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Abstract

In this paper, the band structure of LiBC are calculated and studied.
The calculations were performed using a Full Potential Linearized
Augmented Plane wave (FP-LAPW) method in the framework of
density functional theory (DFT). Due to band structure, it is clear that
there is al.5 eV gap in k — T direction which is the reason of the
insulating behavior of the compound. Studying the partial density of
states of LiBC also asserts that the atoms, to some extent, have
identical role in the properties of the compound. The electronic
density of states indicates that since the bonds in LiBC are covalent,
there is no conduction electron. The calculation of band structure
including spin shows that spin does not affect the electronic properties
but may affect its magnetic properties because spin is a magnetic
property. The results are in a good agreement with experiments
results.
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