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Simulative calculations on LaNis-H
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Abstract: First-principles calculations on LaNis-H systems were made employing CAST EP softw are package. T he ultra-
soft pseudopotentials, generalized gradient approximation and electron spin polarized methods were used in calculations. A
full geometry optimization was made to investigate the total energy of systems. From the calculated data it is found that
the H atoms in vacancies are not stable although the volumes are bigger. H atoms are most prefer to diffuse in O-T-0
pathway. The tetrahedral interstice consisting of 2La2Ni is the most stable site in perfect LaNis-H system. These two
kinds of interfaces are all the most stable sites of H atoms. The H atoms will diffuse along the interface when trapped in
it.
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