High-temperature LiBHy structure:
AB4C_hP12.186_b_bc_b-002
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Prototype BH4Li

AFLOW prototype label AB4C_hP12_186_b_bc_b-002
ICSD 95208

CCDC 1296547

Pearson symbol hP12

Space group number 186

Space group symbol P63mc
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AFLOW prototype command aflow --proto=AB4C_hP12_186_b_bc_b-002
--params=a, c/a, 21, 22, 23, T4, 24

e This is the high-temperature structure of LiBH4, with the data taken at 408K. Below =~ 321K (Soulié, 2002) it transforms
into a low-temperature orthorhombic structure.

e Space group P63mc #186 is polar, with no fixed origin for the z-axis. We follow (Soulié, 2002) and set zo = 0 for the
lithium site.

e High-temperature tridymite AIPO4| and high-temperature LiBH4 have the same AFLOW prototype label,
AB4C_hP12_186_b_bc_b. They are generated by the same symmetry operations with different sets of parameters
(--params) specified in their corresponding CIF files.
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