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Prototype Ba3Cry0sg

AFLOW prototype label A3B2C8_hR13_166_ac_c_ch-002
ICSD 159409

CCDC 1675881

Pearson symbol hR13

Space group number 166
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Space group symbol R3m

AFLOW prototype command aflow --proto=A3B2C8_hR13_166_ac_c_ch-002
--params=a, c/a, Ta, T3, Ta, T5, 25

Other compounds with this structure
Srch‘QOg

e This is the ternary version of the D8 (Fe;Wg) structure. The structure given by (Nakajima, 2008) does not appear in
the ICSD. We give the ICSD entry for the structure determined by (Aczel, 2008).

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

EH

a; = %ai—?ay—i—%ci
a; = %ay + 3c2
ag = —%a&—%ay—l—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Bal
B, = Toay + Tpas + xo as = cT2 Z (2¢) Ba IT
B3 = —X2aA] —X2Ay — T2 AaAj = —CI9 Z (2(2) Ba II
B, = r3a; + r3as + r3as3 = cx3Z (2¢) Crl
B; = —T3aj — T3ay — T3 as = —cx3 7% (2¢) Crl
Bg = r4a1 +T4a9 + xT4ga3 = CT4Z (20) Ol1
B7 = —X4QA] —Tg4Ay — T4 A3z = —CIy4 Z (2(3) Ol
Bs = Tsa)] + Tsaz + z5as = %a (IC5 725) X+ %a (.%5 72’5) S’+ (Gh) oIl
$c(2m5 + 25) 2
By = zsa] + 5 as + x5 as = —%a(% — z5) i—l—ga(% —z5) ¥+ (6h) OII
2c(2xs + 25) 2
Bio = Tsa) + zsas + T5as = 7%0, ($5 *2’5) v+ %C(2I5+2’5) Z (Gh) O1II
B11 = —Z5A] — ITyaA2 — ITyaAs = %a (I5 — 25) X — %a (1‘5 — 25) y — (6h) oIl
tc(2m5 + 25) 2
B12 = —TzaA] — TyzaAz — Z5a3 = 7%0, (I‘5 725) X — §G($57Z5) yf (Gh) oIl
3¢ (2m5 + 25) 2
Bis = —Tsa; — z5a9 — Ty as = %a (x5 —25) § — %c(2x5 + 25) Z (6h) O1II
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