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k Paper IF Citations

51 DepositioneQαharacterizationeQandQPerformanceQofQSpinelQInGaZnOmgQACSvAppliedvElectronicvMaterials
eQ2022eQmeQjklqfjkmr 4 2

50 OnQtheQelasticQtensorsQofQultrafthinQfilmssQzQstudyQofQrutheniumgQAppliedvSurfacevScienceeQ2022eQjnljrm 6.7 0

49 zQFirstfPrinciplesQToolQtoQDiscoverQNewQPyrometallurgicalQRefiningQOptionsgQJomeQ2021eQpleQkriifkrji 2.1 0

48 OxygenQDefectQStabilityQinQzmorphouseQαfzxisQzlignedeQandQSpinelQIGZOgQACSvAppliedvElectronicv
MaterialseQ2021eQleQmilpfmimo 4 4

47 TheQGWQMiracleQinQManyf−odyQPerturbationQTheoryQforQtheQIonizationQPotentialQofQMoleculesggQ
FrontiersvinvChemistryeQ2021eQreQpmrppr 5 7

46 ReproducibilityQinQGiWiQcalculationsQforQsolidsgQComputervPhysicsvCommunicationseQ2020eQknneQjipkmk 4.2 14

45 z−INITsQOverviewQandQfocusQonQselectedQcapabilitiesgQJournalvofvChemicalvPhysicseQ2020eQjnkeQjkmjik 3.9 52

44 aInvitedbQSubfmimVQSigmaQVTHQIgzoQnFETsQinQliimmQFabgQECSvTransactionseQ2020eQrqeQkinfkjp 1 4

43 TheQzbinitprojectsQImpacteQenvironmentQandQrecentQdevelopmentsgQComputervPhysicsv
CommunicationseQ2020eQkmqeQjipimk 4.2 143

42 IncommensurateQQuantumQSizeQOscillationsQofQOligoaceneQWiresQzdsorbedQonQzuajjjbgQJournalvofv
PhysicalvChemistryvCeQ2019eQjkleQqrikfqrip 3.8 6

41 αomputationallyQdrivenQhighfthroughputQidentificationQofQαaTeQandQLilSbQasQpromisingQcandidatesQ
forQhighfmobilityQpftypeQtransparentQconductingQmaterialsgQPhysicalvReviewvMaterialseQ2019eQleQ 3.2 11

40 TheQPseudoDojosQTrainingQandQgradingQaQqnQelementQoptimizedQnormfconservingQpseudopotentialQ
tablegQComputervPhysicsvCommunicationseQ2018eQkkoeQlrfnm 4.2 473

39 zssessingQGWQzpproachesQforQPredictingQαoreQLevelQ−indingQEnergiesgQJournalvofvChemicalvTheoryv
andvComputationeQ2018eQjmeQqppfqql 6.4 37

38 HighfthroughputQdensityffunctionalQperturbationQtheoryQphononsQforQinorganicQmaterialsgQScientificv
DataeQ2018eQneQjqiion 8.2 75

37 αorefLevelQ−indingQEnergiesQfromQGWsQznQEfficientQFullfFrequencyQzpproachQwithinQaQLocalizedQ
−asisgQJournalvofvChemicalvTheoryvandvComputationeQ2018eQjmeQmqnofmqor 6.4 55

36 InsightsQintoQcationQdisorderQandQphaseQtransitionsQinQαZTSQfromQaQfirstfprinciplesQapproachgQPhysicalv
ReviewvMaterialseQ2018eQkeQ 3.2 12

35 GWjiisQzQPlaneQWaveQPerspectiveQforQSmallQMoleculesgQJournalvofvChemicalvTheoryvandvComputation
eQ2017eQjleQolnfomq 6.4 58
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34 FirstfprinciplesQstudyQofQparaelectricQandQferroelectricQαsHkPOmQincludingQdispersionQforcessQ
StabilityQandQrelatedQvibrationaleQdielectriceQandQelasticQpropertiesgQPhysicalvReviewvBeQ2017eQrneQ 3.3 11

33 HafniumfanQopticalQhydrogenQsensorQspanningQsixQordersQinQpressuregQNaturevCommunicationseQ2017eQ
qeQjnpjq 17.4 23

32 HighfThroughputQDesignQofQNonfoxideQpfTypeQTransparentQαonductingQMaterialssQDataQMiningeQ
SearchQStrategyeQandQIdentificationQofQ−oronQPhosphidegQChemistryvofvMaterialseQ2017eQkreQknoqfknpl 9.6 79

31 zutomationQmethodologiesQandQlargefscaleQvalidationQforQGWsQTowardsQhighfthroughputQGWQ
calculationsgQPhysicalvReviewvBeQ2017eQroeQ 3.3 31

30 −enchmarkingQtheQFundamentalQElectronicQPropertiesQofQsmallQTiOQNanoclustersQbyQGWQandQ
αoupledQαlusterQTheoryQαalculationsgQJournalvofvChemicalvTheoryvandvComputationeQ2017eQjleQlqjmflqkq 6.4 15

29 −enchmarkQofQGWQzpproachesQforQtheQGWjiiQTestQSetgQJournalvofvChemicalvTheoryvandvComputation
eQ2016eQjkeQnipofniqp 6.4 63

28 ReproducibilityQinQdensityQfunctionalQtheoryQcalculationsQofQsolidsgQScienceeQ2016eQlnjeQaadliii 33.3 784

27 FirstfprinciplesQinvestigationQofQtheQstructuraleQdynamicaleQandQdielectricQpropertiesQofQkesteriteeQ
stanniteeQandQPMαzQphasesQofQαukZnSnSmgQPhysicalvReviewvBeQ2016eQrmeQ 3.3 18

26 RecentQdevelopmentsQinQtheQz−INITQsoftwareQpackagegQComputervPhysicsvCommunicationseQ2016eQ
kineQjiofjlj 4.2 494

25 QuasifParticleQSelffαonsistentQGWQforQMoleculesgQJournalvofvChemicalvTheoryvandvComputationeQ2016
eQjkeQknkqfmj 6.4 90

24 GWjiisQ−enchmarkingQGiWiQforQMolecularQSystemsgQJournalvofvChemicalvTheoryvandvComputationeQ
2015eQjjeQnoonfqp 6.4 207

23
OfffDiagonalQSelffEnergyQTermsQandQPartiallyQSelffαonsistencyQinQGWQαalculationsQforQSingleQ
MoleculessQEfficientQImplementationQandQQuantitativeQEffectsQonQIonizationQPotentialsgQJournalvofv
ChemicalvTheoryvandvComputationeQ2015eQjjeQnjnkfoi

6.4 36

22 TheQGWfMethodQforQQuantumQαhemistryQzpplicationssQTheoryQandQImplementationgQJournalvofv
ChemicalvTheoryvandvComputationeQ2013eQreQklkfmo 6.4 174

21 QuantumQsizeQeffectsQinQtheQatomisticQstructureQofQarmchairQnanoribbonsgQPhysicalvReviewvBeQ2012eQ
qneQ 3.3 15

20 PolarizationfdependentQRamanQspectroscopyQofQLi−HmQsingleQcrystalsQandQMga−HmbkQpowdersgQ
JournalvofvRamanvSpectroscopyeQ2011eQmkeQjprofjqij 2.3 3

19 Li−Hmâ��Mga−HmbksQzQPhysicalQMixtureQofQMetalQ−orohydridesQasQHydrogenQStorageQMaterialgQJournalv
ofvPhysicalvChemistryvCeQ2011eQjjneQoirnfojij 3.8 73

18 OpticalQresponseQofQtheQsodiumQalanateQsystemsQGWif−SEQcalculationsQandQthinQfilmQmeasurementsgQ
PhysicalvReviewvBeQ2011eQqleQ 3.3 19

17 FirstfprinciplesQmodellingQofQmagnesiumQtitaniumQhydridesgQJournalvofvPhysicsvCondensedvMattereQ
2010eQkkeQipmkiq 1.8 10
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16 −indingQinQalkaliQandQalkalinefearthQtetrahydroboratessQSpecialQpositionQofQmagnesiumQ
tetrahydroborategQPhysicalvReviewvBeQ2010eQqjeQ 3.3 33

15 InfSituQDepositionQofQzlkaliQandQzlkalineQEarthQHydrideQThinQFilmsQToQInvestigateQtheQFormationQofQ
ReactiveQHydrideQαompositesgQJournalvofvPhysicalvChemistryvCeQ2010eQjjmeQjlqrnfjlrij 3.8 9

14 HydrogenographyQofQMgyNijâ��yHxQgradientQthinQfilmssQInterplayQbetweenQtheQthermodynamicsQandQ
kineticsQofQhydrogenationgQActavMaterialiaeQ2010eQnqeQonqfooq 8.4 23

13 FirstfprinciplesQstudyQofQtheQopticalQpropertiesQofQMgxTijâ��xHkgQPhysicalvReviewvBeQ2009eQpreQ 3.3 15

12 OnQtheQenthalpyQofQformationQofQaluminumQdiborideeQzl−kgQJournalvofvAlloysvandvCompoundseQ2009eQ
mppeQLjjfLjk 5.7 13

11 zQnewQphaseQinQtheQdecompositionQofQMga−HmbksQfirstfprinciplesQsimulatedQannealinggQJournalvofv
MaterialsvChemistryeQ2009eQjreQpiqj 23

10 LightweightQsodiumQalanateQthinQfilmsQgrownQbyQreactiveQsputteringgQAppliedvPhysicsvLetterseQ2009eQ
rneQjkjrim 3.4 10

9 FirstfprinciplesQcalculationsQofQtheQcrystalQstructureeQelectronicQstructureeQandQthermodynamicQ
stabilityQofQ−ea−HmbkgQPhysicalvReviewvBeQ2008eQppeQ 3.3 28

8 zQDensityQFunctionalQStudyQofQ˛–fMga−HmbkgQChemistryvofvMaterialseQ2008eQkieQmrnkfmrno 9.6 70

7 HFQSpeciesQandQDissolvedQOxygenQonQtheQEpitaxialQLiftfOffQProcessQofQGazsQUsingQzlzsPQReleaseQ
LayersgQJournalvofvthevElectrochemicalvSocietyeQ2008eQjnneQDln 3.9 16

6 ElectronicQStructureQandQFormationQEnthalpyQofQHydroaluminatesQandQHydroboratesQ2008eQjfo 1

5 ModelQforQtheQFormationQEnergiesQofQzlanatesQandQ−oranatesgQJournalvofvPhysicalvChemistryvCeQ2007eQ
jjjeQrnrkfrnrm 3.8 9

4 ThermodynamicQstabilityQofQboronsQtheQroleQofQdefectsQandQzeroQpointQmotiongQJournalvofvthev
AmericanvChemicalvSocietyeQ2007eQjkreQkmnqfon 16.4 147

3 ElectronicQstructureQandQopticalQpropertiesQofQlightweightQmetalQhydridesgQPhysicalvReviewvBeQ2007eQ
pneQ 3.3 109

2 zbQinitioQstudyQofQtheQeffectsQofQtransitionQmetalQdopingQofQMgkNiHmgQPhysicalvReviewvBeQ2007eQpoeQ 3.3 53

1 zbQinitioQstudyQofQMgazlHmbkgQPhysicalvReviewvBeQ2005eQpkeQ 3.3 46
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