B-LiNHs (Iba2) Structure:
A2BC_0l32 45 2¢_ ¢ c-001
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

HyLiN

A2BC_0I32.452c_c_c-001
116487

2273728

0l32

45

Tba2
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aflow --proto=A2BC_oI32_45_2c_c_c-001
—~params=a, b/aa c/a, T1,Y1,%21,22,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 Il 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: orthorhombic space group Pcen #56| and body-centered orthorhombic space group Iba2 #45| (this structure).
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Body-centered Orthorhombic primitive vectors

al\_{gg
a; = —%afi—l— %bA + %ci
a, = %a)“c — %by + %ci
ag = %a}‘(—f— %by — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (y1 +21) a1+ (21 +21) ag + = ar1 X +by1y +c21 2 (8c) HI
(z1+v1) a3
B, = —(y—2z1)a—(z1—2)a— = —ar1 X —by1y+cn 2 (8¢) HI
(z1+y1) a3
B -  (mtaibas - wn%—bugte(n+d) 2 (s o
(z1+ 214 3) az+ (z1 — 1) as
By = ()1 +21+3) a1+ = —ar1 X +byp § +c(z+3) 2 (8¢) HI
(—z1+ 21+ 5) ag— (21 — 1) a3
Bs = (y2 + 22) a1 + (z2+ 22) @as + = aryX +by2 ¥ + cz2 Z (8¢c) HII
(T2 +y2) a3
Bs = —(y2—22)a;—(v3—2)ay— = —axoX —bys ¥+ c202 (8c) HII
(z2 +y2) a3
B = (—y2+22+3) a1 + = a$2i—by25’+c(22+%) z (8¢) H T
(JUQ + 22 + %) as + (r2 —y2) a3
Bs = (y2+ 22+ 5) a1 + = —aza X +bya§ +c (22 + 3) 2 (8¢) H1
(*962 + 22 + %) ax—(r2 —y2) a3
By = (ys + 23) a1 + (z3+ 23) as + = arsX + bys ¥ + cz3 Z (8¢) Lil
(z3 +y3) a3
Bio = —(ys—23) a1 —(v3—23)aa— = —arsX —bysy + cz3 2 (8¢) Lil
(z3 +y3) a3
Bu = (-ys+2s+3) at - avsX —bysy +c (23 + 1) 2 (8¢) Lil
(z3+ 23+ 3) az + (x3 — ys3) ag
Bz = (ys+23+3) a1+ = —az3 R+ bysy +c(z3+3) 2 (8¢c) Lil
(—fU3 + 23+ %) az—(z3 —y3) a3
Biz = (yatz)ar+(wga+24) a2+ = arsX +bys ¥ + 242 (8¢) N1
(T4 +ya) a3
By = —(ya—z4) a1 —(rg—24)a0— = —ar X —bys ¥ +czaz (8c) NI
(T4 +va) a3
Bis = (—ya+za+3) a1+ = arsX—bys§ +c(zu+3) 2 (8¢c) N1
(za+z1a+3) as+ (24— ya) a3
Bis = (ya+2a+3)a + = —azsX+bys§+c(za+3) 2 (8¢c) NI

(*964 + 24+ %) ar—(r4 —y4) a3
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