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107 αuestioningLtheLexistenceLofLaLuniqueLgroundYstateLstructureLforLωiLclustersZLPhysicaliReviewiBXL
2007XLgeXL 3.3 62
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94 ωtructureLofLtheLicosahedralLTiYZrYNiLquasicrystalZLPhysicaliReviewiBXL2003XLfgXL 3.3 41
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92 somputationalLmethodsLforLbtLmaterialsjLdiscoveryXLpropertyLcharacterizationXLandLapplicationL
designZLJournaliofiPhysicsiCondensediMatterXL2017XLbiXLdgc]]a 1.8 39

91 xydrogenLstorageLinLTiâ��ZrLandLTiâ��xfYbasedLquasicrystalsZLPhilosophicaliMagazineXL2006XLhfXLiegYifd 1.6 38

90 somputationalLtiscoveryXLsharacterizationXLandLtesignLofLωingleY–ayerL—aterialsZLJomXL2014XLffXLcffYcgd2.1 36

89 ωtructuresXLphaseLstabilitiesXLandLelectricalLpotentialsLofL–iYωiLbatteryLanodeLmaterialsZLPhysicali
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a]gXL]eca]f 3.4 26

79 ωtructureLandLstabilityLpredictionLofLcompoundsLwithLevolutionaryLalgorithmsZLTopicsiiniCurrenti
ChemistryXL2014XLcdeXLahaYbbb 26

78 —esoscopicLstructureLpredictionLofLnanoparticleLassemblyLandLcoassemblyjLtheoreticalLfoundationZL
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77 ωpectroscopicLcharacterizationLofLchargedLdefectsLinLpolycrystallineLpentaceneLbyLtimeYLandL
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hcXL 3.3 11
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NanoXL2016XLa]XLidhiYidii 16.7 11
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MaterialsiandiDesignXL2020XLaheXLa]hahf 8.1 11
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45 qbLinitioLstudiesLofLssLonLwaqsLTa]]ULandLTaa]ULsurfacesZLPhysicaliReviewiBXL2015XLiaXL 3.3 10
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MaterialsiScienceXL2019XLaehXLdadYdai 3.2 10
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applicationsZLAppliediPhysicsiLettersXL2015XLa]gXLaaba]i 3.4 9
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41 vastLdiffusionLmechanismLofLsiliconLtriYinterstitialLdefectsZLPhysicaliReviewiBXL2005XLgbXL 3.3 9

40 ulectronicLstructureLofLdanglingLbondsLinLamorphousLsiliconLstudiedLviaLaLdensityYmatrixLfunctionalL
methodZLPhysicaliReviewiBXL2002XLffXL 3.3 9

39 TheLb]baLβoomYTemperatureLωuperconductivityLβoadmapZLJournaliofiPhysicsiCondensediMatterXL
2021XL 1.8 9

38 —achineLlearningLofLoctahedralLtiltingLinLoxideLperovskitesLbyLsymbolicLclassificationLwithL
compressedLsensingZLComputationaliMaterialsiScienceXL2020XLah]XLa]ifi] 3.2 8

37 ynterfaceYtrivenLωtructuralLtistortionsLandLsompositionLωegregationLinLTwoYtimensionalL
xeterostructuresZLAngewandteiChemieiyiInternationaliEditionXL2017XLefXLadddhYaddeb 16.4 8

36 βietveldLrefinementLandLabLinitioLcalculationsLofLaLsadYlikeL–avesLphaseLinLTiYZrYNiZLPhilosophicali
MagazineiLettersXL2003XLhcXLfeYga 1 8

35 TheLnanocrystalLsuperlatticeLpressureLcelljLaLnovelLapproachLtoLstudyLmolecularLbundlesLunderL
uniaxialLcompressionZLNanoiLettersXL2014XLadXLdgfcYf 11.5 7

34 ymportanceLofLhighYangularYmomentumLchannelsLinLpseudopotentialsLforLquantumL—onteLsarloZL
PhysicaliReviewiBXL2014XLi]XL 3.3 7

33 tiffusionLmechanismsLforLsiliconLdiYinterstitialsZLPhysicaliReviewiBXL2006XLgcXL 3.3 7

32 TheLsonundrumLofLβelaxationLVolumesLinLvirstY∕rinciplesLsalculationsLofLshargedLtefectsLinLU−bZL
AppliediSciencesisSwitzerlandtXL2019XLiXLebgf 2.6 7

31 uxperimentalLinvestigationLofLtheLqlâ��soâ��veLphaseLdiagramLoverLtheLwholeLcompositionLrangeZL
JournaliofiAlloysiandiCompoundsXL2020XLhaeXLaebaa] 5.7 7

30 ynsightsLintoLtheLshargeYTransferLωtabilizationLofLxeterostructureLsomponentsLwithLUnstableLrulkL
qnalogsZLChemistryiofiMaterialsXL2018XLc]XLdgchYdgdg 9.6 6

29 qbLinitioLpredictionLofLtheL–iLeLweLbLZintlLcompoundZLComputationaliMaterialsiScienceXL2014XLicXLaccYacf 3.2 6

28 βoleLofLcompositionLandLstructureLonLtheLpropertiesLofLmetal[multifunctionalLceramicLinterfacesZL
JournaliofiAppliediPhysicsXL2016XLab]XL]deca] 2.5 6
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27 —ultiYobjectiveLoptimizationLofLinteratomicLpotentialsLwithLapplicationLtoL—g−ZLModellingiandi
SimulationiiniMaterialsiScienceiandiEngineeringXL2019XLbgXL]gd]]g 2 5

26 sontrollingLneutralLandLchargedLexcitonsLinL—oωbLwithLdefectsZLJournaliofiMaterialsiResearchXL2020XL
ceXLidiYieg 2.5 5

25 sandidateLreplacementsLforLleadLinLsxcNxc∕bycLfromLfirstLprinciplesLcalculationsZLComputationali
MaterialsiScienceXL2018XLaeeXLfiYgc 3.2 5
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3.3 5
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