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Prototype P,U

AFLOW prototype label A2B_t124_107_2abc_2ab-001
ICSD 87138

Pearson symbol t124

Space group number 107

Space group symbol Idmm

AFLOW prototype command  aflow --proto=A2B_tI24_107_2abc_2ab-001

—~params=a, c/a, 21, %2, %3, %4, 25,26, X7, 27

e This is very close to the CuySb (C38) structure. Indeed, if we allow an uncertainty of 0.3A FINDSYM puts this in the

(38 structure.

e The ICSD entery is from the earlier work of (Pietrasko, 1971).
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = z1a + z1a = cz1 % (2a) PI
B, = Zoai + 29 as = 20 Z (2a) PII
B; = zzai + z3as = cz3% (2a) Ul
B, = Zaa1 + 24 A9 = 24 7 (2a) U Il
B; = (25 + %) a; + zsas + %ag, = %ay—i—czsi (4b) P III
Bs = zsa;+ (25 + 5) az + g a3 = saX + cz5 2 (4b) P III
B, = (z6+ %) a; + zgas + %ag = %aerczﬁZ (4b) U III
Bgs = zgal + (26 + %) as + %ag = %a)‘( + cz6 Z (4b) U III
By = (x7+27) a1 + (z7 4+ 27) as + = ar7 X+ arry + czr Z (8c) PIV
2x7 as
Bio = —(z7—27)a;—(z7—27)ay— = —ax7X —ax7y + cz7 Z (8¢) PIV
2x7 ag
Bi1 = (x7+ 27) a1 — (x7 — 27) ay = —azr7X+axyy +c2rZ (8c) PIV
B = —(z7 — z7) a1 + (w7 + 27) a2 = ar7X —ar7y + czr (8c) PIV
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