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Abstract
The LiAl is a typical intermetallic compound which has many important applications. We have employed the first-principles
pseudopotentials and the plane wave energy band method to calculate the vacancy formation energies of Li and Al vacancies in
LiAl intermetallic compound as well as the atomic relaxations around the vacancies. The charge redistribution around the vacan-

cies electronic density of states and their band structures are also discussed.
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