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j Paper IF Citations

129 lttainingGxowGxatticeGThermalGnonductivityGinGtalfTteuslerG−ublatticeG−olidG−olutionseGβhichG
−ubstitutionG−iteGusGyostGpffectivejUGElectronicfMaterialsSG2022SGZSGXTX[ 0.8

128 tighGentropyGalloyGnrrezinonuGsputterGdepositedGfilmseG−tructureSGelectricalGpropertiesSGandG
oxidationUGJournalfoffVacuumfSciencefandfTechnologyfA:fVacuumtfSurfacesfandfFilmsSG2022SG[WSGWYZ[WY 2.9

127
xatticeGthermalGconductivityGofGhalfTteuslersGwithGdensityGfunctionalGtheoryGandGmachineGlearningeG
pnhancingGpredictivityGbyGactiveGsamplingGwithGprincipalGcomponentGanalysisUGComputationalf
MaterialsfScienceSG2022SGYWYSGXXWdZc

3.2 3

126 zewGstructureGandGinsightGonGtheGphaseGtransitionGwithinGtheGnuT—dT−nGsystemGwithGY]GatUGLG−nUUG
MaterialiaSG2022SGXWX[aX 3.2

125 rabricationGofGaG−ilicideGThermoelectricGyoduleGpmployingGrractionalGractorialGoesignG—rinciplesUG
JournalfoffElectronicfMaterialsSG2021SG]WSG[W[XT[W[d 1.9 2

124 vahnTTellerGactiveGfluoroperovskitesGlnrrZGOlhzaRSwRPeGyagneticGandGthermoTopticalGpropertiesUG
PhysicalfReviewfMaterialsSG2021SG]SG 3.2 1

123 oiscardedGgemseGThermoelectricGperformanceGofGmaterialsGwithGbandGgapGemergingGatGtheG
hybridTfunctionalGlevelUGAppliedfPhysicsfLettersSG2021SGXXdSGWcXdWY 3.4 0

122 αacancyGdiffusionGinGpalladiumGhydridesUGPhysicalfChemistryfChemicalfPhysicsSG2021SGYZSGXZacWTXZaca 3.6 0

121 tydrogenGinducedGvacancyGclusteringGandGvoidGformationGmechanismsGatGgrainGboundariesGinG
palladiumUGActafMaterialiaSG2020SGXd]SGbWcTbXd 8.4 10

120 −tructuralGandGmagneticGcharacterizationGofGtheGelusiveGvahnTTellerGactiveGzanrrZUGPhysicalfReviewf
MaterialsSG2020SG[SG 3.2 2

119 −creeningGofGthermoelectricGsilicidesGwithGatomisticGtransportGcalculationsUGJournalfoffAppliedf
PhysicsSG2020SGXYcSGXY]XW] 2.5 0

118 nalculationGofGtheGanisotropicGcoefficientsGofGthermalGexpansioneGlGfirstTprinciplesGapproachUG
ComputationalfMaterialsfScienceSG2019SGXabSGY]bTYaZ 3.2 8

117 lpplicationGofGmachineGlearningTbasedGselectiveGsamplingGtoGdetermineGmaZr–ZGgrainGboundaryG
structuresUGComputationalfMaterialsfScienceSG2019SGXa[SG]bTa] 3.2 4

116 oeterminingGtheG–ptimalG—haseTnhangeGyaterialGviaGtighTThroughputGnalculationsUGMRSfAdvancesSG
2019SG[SGYabdTYacb 0.7 2

115 lG₃eviewGofGputecticGluTseG−olderGvointsUGMetallurgicalfandfMaterialsfTransactionsfA:fPhysicalf
MetallurgyfandfMaterialsfScienceSG2019SG]WSG[aZYT[a[X 2.3 2

114 unvestigationGofGtheGelectrostaticGpotentialGofGaGgrainGboundaryGinGYTsubstitutedGmaZr–GusingGinlineG
electronGholographyUGPhysicalfChemistryfChemicalfPhysicsSG2019SGYXSGXbaaYTXbabY 3.6 3

113 ThermoelectricGtransportGtrendsGinGgroupG[GhalfTteuslerGalloysUGJournalfoffAppliedfPhysicsSG2019SG
XYaSGX[]XWY 2.5 15
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112 pffectivenessGofGzeuralGzetworksGforG₃esearchGonGzovelGThermoelectricGyaterialsUGlG—roofGofG
nonceptUGCommunicationsfinfComputerfandfInformationfScienceSG2019SGadTbb 0.3

111 oecohesionGpnergyGofGO−igmaG]OWXYPPGsrainGmoundariesGinGziGasGrunctionGofGtydrogenGnontentUG
MetallurgicalfandfMaterialsfTransactionsfA:fPhysicalfMetallurgyfandfMaterialsfScienceSG2019SG]WSG[]XT[]a 2.3 2

110 −egregationGofGygSGnuGandGtheirGeffectsGonGtheGstrengthGofGllG˛£]GOYXWP[WWX]GsymmetricalGtiltGgrainG
boundaryUGActafMaterialiaSG2018SGX[]SGYZ]TY[a 8.4 59

109 rormationGofGnanoporousG−iGuponGselfTorganizedGgrowthGofGllGandG−iGnanostructuresUG
NanotechnologySG2018SGYdSGZX]aWY 3.4 5

108 xeakageGevolutionGandGatomicTscaleGchangesGinG—dTbasedGmembranesGinducedGbyGlongTtermG
hydrogenGpermeationUGJournalfoffMembranefScienceSG2018SG]aZSGZdcT[W[ 9.6 19

107 moronTdopingGofGcubicG−inGforGintermediateGbandGsolarGcellseGaGscanningGtransmissionGelectronG
microscopyGstudyUGSciPostfPhysicsSG2018SG]SG 6.1 2

106 αalenceGchargeGdistributionGinGhomogenousGsiliconTaluminiumGthinTfilmsUGJournalfoffPhysicsf
CondensedfMatterSG2018SGZWSGZZ]]WY 1.8 1

105 –pticalGandGyicrostructuralGunvestigationGofGteavyGmToopingGpffectsGinG−ublimationTsrownGZnT−inUG
MaterialsfSciencefForumSG2018SGdY[SGYYXTYY[ 0.4 1

104 oiscoveringGThermoelectricGyaterialsGΣsingGyachineGxearningeGunsightsGandGnhallengesUGLecturef
NotesfinfComputerfScienceSG2018SGZdYT[WX 0.9 4

103 srainGmoundaryG−egregationGinG—dTnuTlgGllloysGforGtighG—ermeabilityGtydrogenG−eparationG
yembranesUGMembranesSG2018SGcSG 3.8 4

102 —redictingGtheGthermoelectricGfigureTofTmeritGfromGfirstGprinciplesUGMaterialsfToday:fProceedingsSG
2018SG]SGXWYYbTXWYZ[ 1.4 5

101 xatticeGthermalGconductivityGofGTixZrytfXâ��xâ��yzi−nGhalfTteuslerGalloysGcalculatedGfromGfirstG
principleseGweyGroleGofGnatureGofGphononGmodesUGPhysicalfReviewfBSG2017SGd]SG 3.3 59

100 –ptimisingGmultiTframeGlorT−TpyGforGhighTprecisionGatomicTresolutionGstrainGmappingUG
UltramicroscopySG2017SGXbdSG]bTaY 3.1 36

99 TheGroleGofGgrainGboundaryGscatteringGinGreducingGtheGthermalGconductivityGofGpolycrystallineGδzi−nG
OδGhGtfSGZrSGTiPGhalfTteuslerGalloysUGScientificfReportsSG2017SGbSGXZbaW 4.9 43

98 nharacterizationGofGmTumplantedGZnT−inGforGuntermediateGmandG−olarGnellsUGMaterialsfSciencefForumSG
2017SGcdbSGYddTZWY 0.4 1

97 unterfaceGphenomenaGinGmagnetronGsputteredGnu–VZn–GheterostructuresUGJournalfoffPhysicsf
CondensedfMatterSG2017SGYdSG[Z]WWY 1.8 2

96 TwinnabilityGofGllâ��ygGalloyseGlGfirstTprinciplesGinterpretationUGTransactionsfoffNonferrousfMetalsf
SocietyfoffChinaSG2017SGYbSGXZXZTXZXc 3.3 2

95 nombinedGeffectGofGygGandGvacancyGonGtheGgeneralizedGplanarGfaultGenergyGofGllUGJournalfoffAlloysf
andfCompoundsSG2017SGadWSGc[XTc]W 5.7 14

(2017-2019)
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94 ThermoelectricGmoduleGforGhighGtemperatureGapplicationG2017SG 2

93 yappingGtheGnhemistryGβithinSGandGtheG−trainGlroundSGllTalloyG—recipitatesGatGltomicG₃esolutionGbyG
yultiTframeG−canningGTransmissionGplectronGyicroscopyUGMicroscopyfandfMicroanalysisSG2017SGYZSGZc[TZc]0.5

92 ltomicGscaleGstudyGofGnuY–VZn–GheterojunctionGinterfacesGbyGTpySG−TpyGandGorTG2016SGabaTabb

91 nomparingGelectrochemicalGperformanceGofGtransitionGmetalGsilicateGcathodesGandGchevrelGphaseG
yoa−cGinGtheGanalogousGrechargeableGygTionGbatteryGsystemUGJournalfoffPowerfSourcesSG2016SGZYXSGbaTca8.9 20

90 moronTumplantedGZnT−inGforGuntermediateGmandG−olarGnellsUGMaterialsfSciencefForumSG2016SGc]cSGYdXTYd[ 0.4 5

89 zanocompositesGofGfewTlayerGgrapheneGoxideGandGaluminaGbyGdensityGfunctionalGtheoryG
calculationsUGJournalfoffthefEuropeanfCeramicfSocietySG2016SGZaSGbXdTbY[ 6 10

88 nubicGsiliconGcarbideGasGaGpotentialGphotovoltaicGmaterialUGSolarfEnergyfMaterialsfandfSolarfCellsSG
2016SGX[]SGXW[TXWc 6.4 32

87 −tructuralGpropertiesGofGnuY–GepitaxialGfilmsGgrownGonGcTaxisGsingleGcrystalGZn–GbyGmagnetronG
sputteringUGAppliedfPhysicsfLettersSG2016SGXWcSGX]YXXW 3.4 9

86 pnhancementGofGthermoelectricGpropertiesGbyGenergyGfilteringeGTheoreticalGpotentialGandG
experimentalGrealityGinGnanostructuredGZn−bUGJournalfoffAppliedfPhysicsSG2016SGXXdSGXY]XWZ 2.5 25

85 oirectTtoTindirectGbandgapGtransitionsGinGgXXWiGsiliconGnanowiresUGJournalfoffAppliedfPhysicsSG2016SG
XXdSGWX]bWY 2.5 15

84 umpurityGeffectGofGygGonGtheGgeneralizedGplanarGfaultGenergyGofGllUGJournalfoffMaterialsfScienceSG
2016SG]XSGa]]YTa]ac 4.3 31

83 ppitaxialG−trainTunducedGsrowthGofGnu–GatGnuY–VZn–GunterfacesUGJournalfoffPhysicalfChemistryfCSG
2016SGXYWSGYZ]]YTYZ]]c 3.8 11

82 zanostructuringGofGΣndopedGZn−bGbyGnryoTyillingUGJournalfoffElectronicfMaterialsSG2015SG[[SGY]bcTY]c[ 1.9 14

81 tydrogenGembrittlementGinGnickelSGvisitedGbyGfirstGprinciplesGmodelingSGcohesiveGzoneGsimulationG
andGnanomechanicalGtestingUGInternationalfJournalfoffHydrogenfEnergySG2015SG[WSGXacdYTXadWW 6.7 69

80 yultiTcomponentGsolidGsolutionGandGclusterGhardeningGofGllâ��ynâ��−iGalloysUGMaterialsfSciencefmamp;f
EngineeringfA:fStructuralfMaterials:fPropertiestfMicrostructurefandfProcessingSG2015SGaY]SGX]ZTX]b 5.3 14

79 oensityGrunctionalG−tudyGofGtheG˛†jG—haseGinGllTygT−iGllloysUGMetallurgicalfandfMaterialsfTransactionsf
A:fPhysicalfMetallurgyfandfMaterialsfScienceSG2014SG[]SGYdXaTYdY[ 2.3 16

78
unitialGstagesGofGuT–V−iGinterfaceGformationeGunGsituGxTrayGphotoelectronGspectroscopyGmeasurementsG
uponGmagnetronGsputteringGandGatomisticGmodellingGusingGdensityGfunctionalGtheoryUGJournalfoff
AppliedfPhysicsSG2014SGXX]SGWcZbW]

2.5 13

77 ₃emovalGofG—hosphorusGinGyetallurgicalG−iliconGbyG₃areGparthGplementsUGMetallurgicalfandfMaterialsf
TransactionsfESG2014SGXSGY]bTYaY 1
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76 –xygenGzonstoichiometryGinGOnaYno–ZPWUaYOno–YPeGlGnombinedGpxperimentalGandGnomputationalG
−tudyUGJournalfoffPhysicalfChemistryfCSG2014SGXXcSGXccddTXcdWb 3.8 22

75 —redictionGofGsoluteGdiffusivityGinGllGassistedGbyGfirstTprinciplesGmolecularGdynamicsUGJournalfoff
PhysicsfCondensedfMatterSG2014SGYaSGWY][WZ 1.8 5

74 —erovskiteGtoGpostperovskiteGtransitionGinGzarerZUGInorganicfChemistrySG2014SG]ZSGXYYW]TX[ 5.1 14

73 oetailedGatomisticGinsightGintoGtheG˛†jGphaseGinGllâ��ygâ��−iGalloysUGActafMaterialiaSG2014SGadSGXYaTXZ[ 8.4 115

72 rirstTprinciplesGcalculationsGonGsulfurGinteractingGwithGternaryG—dâ��lgTtransitionGmetalGalloyG
membraneGalloysUGJournalfoffMembranefScienceSG2014SG[]ZSG]Y]T]ZX 9.6 15

71 δTrayGphotoelectronGspectroscopyGinvestigationGofGmagnetronGsputteredGygâ��Tiâ��tGthinGfilmsUG
InternationalfJournalfoffHydrogenfEnergySG2013SGZcSGXWbW[TXWbX] 6.7 16

70 pffectGofGTemperatureGonGtheGoieG−hearG−trengthGofGaGluT−nG−xuoGmondUGMetallurgicalfandfMaterialsf
TransactionsfA:fPhysicalfMetallurgyfandfMaterialsfScienceSG2013SG[[SGYdX[TYdXa 2.3 21

69 tighGTemperatureGunterconnectGandGoieGlttachGTechnologyeGluâ��−nG−xuoGmondingUGIEEEfTransactionsf
onfComponentstfPackagingfandfManufacturingfTechnologySG2013SGZSGdW[TdX[ 1.7 35

68 –nGtheGnomplexG−tructuralG—ictureGofGtheGuonicGnonductorG−raTaY–XXUGJournalfoffPhysicalfChemistryf
CSG2013SGXXbSGd][ZTd][d 3.8 6

67 pffectGofGTransitionGyetalGoopantsGonGunitialGyassGTransportGinGtheGoehydrogenationGofGzallt[eG
oensityGrunctionalGTheoryG−tudyUGJournalfoffPhysicalfChemistryfCSG2013SGXXbSGZTX[ 3.8 18

66 ˛†T−iZz[OWWWXPV−iOXXXPGinterfaceeG—hosphorusGdefectsSGvalenceGbandGoffsetsSGandGtheirGroleGofG
passivatingGtheGinterfaceGstatesUGPhysicalfReviewfBSG2013SGccSG 3.3 11

65 unterfacialGnhargeGTransferGandGnhemicalGmondingGinGaGziâ��xazb–[GnermetGforG—rotonTnonductingG
−olidT–xideGruelGnellGlnodesUGChemistryfoffMaterialsSG2012SGY[SG[X]YT[X]d 9.6 14

64 nombinedGδ—−GandGfirstGprincipleGstudyGofGmetastableGygâ��TiGthinGfilmsUGSurfacefandfInterfacef
AnalysisSG2012SG[[SGdcaTdcc 1.5 6

63 luT−nG−xuoGmondingâ��—ropertiesGandG—ossibilitiesUGMetallurgicalfandfMaterialsfTransactionsfB:f
ProcessfMetallurgyfandfMaterialsfProcessingfScienceSG2012SG[ZSGZdbT[W] 2.5 64

62 tydrogenGenergeticsGandGchargeGtransferGinGtheGziVxazb–[GinterfaceGfromGorTGcalculationsUG
InternationalfJournalfoffHydrogenfEnergySG2012SGZbSGcWZZTcW[Y 6.7 6

61 ltomisticGstudyGofGxazb–[fGsurfaceGpropertiesGandGhydrogenGadsorptionUGInternationalfJournalfoff
HydrogenfEnergySG2012SGZbSGaab[Taac] 6.7 12

60 tydrogenGinducedGstabilizationGofGmetaTstableGygTTiUGAppliedfPhysicsfLettersSG2012SGXWWSGXXXdWY 3.4 7

59 TheoreticalGanalysisGofGoxygenGvacanciesGinGlayeredGsodiumGcobaltateSGzaOxPno–OYT˛·PUGJournalfoff
PhysicsfCondensedfMatterSG2012SGY[SG[b]]W] 1.8 12

(2012-2014)
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58 nrystalGstructureGandGdynamicsGofGygOzoZPanlYUGPhysicalfChemistryfChemicalfPhysicsSG2011SGXZSGba[[Tc 3.6 9

57 −elfTdiffusionGinGZn[−bZGfromGfirstTprinciplesGmolecularGdynamicsUGComputationalfMaterialsfScienceSG
2011SG]WSGYaaZTYaa] 3.2 10

56 ldjustmentGofGtheGdecompositionGpathGforGzaYxilltaGbyGTirZGadditionUGInternationalfJournalfoff
HydrogenfEnergySG2011SGZaSGXYYbdTXYYc] 6.7 7

55 zanovoidsGinGthermoelectricG˛†TZn[−bZeGlGpossibilityGforGnanoengineeringGviaGZnGdiffusionUGActaf
MaterialiaSG2011SG]dSG]YaaT]Yb] 8.4 32

54 zanostructuringGinG˛†TZn[−bZGwithGvariableGstartingGZnGcompositionsUGPhysicafStatusfSolidifoApf
ApplicationsfandfMaterialsfScienceSG2011SGYWcSGXa]YTXa]b 1.6 22

53
δ—−GcharacterisationGofGinGsituGtreatedGlanthanumGoxideGandGhydroxideGusingGtailoredGchargeG
referencingGandGpeakGfittingGproceduresUGJournalfoffElectronfSpectroscopyfandfRelatedfPhenomenaSG
2011SGXc[SGZddT[Wd

1.7 323

52 oecompositionGofGlithiumGmagnesiumGaluminumGhydrideUGInternationalfJournalfoffHydrogenfEnergySG
2011SGZaSGbaWYTbaXX 6.7 11

51 plectronicGoriginsGforGsulfurGinteractionsGwithGpalladiumGalloysGforGhydrogenTselectiveGmembranesUG
JournalfoffMembranefScienceSG2011SGZb]SGdaTXWZ 9.6 21

50 pxperimentalGandGtheoreticalGstudyGofGelectronGdensityGandGstructureGfactorsGinGno−bâ��UG
UltramicroscopySG2011SGXXXSGc[bT]Z 3.1 10

49 oensityGfunctionalGcalculationsGofGTiGnanoclustersGinGtheGmetastableGygTTiGsystemUGPhysicalfReviewfB
SG2010SGcYSG 3.3 12

48 ₃oleGofGtheGselfTinteractionGerrorGinGstudyingGchemisorptionGonGgrapheneGfromGfirstTprinciplesUG
PhysicalfReviewfBSG2010SGcXSG 3.3 20

47 mondGanalysisGofGphosphorusGskutteruditeseGplongatedGlanthanumGelectronGbuildupGinGxare[—XYUG
ComputationalfMaterialsfScienceSG2010SG[bSGb]YTb]b 3.2 6

46 −urfaceGstabilityGofGpotassiumGnitrateGOwz–ZPGfromGdensityGfunctionalGtheoryUGComputationalf
MaterialsfScienceSG2010SG]WSGZ]aTZaY 3.2 6

45 δTrayGphotoelectronGspectroscopyGstudyGofGygtYGthinGfilmsGgrownGbyGreactiveGsputteringUGSurfacef
andfInterfacefAnalysisSG2010SG[YSGXX[WTXX[Z 1.5 1

44 nharacterizationGofGthinGandGultrathinGtransparentGconductingGoxideGOTn–PGfilmsGandGTn–T−iG
interfacesGwithGδ—−SGTpyGandGabGinitioGmodelingUGSurfacefandfInterfacefAnalysisSG2010SG[YSGcb[Tcbb 1.5 6

43
plectronicGstructureGstudiesGofGziTδGOδeGmSG−SG—PGalloysGusingGxTrayGphotoelectronGspectroscopySGxTrayG
inducedGlugerGelectronGspectroscopyGandGdensityGfunctionalGtheoryGcalculationsUGJournalfoffPhysicsf
CondensedfMatterSG2009SGYXSGY[]]WZ

1.8 12

42 αiableGstorageGofGhydrogenGinGmaterialsGwithGoffTboardGrechargingGusingGhighTtemperatureG
electrolysisUGInternationalfJournalfoffHydrogenfEnergySG2009SGZ[SGYabdTYacZ 6.7 6

41 −urfacesGandGnlustersGofGygOztYPYG−tudiedGbyGoensityGrunctionalGTheoryGnalculationsUGJournalfoff
PhysicalfChemistryfCSG2009SGXXZSGYXa[cTYXa]a 3.8 3
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40 ΣnderstandingGadsorptionGofGhydrogenGatomsGonGgrapheneUGJournalfoffChemicalfPhysicsSG2009SGXZWSGW][bW[3.9 277

39 TheGcrystalGstructureGofGxiyglloaGfromGcombinedGneutronGandGsynchrotronGδTrayGpowderG
diffractionUGJournalfoffAlloysfandfCompoundsSG2008SG[aWSGa[Tac 5.7 16

38 ThermodynamicGmodelingGofGtheGzaâ��llâ��Tiâ��tGsystemGandGTiGdissolutionGinGsodiumGalanatesUGCalphad:f
ComputerfCouplingfoffPhasefDiagramsfandfThermochemistrySG2008SGZYSGaY[TaZa 1.9 13

37 pxperimentalGstudiesGofG˛–TlloZGandG˛–jTlloZversusGfirstTprinciplesGmodellingGofGtheGalaneG
isomorphsUGJournalfoffMaterialsfChemistrySG2008SGXcSGYZaX 32

36 oensityGrunctionalGTheoryG−tudyGofGtheGTitYGunteractionGwithGaGzallt[GnlusterUGJournalfoffPhysicalf
ChemistryfCSG2008SGXXYSGX]b]dTX]ba[ 3.8 20

35 zewGfilledG—TbasedGskutteruditesâ��promisingGmaterialsGforGthermoelectricityjUGNewfJournalfoff
PhysicsSG2008SGXWSGW]ZWW[ 2.9 6

34 tighlyGdestabilizedGygTTiTziTtGsystemGinvestigatedGbyGdensityGfunctionalGtheoryGandG
hydrogenographyUGPhysicalfReviewfBSG2008SGbbSG 3.3 32

33 ₃eversedGsurfaceGsegregationGinGpalladiumTsilverGalloysGdueGtoGhydrogenGadsorptionUGSurfacefScience
SG2008SGaWYSGYc[WTYc[[ 1.8 72

32 nomparisonGofGtheGelectronicGstructureGofGaGthermoelectricGskutteruditeGbeforeGandGafterGaddingG
rattlerseGanGelectronGenergyGlossGstudyUGMicronSG2008SGZdSGac]Td 2.3 4

31 zallt[GnlustersGwithGTwoGTitaniumGltomsGlddedUGJournalfoffPhysicalfChemistryfCSG2007SGXXXSGcYWaTcYXZ3.8 20

30 untegratedGexperimentalTtheoreticalGinvestigationGofGtheGzaTxiTllTtGsystemUGInorganicfChemistrySG
2007SG[aSGX[WXTd 5.1 14

29 tydrogenGinteractionsGwithGtheG—dnuGorderedGmYGalloyUGJournalfoffAlloysfandfCompoundsSG2007SG
[[aT[[bSG]cZT]cb 5.7 47

28 nomparisonGofGtheoreticalGandGexperimentalGdielectricGfunctionseGplectronGenergyTlossGspectroscopyG
andGdensityTfunctionalGcalculationsGonGskutteruditesUGPhysicalfReviewfBSG2006SGb[SG 3.3 25

27 −tabilityGofGTiGinGzallt[UGAppliedfPhysicsfLettersSG2006SGccSGXaXdXb 3.4 32

26 TheGcrystalGstructureGandGsurfaceGenergyGofGzallt[eGaGcomparisonGofGorTGmethodologiesUGJournalfoff
PhysicalfChemistryfBSG2006SGXXWSGaYYTZW 3.4 38

25 TheGcrystalGstructureGofGZrYzio[U]UGActafCrystallographicafSectionfB:fStructuralfScienceSG2006SGaYSGdbYTc 2

24 lGdensityGfunctionalGtheoryGstudyGofGTiTdopedGzallt[GclustersUGChemicalfPhysicsfLettersSG2006SG[YaSGXcWTXca2.5 25

23 yodelingGalkaliGalanatesGforGhydrogenGstorageGbyGdensityTfunctionalGbandTstructureGcalculationsUG
JournalfoffMaterialsfResearchSG2005SGYWSGZXddTZYXZ 2.5 39

(2005-2009)
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22 nrystalGstructuresGandGelectronicGstructuresGofGalkaliGaluminohexahydridesGfromGdensityGfunctionalG
calculationsUGJournalfoffAlloysfandfCompoundsSG2005SG[W[T[WaSGb]bTbaX 5.7 15

21 −urfaceGsegregationGinGpalladiumGbasedGalloysGfromGdensityTfunctionalGcalculationsUGSurfacefScienceSG
2005SG]cZSGXWWTXWa 1.8 101

20 nrystalGstructureGofGnaOllt[PYGpredictedGfromGdensityTfunctionalGbandTstructureGcalculationsUG
PhysicalfReviewfBSG2005SGbXSG 3.3 56

19 pxperimentalGandGtheoreticalGstudiesGofGplasmaGresonanceGandGtheGelectronicGstructureGofGbinaryG
skutteruditesUGMaterialsfResearchfSocietyfSymposiafProceedingsSG2005SGccaSGX

18 oensityGfunctionalGcalculationsGofGTiTenhancedGzallt[UGPhysicalfReviewfBSG2005SGbXSG 3.3 103

17 oensityTfunctionalGbandTstructureGcalculationsGofGmagnesiumGalanateGygOllt[PYUGPhysicalfReviewfBSG
2005SGbYSG 3.3 23

16 −tructureGandGstabilityGofGpossibleGnewGalanatesUGEurophysicsfLettersSG2004SGabSGaWbTaXZ 1.6 39

15 nrystalGstructureGandGthermodynamicGstabilityGofGtheGlithiumGalanatesGxillt[GandGxiZlltaUGPhysicalf
ReviewfBSG2004SGadSG 3.3 100

14 TheGinfluenceGofGelectronicGstructureGonGhydrogenGabsorptionGinGpalladiumGalloysUGJournalfoffPhysicsf
CondensedfMatterSG2004SGXaSGaYabTaYbb 1.8 64

13 oensityTfunctionalGbandTstructureGcalculationsGforGxaTSGYTSGandG−cTfilledGno—ZTbasedGskutteruditeG
structuresUGPhysicalfReviewfBSG2004SGbWSG 3.3 26

12 ldsorptionGofGTiGonGxillt[GsurfacesGstudiedGbyGbandGstructureGcalculationsUGJournalfoffAlloysfandf
CompoundsSG2004SGZbZSGYcTZY 5.7 10

11 oensityGfunctionalGcalculationsGofGhydrogenGadsorptionGonGpalladiumâ��silverGalloyGsurfacesUGJournalf
offChemicalfPhysicsSG2003SGXXcSGZYacTZYba 3.9 57

10 —eriodicGbandGcalculationGonGlowGindexGsurfacesGofGcrystallineGxillt[UGJournalfoffAlloysfandf
CompoundsSG2003SGZ]aTZ]bSGXbcTXcW 5.7 14

9 lGstudyGofGaGpolymerTbasedGradiativeGcoolingGsystemUGSolarfEnergySG2002SGbZSG[WZT[Xb 6.8 77

8 oensityGfunctionalGcalculationsGonGhydrogenGinGpalladiumâ��silverGalloysUGJournalfoffAlloysfandf
CompoundsSG2002SGZZWTZZYSGZZYTZZb 5.7 51

7 ldsorptionGenergiesGandGorderedGstructuresGofGhydrogenGonG—dOXXXPGfromGdensityTfunctionalG
periodicGcalculationsUGPhysicalfReviewfBSG1998SG]cSGXWcdWTXWcdc 3.3 78

6 TheGinfluenceGofGsurfaceGmotionGonGtheGdirectGsubsurfaceGabsorptionGofGtYGonG—dOXXXPUGJournalfoff
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