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Abstract

The dependence oEfs-Erg) on the lattice constants has been studied for fou
half- Heusler compounds. First principle simulatwas carried out to calculate the
electronic structure and the obtained results weoenpared among different
compounds. It is found that the changeE&{Ers) with strain exhibits opposite trend
for IlI-VIII-V half- Heusler compounds and II-VIIVI half- Heusler compounds.
Moreover, for 1lI-VIII-V half- Heusler compounds é¢hvalent orbital are usually fixed
and the conduct orbital move away from Fermi levehereas for 1I-VIII-VI half-
Heusler compounds the conduct orbital tend to kedfiand the valent orbital move
away from Fermi level as the lattice constant duced. The different trends of the
variation of electronic structures are caused leydifferent extra-nuclear electrons of

lIA and 1lIB group elements which change their cheahbonding.
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