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Phonons in La(Ni,Sn).: ab initio study

Sn prefers 3g Ni sites
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- Thermodynamics of H-storage La-Ni-Sn materials is complex.
- We focused on the solubility of Sn in LaNi..

- Our calculations confirm the existence of a miscibility gap.

- Sn atoms destabilize LaNi; but in a non-trivial manner when N W A S
LaSn; is unstable both thermodynamically and mechanically
(there are imaginary-frequency ,,soft“ phonon modes) but

miscibility-gap end-members are stable.
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