a-CuAlCly Structure:
AB4C tP12.112 b n_e-001

This structure originally had the label AB4C_tP12_112 b n_e. Calls to that address will be redirected here.
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Prototype AICLLCu

AFLOW prototype label AB4C_tP12_112_b_n_e-001
ICSD 165608

Pearson symbol tP12

Space group number 112

Space group symbol P42c

--params=a, ¢/a, T3, Y3, 23

AFLOW prototype command  aflow --proto=AB4C_tP12_112_b_n_e-001

Other compounds with this structure
a-CuAlBry, a-CuAlClyBry, a-CuAlCl3Br, a-CuAlClBr3, a-CuGaBry, a-CuGaCly

e This is the ground state structure of CuAICly. There is also a metastable orthorhombic 5-CuAICly structurel

e The lattice parameters and coordinates of the Wyckoff positions have been inferred from the distance and angular data in
(Martin, 1998).

e The ICSD entry from (Martin, 1998) refers to the related compound a-CuAlBry.
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Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = fa;+ §ag = taX+ e (2b) AlT
B, = la)+3a; = lay+3cz (2b) All
B = 0 = 0 (2e) Cul
B, = 1ag = icz (2e) Cul
B = T3a; +y3as + 23 as = arsX +aysy +cz3Z (8n) Cll
Bg = —r3a; —yzas + z3as = —ax3X —ay3y +cz32 (8n) Cll
B, = ysa] — rzas — 23 as = aysX —arsy —cz3 (8n) ClI
Bg = —ysai + r3as — z3as = —aysX +ar3y —cz3Z (8n) ClI
By = —r3za; +ysas — (23— é) as = —aa:3§c+ay3y—c(z3 — %) Z (8n) ClI
B = T3a; — yzas — (237 %) as = a:vgfcfaygyfc(z;;f %) Z (8n) ClI
B = —ysa; — r3as + (23—|— %) as = —ayg)‘(—axgy—i—c(z;g + %) Z (8n) ClI
B> = ysa; + rzas + (z3—|— %) as = aygfi—l—axgy—i—c(z?, + %) Z (8n) ClI
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