNbJdopedJ—r iOaXJPhysicacB:cCondensedcMatterVJ2010VJbZcVJa[dbWa[dd 2.8 12

224 romputerJ}odellingJofJ–adiationJsamageJinJrationJ—ublatticeJofJrorundumXJPhysicacStatuscSolidic
lBm:cBasiccResearchVJ1998VJ]ZeVJdgWea 1.3 12

223 pJcomparativeJstudyJofJpgJandJruJadhesionJonJanJ}gORZZ[SJsurfaceXJSuperlatticescandc
MicrostructuresVJ2004VJadVJdaWe] 2.8 12

222  heoryJofJ“ointJsefectsJandJVacancyJ}otionJinJrorundumJrrystalsXJJournalcofcSolidcStatecChemistryVJ
1993VJ[ZdVJ]eWab 3.3 12

221
“rotonVJwydroxideJxonVJandJOxideJxonJpffinitiesJofJrlosedW—hellJOxideshJxmportanceJforJtheJ
wydrationJ–eactionJandJrorrelationJtoJtlectronicJ—tructureXJJournalcofcPhysicalcChemistrycCVJ2020VJ
[]bVJ[]eeW[]fb

3.8 12

(2020-2011)
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220  hermalJannealingJofJradiationJdamageJproducedJbyJswiftJ[a]₃eJionsJinJ}gOJsingleJcrystalsXJ
NuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2020VJbd]VJ[daW[df 1.2 12

219 zineticsJofJdimerJu]JtypeJcenterJannealingJinJ}gu]JcrystalsXJNuclearcInstrumentscicMethodscinc
PhysicscResearchcBVJ2018VJbacVJegWf] 1.2 12

218 uirstW“rinciplesJ}odelingJofJOxygenJxnteractionJwithJ—r iOaRZZ[SJ—urfacehJromparativeJ
sensityWuunctionalJ{rpOJandJ“laneW⁴aveJ—tudyXJIntegratedcFerroelectricsVJ2011VJ[]aVJ[ZW[e 0.8 11

217  heJtffectJofJOxygenJVacanciesJonJtheJptomicJandJtlectronicJ—tructureJofJrubicJpqOaJ“erovskiteJ
qulkJandJtheJRZZ[SJ—urfacehJpbJinitioJralculationsXJFerroelectricsVJ2009VJaegVJ[g[W[gf 0.6 11

216 romparativeJstudyJofJγZZ[θJsurfaceJrelaxationsJofJperovskiteJtitanatesXJThincSolidcFilmsVJ1998VJa[fVJdcWdf2.2 11

215 ”uantumJchemicalJcalculationsJofJz NJsolidJsolutionsXJSolidcStatecCommunicationsVJ1998VJ[ZfVJaaaWaad 1.6 11

214 pJcomparativeJstudyJofJtheJatomicJandJelectronicJstructureJofJuJcentersJinJferroelectricJzNbOahJpbJ
initioJandJsemiWempiricalJcalculationsXJComputationalcMaterialscScienceVJ1998VJ[ZVJaagWabc 3.2 11

213 —izeJandJshapeJofJthreeWdimensionalJruJclustersJonJaJ}gORZZ[SJsubstratehJrombinedJabJinitioJandJ
thermodynamicJapproachXJPhysicalcReviewcBVJ2006VJebVJ 3.3 11

212 uirstJprinciplesJslabJcalculationsJofJtheJregularJruY}gORZZ[SJinterfaceXJSurfacecScienceVJ2004VJ
cddWcdfVJ[]]W[]g 1.8 11

211 pbJinitioJmodellingJofJsilverJadhesionJonJtheJcorundumJRZZZ[SJsurfaceXJMaterialscSciencecandc
EngineeringcCVJ2003VJ]aVJ]beW]c] 8.3 11

210
–eactionJkineticsJbeyondJrateJequationshJaJcorrelationWfunctionJstudyJofJtheJeffectsJofJspaceJ
dimensionJandJreactantJmobilitiesJonJtheJbimolecularJannihilationJreactionXJJournalcofcPhysicscAVJ
1994VJ]eVJ[bcaW[bd]

11

209 ”uantumWrhemicalJralculationsJofJtlectronicJandJwoleJrentresJandJ—urfaceJofJNarlJrrystalsJRxxSXJ
PhysicacStatuscSolidiclBm:cBasiccResearchVJ1980VJgfVJb]eWbaa 1.3 11

208 tpitaxialJgrowthJofJperovskiteJoxideJfilmsJfacilitatedJbyJoxygenJvacanciesXJJournalcofcMaterialsc
ChemistrycCVJ2021VJgVJ[dgaW[eZZ 7.1 11

207 OnJtheJ⁴ayJtoJOptoionicsXJHelveticacChimicacActaVJ2020VJ[ZaVJe]ZZZZea 2 11

206 pbJinitioJsimulationsJonJchargedJinterstitialJoxygenJmigrationJinJcorundumXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2018VJbacVJebWef 1.2 10

205 —taticJandJdynamicJscreeningJeffectsJinJtheJelectrostaticJselfWassemblyJofJnanoWparticlesXJPhysicalc
ChemistrycChemicalcPhysicsVJ2014VJ[dVJ]cbbgWdZ 3.6 10

204  heoreticalJmodelingJofJantiferrodistortiveJphaseJtransitionJforJ—r iOaJultrathinJfilmsXJPhysicalc
ReviewcBVJ2013VJffVJ 3.3 10

203 tlectromechanicalJ“ropertiesJofJqa—r iOJ“erovskiteJ—olidJ—olutionsJfromJuirstW“rinciplesJ
ralculationsXJJournalcofcPhysicalcChemistrycAVJ2017VJ[][VJgbZgWgb[b 2.8 10
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202 “haseJcompetitionJinJR{a[Jâ��JcV—rcSroOaJsolidJsolutionshJabJinitioJthermodynamicJstudyXJPhysicac
StatuscSolidiclBm:cBasiccResearchVJ2013VJ]cZVJfdbWfdg 1.3 10

201  heJnonWequilibriumJchargeJscreeningJeffectsJinJdiffusionWdrivenJsystemsJwithJpatternJformationXJ
JournalcofcChemicalcPhysicsVJ2011VJ[acVJZabeZ] 3.9 10

200 uirstJ“rinciplesJ}odelingJofJOxygenJ}obilityJinJ“erovskiteJ—OurJrathodeJandJOxygenJ“ermeationJ
}embraneJ}aterialsXJECScTransactionsVJ2011VJacVJf]aWfaZ 1 10

199 ”uantumWchemicalJsimulationsJofJfreeJandJboundJholeJpolaronsJinJcorundumJcrystalXJComputationalc
MaterialscScienceVJ1997VJeVJ]fcW]gb 3.2 10

198 uirstWprinciplesJcalculationsJofJtheJvibrationalJpropertiesJofJwJcentersJinJzrlJcrystalsXJPhysicalc
ReviewcBVJ1996VJcaVJ]bW]e 3.3 10

197  heJkineticsJofJuWcenterJaggregationJunderJirradiationhJmanyWparticleJeffectsJinJionicJsolidsXJPhysicac
ScriptaVJ1994VJcZVJe]ZWe]c 2.6 10

196 }olecularJclusterJapproachJtoJmagnesiumJandJcalciumJoxideJcrystalsXJxXJ“erfectJcrystalsXJPhysicac
StatuscSolidiclBm:cBasiccResearchVJ1975VJe]VJefeWegb 1.3 10

195 pbJinitioJsimulationJofJRqaV—rS iOaJandJRqaVraS iOaJperovskiteJsolidJsolutionsXJSolidcStatecIonicsVJ
2019VJaaeVJedWf[ 3.3 9

194 OxygenJxncorporationJ–eactionJintoJ}ixedJronductingJ“erovskiteshJaJ}echanisticJpnalysisJforJ
R{aV—rS}nOaJqasedJonJsu JralculationsXJECScTransactionsVJ2009VJ]cVJ]ecaW]edZ 1 9

193 uirstJprinciplesJsimulationsJofJ]sJruJsuperlatticesJonJtheJ}gORZJZJ[SJsurfaceXJAppliedcSurfacec
ScienceVJ2004VJ]]dVJ]gfWaZc 6.7 9

192 —omeJnonlinearJpropertiesJofJferroelectricJsmartJmaterialsXJPhysicacB:cCondensedcMatterVJ2001VJaZbVJaagWabe2.8 9

191 ”uantumJchemicalJmodellingJofJpolaronsJandJperovskiteJsolidJsolutionsXJComputationalcMaterialsc
ScienceVJ2001VJ][VJcaZWcab 3.2 9

190 —hortWlivedJluminescenceJofJmixedJsilverJhalidesXJJournalcofcLuminescenceVJ1993VJccVJ]baW]c] 3.8 9

189 }anyWparticleJeffectsJinJkineticsJofJbimolecularJdiffusionWcontrolledJreactionsXJChemicalcPhysicsc
LettersVJ1985VJ[[eVJ]ddW]eZ 2.5 9

188 xnfluenceJofJdefectJinteractionJuponJtheirJrecombinationJinJionicJcrystalsXJxXJRadiationcEffectsVJ1980VJ
bdVJfcWgZ 9

187 NitrogenJinterstitialJdefectsJinJsiliconXJpJquantumJmechanicalJinvestigationJofJtheJstructuralVJ
electronicJandJvibrationalJpropertiesXJMaterialscTodaycCommunicationsVJ2019VJ][VJ[ZZd[d 2.5 8

186 pnalysisJofJtheJ¯J{JaJWedgeJ₃WrayJabsorptionJspectraJinJ¯OJ]JusingJmolecularJdynamicsJsimulationsXJ
ProgresscincNuclearcEnergyVJ2017VJgbVJ[feW[ga 2.3 8

185 }icroscopicJapproachJtoJtheJkineticsJofJpatternJformationJofJchargedJmoleculesJonJsurfacesXJ
PhysicalcReviewcEVJ2010VJf]VJZ][dZ] 2.4 8

(2010-2013)
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184  heJ—tructuralJsisorderJandJ{atticeJ—tabilityJofJRqaV—rSRroVueSOaJromplexJ“erovskitesXJECSc
TransactionsVJ2011VJacVJ]ZeeW]Zfb 1 8

183 pbJinitiocalculationsJofJtheucentersJinJ}gu]bulkJandJonJtheJRZZ[SJsurfaceXJPhysicacScriptaVJ2012VJfdVJZacaZb2.6 8

182 sifferencesJinJtheJmetallicJfilmJgrowthJmodeJbetweenJperfectJandJdefectiveJ}gOJsurfacesXJNuclearc
InstrumentscicMethodscincPhysicscResearchcBVJ2007VJ]ccVJ][gW]]] 1.2 8

181 pbJinitioJsimulationsJonJpgrlR[[[SJsurfaceJandJpgrlR[[[SY˛–Wpl]OaRZZZ[SJinterfaceXJComputationalc
MaterialscScienceVJ2005VJaaVJ]edW]f[ 3.2 8

180 ptomisticJmodelingJofJpolarJ{a}nOaJsurfacesXJSensorscandcActuatorscB:cChemicalVJ2004VJ[ZZVJf[Wfe 8.5 8

179 ralculationsJofJradiationWinducedJpointJdefectsVJpolaronsJandJexcitonsJinJferroelectricJperovskitesXJ
NuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2002VJ[g[VJ]]W]d 1.2 8

178 {argeWscaleJabJinitioJmodellingJofJdefectsJinJperovskiteshJueJimpurityJinJ—r iOaXJComputationalc
MaterialscScienceVJ2002VJ]bVJ[bW]Z 3.2 8

177  heJsynamicsJofJtheJwydrideJxonJinJ}gOJ—ingleJrrystalsXJDefectcandcDiffusioncForumVJ1999VJ[dgW[eZVJ[WZ 0.7 8

176  heJkineticsJofJtheJbimolecularJpUqWmZJreactionJinJcondensedJmatterhJtffectsJofJnonWequilibriumJ
chargeJscreeningXJJournalcofcChemicalcPhysicsVJ1996VJ[ZcVJgbfdWgbg] 3.9 8

175 zineticsJofJdiffusionWcontrolledJdefectJaccumulationJrestrictedJbyJtheirJrecombinationXJSolidcStatec
CommunicationsVJ1981VJbZVJ[eaW[ed 1.6 8

174 –adiationWstimulatedJaggregationJofJurenkelJdefectsJinJsolidsXJUspekhicFizicheskikhcNaukVJ1990VJ[dZVJ[ 0.5 8

173 pbJinitioJcalculationsJofJstructuralVJelectronicJandJvibrationalJpropertiesJofJqa iOaJandJ—r iOaJ
perovskiteJcrystalsJwithJoxygenJvacanciesXJLowcTemperaturecPhysicsVJ2020VJbdVJ[[fcW[[gc 0.7 8

172 uirstJprinciplesJcalculationsJofJoxygenJreductionJreactionJatJfuelJcellJcathodesXJCurrentcOpinioncinc
ElectrochemistryVJ2020VJ[gVJ[]]W[]f 7.2 8

171 }anifestationJofJdipoleWinducedJdisorderJinJselfWassemblyJofJferroelectricJandJferromagneticJ
nanocubesXJNanoscaleVJ2019VJ[[VJe]gaWeaZa 7.7 7

170 uirstWprinciplesJ—tudyJofJ“erovskiteJ¯ltrathinJuilmshJ—tabilityJandJronfinementJtffectsXJIsraelcJournalc
ofcChemistryVJ2017VJceVJcZgWc][ 3.4 7

169 NotehJtffectiveJdiffusionJcoefficientJinJheterogeneousJmediaXJJournalcofcChemicalcPhysicsVJ2012VJ
[aeVJ[dd[Z[ 3.9 7

168 }odelingJofJyttriumVJoxygenJatomsJandJvacanciesJinJ˛‡WironJlatticeXJJournalcofcNuclearcMaterialsVJ
2011VJb[dVJbZWbb 3.3 7

167 —emiWempiricalJsimulationsJofJuWcenterJdiffusionJinJzrlJcrystalsXJJournalcofcPhysicscandcChemistrycofc
SolidsVJ1997VJcfVJ[ZaW[Zd 3.9 7
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166 —tructuralJ“haseJ ransitionJandJ“hotoWrhargeJrarrierJ ransportJinJ—r iOaXJFerroelectricsVJ2006VJaaeVJ[egW[ff0.6 7

165 {argeWscaleJmodellingJofJtheJphaseJtransitionsJinJz a[â��xNbxOaJperovskiteJsolidJsolutionsXJ
MaterialscSciencecincSemiconductorcProcessingVJ2002VJcVJ[caW[ce 4.3 7

164 }odelingJofJdefectsJandJsurfacesJinJperovskiteJferroelectricsXJJournalcofcCrystalcGrowthVJ2002VJ
]aeW]agVJdfeWdga 1.6 7

163 pbJinitioJmodelingJofJcopperJadhesionJonJregularJqa iOaRZZ[SJsurfacesXJMicroelectroniccEngineering
VJ2005VJf[VJbdeWbe[ 2.5 7

162 pbJinitioJcalculationsJofJtheJatomicJandJelectronicJstructureJofJlayeredJqaZXc—rZXc iOaJstructuresXJ
MaterialscSciencecandcEngineeringcB:cSolidrStatecMaterialscforcAdvancedcTechnologyVJ2005VJ[[fVJ[cW[f 3.1 7

161 —hortWpulseJexcitationJandJspectroscopyJofJzNbOaVJ{iNbOaJandJz iO“ObXJRadiationcEffectscandc
DefectscincSolidsVJ1999VJ[cZVJ]e[W]ed 0.9 7

160 romputerJ—imulationsJofJxWrenterJpnnealingJinJzrlJandJzqrJrrystalsXJ heoreticalJxnterpretationJofJ
 hermostimulatedJtxperimentsXJPhysicacStatuscSolidiclBm:cBasiccResearchVJ1995VJ[gZVJacaWad] 1.3 7

159 }odellingJofJpointJdefectsJinJ˛–Wp{]OaXJRadiationcEffectscandcDefectscincSolidsVJ1995VJ[abVJfeWgZ 0.9 7

158  heJdecayJkineticsJofJexcitonicJluminescenceJinJpgrlJcrystalsXJJournalcofcPhysicscCondensedcMatterVJ
1995VJeVJ[bfaW[bg[ 1.8 7

157  heJzineticsJofJrorrelatedJpnnealingJofJuVJxJrentresJinJzqrJrrystalsXJPhysicacStatuscSolidiclBm:cBasicc
ResearchVJ1993VJ[ecVJzagWzb] 1.3 7

156  emperatureJandJimpurityJconcentrationJdependencesJofJtheJefficiencyJofJurenkelJdefectJ
accumulationJinJalkaliJhalideJcrystalsXJSolidcStatecCommunicationsVJ1984VJc[VJ]]cW]]g 1.6 7

155 }olecularJrlusterJppproachJtoJ}agnesiumJandJralciumJOxideJrrystalsXJxxXJuUJandJuJrentresXJPhysicac
StatuscSolidiclBm:cBasiccResearchVJ1976VJeaVJf[Wfd 1.3 7

154 wybridJdensityJfunctionalJcalculationsJofJhyperfineJcouplingJtensorJforJholeWtypeJdefectsJinJ
}gpl]ObXJNuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2020VJbdbVJdZWdb 1.2 7

153 ptomicVJelectronicJandJmagneticJstructureJofJanJoxygenJinterstitialJinJneutronWirradiatedJplOJsingleJ
crystalsXJScientificcReportsVJ2020VJ[ZVJ[cfc] 4.9 7

152 ronfinementJeffectsJforJtheJuJcenterJinJnonWstoichiometricJqaαrOaJultrathinJfilmsXJPhysicacStatusc
SolidiclBm:cBasiccResearchVJ2015VJ]c]VJ[agW[ba 1.3 6

151 wybridJsu JcalculationsJofJtheucentersJinJcubicJpqOaperovskitesXJJournalcofcPhysics:cConferencec
SeriesVJ2008VJ[[eVJZ[]Z[g 0.3 6

150 ralculationsJofJtheJatomicJstructureJofJtheJzNbOaJR[[ZSJsurfaceXJThincSolidcFilmsVJ2000VJaebVJdbWdg 2.2 6

149 romputerJsimulationsJofJdefectsJinJperovskiteJzNbOaJcrystalsXJFerroelectricsVJ1999VJ]]gVJdgWec 0.6 6

(1999-2006)
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148 “airJandJtripleJcorrelationsJinJtheJpUqWWmqJdiffusionWcontrolledJreactionXJPhysicalcReviewcLettersVJ
1994VJe]VJ][ZcW][Zf 7.4 6

147 tlectronicJstructureJofJthallousJcentresJandJ lUJWJVkJrecombinationJinJzrlJcrystalXJSolidcStatec
CommunicationsVJ1983VJbdVJd]cWd]g 1.6 6

146 ”uantumWchemicalJsimulationJofJurenkelJpairsJseparationJinJaJ{iuJcrystalXJSolidcStatec
CommunicationsVJ1981VJbZVJddgWde] 1.6 6

145 {owJtemperatureJstructuralJtransformationsJonJtheJRZZ[SJsurfaceJofJ—r iOaJsingleJcrystalsXJLowc
TemperaturecPhysicsVJ2020VJbdVJebZWecZ 0.7 6

144 xnterfaceWinducedJenhancementJofJpiezoelectricityJinJtheJR—r iOSYRqa iOSJsuperlatticeJforJenergyJ
harvestingJapplicationsXJPhysicalcChemistrycChemicalcPhysicsVJ2019VJ][VJ]acb[W]acc[ 3.6 6

143 uirstJ“rinciplesJ—imulationsJonJ}igrationJ“athsJofJOxygenJxnterstitialsJinJ}gpl]ObXJPhysicacStatusc
SolidiclBm:cBasiccResearchVJ2019VJ]cdVJ[fZZ]f] 1.3 6

142 wybridJdensityJfunctionalJtheoreticalJstudyJofJNp—xrONWtypeJNa iR“OSJRxJlJ[WbSXJPhysicalcChemistryc
ChemicalcPhysicsVJ2020VJ]]VJ[[fd[W[[feZ 3.6 5

141 VoidJlatticeJformationJinJelectronJirradiatedJrau]hJ—tatisticalJanalysisJofJexperimentalJdataJandJ
cellularJautomataJsimulationsXJNuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2016VJadfVJ[afW[ba 1.2 5

140  heoryJofJnonWequilibriumJcriticalJphenomenaJinJthreeWdimensionalJcondensedJsystemsJofJchargedJ
mobileJnanoparticlesXJPhysicalcChemistrycChemicalcPhysicsVJ2014VJ[dVJ[agebWfa 3.6 5

139 “atternJformationJkineticsJforJchargedJmoleculesJonJsurfaceshJmicroscopicJcorrelationJfunctionJ
analysisXJJournalcofcPhysicalcChemistrycBVJ2011VJ[[cVJ[bd]dWaa 3.4 5

138 ptomisticJtheoryJofJmesoscopicJpatternJformationJinducedJbyJbimolecularJsurfaceJreactionsJ
betweenJoppositelyJchargedJmoleculesXJJournalcofcChemicalcPhysicsVJ2011VJ[acVJ]]bcZa 3.9 5

137 pbJinitioJmodelingJofJspinJandJchargeJorderingJandJlatticeJdynamicsJinJraueORaSJcrystalsXJJournalcofc
ChemicalcPhysicsVJ2008VJ[]gVJ][beZb 3.9 5

136 siffusionWcontrolledJannihilationJandJaggregationJofJuWcentersJinJthermochemicallyJreducedJ}gOJ
crystalsXJNuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2002VJ[g[VJ]ZfW][[ 1.2 5

135 uirstWprinciplesJcalculationsJofJperovskiteJthinJfilmsXJMaterialscSciencecincSemiconductorcProcessingVJ
2002VJcVJ[]gW[ab 4.3 5

134 romputerJmodellingJofJpointJdefectsJinJpqOaJperovskitesJandJ}gOXJComputationalcMaterialsc
ScienceVJ2004VJaZVJaedWaf] 3.2 5

133 roinJmetalJadsorptionJonJdefectiveJ}gORZZ[SJsurfacehJabJinitioJstudyXJPhysicacStatuscSolidicC:c
CurrentcTopicscincSolidcStatecPhysicsVJ2005VJ]VJabeWacZ 5

132 tffectJofJelectronJcorrelationJcorrectionsJonJphaseJcompetitionJinJpgJfilmJonJ}gOJsubstrateXJ
ComputationalcMaterialscScienceVJ2002VJ]bVJddWe[ 3.2 5

131 pJuirstW“rinciplesJ—tudyJofJtheJpgYaWpl]OaRZZZ[SJxnterfaceXJInternationalcJournalcofcMolecularc
SciencesVJ2001VJ]VJ]e[W]fZ 6.3 5
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130 p O}x— xrJrp{r¯{p xON—JOuJR[[ZSJ—¯–uprtJ–t{p₃p xONJuO–J“t–OV—zx tJ x pNp t—XJSurfacec
ReviewcandcLettersVJ1999VJZdVJ[][cW[][g 1.1 5

129 tffectJofJreactantJspatialJdistributionJinJtheJpUqWWmZJreactionJkineticsJinJoneJdimensionJwithJ
roulombJinteractionXJPhysicalcReviewcEVJ1996VJcbVJd[]fWd[af 2.4 5

128 OpticalJpropertiesJofJsilverJhalideJfibreshJageingJeffectsXJJournalcPhysicscD:cAppliedcPhysicsVJ1996VJ]gVJcefWcfa3 5

127  heoreticalJsimulationsJofJholeJcentresJinJcorundumJcrystalsXJModellingcandcSimulationcincMaterialsc
SciencecandcEngineeringVJ1994VJ]VJ[ZgW[[e 2 5

126 –adiationWinducedJaggregatizationJofJimmobileJdefectsXJSolidcStatecCommunicationsVJ1981VJagVJac[Wacb 1.6 5

125 uirstJ“rinciplesJ}odelingJofJ“dWdopedJR{aV—rSRroVueSOaJromplexJ“erovskitesXJFuelcCellsVJ2016VJ[dVJ]deW]e[2.9 5

124  heJfirstJprinciplesJcalculationsJofJrO]JadsorptionJonJR[Z[´flZSJαnOJsurfaceJ2019VJ 5

123 pbJinitioJmodellingJofJtheJinitialJstagesJofJtheJOs—JparticleJformationJprocessXJNuclearcInstrumentsc
icMethodscincPhysicscResearchcBVJ2018VJbacVJeZWea 1.2 4

122 pbJinitioJmodellingJofJ−â��OJclusterJformationJinJ˛‡WueJlatticeXJPhysicacStatuscSolidiclBm:cBasiccResearchVJ
2016VJ]caVJ][adW][ba 1.3 4

121 uirstWprinciplesJmodelingJofJtheJwJcolorJcentersJinJ}gu]JcrystalsXJPhysicacStatuscSolidicC:cCurrentc
TopicscincSolidcStatecPhysicsVJ2013VJ[ZVJ[dZW[db 4

120 pbJinitioJsimulationsJonJurenkelJpairsJofJradiationJdefectsJinJcorundumXJIOPcConferencecSeries:c
MaterialscSciencecandcEngineeringVJ2015VJeeVJZ[]ZZ[ 0.4 4

119 pbJinitioJcalculationsJofJtheJatomicJandJelectronicJstructureJofJ}gu]JRZ[[SJandJR[[[SJsurfacesXJOpenc
PhysicsVJ2011VJgVJ 1.3 4

118  heJeffectJofJαnJvacanciesJandJvaJdopantsJonJtheJelectronicJstructureJofJαnOhpbJinitiosimulationsXJ
IOPcConferencecSeries:cMaterialscSciencecandcEngineeringVJ2012VJafVJZ[]Z[c 0.4 4

117 VoidJsuperlatticeJformationJinJelectronJirradiatedJrau]hJ heoreticalJanalysisXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2010VJ]dfVJaZccWaZcf 1.2 4

116  heoryJofJsiffusionJandJpggregationJofJ–adiationWxnducedJsefectsJinJ}gOJandJ˛–Wpl]OaJrrystalsXJ
MaterialscSciencecForumVJ1997VJ]agW]b[VJag[Wagb 0.4 4

115 —emiWempiricalJsupercellJcalculationsJforJfreeWJandJboundWholeJpolaronsJinJcrystalXJJournalcofcPhysicsc
CondensedcMatterVJ1997VJgVJaccgWacea 1.8 4

114 ralculationsJofJuJcentersJinJzNbOJaJferroelectricJcrystalsJ1997VJ]gdeVJ[cZ 4

113 pJsimpleJanalysisJofJtheJwpJcentreJdestructionJtemperaturesJforJdopedJalkaliJhalidesXJSolidcStatec
CommunicationsVJ1998VJ[ZdVJ]fgW]g[ 1.6 4

(1998-1999)
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112 uirstW“rinciplesJ}odelingJofJ{a}nOaJ—OurJrathodeJ}aterialXJECScTransactionsVJ2008VJ[aVJaZ[WaZd 1 4

111 {argeJscaleJcomputerJmodellingJofJpointJdefectsJinJpqOaJperovskitesXJPhysicacStatuscSolidicC:c
CurrentcTopicscincSolidcStatecPhysicsVJ2005VJ]VJ[[aW[[g 4

110 NewJ“olaronicW ypeJtxcitonsJinJuerroelectricJOxideshJxNsOWralculationsJandJtxperimentalJ
}anifestationXJMaterialscResearchcSocietycSymposiacProceedingsVJ2001VJdeeVJb[c[ 4

109  heJkineticsJofJcolloidJformationJinJsolidsJunderJirradiationXJJournalcofcPhysicscCondensedcMatterVJ
1995VJeVJ{bf[W{bfd 1.8 4

108 —elfWorganizationJinJtheJpJUJqJWmJZJreactionJofJchargedJparticlesXJPhysicacA:cStatisticalcMechanicscandc
ItscApplicationsVJ1992VJ[g[VJ[e]W[ed 3.3 4

107 pJmesoscopicJapproachJtoJpointWdefectJclusteringJinJsolidsJduringJirradiationXJAppliedcPhysicscA:c
SolidscandcSurfacesVJ1993VJceVJ[[eW[][ 4

106  heJelectronicJpropertiesJofJ—r iOJwithJoxygenJvacanciesJorJsubstitutionsXJScientificcReportsVJ2021VJ
[[VJ]aab[ 4.9 4

105  heJeffectiveJdiffusionJcoefficientJinJaJoneWdimensionalJdiscreteJlatticeJwithJtheJinclusionsXJPhysicac
B:cCondensedcMatterVJ2015VJbeZWbe[VJcZWc] 2.8 3

104 —tatisticalJcharacterizationJofJselfWassembledJchargedJnanoparticleJstructuresXJPhysicacStatuscSolidic
lAmcApplicationscandcMaterialscScienceVJ2014VJ][[VJ]ffW]ga 1.6 3

103 uirstWprinciplesJphononJcalculationsJofJueâ�·UJimpurityJinJ—r iOâ��XJJournalcofcPhysicscCondensedcMatterVJ
2012VJ]bVJ[ZbZ]b 1.8 3

102 —imulationsJonJtheJmechanismJofJrN JbundleJgrowthJuponJsmoothJandJnanostructuredJNiJasJwellJ
asJ˛‚Wpl]OaJcatalystsXJOpencPhysicsVJ2011VJgVJ 1.3 3

101 pJromparativeJwybridJsu J—tudyJofJ“hononsJinJ—everalJ—r iOaJ“hasesXJIntegratedcFerroelectricsVJ
2011VJ[]aVJ[fW]c 0.8 3

100 pJcomparativeJabJinitioJstudyJofJruJoverlayersJonJqa iOaRZZ[SJandJ}gORZZ[SJsubstratesXJPhysicac
StatuscSolidiclBm:cBasiccResearchVJ2008VJ]bcVJgfZWgfc 1.3 3

99 qac—r[â��c iOaJperovskiteJsolidJsolutionshJ hermodynamicsJfromJabJinitioJelectronicJstructureJ
calculationsXJMicroelectroniccEngineeringVJ2005VJf[VJbefWbfb 2.5 3

98 pdsorptionJofJatomicJandJmolecularJoxygenJonJtheJ—r iOaRZZ[SJsurfaceshJ“redictionsJbyJmeansJofJ
hybridJdensityJfunctionalJcalculationsXJMaterialscResearchcSocietycSymposiacProceedingsVJ2005VJfgbVJ[ 3

97 γZZ[θJ—urfaceJ—tructureJinJ—r iOaJâ��JptomisticJ—tudyXJSurfacecReviewcandcLettersVJ1998VJZcVJab[Wabc 1.1 3

96 —emiWempiricalJindoJandJshellWmodelJcalculationsJforJperovskitesXJRadiationcEffectscandcDefectscinc
SolidsVJ1999VJ[c[VJ]baW]be 0.9 3

95  heoryJofJdiffusionWcontrolledJdefectJaggregationJunderJirradiationhJpJcomparativeJstudyJofJthreeJ
basicJapproachesXJRadiationcEffectscandcDefectscincSolidsVJ1995VJ[adVJ]ZgW][c 0.9 3
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94  heoreticalJsimulationJofJVzWcentreJmigrationJinJzrlXJxxXJ“henomenologicalJtheoryXJJournalcofc
PhysicscCondensedcMatterVJ1992VJbVJeb]gWebbZ 1.8 3

93  emperatureJdependenceJofJuWcentreJaccumulationJefficiencyJinJdopedJalkaliJhalidesXJJournalcofc
PhysicscC:cSolidcStatecPhysicsVJ1977VJ[ZVJ]gZaW]g[c 3

92  heoryJofJdiffusionWcontrolledJtunnellingJrecombinationJincorporatingJroulombJinteractionJandJ
annihilationXJJournalcofcPhysicscC:cSolidcStatecPhysicsVJ1977VJ[ZVJbga[Wbgae 3

91  heoreticalJandJtxperimentalJ—tudiesJofJrhargeJOrderingJinJraueOaJandJ—rueOaJrrystalsXJPhysicac
StatuscSolidiclBm:cBasiccResearchV][ZZ]af 1.3 3

90 “hotoJdeWmixingJinJmixedJhalideJperovskiteshJtheJrolesJofJionsJandJelectronsXJJPhyscEnergyV 4.9 3

89 —mallJradiusJelectronJandJholeJpolaronsJinJ“b₃]JR₃JlJuVJrlVJqrSJcrystalshJaJcomputationalJstudyXJ
JournalcofcMaterialscChemistrycCV 7.1 3

88 tvidenceJforJtheJformationJofJtwoJtypesJofJoxygenJinterstitialsJinJneutronWirradiatedJ˛–WplOJsingleJ
crystalsXJScientificcReportsVJ2021VJ[[VJ]ZgZg 4.9 3

87 ⁴aterJ—plittingJonJ}ultifacetedJ—r iOaJNanocrystalshJromputationalJ—tudyXJCatalystsVJ2021VJ[[VJ[a]d 4 3

86 uirstW“rinciplesJ}odelingJofJOxygenJpdsorptionJonJpgWsopedJ{a}nOaJRZZ[SJ—urfaceXJJournalcofc
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