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=
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] vw= [o0.000000
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8.1 Kahyoptimize

¥ optimize | Generate structure files from | ) Ni2MnSi.struct

edit optimize.job Uncomment "x dstant” or "cpclmsum"; change options in run_lapw, save_lapw,...

run optimize.job | Type of execution: | background

plot | Plot energy curve

optimize 5L : 8.11T Ja
(B Sl 3 iz b1 ol ¥l o ¢ L o5k @
3,2,1,0,1-,2-y: & J=s o5 X Optimize 3 v/

Ni2MnSi
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Murnaghan: VO0,B(GPa),BP,EQ -
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Equation of states: Murnaghan info 2
E=EQ0+ [B*V/EBF* (1/ (BF-1)* (vO/V)**BF +1)-B*V0/(BF-1)]/14703.6
Pressur==E/BP* ( (VO/V) **BP -1}

vl,EiGFa),EBF,ED 313.2068 167.2246 —-6.5013 —8980.831400
cubic lattice paramster: 10.7803 bohr = 5.7047 ang
wal Snergy de (EQO52) de (Murnaghan) Fressuresi(GFa)
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Band structure

fec v create BM.klist_band [ Brillouinzones from Bilbao Cryst Senver |

¥ lapwl -band | Calculate Eigenvalues |+ interactively

needed only Tor continuous lines in the plot (not for non-symmorphic spacegroups)!

¥ irrep | Calculate irreducible representations || so || interactively

for band character plots only!

® lapw2 -band -gtl Calculate partial charges ("gtl"file) | so |+ interactively

edit BM.insp | Insert correct EF
® spaghetti | Calculate bandstructure | | so |+ interactively

plot bandstructure Plot bandstructure  or  download Xmgrace files for plotting with xmgrace

save lapw -band with name:

DOS gl 550 113,11 <&

(14101 el v SV 81T Slamas ¢l DOS @i S JLS 1 uny @
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Le but de notre travail compte les caractéristiques structurelles et les premiers
principes électroniques et I'utilisation magnétique (ab initio) dans le compte sur
la base de DFT dans les vagues plane de base écrit en arrondi gradient GGA de
montage De cette fagon, nous avons identifié des constantes cristallines densité
d'états et de la bande de I'énergie et le moment magnétique de

I'alliageNi, MnSi qui appartiennent a la famille des Hassler compleéte.

Mot-clé: Alliage Hassler, theorie fonctionnelle de densité, moment

Qﬂgnétique, polarisation. /
/Abstract \

The goal of our work account the structural characteristics and
Electronic and magnetic use first principles (ab initio) in the account on
the basis of DFT in waves planar mounting base written in rounded
gradient GGA In this way we have identified crystalline constants
density of states and energy band and the magnetic moment of the
alloyNi, MnSi that belong to the family ofHasslerfull.

Keyword: Alloy Hassler, Density Functional Theory, magnetic moment,
polarization.
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