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j Paper IF Citations

98 slectronicVJelasticVJmechanicalJandJanisotropicJresponseJofJW_Xq]JRXgJβiVJueJandJolSJalloysJviaJ
firstWprinciplesXJSolidlStatelCommunicationsVJ2022VJ_a_VJ[[acae 1.6 1

97 qhemicalJbondingVJmagneticJandJelectronicJpropertiesVJmechanicalJandJdynamicalJstabilitiesJofJ
ry–sa []JfilledWskutteruditegJrtγJandJ−γow{JinsightXJMaterialslChemistrylandlPhysicsVJ2022VJ]deVJ[]bcea4.4 1

96 tirstWprinciplesJcalculationsJofJelectronicJandJopticalJpropertiesJofJogua[Wxγlxβ]JalloysgJonalysesJ
andJdesignJforJsolarJcellJapplicationsXJJournalloflSolidlStatelChemistryVJ2022VJ_ZfVJ[]]ffc 3.3 1

95 sxploringJtheJelasticVJmechanicalJandJanisotropicJresponseJofJγiWbolWXβnJalloysJthroughJrtγJ
calculationsXJChineselJournalloflPhysicsVJ2022VJddVJ[b[W[cZ 3.5 0

94
rynamicalJandJmechanicalJstabilityVJelectronicJpropertiesVJbondingJandJweakJinteractionsJanalysisJ
ofJnewJcompoundsJ{gβ]JandJ{gβe]JinJ a_mJspaceJgroupJstructuregJobJinitioJstudyXJMaterialsl
SciencelinlSemiconductorlProcessingVJ2022VJ[acVJ[Zccbf

4.3 1

93 γheJelasticVJmechanicalVJandJthermodynamicJpropertiesJofJ}aXvJRXJkJpVJolSJintendedJforJtheJstorageJ
ofJhydrogengJonJabWinitioJstudyXJPhysicalB:lCondensedlMatterVJ2022VJa[_eb[ 2.8 0

92 oJfirstWprinciplesJstudyJforJtheJelasticJandJmechanicalJpropertiesJofJγicaVJγic]a]JandJγic]acJalloysXJ
EuropeanlPhysicallJournallBVJ2021VJfaVJ[ 1.2 2

91
slasticJisotropyVJmagneticJandJelectronicJpropertiesVJbondingJandJnonWcovalentJinteractionsJ
analysesJofJvotea []JfilledWskutteruditegJrtγJUJUJUJβ–qVJ−γow{JandJ}qwJinvestigationsXJJournallofl
MagnetismlandlMagneticlMaterialsVJ2021VJb[eVJ[cda_b

2.8 3

90 slasticVJmechanicalVJopticalJandJmagneticJpropertiesJofJαu]{nXJRX´ k´ }bVJγaVJVSJveuslerJalloysXJ
JournalloflMagnetismlandlMagneticlMaterialsVJ2021VJb]_VJ[cdc[a 2.8 8

89 slectronicJstructureVJopticalJandJvibrationalJpropertiesJofJγi]te}iβb]JandJγi]}i]wnβbJdoubleJhalfJ
heuslerJalloysXJMaterialslSciencelinlSemiconductorlProcessingVJ2021VJ[]_VJ[Zbb_[ 4.3 6

88 slasticVJmechanicalVJanisotropicVJopticalJandJmagneticJpropertiesJofJV]}iβbJveuslerJalloyXJPhysical
ScriptaVJ2021VJfcVJZ_beZd 2.6 5

87 tirstJprinciplesJstudyJofJelectronicVJelasticVJopticalJandJmagneticJpropertiesJofJαh]{nXJRXJkJγiVJvfVJ
βcVJZrVJZnSJveuslerJalloysXJInternationallJournalloflQuantumlChemistryVJ2021VJ[][VJe]ccZc 2.1 5

86 βtructuralVJelasticJandJmechanicalJpropertiesJofJγiâ��[b}bâ��xueJalloysgJinsightJfromJrtγJcalculationsXJ
BulletinloflMaterialslScienceVJ2021VJaaVJ[ 1.7 3

85 tirstJprinciplesJstudyJofJstructuralVJelasticVJmechanicalJandJelectronicJpropertiesJofJnitrogenWdopedJ
cubicJdiamondXJBulletinloflMaterialslScienceVJ2021VJaaVJ[ 1.7 11

84 oJtheoreticalJstudyJforJtheJbandJgapJenergiesJofJtheJmostJcommonJsilicaJpolymorphsXJChinesel
JournalloflPhysicsVJ2020VJcbVJad]WaeZ 3.5 4

83 qationJdistributionJeffectJonJelectronicVJmagneticJstructureJandJopticJpropertiesJinJcobaltJferritesJ
RqoJ[â��yJteJyJSJγetJRqoJyJteJ]â��yJSJ–ctJ–JaJwithJdisorderedJspinelJstructureXJPhysicalScriptaVJ2020VJfbVJ[ZbeZ[ 2.6 2

82 rtγWinvestigationJonJanisotropyJdegreeJofJelectronicVJopticalVJandJmechanicalJpropertiesJofJolivineJ
Znαs]βaJRαsJkJsrVJγmSJcompoundsXJMaterialslResearchlExpressVJ2020VJdVJZ[c_Zb 1.7 2
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81
wnsightJintoJtheJroleJofJweakJinteractionsJonJoptoelectronicJpropertiesJofJziuaγe]WchalcopyriteJ
underJpressureJeffectgJrtγWr_VJ}qwJandJ−γow{JinvestigationsXJPhysicalB:lCondensedlMatterVJ2020VJ
bffVJa[]ac_

2.8 6

80
obJwnitioJtullW otentialJβtudyJofJtheJβtructuralVJslectronicVJandJ{agneticJ ropertiesJofJtheJqubicJ
βrZXdbγiZX]bXJRXJkJβVJβeVJandJγeSJγernaryJolloysXJJournalloflSuperconductivitylandlNovellMagnetismVJ
2020VJ__VJ_]c_W_]d]

1.5 4

79 tirstJprinciplesJinvestigationsJofJstructuralVJelasticVJmechanicalVJelectronicJandJopticalJpropertiesJofJ
tripleJperovskiteJpa]y]γe]–fXJPhysicalB:lCondensedlMatterVJ2020VJbfcVJa[]aZa 2.8 8

78 tirstJprinciplesJstudyJofJelasticJandJmechanicalJpropertiesJofJγlprJandJγlqlJcompoundsXJJournallofl
MolecularlStructureVJ2020VJ[]ZZVJ[]d[bZ 3.4 8

77 βtudyJofJtheJgroundWstateJmagneticJorderingVJmagneticJandJoptoelectronicJpropertiesJofJRzenaiteSJ
ogteβ]JinJitsJchalcopyriteJstructureXJJournalloflMagnetismlandlMagneticlMaterialsVJ2020VJaf_VJ[cbd_Z 2.8 12

76 βtructuralVJelasticVJelectronicJandJthermoelectricJpropertiesJofJX }]JRXJkJziVJ}aSgJtirstWprinciplesJ
studyXJInternationallJournalloflModernlPhysicslBVJ2019VJ__VJ[fbZ]_a 1.1 2

75 zatticeJdynamicalJandJelasticJpropertiesJofJpatXJRXJkJqlVJprJandJwSgJ{atlockiteJstructureJcompoundsXJ
InternationallJournalloflModernlPhysicslBVJ2019VJ__VJ[fbZ]][ 1.1 2

74 βtructuralVJelectronicVJopticalJandJelasticJpropertiesJofJXza]βaJRXJkJpahJqaSgJobJinitioJstudyXJPhysical
B:lCondensedlMatterVJ2019VJbbeVJf[Wff 2.8 5

73
wnsightJintoJtheJstructuralVJelasticVJelectronicVJthermoelectricVJthermodynamicJandJopticalJ
propertiesJofJ{αhβbJR{JkJγiVJZrVJvfSJhalfWveuslersJfromJabJinitioJcalculationsXJChineselJournallofl
PhysicsVJ2019VJbfVJa_aWaae

3.5 8

72 tirstJprinciplesJinvestigationsJofJtheJstructuralVJelasticVJelectronicVJvibrationalJandJthermodynamicJ
propertiesJofJhexagonalJXol]–aJRXJkJqdVJqaJandJβrSXJMaterialslResearchlExpressVJ2019VJcVJZebb[e 1.7 2

71 γhermodynamicJ{odelingJofJtheJolWpaJandJpaWueJβystemsJβupportedJbyJtirstW rinciplesJ
qalculationsXJJournalloflPhaselEquilibrialandlDiffusionVJ2019VJaZVJ[fbW]Zb 1 2

70 βtructuralVJelasticVJelectronicJandJvibrationalJpropertiesJofJXol]–aJRXJkJqaVJβrJandJqdSJ
semiconductorsJwithJorthorhombicJstructureXJJournalloflAlloyslandlCompoundsVJ2019VJeZfVJ[b[dd_ 5.7 6

69  haseJtransitionsJandJlatticeJdynamicsJinJperovskiteWtypeJhydrideJ[tormulagJseeJtext]XJJournallofl
PhysicslCondensedlMatterVJ2019VJ_[VJbZbaZ] 1.8 0

68
 ressureJeffectJonJmechanicalJstabilityJandJgroundJstateJoptoelectronicJpropertiesJofJzi]β]J
producedJbyJzithiumâ��βulfurJbatteriesJdischargegJuuoW psVJuzzpWβqJandJmpxJinvestigationXJ
PhilosophicallMagazineVJ2019VJffVJ]defW]e[d

1.6 1

67 tirstJprinciplesJinvestigationsJofJtheJstructuralVJelasticVJvibrationalVJandJthermodynamicJpropertiesJ
ofJγi{g–JoxideJspinelsgJcubicJandJtetragonalJphasesXJJournalloflMolecularlModelingVJ2019VJ]bVJ][Z 2 0

66
pasisJsetJconvergenceJofJbindingJenergyJwithJandJwithoutJq WcorrectionJutilizingJ psZJmethodgJoJ
benchmarkJstudyJofJX]JRXkueVJosVJβeVJβcVJγiVJVVJqrVJ{nVJqoVJquVJZnSXJJournalloflTheoreticallandl
ComputationallChemistryVJ2019VJ[eVJ[fbZZ_a

1.8

65
γheoreticalJresearchJonJstructuralVJelectronicVJmechanicalVJlatticeJdynamicalJandJthermodynamicJ
propertiesJofJlayeredJternaryJnitridesJγi]o}JRoJkJβiVJueJandJβnSXJJournalloflAlloyslandlCompoundsVJ
2019VJdd[VJccaWcd_

5.7 18

64 slectronicJstructureJandJmagneticJpropertiesJofJmanganeseWbasedJ{nos[â��x xJternaryJalloysXJ
JournalloflMagnetismlandlMagneticlMaterialsVJ2019VJacfVJ_]fW_a[ 2.8 2

(2019-2020)
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63 sffectJofJβtructureJonJtheJslectronicVJ{agneticJandJγhermalJ ropertiesJofJqubicJte]{nx}i[â��xβiJ
veuslerJolloysXJJournalloflElectroniclMaterialsVJ2019VJaeVJ__dW_b[ 1.9 3

62 wnsightJintoJtheJoptoelectronicJandJthermoelectricJpropertiesJofJqaWbasedJZintlJphaseJqaqdJ]JXJ]JRXJ
kJ VJosSJfromJfirstJprinciplesJcalculationXJPhysicalB:lCondensedlMatterVJ2018VJb_eVJ_bWac 2.8 4

61 tirstWprincipleJcalculationsJofJstructuralVJelectronicJandJmagneticJinvestigationsJofJ{n]αuue[WxβnxJ
quaternaryJveuslerJalloysXJChineselJournalloflPhysicsVJ2018VJbcVJbcdWbd_ 3.5 54

60 γheJeffectJofJmartensiticJphaseJtransitionJfromJcubicJtoJtetragonalJonJtheJphysicalJpropertiesJofJ
V_βiJsuperconductorXJIntermetallicsVJ2018VJfcVJ]bW_] 3.5 2

59 βtructuralVJelectronicVJelasticVJopticalJandJvibrationalJpropertiesJofJ{ol]–aJR{JkJqoJandJ{nSJ
aluminateJspinelsXJCeramicslInternationalVJ2018VJaaVJ_[ZW_[c 5.1 13

58
sxternalJpressureJeffectJonJtheJelectronicVJopticalJandJthermoelectricJpropertiesJofJtheJqdY]qhaJ
RqhJkJβVJβeSJspinelJcompoundsgJViaJmodifiedJpeckeâ��xohnsonJRmpxSJexchangeJpotentialXJPhysicalB:l
CondensedlMatterVJ2018VJbabVJaZWad

2.8 6

57 slectronicVJmechanicalVJandJopticalJpropertiesJofJαuddlesdenW opperJperovskiteJsulfidesgJtirstJ
principleJcalculationXJFerroelectricsVJ2018VJb_bVJ[a]W[b[ 0.6 2

56 pandJβtructureJandJ–pticalJ ropertiesJofJyesteriteJγypeJqompoundsgJfirstJprincipleJcalculationsXJ
IOPlConferencelSeries:lMaterialslSciencelandlEngineeringVJ2017VJ[dbVJZ[]Z[a 0.4 0

55 wnvestigationJofJstructuralVJelasticVJelectronicVJopticalJandJvibrationalJpropertiesJofJsilverJchromateJ
spinelsgJ}ormalJRqrog]–aSJandJinverseJRog]qr–aSXJJournalloflAlloyslandlCompoundsVJ2017VJdZaVJ[Z[W[Ze 5.7 20

54 slectronicJstructureVJphaseJstabilityVJvibrationalJandJthermodynamicJpropertiesJofJtheJternaryJ
}owotnyWxuzaJmaterialsJzi{gβbJandJziZnβbXJPhysicalB:lCondensedlMatterVJ2017VJb[fVJ_fWb] 2.8 4

53 obWwnitioJqalculationsJandJγhermodynamicJrescriptionJofJtheJYbWqdJandJYbWβnJβystemsXJJournallofl
PhaselEquilibrialandlDiffusionVJ2017VJ_eVJccbWcdb 1

52 wnvestigationJofJtheJstructuralVJelectronicVJelasticJandJthermodynamicJpropertiesJofJquriumJ
{onopnictidesgJonJab´ initioJstudyXJInternationallJournalloflModernlPhysicslBVJ2017VJ_[VJ[dbZ]]c 1.1 4

51
qomputationalJinvestigationsJonJbandJstructureJandJelectronicJfeaturesJofJchromiumWbasedJ
carbidesJandJnitrideJqr_ XJRX´ k´ qJandJ}SJthroughJtheJt Wo WUz–JapproachXJSuperlatticeslandl
MicrostructuresVJ2017VJ[ZfVJ[W[]

2.8 5

50 wnvestigationJofJelectronicJstructureJandJthermodynamicJpropertiesJofJquaternaryJziWcontainingJ
chalcogenideJdiamondWlikeJsemiconductorsXJSemiconductorlSciencelandlTechnologyVJ2016VJ_[VJ[]bZ[b 1.8 1

49 slasticJandJmechanicalJpropertiesJofJ{g_αhJintermetallicJcompoundgJonJabJinitioJstudyXJJournallofl
MagnesiumlandlAlloysVJ2016VJaVJ[]_W[]d 8.8 6

48 slectronicJstructureVJopticalJandJthermodynamicJpropertiesJofJternaryJhydridesJ{pev_JR{JkJziVJ}aVJ
andJySXJCanadianlJournalloflPhysicsVJ2016VJfaVJecbWedc 1.1 3

47 tirstJprinciplesJstudyJofJhydrogenJstorageJmaterialJ}apvaandJziolvacompoundsgJelectronicJ
structureJandJopticalJpropertiesXJPhysicalScriptaVJ2016VJf[VJZabeZa 2.6 13

46 tirstWprinciplesJstudyJofJstructuralVJelectronicVJelasticJandJphononJpropertiesJofJop]–aRoJkJueVβihpJkJ
{gVZnVqdSJspinelJoxidesXJModernlPhysicslLetterslBVJ2016VJ_ZVJ[cbZZZ] 1.6 7
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45 –ptoelectronicJandJthermoelectricJpropertiesJofJZintlJYziJ_JoJ]JRJoJkJβbVJpiSJcompoundsJthroughJ
modifiedJpeckeâ��xohnsonJpotentialXJChineselPhysicslBVJ2016VJ]bVJ[ZdeZ[ 1.2 2

44 oJfirstWprincipleJstudyJofJ–sWbasedJcompoundsgJslectronicJstructureJandJvibrationalJpropertiesXJ
JournalloflPhysicslandlChemistryloflSolidsVJ2016VJfcWfdVJ[][W[]d 3.9 10

43 βtructuralVJelasticVJelectronicVJphononJandJthermalJpropertiesJofJwr_γaJandJαh_γaJalloysXJ
PhilosophicallMagazinelLettersVJ2015VJfbVJ_f]WaZZ 1 3

42 γhermodynamicJdescriptionJofJtheJpiâ��qsJandJpiâ��γmJsystemJsupportedJbyJfirstWprinciplesJ
calculationsXJCalphad:lComputerlCouplingloflPhaselDiagramslandlThermochemistryVJ2015VJaeVJd]Wde 1.9 9

41 slectronicJstructureVJphaseJstabilityVJandJvibrationalJpropertiesJofJwrWbasedJintermetallicJcompoundJ
wrXJRXkolVJβcVJandJuaSXJJournalloflPhysicslandlChemistryloflSolidsVJ2015VJddVJ[]cW[_] 3.9 17

40 tirstW rinciplesJqalculationsJandJγhermodynamicJossessmentJofJtheJziWαhJandJγlWγmJβystemsXJ
InternationallJournalloflMaterialslMechanicslandlManufacturingVJ2015VJaVJ[_bW[_f 0.3

39 slectronicJandJphononJpropertiesJofJtheJfullWveuslerJalloysJX]YolJRXJkJqoVJteJandJYJkJqrVJβcSgJaJ
densityJfunctionalJtheoryJstudyXJJournalloflMaterialslScienceVJ2014VJafVJa[eZWa[fZ 4.3 34

38
 haseJtransitionJofJ}owotnyâ��xuzaJ}aZnXJRXk VJosJandJβbSJcompoundsJatJhighJpressuregJγheoreticalJ
investigationJofJstructuralVJelectronicJandJvibrationalJpropertiesXJComputationallMaterialslScienceVJ
2014VJedVJ[edW[fd

3.2 16

37 obWinitioJstudyJofJtheJstructuralVJelectronicVJelasticJandJvibrationalJpropertiesJofJtheJintermetallicJ
 d_VJandJ t_VJalloysJinJtheJz[]JphaseXJMetalslandlMaterialslInternationalVJ2014VJ]ZVJdcbWdd_ 2.4 6

36 tirstJprinciplesJstudyJofJtheJstructuralVJelasticVJelectronicJandJphononJpropertiesJofJqdX]–aJRXkolVJ
uaVJwnSJspinelWtypeJoxidesJ2014VJ 1

35 slasticJandJthermodynamicJpropertiesJofJZnβc]βaJandJqdβc]βaJcompoundsJunderJpressureJandJ
temperatureJeffectsXJComputationallMaterialslScienceVJ2013VJdZVJ[ZdW[[_ 3.2 18

34 βtructuralVJelasticVJelectronicJandJphononJpropertiesJofJscandiumWbasedJcompoundsJβcX_JRXkwrVJ dVJ
 tJandJαhSgJonJabJinitioJstudyXJComputationallMaterialslScienceVJ2013VJdfVJdZ_WdZf 3.2 19

33 oJfirstWprinciplesJstudyJofJtheJstructuralVJelasticVJelectronicJandJphononJpropertiesJofJzi{g JandJ
zi{gosJinJtheJ˛–VJ˛†JandJ˛‡JphasesXJJournalloflAlloyslandlCompoundsVJ2013VJbb[VJ[ZeW[[d 5.7 4

32 slectronicJstructureJandJvibrationalJpropertiesJinJcobaltWbasedJfullWveuslerJcompoundsgJoJfirstJ
principleJstudyJofJqo]{nXJRXkβiVJueVJolVJuaSXJJournalloflAlloyslandlCompoundsVJ2013VJbcZVJ][bW]]] 5.7 71

31 βtructuralVJslasticVJslectronicJandJ–pticalJ ropertiesJofJqu_γ{βeaJRγ{JkJVVJ}bJandJγaSJβulvaniteJ
qompoundsJviaJtirstW rinciplesJqalculationsXJScienceloflAdvancedlMaterialsVJ2013VJbVJfdW[Zc 2.3 24

30 opJw}wγw–JβγUrYJ–tJ v–}–}Jrwβ sαβw–}Jo}rJszoβγwqJ α– sαγwsβJ–tJz[]Jw}γsα{sγozzwqβJ
γi_olJo}rJY_olXJModernlPhysicslLetterslBVJ2013VJ]dVJ[_bZ]]a 1.6 2

29 tirstWprinciplesJstudyJofJp]WlikeJintermetallicsJza{gJandJY{gXJIntermetallicsVJ2012VJ]]VJ][eW]]b 3.5 2

28 γheoryJstudyJofJstructuralJparametersVJelasticJstiffnessVJelectronicJstructuresJandJlatticeJdynamicsJ
ofJαpαh_JRαJkJβcVJYVJzaJandJzuSXJComputationallMaterialslScienceVJ2012VJbaVJ__cW_aa 3.2 4

(2012-2016)
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27 obJinitioJstudyJofJsomeJfundamentalJphysicalJpropertiesJofJtheJcubicJinverseWperovskiteJ{n_ZnqJ
andJ{n_ueqXJComputationallMaterialslScienceVJ2012VJbeVJ[c]W[cc 3.2 3

26
tullW otentialJqalculationJofJβtructuralVJslectronicVJandJγhermodynamicJ ropertiesJofJ
tluoroperovskiteJRtext{Jqs{t}_{_}SJR{JkJpeJandJ{gSXJInternationallJournalloflThermophysicsVJ2012VJ
__VJ]__fW]_bZ

2.1 2

25 uroundJstateJandJphononJspectrumJofJ}iβi]XJPhilosophicallMagazineVJ2011VJf[VJaceWadc 1.6 3

24  hononJandJelasticJpropertiesJofJolβcJandJ{gβcJfromJfirstWprinciplesJcalculationsXJComputationall
MaterialslScienceVJ2010VJaeVJeccWedZ 3.2 23

23 βtructuralVJelectronicJandJphononJpropertiesJofJ{oγaJandJ{o}bgJaJdensityJfunctionalJinvestigationXJ
PhysicalScriptaVJ2010VJe]VJZ[bcZ[ 2.6 1

22 βtructuralVJelectronicJandJelasticJpropertiesJofJYquJfromJfirstJprinciplesXJJournalloflRarelEarthsVJ
2009VJ]dVJcc[Wcc_ 3.7 8

21 slectronicJstructureJcalculationsJofJrareWearthJintermetallicJcompoundJYogJusingJabJinitioJmethodsXJ
JournalloflRarelEarthsVJ2009VJ]dVJccaWccc 3.7 12

20 βγαUqγUαozVJszsqγα–}wqJo}rJ v–}–}J α– sαγwsβJ–tJzaXJq–{ –U}rβJRXJkJ VJosSXJ
InternationallJournalloflModernlPhysicslBVJ2008VJ]]VJbZ]dWbZ__ 1.1 4

19 obJinitioJstudyJofJstructuralVJelectronicJandJdynamicalJpropertiesJofJ{gouβnXJEuropeanlPhysicall
JournallBVJ2007VJbeVJ_[fW_]] 1.2

18 tirstWprinciplesJinvestigationJofJstructuralVJelectronicJandJdynamicalJpropertiesJinJβcouβnJalloyXJ
ComputationallMaterialslScienceVJ2007VJa[VJ[_aW[_d 3.2 0

17 obJinitioJcalculationJofJtheJstructuralJandJdynamicalJpropertiesJofJtheJzincWblendeJp}JandJitsJR[[ZSJ
surfaceXJDiamondlandlRelatedlMaterialsVJ2006VJ[bVJ[[c[W[[cb 3.5 5

16 slectronicJandJphononJstructuresJofJouua]andJouwn]XJJournalloflPhysicslCondensedlMatterVJ2006VJ
[eVJcdddWcdea 1.8 9

15 γheoreticalJstudyJofJtheJstructuralVJelectronicJandJdynamicalJpropertiesJofJrocksaltJβc}JandJua}XJ
DiamondlandlRelatedlMaterialsVJ2006VJ[bVJ[[dbW[[de 3.5 20

14 βtructuralJandJdynamicalJpropertiesJofJzincWblendeJua}VJol}VJp}VJandJtheirJR[[ZSJsurfacesXJPhysicall
ReviewlBVJ2005VJd[VJ 3.3 46

13 obJinitiocalculationJofJtheJgroundWstateJpropertiesJofJqoβi]XJJournalloflPhysicslCondensedlMatterVJ
2005VJ[dVJd[]dWd[_] 1.8 7

12 tirstWprinciplesJstudyJofJelectronicJandJdynamicalJpropertiesJofJouol]XJPhysicalStatuslSolidilC:l
CurrentlTopicslinlSolidlStatelPhysicsVJ2004VJ[VJ_Z]dW_Z_Z 10

11 VibrationalJpropertiesJofJtheJβbgwn R[[ZSJsurfaceXJSurfacelScienceVJ2002VJbZdWb[ZVJ[Wc 1.8 1

10 slasticJpropertiesJofJantiferromagneticJteWaZO{nJalloyXJJournalloflMaterialslSciencelLettersVJ2000VJ
[fVJ[]dW[]f
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9  hononJrispersionJofJteW_ZO{nJolloyXJPhysicalScriptaVJ1999VJcZVJbcfWbd[ 2.6 0

8 γheJzatticeJrynamicsJofJ}iW]aOteJolloyJpasedJonJanJsmpiricalJ{anyWpodyJ otentialXJActalPhysical
PolonicalAVJ1999VJfcVJ_f[W_fe 0.6

7 γheJlatticeJdynamicsJofJsomeJtypeWwJandJtypeWwwJalloysXJNuovolCimentolDellalSocietalItalianalDilFisical
DlylCondensedlMatterxlAtomicxlMolecularlandlChemicallPhysicsxlBiophysicsVJ1998VJ]ZVJ[ec_W[edZ 2

6 γhreeWbodyJeffectJonJtheJlatticeJdynamicsJofJteW]eO dJalloyXJNuovolCimentolDellalSocietalItalianal
DilFisicalDlylCondensedlMatterxlAtomicxlMolecularlandlChemicallPhysicsxlBiophysicsVJ1997VJ[fVJddfWdec 2

5 γhreeWbodyJeffectJonJtheJlatticeJdynamicsJofJsomeJfccJdWbandJmetalsXJNuovolCimentolDellalSocietal
ItalianalDilFisicalDlylCondensedlMatterxlAtomicxlMolecularlandlChemicallPhysicsxlBiophysicsVJ1997VJ[fVJdedWdfc 2

4 γhreeWbodyJeffectJonJtheJlatticeJdynamicsJofJ dW[ZOJteJalloysXJPhysicallReviewlBVJ1995VJb[VJ_abeW_ac[ 3.3 8

3
wnvestigatingJtheJ{agneticVJ{echanicalVJslectronicVJ–pticalVJandJonisotropicJ ropertiesJofJZrqoteXJ
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