Li;TaOg Structure:
A8B6C_hR15.148 cf f a-001

This structure originally had the label A8B6C_hR15_148_cf_f_a. Calls to that address will be redirected here.
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Prototype Li;O¢gTa

AFLOW prototype label A8B6C_hR15_148 _cf_f_a-001
ICSD 74949

Pearson symbol hR15

Space group number 148

Space group symbol R3

AFLOW prototype command  aflow --proto=A8B6C_hR15_148_cf_f_a-001
--params=a, ¢/a, T, 3,Y3, 23, T4, Y4, 24

e The Li-I (2c¢) site is half-occupied.

Rhombohedral primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/L1GH
https://aflow.org/p/A8B6C_hR15_148_cf_f_a-001

a; = %af{fgaer%ci
as = %ay + %ci
ag = —%ai—%ay—l—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Ta I
B, = Toay + Toag + o as = croZ (2(}) Lil
B = —Zoa] — Toag — To A3 = —Ccxo Z (2¢) Lil
By, = xzay + yzas + 23 as =  ta(zy—23) X— ‘/Tga(xg —2ys+23) ¥+ (6f) LiIT
tc(w3+ys +23) 2
Bs = z3a; + rzas +ysas = —ja(ys —z) X+ ?a (223 —y3 —23) §+ (6f) Lill
se(x3+ys+ 23) 2
B = Yysaj + z3az + x3 as = —la(zs—y3) X— %a (x3+ys —223) §+ (6f) Lill
tc(ws+ys+23) 2
B, = —T3a; — Y389 — 23 a3 = —la(zs—z) R+ LBa(es—2ys+2) 9 - (6f) Lill
%C (173 +ys + 23) Z
Bgs = —z3a; — T34z — Yz as = %a (ys — 2z3) X — %a (23 —ys —23) ¥ — (6f) Lill
se(x3 +ys + 23) 2
Bg = —Yyza] — zzag — r3as = %a (1‘3 — y3) X+ %a (1‘3 + Y3 — 223) y — (6f) Lill
sc(w3+ys +23) 2
Bio = Tgar +Ysaz + 2423 = fa(zy—24) X— %ga(934*2y4+24) v+ (6f) 01
sc(za+ys+2a) 2
Bix = zZga; + x4 + Y4 a3 = —3a(ys—z) X+ %a (224 —ys — 24) Y+ (6f) 01
(a4 ys+21) 2
B2 = Yaar +2z4ag + T4a3 = —%a (T2 —ya) X— %a (T4 +ys —224) T+ (6f) 01
sc(Ta+ys+24) 2
Biz = —Tia; —Ysaz — 2483 = —%a (T4 — 2z1) X+ %a (T4 —2ys + 24) § — (6f) Ol
sc(Ta+ys+24) 2
Bis = —Z4@] —Tqa2 —Ysag = %a (Yo — 24) X — ?a (224 —ys—24) § — (6f) 01
%C (T4 +ya+2z1) 2
Bis = —Ysa; —zga — T4a3 = ja(rs—ys) X+ ?a (T4 +ys —224) § — (6f) Ol
tc(@a+ys+24) 2
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