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Prototype H5LiN

AFLOW prototype label A2BC_oP32.56_2e_e_e-001
ICSD 116488

CCDC 2273729

Pearson symbol oP32

Space group number 56

Space group symbol Pecen

AFLOW prototype command aflow --proto=A2BC_oP32_56_2e_e_e-001
——params=a, b/aa c/a, T1,Y1,%21,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 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/ (this structure) and body-centered orthorhombic space group Iba2 #45.
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Simple Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ria; +yiaz+ zias = ar1X+byy+cz1 2 (86) HI
B, = —(331—%) al—(yl—%) as + = —a(xl—%) b(yl—f)y%—czlz (8e) HI
Z1 a3
B; = —z1a; + (y1 + %) ag — = —ar1X+0b (y1 + ) —c (zl — %) Z (8e) HI
(21— 3) as
B, = (3’514—%) al—ylag—(zl—%) as = a(ml—&—%)fi—byly—c(zl—%)i (86) HI
B = —ria; — ¥y as — 21 a3 = —ar X—bypy—cxz (8e) HI
Bg = (ler%) a1+(y1+%) as—ziaz = a(x1+1))‘c+b(y1+l)yfczli (8e) HI
By = mlal—(yl—%) ag—l—(zl—l—l) a3 = axlx—b(yl—f)y—i—c(zl—i— ) (8e) HI
Bs = —($1—%)al+ylaz+ = —a(z1—3) X+bypy+c(za+3) 2 (8e) HI
(21+3) as
By = Toaj +Yysas + z2as3 = ars X+ by ¥ + c20 Z (86) HII
Bio = —(z2—-3)ai—(p2—3)a+ = —a(za— )X —b(y2—3) §+cx2 (8e) HII
Zo ag
Bi1 = —Toay + (y2 + %) as — = —aroX+0b (y2 + ) —c (2’2 — %) Z (86) HII
(2 1) 2
B12 = (,IQ“F%) alfygagf(ZQf%) as = a(l’2+%)5‘(7by2y76(227%) Z (86) HII
Bz = —Zoa] — Yo ag — 2o a3 = —axoX —bys ¥ —c20Z (8e) HII
By = (ajg—i—l) a1+(y2+l) as—z29ag = a(x2+1)x+b(y2+ ) —c20 % (8e) HII
Bis = z0a;— (yg—*) ag—i-(Zg-i- ) = &1‘25\(—()(?;2—*) y—|—C(ZQ+*) (86) HII
Big = — (22— 1) a1+y2a2+ = —a (e — ) X+bypy+c(zo+3)2 (8e) HII
(2 1)
By = rzaj +Yysaz + zzas = arsX +bysy +cz32 (86) Lil
Bis = —(1‘3—%)81—(y3—l) as + = —a(x —%))Ac—b(y3—f)y+czgz (8e) Lil
Z3 as
By = —xga; + (y3+%) ag — = —ax3i+b(y3+%) yfc(z;;— %) Z (8e) Lil
(25— 3) as
By = ((E3+%) al—y3a2—(zr —%) a3 = a(mg—k%))‘(—by;;y—c(z —%) Z (8e) Lil
By = —r3a; —yzas — 23 as = —ax3X —bysy —c23% (8e) Lil
Boy = (x3—|—%) a1+(y3—|—%) ag—zzag = ($3+1)X—|—b(y3+ ) ¥ —cz3% (8e) Lil
Bos = :ngalf(ygf%) a2+(Z3+%)a = (l(l’gX*b(yg**)erC(Zg‘i‘ ) (8e) Lil



B24 = 7(1737%) a; +ysas + = *Q(Ig*%)i‘i’b@/gf"FC(Zg#‘%)i (86) Lil

(2’3+%) as
By = Tqay + ygas + 24a3 = axs X +bys ¥+ cz4 (8e) NI
Bog = —(m—%)al—(y —%)ag—i— = —a(x;;—%)&—b(y —%)y—&—cai (8e) NI
Z4 A3
B27 = —r4ay + (y4+ %) ag — = —a:c4§(+b(y4+ %) 5"76(24 - %) Z (86) NI
(24— 3) 23
Bos = (3344—%) al—y4a2—(z4—%) a3 = a(:r4+%))‘<—by4y—c(24—%)i (8e) NI
B2y = —ZT4a1 —Ygaz — 24a3 = —axs X —bys ¥ —cza 2 (8e) NI
B3y = (a:4—|—%) a1—|—(y4+%) as—z4a3 = a(x4+%)i+b(y4+%)y—cz4i (8e) NI
B31 = x4a1—(y4—%) a2+(24+%) as = al’4}27b(y47%)y+6(24+%)2 (86) NI
Bs: = —(za—3) a1 +ysas + = —a(zg— ) X+byag+c(za+3)2 (8e) NI
(2’4—"-%) as
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