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k Paper IF Citations

435 xnfluenceJofJpuVJpgVJandJruJpdatomsJonJOpticalJ“ropertiesJofJ iO]JR[[ZSJ—urfacehJ“redictionsJfromJ
– W ssu JralculationsXJCrystalsVJ2022VJ[]VJbc] 2.3

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

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

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

431  heJlocalJatomicJstructureJandJthermoelectricJpropertiesJofJxrWdopedJαnOhJhybridJsu JcalculationsJ
andJ₃p—JexperimentsXJJournalcofcMaterialscChemistrycCVJ2021VJgVJbgbfWbgdZ 7.1 3

430 qaroOJmonoclinicJstructureJandJchemicalJbondingJanalysishJhybridJsu JcalculationsXJPhysicalc
ChemistrycChemicalcPhysicsVJ2021VJ]aVJ[ebgaW[ecZ[ 3.6 3

429 tpitaxialJgrowthJofJperovskiteJoxideJfilmsJfacilitatedJbyJoxygenJvacanciesXJJournalcofcMaterialsc
ChemistrycCVJ2021VJgVJ[dgaW[eZZ 7.1 11

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

427 uirstJprinciplesJcalculationsJofJtheJvibrationalJpropertiesJofJsingleJandJdimerJuWtypeJcentersJinJ
corundumJcrystalsXJJournalcofcChemicalcPhysicsVJ2020VJ[caVJ[ab[Ze 3.9 0

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

425
sistinctiveJfeaturesJofJdiffusionWcontrolledJradiationJdefectJrecombinationJinJstoichiometricJ
magnesiumJaluminateJspinelJsingleJcrystalsJandJtransparentJpolycrystallineJceramicsXJScientificc
ReportsVJ2020VJ[ZVJef[Z

4.9 26

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

423 pbJinitioJcalculationsJofJpureJandJroU]WdopedJ}gu]JcrystalsXJNuclearcInstrumentscicMethodscinc
PhysicscResearchcBVJ2020VJbeZVJ[ZW[b 1.2 1

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

421 OxygenJtvolutionJ–eactionJonJaJNWsopedJroZXcW erminatedJroaobJRZZ[SJ—urfaceXJProceedingscofc
thecLatviancAcademycofcSciencesVJ2020VJebVJagdWbZa 0.3

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

419 wybridJdensityJfunctionalJcalculationsJofJhyperfineJcouplingJtensorJforJholeWtypeJdefectsJinJ
}gpl]ObXJNuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2020VJbdbVJdZWdb 1.2 7
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418 uirstW“rinciplesJ}odelingJofJOxygenJpdsorptionJonJpgWsopedJ{a}nOaJRZZ[SJ—urfaceXJJournalcofc
ElectroniccMaterialsVJ2020VJbgVJ[b][W[bab 1.9 3

417
“rotonVJwydroxideJxonVJandJOxideJxonJpffinitiesJofJrlosedW—hellJOxideshJxmportanceJforJtheJ
wydrationJ–eactionJandJrorrelationJtoJtlectronicJ—tructureXJJournalcofcPhysicalcChemistrycCVJ2020VJ
[]bVJ[]eeW[]fb

3.8 12

416  hermalJannealingJofJradiationJdamageJproducedJbyJswiftJ[a]₃eJionsJinJ}gOJsingleJcrystalsXJ
NuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2020VJbd]VJ[daW[df 1.2 12

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

414 ptomicVJelectronicJandJmagneticJstructureJofJanJoxygenJinterstitialJinJneutronWirradiatedJplOJsingleJ
crystalsXJScientificcReportsVJ2020VJ[ZVJ[cfc] 4.9 7

413 {owJtemperatureJstructuralJtransformationsJonJtheJRZZ[SJsurfaceJofJ—r iOaJsingleJcrystalsXJLowc
TemperaturecPhysicsVJ2020VJbdVJebZWecZ 0.7 6

412
–oleJofJxntrinsicJsipolesJinJtheJtvaporationWsrivenJpssemblyJofJ“erovskiteJNanocubesJintoJ
tnergyWwarvestingJrompositesXJPhysicacStatuscSolidiclAmcApplicationscandcMaterialscScienceVJ2020VJ
][eVJ[gZZcaa

1.6 2

411 OnJtheJ⁴ayJtoJOptoionicsXJHelveticacChimicacActaVJ2020VJ[ZaVJe]ZZZZea 2 11

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

409 pbJinitioJsimulationJofJRqaV—rS iOaJandJRqaVraS iOaJperovskiteJsolidJsolutionsXJSolidcStatecIonicsVJ
2019VJaaeVJedWf[ 3.3 9

408 sefectWxnducedJtffectsJinJNanomaterialsXJPhysicacStatuscSolidiclBm:cBasiccResearchVJ2019VJ]cdVJ[gZZ[f[ 1.3

407 }anifestationJofJdipoleWinducedJdisorderJinJselfWassemblyJofJferroelectricJandJferromagneticJ
nanocubesXJNanoscaleVJ2019VJ[[VJe]gaWeaZa 7.7 7

406 uirstJprinciplesJcalculationsJonJreO]JdopedJwithJ baUJionsXJOpticalcMaterialsVJ2019VJgZVJedWfa 3.3 2

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

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

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

402  heJfirstJprinciplesJcalculationsJofJrO]JadsorptionJonJR[Z[´flZSJαnOJsurfaceJ2019VJ 5

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

(2019-2020)
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400 uirstJ“rinciplesJ—imulationsJonJ}igrationJ“athsJofJOxygenJxnterstitialsJinJ}gpl]ObXJPhysicacStatusc
SolidiclBm:cBasiccResearchVJ2019VJ]cdVJ[fZZ]f] 1.3 6

399 pbJxnitioJ}odelingJofJ−JandJOJ—oluteJptomJxnteractionJinJ—mallJrlustersJwithinJtheJbccJxronJ{atticeXJ
PhysicacStatuscSolidiclBm:cBasiccResearchVJ2019VJ]cdVJ[fZZabd 1.3 2

398 zineticsJofJtheJelectronicJcenterJannealingJinJpl]OaJcrystalsXJJournalcofcNuclearcMaterialsVJ2018VJ
cZ]VJ]gcWaZZ 3.3 15

397 pbJinitioJmodellingJofJtheJinitialJstagesJofJtheJOs—JparticleJformationJprocessXJNuclearcInstrumentsc
icMethodscincPhysicscResearchcBVJ2018VJbacVJeZWea 1.2 4

396 pbJinitioJsimulationsJonJchargedJinterstitialJoxygenJmigrationJinJcorundumXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2018VJbacVJebWef 1.2 10

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

394 pbJinitioJmodellingJofJtheJ−VJOVJandJ iJsoluteJinteractionJinJfccWueJmatrixXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2018VJbaaVJ[ZdW[[Z 1.2 0

393 zineticJ}onteJrarloJmodelingJofJ−]OaJnanoWclusterJformationJinJradiationJresistantJmatricesXJ
NuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2018VJbabVJ[aW]] 1.2

392 romparisonJofJtheJuWtypeJcenterJthermalJannealingJinJheavyWionJandJneutronJirradiatedJpl]OaJ
singleJcrystalsXJNuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2018VJbaaVJgaWge 1.2 24

391 uirstW“rinciplesJ}odellingJofJNWsopedJroaObXJLatviancJournalcofcPhysicscandcTechnicalcSciencesVJ
2018VJccVJadWb] 0.5 1

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

389  heoreticalJinvestigationsJofJnitrogenJdopingJonJroaObJforJwaterJdissociationJcatalyticallyJactivityXJ
JournalcofcPhysics:cConferencecSeriesVJ2018VJ[[[cVJZa]Za] 0.3 1

388  ransitionJlevelsJofJacceptorJimpuritiesJinJαnOJcrystalsJbyJsu W{rpOJcalculationsXJJournalcofcPhysics:c
ConferencecSeriesVJ2018VJ[[[cVJZb]Zdb 0.3 0

387 sopantJsolubilityJinJceriahJalloyJthermodynamicsJcombinedJwithJtheJsu U¯JcalculationsXJSolidcStatec
IonicsVJ2018VJa]cVJ]cfW]db 3.3 1

386 xmpactJofJpointJdefectsJonJtheJelasticJpropertiesJofJqaαrOahJromprehensiveJinsightJfromJ
experimentsJandJabJinitioJcalculationsXJActacMaterialiaVJ2018VJ[dZVJ]beW]cd 8.4 14

385 —urfaceJterminationJeffectsJonJtheJoxygenJreductionJreactionJrateJatJfuelJcellJcathodesXJJournalcofc
MaterialscChemistrycAVJ2018VJdVJ[[g]gW[[gbZ 13 28

384 ¯seJofJsiteJsymmetryJinJsupercellJmodelsJofJdefectiveJcrystalshJpolaronsJinJreOXJPhysicalcChemistryc
ChemicalcPhysicsVJ2017VJ[gVJfabZWfabf 3.6 14

383 RxnvitedSJ heJtffectJofJR{aV—rS}nOJaJrathodeJ—urfaceJ erminationJonJxtsJtlectronicJ—tructureXJECSc
TransactionsVJ2017VJeeVJdeWea 1 2
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382  hermodynamicJstabilityJofJstoichiometricJ{aueOJandJqiueOhJaJhybridJsu JstudyXJPhysicalcChemistryc
ChemicalcPhysicsVJ2017VJ[gVJaeafWaecc 3.6 16

381 pnalysisJofJselfWtrappedJholeJmobilityJinJalkaliJhalidesJandJmetalJhalidesXJSolidcStatecIonicsVJ2017VJ
aZ]VJaWd 3.3 21

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

379 tlectromechanicalJ“ropertiesJofJqa—r iOJ“erovskiteJ—olidJ—olutionsJfromJuirstW“rinciplesJ
ralculationsXJJournalcofcPhysicalcChemistrycAVJ2017VJ[][VJgbZgWgb[b 2.8 10

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

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

376 —tabilizationJofJprimaryJmobileJradiationJdefectsJinJ}gu]JcrystalsXJNuclearcInstrumentscicMethodscinc
PhysicscResearchcBVJ2016VJaebVJ]bW]f 1.2 28

375 zineticsJofJuJcenterJannealingJandJcolloidJformationJinJpl]OaXJNuclearcInstrumentscicMethodscinc
PhysicscResearchcBVJ2016VJaebVJ[ZeW[[Z 1.2 33

374 pbJinitioJsimulationsJonJmigrationJpathsJofJinterstitialJoxygenJinJcorundumXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2016VJaebVJ]gWab 1.2 13

373 rhargedJoxygenJinterstitialsJinJcorundumhJfirstJprinciplesJsimulationsXJPhysicacStatuscSolidicC:c
CurrentcTopicscincSolidcStatecPhysicsVJ2016VJ[aVJga]Wgad 2

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

371  heoreticalJanalysisJofJtheJkineticsJofJlowWtemperatureJdefectJrecombinationJinJalkaliJhalideJ
crystalsXJLowcTemperaturecPhysicsVJ2016VJb]VJcffWcga 0.7 22

370 —urfaceJ—egregationJtntropyJofJ“rotonsJandJOxygenJVacanciesJinJqaαrOaXJChemistrycofcMaterialsVJ
2016VJ]fVJ[adaW[adf 9.6 32

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

368 {argeW—caleJ}odelingJofJsefectsJinJpdvancedJOxideshJOxygenJVacanciesJinJqaαrOaJrrystalsJ2016VJ[feW[gf

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

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

365 {owWtemperatureJradiationJeffectsJinJwideJgapJmaterialsXJLowcTemperaturecPhysicsVJ2016VJb]VJcaeWcaf 0.7

(2016-2017)
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364 xnterpretationJofJtheJ¯J{aWedgeJt₃pu—JinJuraniumJdioxideJusingJmolecularJdynamicsJandJdensityJ
functionalJtheoryJsimulationsXJJournalcofcPhysics:cConferencecSeriesVJ2016VJe[]VJZ[]Zg[ 0.3 1

363 pbJinitioJmodellingJofJoxygenJvacanciesJandJprotonicJdefectsJinJ{a[â��x—rxueOaâ��˛·JperovskiteJsolidJ
solutionsXJJournalcofcMaterialscChemistrycAVJ2016VJbVJ[aZgaW[a[Zb 13 28

362  heJeffectiveJdiffusionJcoefficientJinJaJoneWdimensionalJdiscreteJlatticeJwithJtheJinclusionsXJPhysicac
B:cCondensedcMatterVJ2015VJbeZWbe[VJcZWc] 2.8 3

361 pbJxnitioJ—tudyJofJqiueOahJ hermodynamicJ—tabilityJronditionsXJJournalcofcPhysicalcChemistrycLetters
VJ2015VJdVJ]fbeWc[ 6.4 38

360 uirstJprinciplesJmodelingJofJpgJadsorptionJonJtheJ{a}nOaJRZZ[SJsurfacesXJSolidcStatecIonicsVJ2015VJ
]eaVJbdWcZ 3.3 1

359 wydrationJentropyJofJqaαrOaJfromJfirstJprinciplesJphononJcalculationsXJJournalcofcMaterialsc
ChemistrycAVJ2015VJaVJedagWedbf 13 53

358  hermodynamicJpropertiesJofJneutralJandJchargedJoxygenJvacanciesJinJqaαrOaJbasedJonJfirstJ
principlesJphononJcalculationsXJPhysicalcChemistrycChemicalcPhysicsVJ2015VJ[eVJ]ZedcWeb 3.6 39

357 pbJinitioJsimulationsJonJurenkelJpairsJofJradiationJdefectsJinJcorundumXJIOPcConferencecSeries:c
MaterialscSciencecandcEngineeringVJ2015VJeeVJZ[]ZZ[ 0.4 4

356 ⁴aterJinteractionJwithJperfectJandJfluorineWdopedJroaObJR[ZZSJsurfaceXJSolidcStatecIonicsVJ2015VJ
]eeVJeeWf] 3.3 19

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

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

353 wydrogenJinducedJmetallizationJofJαnOJR[[JZZSJsurfacehJpbJinitioJstudyXJThincSolidcFilmsVJ2014VJccaVJafWb]2.2 13

352  heoryJofJnonWequilibriumJcriticalJphenomenaJinJthreeWdimensionalJcondensedJsystemsJofJchargedJ
mobileJnanoparticlesXJPhysicalcChemistrycChemicalcPhysicsVJ2014VJ[dVJ[agebWfa 3.6 5

351 —taticJandJdynamicJscreeningJeffectsJinJtheJelectrostaticJselfWassemblyJofJnanoWparticlesXJPhysicalc
ChemistrycChemicalcPhysicsVJ2014VJ[dVJ]cbbgWdZ 3.6 10

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

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

348 pbJxnitioJ hermodynamicsJofJOxygenJVacanciesJandJαincJxnterstitialsJinJαnOXJJournalcofcPhysicalc
ChemistrycLettersVJ2014VJcVJb]afWb] 6.4 13

347 —tatisticalJcharacterizationJofJselfWassembledJchargedJnanoparticleJstructuresXJPhysicacStatuscSolidic
lAmcApplicationscandcMaterialscScienceVJ2014VJ][[VJ]ffW]ga 1.6 3
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346 –adiationJdefectsJinJcomplexJperovskiteJsolidJsolutionsXJNuclearcInstrumentscicMethodscincPhysicsc
ResearchcBVJ2014VJa]dVJ]baW]bd 1.2 1

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

344  heoreticalJmodelingJofJantiferrodistortiveJphaseJtransitionJforJ—r iOaJultrathinJfilmsXJPhysicalc
ReviewcBVJ2013VJffVJ 3.3 10

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

342  heoreticalJmodelingJofJtheJcomplexesJofJironJimpuritiesJandJoxygenJvacanciesJinJ—r iOaXJAppliedc
PhysicscLettersVJ2013VJ[Z]VJ[[]g[a 3.4 28

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

340 rombinedJtheoreticalJandJexperimentalJanalysisJofJprocessesJdeterminingJcathodeJperformanceJinJ
solidJoxideJfuelJcellsXJPhysicalcChemistrycChemicalcPhysicsVJ2013VJ[cVJcbbaWe[ 3.6 208

339
uormationJandJmigrationJofJoxygenJvacanciesJinJ{aR[WxS—rRxSroR[WySueRySORaW˛·SJperovskiteshJinsightJ
fromJabJinitioJcalculationsJandJcomparisonJwithJqaR[WxS—rRxSroR[WySueRySORaW˛·SXJPhysicalcChemistryc
ChemicalcPhysicsVJ2013VJ[cVJg[[Wf

3.6 95

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

337 pbJinitioJsimulationsJofJoxygenJinteractionJwithJsurfacesJandJinterfacesJinJuraniumJmononitrideXJ
JournalcofcNuclearcMaterialsVJ2013VJbacVJ[Z]W[Zd 3.3 16

336 pJromparativeJpbJxnitioJ hermodynamicJ—tudyJofJOxygenJVacanciesJinJαnOJandJ—r iOahJtmphasisJ
onJ“hononJrontributionXJJournalcofcPhysicalcChemistrycCVJ2013VJ[[eVJ[aeedW[aefb 3.8 68

335 ptomicJandJelectronicJstructureJofJhydrogenJonJαnOJR[[JZZSJsurfacehJabJinitioJhybridJcalculationsXJ
IOPcConferencecSeries:cMaterialscSciencecandcEngineeringVJ2013VJbgVJZ[]Zcb 0.4

334 “haseJcompetitionJinJR{a[Jâ��JcV—rcSroOaJsolidJsolutionshJabJinitioJthermodynamicJstudyXJPhysicac
StatuscSolidiclBm:cBasiccResearchVJ2013VJ]cZVJfdbWfdg 1.3 10

333  heJfirstWprinciplesJtreatmentJofJtheJelectronWcorrelationJandJspinWorbitalJeffectsJinJuraniumJ
mononitrideJnuclearJfuelsXJPhysicalcChemistrycChemicalcPhysicsVJ2012VJ[bVJbbf]WgZ 3.6 63

332  heJxntrinsicJsefectsVJsisorderingVJandJ—tructuralJ—tabilityJofJqax—r[â��xroyue[â��yOaâ��˛·J“erovskiteJ
—olidJ—olutionsXJJournalcofcPhysicalcChemistrycCVJ2012VJ[[dVJ[fdZcW[fd[[ 3.8 53

331 NotehJtffectiveJdiffusionJcoefficientJinJheterogeneousJmediaXJJournalcofcChemicalcPhysicsVJ2012VJ
[aeVJ[dd[Z[ 3.9 7

330 yahnW ellerJeffectJinJtheJphononJpropertiesJofJdefectiveJ—r iOaJfromJfirstJprinciplesXJPhysicalc
ReviewcBVJ2012VJfcVJ 3.3 46

329 pbJinitiomodellingJofJ¯NJgrainJboundaryJinterfacesXJIOPcConferencecSeries:cMaterialscSciencecandc
EngineeringVJ2012VJafVJZ[]Zcf 0.4

(2012-2014)
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328
rN JprraysJvrownJuponJratalyticJNickelJ“articlesJasJpppliedJinJtheJNanoelectronicJseviceshJpbJ
xnitioJ—imulationJofJvrowthJ}echanismXJNATOcSciencecforcPeacecandcSecuritycSeriescB:cPhysicscandc
BiophysicsVJ2012VJ[Z[W[[b

0.2 1

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

326 OxygenJexchangeJkineticsJonJsolidJoxideJfuelJcellJcathodeJmaterialsâ��generalJtrendsJandJtheirJ
mechanisticJinterpretationXJJournalcofcMaterialscResearchVJ2012VJ]eVJ]ZZZW]ZZf 2.5 76

325 pbJinitiocalculationsJofJtheucentersJinJ}gu]bulkJandJonJtheJRZZ[SJsurfaceXJPhysicacScriptaVJ2012VJfdVJZacaZb2.6 8

324 pbJinitiocalculationsJofJthewcentersJinJ}gu]crystalsXJIOPcConferencecSeries:cMaterialscSciencecandc
EngineeringVJ2012VJafVJZ[]Zb[ 0.4

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

322 xnteractionJqetweenJOxygenJandJ−ttriumJxmpurityJptomsJasJwellJasJVacanciesJinJfccJxronJ{atticehJpbJ
xnitioJ}odelingXJNATOcSciencecforcPeacecandcSecuritycSeriescB:cPhysicscandcBiophysicsVJ2012VJ[bgW[cg 0.2 2

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

320 “hononJcalculationsJinJcubicJandJtetragonalJphasesJofJ—r iOahJpJcomparativeJ{rpOJandJplaneWwaveJ
studyXJPhysicalcReviewcBVJ2011VJfaVJ 3.3 71

319  heJnonWequilibriumJchargeJscreeningJeffectsJinJdiffusionWdrivenJsystemsJwithJpatternJformationXJ
JournalcofcChemicalcPhysicsVJ2011VJ[acVJZabeZ] 3.9 10

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

317 pbJinitioJmodelingJofJoxygenJimpurityJatomJincorporationJintoJuraniumJmononitrideJsurfaceJandJ
subWsurfaceJvacanciesXJJournalcofcNuclearcMaterialsVJ2011VJb[dVJ]ZZW]Zb 3.3 29

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

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

314 uirstJprinciplesJcalculationsJofJoxygenJvacancyJformationJandJmigrationJinJmixedJconductingJ
qaZXc—rZXcro[â��yueyOaâ��˛·JperovskitesXJSolidcStatecIonicsVJ2011VJ[ffVJ[Wc 3.3 80

313 ronfinementJeffectsJforJionicJcarriersJinJ—r iOaJultrathinJfilmshJfirstWprinciplesJcalculationsJofJ
oxygenJvacanciesXJPhysicalcChemistrycChemicalcPhysicsVJ2011VJ[aVJg]aWd 3.6 13

312 uirstJ“rinciplesJralculationsJofJOxygenJVacancyJuormationJandJ}igrationJinJ
qa[â��x—rxro[â��yueyOaâ��˛·“erovskitesXJJournalcofcthecElectrochemicalcSocietyVJ2011VJ[cgVJq][gWq]]d 3.9 74

311 pJromparativeJwybridJsu J—tudyJofJ“hononsJinJ—everalJ—r iOaJ“hasesXJIntegratedcFerroelectricsVJ
2011VJ[]aVJ[fW]c 0.8 3
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310 uirstW“rinciplesJ}odelingJofJOxygenJxnteractionJwithJ—r iOaRZZ[SJ—urfacehJromparativeJ
sensityWuunctionalJ{rpOJandJ“laneW⁴aveJ—tudyXJIntegratedcFerroelectricsVJ2011VJ[]aVJ[ZW[e 0.8 11

309 su JcalculationsJofJpointJdefectsJonJ¯NRZZ[SJsurfaceXJSurfacecScienceVJ2011VJdZcVJagdWbZZ 1.8 22

308 ptomisticJtheoryJofJmesoscopicJpatternJformationJinducedJbyJbimolecularJsurfaceJreactionsJ
betweenJoppositelyJchargedJmoleculesXJJournalcofcChemicalcPhysicsVJ2011VJ[acVJ]]bcZa 3.9 5

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

306  heJ—tructuralJsisorderJandJ{atticeJ—tabilityJofJRqaV—rSRroVueSOaJromplexJ“erovskitesXJECSc
TransactionsVJ2011VJacVJ]ZeeW]Zfb 1 8

305 “athwaysJforJOxygenJxncorporationJinJ}ixedJronductingJ“erovskiteshJpJsu WqasedJ}echanisticJ
pnalysisJforJR{aVJ—rS}nOaâ��˛·XJJournalcofcPhysicalcChemistrycCVJ2010VJ[[bVJaZ[eWaZ]e 3.8 142

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

303 uirstWprinciplesJmodellingJofJcomplexJperovskiteJRqa[Wx—rxSRro[WyueySOaW˛·JforJsolidJoxideJfuelJcellJ
andJgasJseparationJmembraneJapplicationsXJEnergycandcEnvironmentalcScienceVJ2010VJaVJ[cbb 35.4 70

302 pbJinitioJcalculationsJofJ}gu]JRZZ[SJandJRZ[[SJsurfaceJstructureXJPhysicacB:cCondensedcMatterVJ2010VJ
bZcVJ][]cW][]e 2.8 25

301 pbJinitioJsimulationJofJyttriumJoxideJnanoclusterJformationJonJfccJueJlatticeXJJournalcofcNuclearc
MaterialsVJ2010VJbZdVJabcWacZ 3.3 18

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

299 VoidJsuperlatticeJformationJinJelectronJirradiatedJrau]hJ heoreticalJanalysisXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2010VJ]dfVJaZccWaZcf 1.2 4

298 qasicJpropertiesJofJtheJuWtypeJcentersJinJhalidesVJoxidesJandJperovskitesXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2010VJ]dfVJaZfbWaZfg 1.2 126

297 weliumJbehaviorJinJoxideJnuclearJfuelshJuirstJprinciplesJmodelingXJNuclearcInstrumentscicMethodscinc
PhysicscResearchcBVJ2010VJ]dfVJaZgZWaZgb 1.2 29

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

295 pJcomparativeJabJinitioJstudyJofJbulkJandJsurfaceJoxygenJvacanciesJinJ“b iOaVJ“bαrOaJandJ—r iOaJ
perovskitesXJSolidcStatecCommunicationsVJ2009VJ[bgVJ[acgW[ad] 1.6 44

294 uirstJprinciplesJcalculationsJofJoxygenJadsorptionJonJtheJ¯NRZZ[SJsurfaceXJSurfacecScienceVJ2009VJ
dZaVJcZWca 1.8 20

293 ptomicVJelectronicJandJthermodynamicJpropertiesJofJcubicJandJorthorhombicJ{a}nOaJsurfacesXJ
SurfacecScienceVJ2009VJdZaVJa]dWaac 1.8 94

(2009-2011)
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292 rhemisorptionJofJaJmolecularJoxygenJonJtheJ¯NRZZ[SJsurfacehJpbJinitioJcalculationsXJJournalcofc
NuclearcMaterialsVJ2009VJagaVJcZbWcZe 3.3 23

291 uirstWprinciplesJstudyJofJbulkJandJsurfaceJoxygenJvacanciesJinJ—r iOaJcrystalXJEuropeancPhysicalc
JournalcBVJ2009VJe]VJcaWce 1.2 81

290 pbJinitioJsu U¯JstudyJofJweJatomJincorporationJintoJ¯OR]SJcrystalsXJPhysicalcChemistrycChemicalc
PhysicsVJ2009VJ[[VJe]b[We 3.6 65

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

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

287 tnhancedJinterfacialJlithiumJstorageJinJnanocompositesJofJtransitionJmetalsJwithJ{iuJandJ{i]OhJ
romparisonJofJsu JcalculationsJandJexperimentalJstudiesXJSolidcStatecSciencesVJ2008VJ[ZVJbg[Wbgc 3.4 73

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

285 pdsorptionJofJatomicJandJmolecularJoxygenJonJtheJ{a}nOaRZZ[SJsurfacehJabJinitioJsupercellJ
calculationsJandJthermodynamicsXJPhysicalcChemistrycChemicalcPhysicsVJ2008VJ[ZVJbdbbWg 3.6 104

284
 heJelectronicJpropertiesJofJanJoxygenJvacancyJatJαrOR]SWterminatedJRZZ[SJsurfacesJofJaJcubicJ
“bαrORaShJcomputerJsimulationsJfromJtheJfirstJprinciplesXJPhysicalcChemistrycChemicalcPhysicsVJ2008VJ
[ZVJb]cfWda

3.6 22

283 uirstW“rinciplesJ}odelingJofJ{a}nOaJ—OurJrathodeJ}aterialXJECScTransactionsVJ2008VJ[aVJaZ[WaZd 1 4

282 pbJinitioJmodelingJofJspinJandJchargeJorderingJandJlatticeJdynamicsJinJraueORaSJcrystalsXJJournalcofc
ChemicalcPhysicsVJ2008VJ[]gVJ][beZb 3.9 5

281 tlectronicJstructureJandJthermodynamicJstabilityJofJ{a}nOaJandJ{a[â��x—rx}nOaJRZZ[SJsurfaceshJpbJ
initioJcalculationsXJPhysicalcReviewcBVJ2008VJefVJ 3.3 79

280 pbJinitiostudyJofJbulkJandJsurfaceJironJdefectsJinJ—r iOaXJJournalcofcPhysics:cConferencecSeriesVJ2008VJ
[[eVJZ[]ZZ[ 0.3 2

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

278 ptomisticJ}odelingJofJaJNewJ—torageXJZeitschriftcFurcAnorganischecUndcAllgemeinecChemieVJ2008VJ
dabVJ]ZccW]Zcc 1.3

277 pJfirstWprinciplesJsu JstudyJofJ¯NJbulkJandJRZZ[SJsurfacehJcomparativeJ{rpOJandJ“⁴JcalculationsXJ
JournalcofcComputationalcChemistryVJ2008VJ]gVJ]ZegWfe 3.5 36

276 uirstJprinciplesJmodellingJofJoxygenJimpuritiesJinJ¯NJnuclearJfuelsXJJournalcofcNuclearcMaterialsVJ
2008VJaeeVJbg]Wbgc 3.3 23

275 uirstWprinciplesJmodellingJofJradiationJdefectsJinJadvancedJnuclearJfuelsXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ2008VJ]ddVJ]de[W]dec 1.2 13
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274 yahnW ellerJdistortionJaroundJuebUJinJ—rRuex i[â��xSOaâ��˛·JfromJxWrayJabsorptionJspectroscopyVJxWrayJ
diffractionVJandJvibrationalJspectroscopyXJPhysicalcReviewcBVJ2007VJedVJ 3.3 102

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

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

271 “eriodicJmodelsJinJquantumJchemicalJsimulationsJofJuJcentersJinJcrystallineJmetalJoxidesXJ
InternationalcJournalcofcQuantumcChemistryVJ2007VJ[ZeVJ]gcdW]gfc 2.1 69

270 tnhancedJlithiumJstorageJandJchemicalJdiffusionJinJmetalW{iuJnanocompositeshJtxperimentalJandJ
theoreticalJresultsXJPhysicalcReviewcBVJ2007VJedVJ 3.3 31

269 tlectronicJstructureJandJthermodynamicJstabilityJofJdoubleWlayeredJ—r iOaRZZ[SJsurfaceshJpbJinitioJ
simulationsXJPhysicalcReviewcBVJ2007VJecVJ 3.3 83

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

267 ptomicJscaleJsu JsimulationsJofJpointJdefectsJinJuraniumJnitrideXJJournalcofcPhysicscCondensedc
MatterVJ2007VJ[gVJ[Zd]Zf 1.8 40

266 ptomicJandJelectronicJstructureJofJperfectJandJdefectiveJ“bαrOaJperovskitehJwybridJsu J
calculationsJofJcubicJandJorthorhombicJphasesXJComputationalcMaterialscScienceVJ2007VJb[VJ[gcW]Z[ 3.2 31

265  hermodynamicJstabilityJandJdisorderingJinJ{aJ—r[â��}nOaJsolidJsolutionsXJSolidcStatecIonicsVJ2006VJ
[eeVJ][eW]]] 3.3 31

264 ralculationsJforJantiferrodistortiveJphaseJofJ—r iOaperovskitehJhybridJdensityJfunctionalJstudyXJ
JournalcofcPhysicscCondensedcMatterVJ2006VJ[fVJbfbcWbfc[ 1.8 46

263 —izeJandJshapeJofJthreeWdimensionalJruJclustersJonJaJ}gORZZ[SJsubstratehJrombinedJabJinitioJandJ
thermodynamicJapproachXJPhysicalcReviewcBVJ2006VJebVJ 3.3 11

262 veneralisedJ}axwellWvarnettJequationhJapplicationJtoJelectricalJandJchemicalJtransportXJPhysicalc
ChemistrycChemicalcPhysicsVJ2006VJfVJ[a[ZWb 3.6 24

261 —tructuralJ“haseJ ransitionJandJ“hotoWrhargeJrarrierJ ransportJinJ—r iOaXJFerroelectricsVJ2006VJaaeVJ[egW[ff0.6 7

260 uirstWprinciplesJcalculationsJofJtheJatomicJandJelectronicJstructureJofJuJcentersJinJtheJbulkJandJonJ
theJRZZ[SJsurfaceJofJ—r iOaXJPhysicalcReviewcBVJ2006VJeaVJ 3.3 138

259 tvidenceJforJinterfacialWstorageJanomalyJinJnanocompositesJforJlithiumJbatteriesJfromJ
firstWprinciplesJsimulationsXJPhysicalcReviewcLettersVJ2006VJgdVJZcfaZ] 7.4 172

258 su JstudyJofJaJsingleJuJcenterJinJcubicJ—r iOaJperovskiteXJInternationalcJournalcofcQuantumc
ChemistryVJ2006VJ[ZdVJ][eaW][fa 2.1 28

257 NanoWionicsJinJtheJcontextJofJlithiumJbatteriesXJJournalcofcPowercSourcesVJ2006VJ[cgVJ[e[W[ef 8.9 164

(2006-2007)
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256 pJcomparativeJanalysisJofJelectronJspectroscopyJandJfirstWprinciplesJstudiesJonJruR“dSJadsorptionJ
onJ}gOXJSurfacecScienceVJ2006VJdZZVJaf[cWaf]Z 1.8 16

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

254 pbJinitioJcalculationsJofJtheJqa iOaJR[ZZSJandJR[[ZSJsurfacesXJJournalcofcElectroceramicsVJ2006VJ[dVJ]fgW]g]1.5 44

253 su JplaneJwaveJcalculationsJofJtheJatomicJandJelectronicJstructureJofJ{a}nOaJRZZ[SJsurfaceXJ
PhysicalcChemistrycChemicalcPhysicsVJ2005VJeVJ]abdWcZ 3.6 49

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

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

250 pbJinitioJmodelingJofJcopperJadhesionJonJregularJqa iOaRZZ[SJsurfacesXJMicroelectroniccEngineering
VJ2005VJf[VJbdeWbe[ 2.5 7

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

248 pbJinitioJthermodynamicsJforJtheJgrowthJofJultraWthinJruJfilmJonJaJperfectJ}gORZZ[SJsurfaceXJ
MaterialscSciencecandcEngineeringcCVJ2005VJ]cVJe[aWe[e 8.3 1

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

246 wybridJsu JcalculationsJofJtheJatomicJandJelectronicJstructureJforJpqOaJperovskiteJRZJZJ[SJsurfacesXJ
SurfacecScienceVJ2005VJcecVJecWff 1.8 160

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

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

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

242 su J{rpOJandJplaneJwaveJcalculationsJofJ—rαrOaXJPhysicacStatuscSolidiclBm:cBasiccResearchVJ2005VJ
]b]VJ–[[W–[a 1.3 26

241 pbJinitioJthermodynamicsJofJqac—rR[â��cS iOaJsolidJsolutionsXJPhysicalcReviewcBVJ2005VJe[VJ 3.3 53

240 romparativeJdensityWfunctionalJ{rpOJandJplaneWwaveJcalculationsJofJ{a}nOaJsurfacesXJPhysicalc
ReviewcBVJ2005VJe]VJ 3.3 75

239 pdsorptionJofJatomicJandJmolecularJoxygenJonJtheJ—r iOaRZZ[SJsurfaceshJ“redictionsJbyJmeansJofJ
hybridJdensityJfunctionalJcalculationsXJMaterialscResearchcSocietycSymposiacProceedingsVJ2005VJfgbVJ[ 3
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238 pdhesionJtrendsJandJgrowthJmodeJofJultraWthinJcopperJfilmsJonJ}gOXJJournalcofcPhysicscCondensedc
MatterVJ2004VJ[dVJbff[Wbfgd 1.8 17

237 pbJinitioJcalculationsJofJtheJ—r iOaJR[[ZSJpolarJsurfaceXJPhysicalcReviewcBVJ2004VJdgVJ 3.3 79

236 {argeW—caleJromputerJ}odellingJofJ“ointJsefectsVJ“olaronsJandJ“erovskiteJ—olidJ—olutionsXJDefectc
andcDiffusioncForumVJ2004VJ]]dW]]fVJ[dgW[fZ 0.7 2

235 pbJinitioJralculationsJofJropperJNanostructuresJofJ}gOJ—ubstrateXJSolidcStatecPhenomenaVJ2004VJ
ggW[ZZVJ][gW]]] 0.4

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

233 romparativeJstudyJofJpolarJperovskiteJsurfacesXJSurfacecScienceVJ2004VJcddWcdfVJ]a[W]ac 1.8 27

232 pdsorptionJofJsingleJpgJandJruJatomsJonJregularJandJdefectiveJ}gORZJZJ[SJsubstrateshJanJabJinitioJ
studyXJVacuumVJ2004VJebVJ]acW]bZ 3.7 39

231 pJcomparativeJstudyJofJpgJandJruJadhesionJonJanJ}gORZZ[SJsurfaceXJSuperlatticescandc
MicrostructuresVJ2004VJadVJdaWe] 2.8 12

230 txperimentalJandJtheoreticalJstudiesJofJpolaronJopticalJpropertiesJinJzNbOaJperovskiteXJSolidcStatec
CommunicationsVJ2004VJ[]gVJdg[Wdgd 1.6 23

229 pbJinitioJcalculationsJofJatomicJanJelectronicJstructureJofJ{a}nOJandJ—r}nOXJSolidcStatecIonicsVJ
2004VJ[eaVJ[ZeW[[[ 3.3 39

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

227 pbJinitioJstudyJofJtheJ—r iOaVJqa iOaJandJ“b iOaJRZZ[SJsurfacesXJCeramicscInternationalVJ2004VJaZVJ[gfgW[gg]5.1 49

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

225 pbJinitioJcalculationsJofJtheJ{a}nOaJsurfaceJpropertiesXJAppliedcSurfacecScienceVJ2004VJ]afVJbceWbda 6.7 27

224 romputerJmodellingJofJpointJdefectsJinJpqOaJperovskitesJandJ}gOXJComputationalcMaterialsc
ScienceVJ2004VJaZVJaedWaf] 3.2 5

223 romputerJmodelingJofJpointJdefectsVJpolaronsVJexcitonsVJandJsurfacesJinJperovskiteJferroelectricsJ
2003VJc[]]VJ]ca 1

222  heJkineticJ}rJmodellingJofJreversibleJpatternJformationJinJinitialJstagesJofJthinJmetallicJfilmJ
growthJonJcrystallineJsubstratesXJSolidcStatecCommunicationsVJ2003VJ[]cVJbdaWbde 1.6 2

221 pbJinitioJwartreeWuockJcalculationsJofJ{a}nOaJR[[ZSJsurfacesXJSolidcStatecCommunicationsVJ2003VJ
[]eVJadeWae[ 1.6 26

(2003-2004)
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220 pbJinitioJmodellingJofJsilverJadhesionJonJtheJcorundumJRZZZ[SJsurfaceXJMaterialscSciencecandc
EngineeringcCVJ2003VJ]aVJ]beW]c] 8.3 11

219 }odellingJofJdefectsJandJsurfacesJinJperovskiteJferroelectricsXJPhysicacStatuscSolidiclBm:cBasicc
ResearchVJ2003VJ]adVJ]caW]db 1.3 27

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

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

216 —emiWempiricalJcalculationsJofJtheJelectronicJandJatomicJstructureJofJpolaronsJandJexcitonsJinJpqOJ
aJperovskiteJcrystalsXJComputationalcMaterialscScienceVJ2003VJ]eVJf[Wfd 3.2 33

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

214 —ingleJimpuritiesJinJinsulatorshJpbJinitioJstudyJofJueWdopedJ—r iOaXJPhysicalcReviewcBVJ2003VJdeVJ 3.3 62

213 ralculationsJofJptomicJandJtlectronicJ—tructureJforJR[ZZSJ—urfacesJofJ—r iOaJ“erovskiteXJMaterialsc
ResearchcSocietycSymposiacProceedingsVJ2002VJe[fVJ[

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

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

210 uirstWprinciplesJcalculationsJofJperovskiteJthinJfilmsXJMaterialscSciencecincSemiconductorcProcessingVJ
2002VJcVJ[]gW[ab 4.3 5

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

208 }odelingJofJprimaryJdefectJaggregationJinJtracksJofJswiftJheavyJionsJinJalkaliJhalidesXJSurfacecandc
CoatingscTechnologyVJ2002VJ[cfW[cgVJ]dgW]e] 4.4

207 uirstWprinciplesJcalculationsJforJ—r iOaRSJsurfaceJstructureXJSurfacecScienceVJ2002VJc[aVJ][[W]]Z 1.8 111

206  heJadhesionJpropertiesJofJtheJpgY˛–Wpl]OaRSJinterfacehJanJabJinitioJstudyXJSurfacecScienceVJ2002VJ
c[aVJabaWacf 1.8 49

205 ralculationsJofJtheJeffectiveJdiffusionJcoefficientJforJinhomogeneousJmediaXJJournalcofcPhysicscandc
ChemistrycofcSolidsVJ2002VJdaVJbbgWbcd 3.9 100

204 }odelingJofJdefectsJandJsurfacesJinJperovskiteJferroelectricsXJJournalcofcCrystalcGrowthVJ2002VJ
]aeW]agVJdfeWdga 1.6 7

203 ”uantumJchemicalJmodellingJofJâ��greenâ��JluminescenceJinJpqOJperovskitesXJEuropeancPhysicalc
JournalcBVJ2002VJ]eVJbfaWbfd 1.2 46
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202 “olaronicWtypeJexcitonsJinJferroelectricJoxideshJ}icroscopicJcalculationsJandJexperimentalJ
manifestationXJPhysicalcReviewcBVJ2002VJdcVJ 3.3 64

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

200 ”uantumJchemicalJmodellingJofJelectronJpolaronsJandJchargeWtransferJvibronicJexcitonsJinJ
qa iOaperovskiteJcrystalsXJJournalcofcPhysicscCondensedcMatterVJ2002VJ[bVJaeacWaeb[ 1.8 33

199 {argeWJ—caleJabJinitioJ—imulationsJofJueWdopedJ—r iOaperovskitesXJMaterialscResearchcSocietyc
SymposiacProceedingsVJ2002VJea[VJa[][

198 romputerJ}odelingJofJ“ointJsefectsJinJ“erovskiteJrrystalsXJFerroelectricsVJ2002VJ]dfVJcgWdb 0.6 1

197  heoryJofJtheJgrowthJmodeJforJaJthinJmetallicJfilmJonJanJinsulatingJsubstrateXJSurfacecScienceVJ2002VJ
bggVJ]bWbZ 1.8 43

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

195 tffectJofJelectronJcorrelationJcorrectionsJonJphaseJcompetitionJinJpgJfilmJonJ}gOJsubstrateXJ
ComputationalcMaterialscScienceVJ2002VJ]bVJddWe[ 3.2 5

194
 heoreticalJ“redictionJandJtxperimentalJronfirmationJofJrhargeJ ransferJVibronicJtxcitonsJandJ
 heirJ“haseJinJpqOaJ“erovskiteJrrystalsXJMaterialscResearchcSocietycSymposiacProceedingsVJ2002VJ
e[fVJ[

193
ralculationsJofJtheJtlectronicJandJptomicJ—tructureJandJsiffusionJofJ“ointJsefectsJinJzNbOaJ
“erovskiteJrrystalsJandJ–elevantJz NJ—olidJ—olutionsXJMaterialscResearchcSocietycSymposiac
ProceedingsVJ2002VJe[fVJ[

192 ptomisticJ heoryJofJtheJvrowthJ}odeJforJaJ hinJ}etallicJuilmJonJanJxsulatingJ—ubstrateJ2002VJc]cWcab

191 ralculationsJofJtheJatomicJandJelectronicJstructureJforJ—r iOaJperovskiteJthinJfilmsXJThincSolidcFilmsVJ
2001VJbZZVJedWfZ 2.2 34

190 synamicsJofJuWcenterJannihilationJinJthermochemicallyJreducedJ}gOJsingleJcrystalsXJSolidcStatec
CommunicationsVJ2001VJ[[fVJ[daW[de 1.6 35

189 —omeJnonlinearJpropertiesJofJferroelectricJsmartJmaterialsXJPhysicacB:cCondensedcMatterVJ2001VJaZbVJaagWabe2.8 9

188 ralculationJofJtheJtffectiveJsiffusionJroefficientJinJxnhomogeneousJ—olidsXJDefectcandcDiffusionc
ForumVJ2001VJ[gbW[ggVJ[daW[eZ 0.7

187  heJkineticsJofJdefectJaggregationJandJmetalJcolloidJformationJinJionicJsolidsJunderJirradiationXJ
RadiationcEffectscandcDefectscincSolidsVJ2001VJ[ccVJ[[aW[]c 0.9 35

186 }odelingJofJprimaryJdefectJaggregationJinJtracksJofJswiftJheavyJionsJinJ{iuXJPhysicalcReviewcBVJ2001VJ
dbVJ 3.3 14

185 zineticsJofJnanocavityJformationJbasedJonJuWcenterJaggregationJinJthermochemicallyJreducedJ}gOJ
singleJcrystalsXJPhysicalcReviewcBVJ2001VJdbVJ 3.3 35

(2001-2002)
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184 ”uantumJchemicalJmodellingJofJpolaronsJandJperovskiteJsolidJsolutionsXJComputationalcMaterialsc
ScienceVJ2001VJ][VJcaZWcab 3.2 9

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

182 romputerJmodelingJofJmetalJcolloidJformationJinJtracksJofJswiftJheavyJionsJinJionicJsolidsXJRadiationc
EffectscandcDefectscincSolidsVJ2001VJ[ccVJ[bcW[c[ 0.9 2

181  heoryJofJboundJpolaronsJinJoxideJcompoundsXJPhysicalcReviewcBVJ2001VJdaVJ 3.3 26

180 pJnewJphaseJinJferroelectricJoxideshJ heJphaseJofJchargeJtransferJvibronicJexcitonsXJEurophysicsc
LettersVJ2001VJcdVJeZ]WeZf 1.6 40

179 pbJinitioJmodelingJofJsurfaceJstructureJforJ—r iOaJperovskiteJcrystalsXJPhysicalcReviewcBVJ2001VJdbVJ 3.3 232

178 pJuirstW“rinciplesJ—tudyJofJtheJpgYaWpl]OaRZZZ[SJxnterfaceXJInternationalcJournalcofcMolecularc
SciencesVJ2001VJ]VJ]e[W]fZ 6.3 5

177 romputerJ}odelingJofJ{uminescenceJinJpqOaJ“erovskitesXJMaterialscResearchcSocietycSymposiac
ProceedingsVJ2001VJddeVJ[ 1

176 ralculationsJofJ—urfaceJ—tructureJforJ—r iOaJ“erovskiteXJMaterialscResearchcSocietycSymposiac
ProceedingsVJ2001VJde]VJ[ 1

175 NewJ“olaronicW ypeJtxcitonsJinJuerroelectricJOxideshJxNsOWralculationsJandJtxperimentalJ
}anifestationXJMaterialscResearchcSocietycSymposiacProceedingsVJ2001VJdeeVJb[c[ 4

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

173 ralculationsJofJtheJatomicJstructureJofJtheJzNbOaJR[[ZSJsurfaceXJThincSolidcFilmsVJ2000VJaebVJdbWdg 2.2 6

172  heoreticalJandJexperimentalJstudyJofJprimaryJradiationJdefectsJinJzNbOaJperovskiteJcrystalsXJ
NuclearcInstrumentscicMethodscincPhysicscResearchcBVJ2000VJ[ddW[deVJ]ggWaZb 1.2 13

171 “hotoconversionJofJuUJcentersJinJneutronWirradiatedJ}gOXJNuclearcInstrumentscicMethodscincPhysicsc
ResearchcBVJ2000VJ[ddW[deVJ]]ZW]]b 1.2 33

170 ”uantumJchemicalJmodellingJofJelectronJpolaronsJandJexcitonsJinJpqOaperovskitesXJJournalcofc
PhysicscCondensedcMatterVJ2000VJ[]VJ{cceW{cd] 1.8 31

169 ”uantumJchemicalJmodellingJofJperovskiteJsolidJsolutionsXJJournalcofcPhysicscCondensedcMatterVJ
2000VJ[]VJ{ba[W{bab 1.8 25

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

167 —emiWempiricalJdefectJcalculationsJforJtheJperovskiteJzNbOaXJJournalcofcPhysicscCondensedcMatterVJ
2000VJ[]VJcdgWceb 1.8 19
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166 uormationJofJanionWvacancyJclustersJandJnanocavitiesJinJthermochemicallyJreducedJ}gOJsingleJ
crystalsXJPhysicalcReviewcBVJ2000VJd]VJg]ggWgaZb 3.3 49

165  heoreticalJanalysisJofJtheJgrowthJmodeJforJthinJmetallicJfilmsJonJoxideJsubstratesXJPhysicalcReviewc
LettersVJ2000VJfcVJbaaaWd 7.4 34

164 pbJinitioJmodelingJofJmetalJadhesionJonJoxideJsurfacesJwithJdefectsXJPhysicalcReviewcLettersVJ2000VJ
fbVJ[]cdWg 7.4 82

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

162 —emiWempiricalJsimulationsJofJsurfaceJrelaxationJforJperovskiteJtitanatesXJSurfacecScienceVJ2000VJ
bd]VJ[gWac 1.8 107

161 ”uantumJ}echanicalJ}odellingJofJ“ureJandJsefectiveJzNbOaJ“erovskitesJ2000VJaW[d 1

160 romputerJ}odelingJofJ“ointJsefectsVJxmpurityJ—elfWOrderingJtffectsJandJ—urfacesJinJpdvancedJ
“erovskiteJuerroelectricsXJActacPhysicacPolonicacAVJ2000VJgfVJbdgWbf[ 0.6 1

159  heoreticalJ—imulationsJofJ—urfaceJ–elaxationJforJ“erovskiteJ itanatesJ2000VJ]ZgW]]Z

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

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

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

155 “hotoconversionJandJdynamicJholeJrecyclingJprocessJinJanionJvacanciesJinJneutronWirradiatedJ}gOJ
crystalsXJPhysicalcReviewcBVJ1999VJdZVJaefeWaeg[ 3.3 32

154 “hotoconversionJofJuWtypeJcentersJinJthermochemicallyJreducedJ}gOJsingleJcrystalsXJPhysicalc
ReviewcBVJ1999VJcgVJbefdWbegZ 3.3 32

153 uirstWprinciplesJandJsemiempiricalJcalculationsJforJboundWholeJpolaronsJinJzNbOaXJPhysicalcReviewcB
VJ1999VJdZVJ[Wc 3.3 79

152 romputerJsimulationsJofJdefectsJinJperovskiteJzNbOaJcrystalsXJFerroelectricsVJ1999VJ]]gVJdgWec 0.6 6

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

150 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

149 “rimaryJradiationJdefectJcreationJandJseparationJinJpgqrXJRadiationcEffectscandcDefectscincSolidsVJ
1999VJ[cZVJ[fcW[g[ 0.9
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148 romparativeJtheoreticalJstudyJofJtheJpgâ��}gOJR[ZZSJandJR[[ZSJinterfacesXJSurfacecScienceVJ1999VJ
bb[VJaeaWafa 1.8 27

147  heJadhesionJnatureJofJtheJpgY}gOR[ZZSJinterfacehJanJabJinitioJstudyXJChemicalcPhysicscLettersVJ
1998VJ]faVJagcWbZ[ 2.5 44

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

145  heJkineticsJofJrau]JmetallizationJinducedJbyJlowWenergyJelectronJirradiationXJNuclearcInstrumentscic
MethodscincPhysicscResearchcBVJ1998VJ[b[VJegWfb 1.2 21

144 –adiationWinducedJpointJdefectsJinJsimpleJoxidesXJNuclearcInstrumentscicMethodscincPhysicscResearchc
BVJ1998VJ[b[VJ[W[c 1.2 218

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

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

141 romparativeJstudyJofJγZZ[θJsurfaceJrelaxationsJofJperovskiteJtitanatesXJThincSolidcFilmsVJ1998VJa[fVJdcWdf2.2 11

140 somainJwallJsplittingJandJcreationJofJtheJfineJdomainJstructureXJThincSolidcFilmsVJ1998VJaadVJ[bgW[c] 2.2 2

139 pbJinitioJstudyJofJtheJuJcentersJinJrau]hJralculationsJofJtheJopticalJabsorptionVJdiffusionJandJbindingJ
energiesXJSolidcStatecCommunicationsVJ1998VJ[ZdVJ]fcW]ff 1.6 28

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

137 ”uantumJchemicalJcalculationsJofJz NJsolidJsolutionsXJSolidcStatecCommunicationsVJ1998VJ[ZfVJaaaWaad 1.6 11

136 uJcenterJaggregationJkineticsJinJlowWenergyJelectronJirradiatedJ{iuXJSolidcStatecCommunicationsVJ
1998VJ[ZfVJd]gWdaa 1.6 25

135  heJmicroscopicJtheoryJofJdiffusionWcontrolledJdefectJaggregationXJComputationalcMaterialscScience
VJ1998VJ[ZVJ]]W]e 3.2

134 pJcomparativeJstudyJofJtheJatomicJandJelectronicJstructureJofJuJcentersJinJferroelectricJzNbOahJpbJ
initioJandJsemiWempiricalJcalculationsXJComputationalcMaterialscScienceVJ1998VJ[ZVJaagWabc 3.2 11

133 ptomisticJsimulationJofJsurfaceJrelaxationXJJournalcofcPhysicscCondensedcMatterVJ1998VJ[ZVJ{abeW{aca 1.8 21

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

131 γZZ[θJ—urfaceJ—tructureJinJ—r iOaJâ��JptomisticJ—tudyXJSurfacecReviewcandcLettersVJ1998VJZcVJab[Wabc 1.1 3
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130 —emiWempiricalJcalculationsJofJtheJNbWionJpositionsJinJdopedJcrystalsXJJournalcofcPhysicscCondensedc
MatterVJ1998VJ[ZVJd]e[Wd]ed 1.8 18

129 siscreteWlatticeJtheoryJforJurenkelWdefectJaggregationJinJirradiatedJionicJsolidsXJPhysicalcReviewcBVJ
1998VJcfVJfbcbWfbda 3.3 22

128 uirstWprinciplesJandJsemiempiricalJcalculationsJforJuJcentersJinJzNbOaXJPhysicalcReviewcBVJ1997VJcdVJfcggWfdZb3.3 62

127 ptomicJ—tructureJofJtheJRZZZ[SJrorundumJ—urfaceXJMaterialscSciencecForumVJ1997VJ]agW]b[VJdaaWdad 0.4

126  heJzineticsJofJ–adiationWxnducedJsefectJpccumulationJinJxonicJ—olidsXJMaterialscSciencecForumVJ
1997VJ]agW]b[VJafeWagZ 0.4

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

124 —emiWempiricalJsupercellJcalculationsJforJfreeWJandJboundWholeJpolaronsJinJcrystalXJJournalcofcPhysicsc
CondensedcMatterVJ1997VJgVJaccgWacea 1.8 4

123 ”uantumJchemicalJsimulationsJofJboundJholdJpolaronsJRVJ}gJcentersSJinJcorundumJcrystalsJ1997VJ 2

122 ralculationsJofJuJcentersJinJzNbOJaJferroelectricJcrystalsJ1997VJ]gdeVJ[cZ 4

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

120 rhargeJdistributionJandJopticalJpropertiesJofJandJuJcentresJinJcrystalsXJJournalcofcPhysicscCondensedc
MatterVJ1997VJgVJ{a[cW{a][ 1.8 31

119 ”uantumWchemicalJsimulationsJofJfreeJandJboundJholeJpolaronsJinJcorundumJcrystalXJComputationalc
MaterialscScienceVJ1997VJeVJ]fcW]gb 3.2 10

118 ptomicJandJelectronicJstructureJofJtheJcorundumJRZZZ[SJsurfacehJcomparisonJwithJsurfaceJ
spectroscopiesXJSurfacecScienceVJ1997VJaeZVJ[gZW]ZZ 1.8 90

117 —emiWempiricalJsimulationsJofJuWcenterJdiffusionJinJzrlJcrystalsXJJournalcofcPhysicscandcChemistrycofc
SolidsVJ1997VJcfVJ[ZaW[Zd 3.9 7

116 ptomisticJsimulationJofJtheJγZZ[θsurfaceJstructureJinJqa iOaXJThincSolidcFilmsVJ1997VJ]gdVJedWef 2.2 26

115  ransientJopticalJabsorptionJinJzNbOaJcrystalsJirradiatedJwithJpulsedJelectronJbeamXJSolidcStatec
CommunicationsVJ1997VJ[ZbVJa]eWaaZ 1.6 26

114 {uminescenceJpropertiesJofJzNbOaJcrystalsXJJournalcofcLuminescenceVJ1997VJe]WebVJde]Wdeb 3.8 18

113  heJsiffusionWrontrolledJtnergyJ ransferJ–ateJforJaJ“airedJ—inkJsistributionJandJsonorâ��pcceptorJ
xnteractionXJPhysicacStatuscSolidiclBm:cBasiccResearchVJ1997VJ]Z[VJaagWab] 1.3
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112  heJeffectJofJtheJparticleJgenerationJfunctionJonJtheJrateJofJtheJdiffusionWcontrolledJpJUJqJWmJqJ
reactionJwithJaJpermanentJparticleJsourceXJChemicalcPhysicscLettersVJ1997VJ]eZVJ]]gW]aa 2.5

111 —emiWtmpiricalJ—imulationJofJ–adiationJsefectsJinJOxideJ}aterialsJ1997VJc[Wcg 1

110 wartreeJWJuockJsimulationJofJtheJpgY}gOJinterfaceJstructureXJJournalcofcPhysicscCondensedcMatterVJ
1996VJfVJdceeWdcfb 1.8 25

109 }anyWparticleJpeculiaritiesJinJtheJbimolecularJreactionJkineticsXJ heJeffectJofJsinkJspatialJ
distributionXJJournalcofcPhysicscCondensedcMatterVJ1996VJfVJde]gWdeac 1.8 1

108 —emiWempiricalJsimulationsJofJtheJelectronJcentersJinJ}gOJcrystalXJComputationalcMaterialscScienceVJ
1996VJcVJ]gfWaZd 3.2 37

107 ptomisticJ—tudyJofJ—urfaceJ“olarizationJinJ—uperconductingJ“erovskitesXJMaterialscResearchcSocietyc
SymposiacProceedingsVJ1996VJbbZVJaZc

106 “atternJuormationJandJ¯nusualJpJUJqJWmJZJ–eactionJzineticsJbetweenJrhargedJ–eactantsJinJ{owJ
simensionsXJMaterialscResearchcSocietycSymposiacProceedingsVJ1996VJbdaVJ]ec

105 ptomicJandJtlectronicJ—tructureJofJtheJrorundumJRZZZ[SJ—urfaceXJMaterialscResearchcSocietyc
SymposiacProceedingsVJ1996VJbcaVJe][ 2

104  heJpdhesionJNatureJofJpgY}gOJxnterfacehJwartreeWuockJ—tudyXJMaterialscResearchcSocietyc
SymposiacProceedingsVJ1996VJbcfVJ[c

103 }icroscopicJtheoryJofJcolloidJformationJinJsolidsJunderJirradiationXJMaterialscSciencecandc
EngineeringcB:cSolidrStatecMaterialscforcAdvancedcTechnologyVJ1996VJaeVJbgWc[ 3.1

102
”uantumJchemicalJsimulationsJofJtheJopticalJpropertiesJandJdiffusionJofJelectronJcentresJinJmgoJ
crystalsXJMaterialscSciencecandcEngineeringcB:cSolidrStatecMaterialscforcAdvancedcTechnologyVJ1996VJ
aeVJ][]W][b

3.1 29

101 pJcomparisonJofJtheJeffectiveJmediumJandJmodifiedJ—moluchowskiJequationsJforJtheJreactionJrateJ
ofJtheJdiffusionWcontrolledJreactionsXJJournalcofcNuclearcMaterialsVJ1996VJ]a]VJ]caW]cc 3.3 1

100 ”uantumJchemicalJcalculationsJofJtheJelectronJcenterJdiffusionJinJ}gOJcrystalsXJPhysicacStatusc
SolidiclBm:cBasiccResearchVJ1996VJ[gcVJd[Wdd 1.3 35

99  heJkineticsJofJtheJbimolecularJpUqWmZJreactionJinJcondensedJmatterhJtffectsJofJnonWequilibriumJ
chargeJscreeningXJJournalcofcChemicalcPhysicsVJ1996VJ[ZcVJgbfdWgbg] 3.9 8

98 uirstWprinciplesJcalculationsJofJtheJvibrationalJpropertiesJofJwJcentersJinJzrlJcrystalsXJPhysicalc
ReviewcBVJ1996VJcaVJ]bW]e 3.3 10

97 xnterstitialWoxygenWatomJdiffusionJinJ}gOXJPhysicalcReviewcBVJ1996VJcaVJeea[Weeac 3.3 64

96 tffectJofJreactantJspatialJdistributionJinJtheJpUqWWmZJreactionJkineticsJinJoneJdimensionJwithJ
roulombJinteractionXJPhysicalcReviewcEVJ1996VJcbVJd[]fWd[af 2.4 5

95 —urfaceJ–elaxationJinJuerroelectricJ“erovskiteshJpnJptomisticJ—tudyXJMaterialscResearchcSocietyc
SymposiacProceedingsVJ1996VJbcgVJ][g 1
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94 OpticalJpropertiesJofJsilverJhalideJfibreshJageingJeffectsXJJournalcPhysicscD:cAppliedcPhysicsVJ1996VJ]gVJcefWcfa3 5

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

92 zuzovkovJandJzotominJreplyXJPhysicalcReviewcLettersVJ1995VJecVJcfe 7.4 1

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

90 ralculationsJofJtheJgeometryJandJopticalJpropertiesJofJu}gJcentersJandJdimerJRu]WtypeSJcentersJinJ
corundumJcrystalsXJPhysicalcReviewcBVJ1995VJc[VJfeeZWfeef 3.3 63

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

88  heoryJofJdiffusionWcontrolledJdefectJaggregationJunderJirradiationhJpJcomparativeJstudyJofJthreeJ
basicJapproachesXJRadiationcEffectscandcDefectscincSolidsVJ1995VJ[adVJ]ZgW][c 0.9 3

87  heoreticalJsimulationsJofJxWcenterJannealingJinJzrlJcrystalsXJRadiationcEffectscandcDefectscincSolidsVJ
1995VJ[abVJfaWfd 0.9 2

86  heJdecayJkineticsJofJexcitonicJluminescenceJinJpgrlJcrystalsXJJournalcofcPhysicscCondensedcMatterVJ
1995VJeVJ[bfaW[bg[ 1.8 7
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