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85 γnderstandingKfastZionKconductionKinKsolidKelectrolytes_KPhilosophicalrTransactionsrSeriesrA,r
Mathematical,rPhysical,randrEngineeringrSciencesYK2021YKeikYKdbckbfgc 3 2

84 MechanisticK”riginKofKΣuperionicKLithiumKviffusionKinKsnionZvisorderedKLi−ΣKsrgyrodites_KChemistryr
ofrMaterialsYK2021YKeeYKdbbfZdbcj 9.6 21

83 {mpactKofKΣolutionKuhemistryKonKyrowthKandKΣtructuralKxeaturesKofKMoZΣubstitutedKΣpinelK{ronK
”xides_KInorganicrChemistryYK2021YKhbYKidciZiddi 5.1 2

82 ”verscreeningKandKγnderscreeningKinKΣolidZwlectrolyteKyrainKtoundaryKΣpaceZuhargeKLayers_K
PhysicalrReviewrLettersYK2021YKcdiYKceggbd 7.4 1

81 wvidenceKforKaKΣolidZwlectrolyteK{nductiveKwffectKinKtheKΣuperionicKuonductorKLiyeΣn−Σ_KJournalrofr
therAmericanrChemicalrSocietyYK2020YKcfdYKdcdcbZdcdck 16.4 23

80 stomicK{nsightsKintoKsluminiumZ{onK{nsertionKinKvefectiveKsnataseKforKtatteries_KAngewandter
Chemier-rInternationalrEditionYK2020YKgkYKckdfiZckdge 16.4 13

79 stomicK{nsightsKintoKsluminiumZ{onK{nsertionKinKvefectiveKsnataseKforKtatteries_KAngewandter
ChemieYK2020YKcedYKckfbkZckfcg 3.6 0

78 LowZcostKdescriptorsKofKelectrostaticKandKelectronicKcontributionsKtoKanionKredoxKactivityKinK
batteries_KIOPrSciNotesYK2020YKcYKbdfjbg 1.2 3

77 “ativeKvefectsKandKβheirKvopingKResponseKinKtheKLithiumKΣolidKwlectrolyteKLiiLaeZrd”cd_KChemistryr
ofrMaterialsYK2020YKedYKcjihZcjjh 9.6 15

76 vescriptorsKforKwlectronKandKzoleKuhargeKuarriersKinKMetalK”xides_KJournalrofrPhysicalrChemistryr
LettersYK2020YKccYKfejZfff 6.4 15

75 LocalKuhargeK{nhomogeneityKandKLithiumKvistributionKinKtheKΣuperionicKsrgyroditesKLi−ΣXKTXKoKulYK
trYK{U_KInorganicrChemistryYK2020YKgkYKccbbkZccbck 5.1 27

74 uhemicalKβrendsKinKtheKLatticeKβhermalKuonductivityKofKLiT“iYKMnYKuoU”dKT“MuUKtatteryKuathodes_K
ChemistryrofrMaterialsYK2020YKedYKigfdZiggb 9.6 14

73 wxploitingKcationicKvacanciesKforKincreasedKenergyKdensitiesKinKdualZionKbatteries_KEnergyrStorager
MaterialsYK2020YKdgYKcgfZche 19.4 14

72 zighlyKsnisotropicKβhermalKβransportKinKLiuo”_KJournalrofrPhysicalrChemistryrLettersYK2019YKcbYKgggdZgggh6.4 12

71 {mpactKofKnonparabolicKelectronicKbandKstructureKonKtheKopticalKandKtransportKpropertiesKofK
photovoltaicKmaterials_KPhysicalrReviewrBYK2019YKkkYK 3.3 33

70 crystalZtorturelKsKcrystalKtortuosityKmodule_KJournalrofrOpenrSourcerSoftwareYK2019YKfYKcebh 5.2 1

69 pyscseslKaK−YthonKΣpaceZuhargeKΣiteZwxplicitKΣolver_KJournalrofrOpenrSourcerSoftwareYK2019YKfYKcdbk 5.2
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68 snKintroductionKtoKclassicalKmolecularKdynamicsKsimulationKforKexperimentalKscatteringKusers_K
JournalrofrAppliedrCrystallographyYK2019YKgdYKhhgZhhj 3.8 0

67 scceleratedKoptimizationKofKtransparentYKamorphousKzincZtinZoxideKthinKfilmsKforKoptoelectronicK
applications_KAPLrMaterialsYK2019YKiYKbddgbk 5.7 12

66 {mpactKofKsnionKVacanciesKonKtheKLocalKandKwlectronicKΣtructuresKofK{ronZtasedK”xyfluorideK
wlectrodes_KJournalrofrPhysicalrChemistryrLettersYK2019YKcbYKcbiZccd 6.4 10

65 LithiumK{ntercalationKinKsnataseKβitaniumKVacanciesKandKtheKRoleKofKLocalKsnionicKwnvironment_K
ChemistryrofrMaterialsYK2018YKebYKebijZebjk 9.6 32

64 βheKelectrochemicalKstorageKmechanismKinKoxyZhydroxyfluorinatedKanataseKforKsodiumZionK
batteries_KInorganicrChemistryrFrontiersYK2018YKgYKccbbZccbh 6.8 5

63 uontrolledKhydroxyZfluorinationKreactionKofKanataseKtoKpromoteKMgKmobilityKinKrechargeableK
magnesiumKbatteries_KChemicalrCommunicationsYK2018YKgfYKcbbjbZcbbje 5.8 13

62 {nterfacialKstrainKeffectsKonKlithiumKdiffusionKpathwaysKinKtheKspinelKsolidKelectrolyteKLiZdopedK
Mgsld”f_KPhysicalrReviewrMaterialsYK2018YKdYK 3.2 10

61 RoleKofKspinZorbitKcouplingKinKtheKelectronicKstructureKofK{r”d_KPhysicalrReviewrMaterialsYK2018YKdYK 3.2 9

60 pyljlKsKteachingKtoolKforKclassicalKatomisticKsimulation_KTherJournalrofrOpenrSourcerEducationYK2018YK
cYKck 1.2 2

59 {nducingKzighK{onicKuonductivityKinKtheKLithiumKΣuperionicKsrgyroditesKLi−yeKΣ{KforKsllZΣolidZΣtateK
tatteries_KJournalrofrtherAmericanrChemicalrSocietyYK2018YKcfbYKcheebZcheek 16.4 205

58 ΣelfZuonsistentKzybridKxunctionalKualculationslK{mplicationsKforKΣtructuralYKwlectronicYKandK”pticalK
−ropertiesKofK”xideKΣemiconductors_KNanoscalerResearchrLettersYK2017YKcdYKck 5 31

57 sKReversibleK−haseKβransitionKforKΣodiumK{nsertionKinKsnataseKβi”d_KChemistryrofrMaterialsYK2017YK
dkYKcjehZcjff 9.6 54

56 LatticeZgeometryKeffectsKinKgarnetKsolidKelectrolyteslKaKlatticeZgasKMonteKuarloKsimulationKstudy_K
RoyalrSocietyrOpenrScienceYK2017YKfYKcibjdf 3.3 35

55 ReversibleKmagnesiumKandKaluminiumKionsKinsertionKinKcationZdeficientKanataseKβi”_KNaturer
MaterialsYK2017YKchYKccfdZccfj 27 270

54 lattice_mclKsK−ythonKLatticeZyasKMonteKuarloKModule_KJournalrofrOpenrSourcerSoftwareYK2017YKdYKdfi 5.2 2

53 bsymlKsKbasicKsymmetryKmodule_KJournalrofrOpenrSourcerSoftwareYK2017YKdYKeib 5.2 1

52 ΣtabilityKofKtheKMdKphaseKofKvanadiumKdioxideKinducedKbyKcoherentKepitaxialKstrain_KPhysicalrReviewr
BYK2016YKkfYK 3.3 51

51 ΣparseKuyclicKwxcitationsKwxplainKtheKLowK{onicKuonductivityKofKΣtoichiometricK
Li_{i}La_{e}Zr_{d}”_{cd}_KPhysicalrReviewrLettersYK2016YKcchYKcegkbc 7.4 41
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50 {nfluenceKofKRotationalKvistortionsKonKLiXZKandK“aXZ{ntercalationKinKsntiZ“sΣ{u”“KxedTMo”fUe_K
ChemistryrofrMaterialsYK2016YKdjYKffkdZfgbb 9.6 29

49 LithiumZionKconductivityKinKLihYTt”eUelKaKthermallyKandKelectrochemicallyKrobustKsolidKelectrolyte_K
JournalrofrMaterialsrChemistryrAYK2016YKfYKhkidZhkik 13 9

48
VariationKinKsurfaceKenergyKandKreductionKdriveKofKaKmetalKoxideKlithiumZionKanodeKwithK
stoichiometrylKaKvxβKstudyKofKlithiumKtitanateKspinelKsurfaces_KJournalrofrMaterialsrChemistryrAYK
2016YKfYKcicjbZcickd

13 16

47 βwoZvimensionalK“anosystems_KSeriesrinrMaterialsrSciencerandrEngineeringYK2016YKjeZccc

46 vensityKfunctionalKtheoryKscreeningKofKgasZtreatmentKstrategiesKforKstabilizationKofKhighK
energyZdensityKlithiumKmetalKanodes_KJournalrofrPowerrSourcesYK2015YKdkhYKcgbZchc 8.9 49

45 βheKelectronicKstructureKofKsilverKorthophosphatelKexperimentKandKtheory_KJournalrofrMaterialsr
ChemistryrAYK2014YKdYKhbkdZhbkk 13 18

44 RelationshipsKbetweenKatomicKdiffusionKmechanismsKandKensembleKtransportKcoefficientsKinK
crystallineKpolymorphs_KPhysicalrReviewrLettersYK2014YKccdYKcfgkbc 7.4 30

43 γnderstandingKtheKelectronicKstructureKofK{r”dKusingKhardZXZrayKphotoelectronKspectroscopyKandK
densityZfunctionalKtheory_KPhysicalrReviewrLettersYK2014YKccdYKccihbc 7.4 80

42 MolecularKdynamicsKsimulationKofKionicKtransportKatKcoherentKinterfacesKinKfluoriteK
heterostructures_KPhysicalrReviewrBYK2014YKjkYK 3.3 4

41 snalysisKofK{ntrinsicKvefectsKinKue”dKγsingKaK}oopmansZLikeKyysXγKspproach_KJournalrofrPhysicalr
ChemistryrCYK2012YKcchYKdffeZdfgd 3.8 125

40 sbsenceKofKaKspaceZchargeZderivedKenhancementKofKionicKconductivityKinK˛†|˛‡ZKheterostructuredKizZK
andKkRZsg{_KJournalrofrPhysicsrCondensedrMatterYK2012YKdfYKdigebe 1.8 9

39 LithiumKintercalationKintoKβi”dTtUlKsKcomparisonKofKLvsYKyysYKandKyysXγKdensityKfunctionalK
calculations_KPhysicalrReviewrBYK2012YKjhYK 3.3 42

38 RoleKofKLithiumK”rderingKinKtheKLixβi”dKsnataseKZpKβitanateK−haseKβransition_KJournalrofrPhysicalr
ChemistryrLettersYK2011YKdYKchgiZchhc 6.4 38

37 βheKoriginKofKtheKenhancedKoxygenKstorageKcapacityKofKueTcZxUT−da−tUTxU”d_KPhysicalrChemistryr
ChemicalrPhysicsYK2011YKceYKfdikZjf 3.6 74

36 wffectsKofKlatticeKpolarityKonKinterfacialKspaceKchargesKandKdefectKdisorderKinKionicallyKconductingK
sg{Kheterostructures_KPhysicalrReviewrLettersYK2011YKcbiYKdbhcbd 7.4 12

35 uhemicalKbondingKinKcopperZbasedKtransparentKconductingKoxideslKuuM”dKTMKoK{nYKyaYKΣcU_KJournalr
ofrPhysicsrCondensedrMatterYK2011YKdeYKeefdbc 1.8 22

34 uommentKonKâ��yeneralizedKyradientKspproximationKXγΣtudyKforKMetallizationKMechanismKofK
“iobiumZvopedKsnataseKβitaniumKvioxideâ��_KJapaneserJournalrofrAppliedrPhysicsYK2011YKgbYKbhkcbc 1.4 1

33 uommentKonKâ��yeneralizedKyradientKspproximationKXγΣtudyKforKMetallizationKMechanismKofK
“iobiumZvopedKsnataseKβitaniumKvioxideâ��_KJapaneserJournalrofrAppliedrPhysicsYK2011YKgbYKbhkcbc 1.4
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32 γnderstandingKconductivityKanomaliesKinKuuT{UZbasedKdelafossiteKtransparentKconductingKoxideslK
βheoreticalKinsights_KJournalrofrChemicalrPhysicsYK2010YKcedYKbdfibi 3.9 93

31 yysXγKdescriptionKofKlithiumKintercalationKintoKanataseKβi”d_KPhysicalrReviewrBYK2010YKjdYK 3.3 93

30 γnderstandingKconductivityKinKΣruud”dlKstabilityYKgeometryKandKelectronicKstructureKofKintrinsicK
defectsKfromKfirstKprinciples_KJournalrofrMaterialsrChemistryYK2010YKdbYKcbjhZcbkh 39

29 xirstZprinciplesKstudyKofKepitaxialKstrainKasKaKmethodKofKtfZptuβKstabilizationKinKZn”YKZnΣYKandKudΣ_K
PhysicalrReviewrBYK2010YKjdYK 3.3 27

28 {ntrinsicKnZtypeKvefectKxormationKinKβi”dlKsKuomparisonKofKRutileKandKsnataseKfromKyysXγK
ualculations_KJournalrofrPhysicalrChemistryrCYK2010YKccfYKdedcZdedj 3.8 326

27 sKyysXγKstudyKofKtheKreductionKofKceriaKsurfacesKandKtheirKpartialKreoxidationKthroughK“”dK
adsorption_KMolecularrSimulationYK2009YKegYKgiiZgje 2 30

26 −referentialKstabilityKofKtheKdZtuβKphaseKinKZn”KthinKfilms_KPhysicalrReviewrBYK2009YKjbYK 3.3 38

25 −olaronicKtrappingKofKelectronsKandKholesKbyKnativeKdefectsKinKanataseKβi”d_KPhysicalrReviewrBYK2009
YKjbYK 3.3 222

24 uomparativeKstudyKofKbandwidthsKinKcopperKdelafossitesKfromKxZrayKemissionKspectroscopy_KPhysicalr
ReviewrBYK2009YKjbYK 3.3 33

23 sKvensityKxunctionalKβheoryKXKγKΣtudyKofK”xygenKVacancyKxormationKatKtheKTccbUYKTcbbUYKTcbcUYKandK
TbbcUKΣurfacesKofKRutileKβi”d_KJournalrofrPhysicalrChemistryrCYK2009YKcceYKieddZiedj 3.8 192

22 ReactivityKonKtheKTccbUKΣurfaceKofKuerialKsKyysXγKΣtudyKofKΣurfaceKReductionKandKtheKsdsorptionK
ofKu”KandK“”d_KJournalrofrPhysicalrChemistryrCYK2009YKcceYKccbkgZcccbe 3.8 63

21 scceptorKlevelsKinKpZtypeKuuTdU”lKrationalizingKtheoryKandKexperiment_KPhysicalrReviewrLettersYK2009
YKcbeYKbkhfbg 7.4 237

20 ΣmallKpolaronsKinK“bZKandKβaZdopedKrutileKandKanataseKβi”d_KJournalrofrMaterialsrChemistryYK2009YK
ckYKgcig 143

19 ModelingKtheKpolaronicKnatureKofKpZtypeKdefectsKinKuud”lKtheKfailureKofKyysKandKyysKXKγ_KJournalr
ofrChemicalrPhysicsYK2009YKcecYKcdfibe 3.9 113

18 XZrayKspectroscopicKstudyKofKtheKelectronicKstructureKofKuuur”d_KPhysicalrReviewrBYK2009YKikYK 3.3 82

17 wffectKofKurKsubstitutionKonKtheKelectronicKstructureKofKuuslcâ��xurx”d_KPhysicalrReviewrBYK2009YKikYK 3.3 102

16
βheKγseKofKtheKRldquomXγRrdquomKuorrectionKinKvescribingKvefectKΣtatesKatKMetalK”xideKΣurfaceslK
”xygenKVacanciesKonKue”dKandKβi”dYKandKLiZdopingKofKMg”_KE-JournalrofrSurfacerSciencerandr
NanotechnologyYK2009YKiYKejkZekf

0.7 24

15 uompetingKvefectKMechanismsKandKzydrogenKsdsorptionKonKLiZvopedKMg”KLowK{ndexKΣurfaceslKsK
vxβXγKΣtudy_KE-JournalrofrSurfacerSciencerandrNanotechnologyYK2009YKiYKekgZfbf 0.7 9

(2009-2010)

5



14 snKabKinitioKΣtudyKofKReductionKofKVd”gKthroughKtheKxormationKofK”xygenKVacanciesKandKLiK
{ntercalation_KJournalrofrPhysicalrChemistryrCYK2008YKccdYKkkbeZkkcc 3.8 181

13
MolecularKdynamicsKsimulationKofKtheKsixZKtoKfourZcoordinateKpressureZdrivenKtransitionKinKMXK
nanocrystalslKMechanisticKconsequencesKofK˛£eKgrainKboundariesKinKtheKhighZpressureKstartingK
structure_KPhysicalrReviewrBYK2008YKijYK

3.3 10

12 sKmolecularKdynamicsKstudyKofKstructuralKrelaxationKinKtetrahedrallyKcoordinatedKnanocrystals_K
PhysicalrChemistryrChemicalrPhysicsYK2007YKkYKdeggZhc 3.6 18

11 −ressureZvrivenK−haseKβransitionsKinKurystallineK“anoparticleslKKΣurfaceKwffectsKonKzysteresis_K
JournalrofrPhysicalrChemistryrCYK2007YKcccYKhidfZhiec 3.8 22

10 ΣurfaceKΣensitivityKinKLithiumZvopingKofKMg”lKKsKvensityKxunctionalKβheoryKΣtudyKwithKuorrectionK
forKonZΣiteKuoulombK{nteractions_KJournalrofrPhysicalrChemistryrCYK2007YKcccYKikicZikik 3.8 91

9 sKvxβXγKdescriptionKofKoxygenKvacanciesKatKtheKβi”dKrutileKTccbUKsurface_KSurfacerScienceYK2007YK
hbcYKgbefZgbfc 1.8 410

8 ΣimulationKofKtheKpressureZdrivenKwurtziteKtoKrockKsaltKphaseKtransitionKinKnanocrystals_KPhysicalr
ChemistryrChemicalrPhysicsYK2006YKjYKeebfZce 3.6 26

7 snKatomisticKMvKsimulationKandKpairZdistributionZfunctionKstudyKofKdisorderKandKreactivityKofK
alphaZslxeKnanoparticles_KPhysicalrChemistryrChemicalrPhysicsYK2006YKjYKgbfgZgg 3.6 38

6 {onKmobilitiesKandKmicroscopicKdynamicsKinKliquidKTLiY}Uul_KJournalrofrChemicalrPhysicsYK2004YKcdbYKcfbdZce3.9 70

5 −ressureZvrivenKΣphaleriteKtoKRockKΣaltKβransitionKinK{onicK“anocrystalslKKsKΣimulationKΣtudy_KNanor
LettersYK2004YKfYKcgjcZcgjg 11.5 34

4 −ushingKtheKboundariesKofKlithiumKbatteryKresearchKwithKatomisticKmodellingKonKdiï‹�erentKscales_K
ProgressrinrEnergyY 7.7 2

3 xromKstomsKtoKuellslKMultiscaleKModelingKofKLi“ixMnyuoz”dKuathodesKforKLiZ{onKtatteries_KACSr
EnergyrLettersYcbjZcdd 20.1 4

2 MechanisticK”riginKofKΣuperionicKLithiumKviffusionKinKsnionZvisorderedKLih−ΣgXKsrgyrodites 3

1 snharmonicKlatticeKdynamicsKofKsuperionicKlithiumKnitride_KJournalrofrMaterialsrChemistryrAY 13 1
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