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I nvestigations on Li-Al-N-H complex for
hydrogen storage by first principle

LIU Yi-xin, LIANG Chu, JIANG Long, L1 Guang-xu, WEI Wen-lou, GUO Jin

(Key Laboratory of National Education Ministry for Nonferrous Metals and Material s Processing Technol ogy,
College of Physical Science and Technology, Guangxi University, Nanning 530004, China)

Abstract: The cell parameters, electronic structures, formation enthalpies and reaction enthalpies of LiNH,, and Li;AIN,,

were investigated using plane-wave pseudo-potential method based on density function theory. The results show that the
calculated cell parameters are in agreement with the experimental ones. The interactions between Li—N and AI—N are
strong ionic bonds in Li;AIN,. The interaction between N and H is strong covalent bond and the interaction between Li and

N is strong ionic bond in LiNH.,. The calculated reaction enthalpies are —23.7 and —55.3 kJ/mol, respectively, which arein
agreement with the experimental ones.
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