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60 rccurateJandJδumericallyJvfficientJrStrδJαetaZxeneralizedJxradientJrpproximation^JJournallofl
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functional^JPhysicallReviewlBWJ2011WJidWJ 3.3 59

54 xedankenJdensitiesJandJexactJconstraintsJinJdensityJfunctionalJtheory^JJournalloflChemicallPhysicsWJ
2014WJbeaWJbirfdd 3.9 56

53 SemilocalJdensityJfunctionalsJandJconstraintJsatisfaction^JInternationallJournalloflQuantuml
ChemistryWJ2016WJbbgWJiehZifb 2.1 56

52 topperZzntercalatedJsirnessiteJasJaJWaterJπxidationJtatalyst^JLangmuirWJ2015WJdbWJbciahZbd 4 55

51 rnJaccurateJfirstZprinciplesJtreatmentJofJdopingZdependentJelectronicJstructureJofJ
highZtemperatureJcuprateJsuperconductors^JCommunicationslPhysicsWJ2018WJbWJ 5.4 55

50 LatticeJconstantsJfromJsemilocalJdensityJfunctionalsJwithJzeroZpointJphononJcorrection^JPhysicall
ReviewlBWJ2012WJifWJ 3.3 52

49 rntiferromagneticJgroundJstateJofJLactuπekJrJparameterZfreeJabJinitioJdescription^JPhysicall
ReviewlBWJ2018WJjiWJ 3.3 45

48 rJmetaZxxrJαadeJwreeJofJtheJπrderJofJLimitsJrnomaly^JJournalloflChemicallTheorylandl
ComputationWJ2012WJiWJcahiZih 6.4 44

47 torrelationJenergyJofJtheJuniformJelectronJgasJfromJanJinterpolationJbetweenJhighZJandJ
lowZdensityJlimits^JPhysicallReviewlBWJ2010WJibWJ 3.3 43

46 wirstZPrinciplesJPredictionJofJaJStableJyexagonalJPhaseJofJtydδydPbzd^JChemistryloflMaterialsWJ
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rccuracyJofJfirstZprinciplesJinteratomicJinteractionsJandJpredictionsJofJferroelectricJphaseJ
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3.3 31

41 RethinkingJtπJadsorptionJonJtransitionZmetalJsurfaceskJvffectJofJdensityZdrivenJselfZinteractionJ
errors^JPhysicallReviewlBWJ2019WJbaaWJ 3.3 29

40 rdsorptionJandJuepositionJofJLicπcJonJTit{bbb}JSurface^JJournalloflPhysicallChemistrylLettersWJ2014
WJfWJdjbjZcd 6.4 28

39 vnhancingJtheJefficiencyJofJdensityJfunctionalsJwithJanJimprovedJisoZorbitalJindicator^JPhysicall
ReviewlBWJ2019WJjjWJ 3.3 26

38 StructuralJphaseJtransitionsJinJSiJandJSiπcJcrystalsJviaJtheJrandomJphaseJapproximation^JPhysicall
ReviewlBWJ2012WJigWJ 3.3 24

37 rccurateWJpreciseWJandJefficientJtheoreticalJmethodsJtoJcalculateJanionZˇ�JinteractionJenergiesJinJ
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approximation^JPhysicallReviewlBWJ2017WJjgWJ 3.3 22

35
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1.7 22

34 rStrδZuekJuispersionJcorrectedJmetaZgeneralizedJgradientJapproximationJforJgeneralJchemicalJ
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PhysicallReviewlBWJ2020WJbacWJ 3.3 19
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29 αagneticJandJfZelectronJeffectsJinJLaδiπcJandJδdδiπcJnickelatesJwithJcuprateZlikeJ
Sd{d}_{{x}^{c}Z{y}^{c}}TJband^JCommunicationslPhysicsWJ2021WJeWJ 5.4 16

28 toulombJcorrelationJinJnoncollinearJantiferromagneticJ˛–Zαn^JPhysicallReviewlBWJ2020WJbabWJ 3.3 15

27 vanJderJWaalsJinteractionJasJaJsummableJasymptoticJseries^JPhysicallReviewlAWJ2012WJigWJ 2.6 15

26 zntensiveJrtomizationJvnergykJReZThinkingJaJαetricJforJvlectronicJStructureJTheoryJαethods^J
ZeitschriftlFurlPhysikalischelChemieWJ2016WJcdaWJhdhZhec 3.1 14

25 tommunicationkJδearZlocalityJofJexchangeJandJcorrelationJdensityJfunctionalsJforJbZJandJcZelectronJ
systems^JJournalloflChemicallPhysicsWJ2016WJbeeWJbjbbab 3.9 14
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24 wirstZprinciplesJcalculationJofJspinJandJorbitalJcontributionsJtoJmagneticallyJorderedJmomentsJinJ
Srczrπe^JPhysicallReviewlBWJ2020WJbabWJ 3.3 12

23 SpinonJexcitationsJinJtheJquasiZoneZdimensionalJSnbcJchainJcompoundJtsetuSbctlbc^JPhysicall
ReviewlBWJ2020WJbabWJ 3.3 9

22 PerformanceJofJStrδJdensityJfunctionalJforJaJsetJofJionicJliquidJionJpairs^JInternationallJournallofl
QuantumlChemistryWJ2018WJbbiWJecffic 2.1 9

21 vxtensionJtoJδegativeJValuesJofJtheJtouplingJtonstantJofJrdiabaticJtonnectionJforJ
znteractionZStrengthJznterpolation^JJournalloflChemicallTheorylandlComputationWJ2009WJfWJhaiZbb 6.4 9

20 TunableJcatalyticJactivityJofJcobaltZintercalatedJlayeredJαnπcJforJwaterJoxidationJthroughJ
confinementJandJlocalJordering^JJournalloflCatalysisWJ2019WJdheWJbedZbej 7.3 8

19 yighJyieldJproductionJofJultrathinJfibroidJsemiconductingJnanowireJofJTacPddSei^JNanolResearchWJ
2020WJbdWJbgchZbgdf 10 8

18 vxceptionallyJlargeJanomalousJyallJeffectJdueJtoJanticrossingJofJspinZsplitJbandsJinJtheJ
antiferromagneticJhalfZyeuslerJcompoundJTbPtsi^JPhysicallReviewlBWJ2020WJbabWJ 3.3 8

17 uensityJfunctionalJtheoryJ2019WJbbjZbfj 7

16 StructuralJandJvlectronicJTransportJPropertiesJofJwluorographeneJuirectlyJxrownJonJSilicatesJforJ
PossibleJsiosensorJrpplications^JACSlAppliedlNanolMaterialsWJ2020WJdWJfdjjZfeaj 5.6 6

15 TheJtwoJpillarskJdensityJandJspinZdensityJfunctionalJtheories^JMolecularlPhysicsWJ2016WJbbeWJjciZjdb 1.7 6

14 tompositionZinducedJtypeJzJandJdirectJbandgapJtransitionJmetalJdichalcogenidesJalloyJverticalJ
heterojunctions^JNanoscaleWJ2020WJbcWJcabZcaj 7.7 6

13 sondingJinJtheJmetallicJmolecularJsolidJ˛–Zxallium^JMolecularlPhysicsWJ2018WJbbgWJddhcZddhj 1.7 6

12 UnderstandingJtheJsoronZδitrogenJznteractionJandJztsJPossibleJzmplicationsJinJurugJuesign^JJournall
oflPhysicallChemistrylBWJ2015WJbbjWJbedjdZeab 3.4 5

11 vxaminingJtheJorderZofZlimitsJproblemJandJlatticeJconstantJperformanceJofJtheJTaoZαoJfunctional^J
JournalloflChemicallPhysicsWJ2020WJbfcWJceebbc 3.9 5

10 tonstructionJofJmetaZxxrJfunctionalsJthroughJrestorationJofJexactJconstraintJadherenceJtoJ
regularizedJStrδJfunctionals^^JJournalloflChemicallPhysicsWJ2022WJbfgWJadebaj 3.9 5

9 SubtleJmetastabilityJofJtheJlayeredJmagneticJtopologicalJinsulatorJαnsicTeeJfromJweakJ
interactions^JNpjlComputationallMaterialsWJ2020WJgWJ 10.9 5

8 SpinZvalleyJlockingJandJbulkJquantumJyallJeffectJinJaJnoncentrosymmetricJuiracJsemimetalJ
saαnSb^JNaturelCommunicationsWJ2021WJbcWJeagc 17.4 4

7 rbJinitioJdescriptionJofJtheJsicSrctatucπiV˛·JelectronicJstructure^JPhysicallReviewlBWJ2020WJbabWJ 3.3 3
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6 αagneticJoxygenJinJtransitionJmetalJoxideskJrJcaseJstudyJofJsactoπe^JJournalloflPhysicslandl
ChemistryloflSolidsWJ2021WJbfaWJbajiad 3.9 1

5 vgyptianJbluekJfromJpigmentJtoJbatteryJelectrodes^^JRSClAdvancesWJ2021WJbbWJbjiifZbjiij 3.7 1

4 ReliableJLatticeJuynamicsJfromJanJvfficientJuensityJwunctionalJrpproximation^JChemistrylofl
MaterialsWJ2022WJdeWJcfgcZcfgi 9.6 1

3 TransitionJαetalJtarboZthalcogenideJLTαttLJaJδewJwamilyJofJTwoZdimensionalJαaterials^^J
AdvancedlMaterialsWJ2022WJeccaafhe 24 1
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tomparativeJfirstZprinciplesJstudyJofJelasticJconstantsJofJcovalentJandJionicJmaterialsJwithJLurWJ
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3.5 0
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