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First-principles calculation of structure, electronic and
elastic properties of MAIH, ( M=Na, k) °
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Abstract
We have calculated the structure, electronic and elastic properties of MAIH, (M = Na,K) based on density functional
theory. We found both NaAlH, and KAIH, are insulators and are characterized by Al—H covalent bond and M—AIH,
ionic bond. The elastic constants are small compared with those of other compounds (e. g MgH,) and decrease in the
MAIH, (M =Li,Na,K,Rb,Cs) series. We explain this phenomenon according to the volume change of MAIH, (M = Li,
Na,K,Rb,Cs) .
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