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

e Monoclinic Phase II, stable between 10 and 13 GPa.

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

Body-centered Tetragonal primitive vectors

a3 \<az
al
a; = —iaX+iay+ ez
as = %afc — %aer %cz
ag = 1aX+iay-—icz 3
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 0 = 0 (2a) Lil
B, = %al+%32+%a3 = %ay—kici (2¢) Lill
B; = z3a) + z3ag = cz3% (4e) Li I1I
B, = —Zz3a; — z3as = —c23Z (4e) Li II1
Bs = (ya + z4) a1 + (x4 + 24) a2 + = araX+ays§ +cza 2 (8g) HI
(x4 +y4) ag
Be = —(a—2z4)a1—(xg—24)a0— = —axsX —aysy +cza 2 (8g) HI
(4 +ya) a3
By = —(mutzu)a+@a—z)a—- = aysX —aryy —cza (8g) HI
(r4 —ya) a3
BS = (ZZJ4 — 24) a; — (y4 + 24) as —+ = —ay, )A( + axl g 5’ — CZ4 2 (Sg) H I
(T4 —ya) a3
By = (ys + 2z5) a1 + (x5 + 25) az + = arsX + aysy + cz5 2 (8¢) HII
(75 +ys5) a3
Bio = —(ys—25) a1—(r5—25) az— = —arsX —aysy + cz5 2 (8g) HII
(5 4+ ys) a3
Bii = —(z5+25)a1+(ys—25) aa— = ays X — arsy — cz5Z (8g) HII
(935 - y5) as
Biz2 = (z5—z)a—(y5+2z5) a2+ = —ays X +ar5y — €252 (8g) HII
(5 —ys5) a3
Bz = (y6 + 26) a1 + (w6 + 26) a2 + = argX + aygy + cz6 2 (8g) NI
(76 + ys) as
B14 = — (yﬁ — ZG) a; — (1‘6 — 26) ag — = —axefc — GZUGS’ + czg Z (Sg) NI
(w6 +y6) a3
Bis = —(w¢+2)ar+(ys—2)a— = ayeX —argy — 26 Z (8g) NI

($6 - yG) ag
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Big = (6 — 26) a1 — (Y6 + 26) a2z + = —aye X + axrey — c26 Z (8g2) NI
(r6 — ys) a3
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