CoU (B,) Structure:
AB_cl16.199 a_a-001

This structure originally had the label AB_cI16_199_a_a. Calls to that address will be redirected here.
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@Co

Prototype CoU

AFLOW prototype label AB_cI16.199_a_a-001
Strukturbericht designation B,

ICSD 102712

Pearson symbol cl16

Space group number 199

Space group symbol 1213

AFLOW prototype command aflow --proto=AB_cI16_199_a_a-001
——params=a, X1, T2

Other compounds with this structure
GaQPU3

e When z; = 1/4 and x2 = 0, or visa versa, this structure reduces to CsCl (B2) with aps = a/2.


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/TFMD
https://aflow.org/p/AB_cI16_199_a_a-001
https://aflow.org/p/AB_cP2_221_a_b-002

Body-centered Cubic primitive vectors

a3\<az
al
a; = —iaX+3ay+3az )
az = iax—1iay+iaz "
ag = 1aX+iay-—3az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2x1a; + 2x1 az + 27 a3 = ary X +ary +ariz (8a) Col
B = za1— (21— 3) a = —am X —a (v - 3) ¥ +an (8a) Col
Bs = — (211 - 3) a + g2 = —a (1 —3) X+any—an 2 (82) Col
By, = = (221 - 3) a1 + 52 = ar X —ar y —a (11— 3) 2 (8a) Col
Bs = 2z9 a1 + 222 a2 + 222 a3 = az2 X +az2 ¥ +az2 2 (82) Ul
B = sar— (202 — 3) a3 = —aza X —a(r2 = 3) ¥ +ar22 (82) Ul
B = —(272—3) a2+ 3 a3 = —a (2= 3) X+any —avy2 (82) Ul
Bs = = (2w — 3) a1 + 32 = aryX —azy§ —a(r2 - 3) 2 (8a) Ul
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