Theoretical 0-LisPS, Structure:
A3BC4.tP16_114_ad_b_e-001
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Prototype LizPS,

AFLOW prototype label A3BC4_tP16_114_ad_b_e-001
Pearson symbol tP16

Space group number 114

Space group symbol P42.c

AFLOW prototype command  aflow --proto=A3BC4_tP16_114_ad_b_e-001
--params=a, ¢/a, 23, T4, Ya, 24

e LisPS, is known to exist in four forms (Homma, 2011):

— ~-LigPSy, the ground state, is stable below 573K in the |enargite (H25) structure.
— |8-LigPS4| is stable between 573 and 746K.

— la-Li3PS, is stable above 746K.

— 0-LizPSy (this structure) is a predicted high-pressure phase.

e This is a computational prediction of the §-LigPSy structure, calculated at 10 GPa.
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e AFLOW shifts the origin by ¢/2 along the Z-axis, moving the Li I atoms from the (2b) to the (2a) Wyckoff positions.
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