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Prototype H>LiN

AFLOW prototype label A2BC_mC32_15_2f f £-001
ICSD 116487

CCDC 2273728

Pearson symbol mC32

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A2BC_mC32_15_2f_ f_£f-001
—-params=a, b/av c/a, Bv T1,Y1,71,T2,Y2,22,T3,Y3,23,T4,Y4, 24

e Under pressure LiNH; has at least three phases (Yamawaki, 2014): tetragonal a-LiNiHs, or Phase I, the ground state,
stable up to 10GPa.

e Monoclinic Phase II, stable between 10 and 13 GPa. (this structure)

e (3-LiNH,, or Phase III, is stable above 13 GPa. The structure is very uncertain. (Yamawaki, 2014) discuss two possible
structures: orthorhombic space group Pccn #56 and |body-centered orthorhombic space group Iba2 #45.
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Base-centered Monoclinic primitive vectors
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