CuAl Structure:
AB mC20_12 a2i ¢2i-001
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Prototype AlCu
AFLOW prototype label AB_.m(C20_12_a2i_c2i-001
ICSD 653749
CCDC 1765704
Pearson symbol mC20
Space group number 12
Space group symbol C2/m

AFLOW prototype command aflow --proto=AB_mC20_12_a2i_c2i-001
—~params=a, b/a7 C/a7 67 T3,23,T4,24,T5,25, L6, 26

Other compounds with this structure
InPt, Culllng

e (El-Broagy, 1972) use 8 < 90° and put the Cu I atom at the (2a) site with the Al T atom on the (2d) site. The AFLOW
standard uses § > 90° and puts Al T at (2a) and Cu I at (2d). This rewrites the lattice vectors.

e (El-Broagy, 1972) describe this as “a vacancy variant of the |CsCl (B2) structure|and also refer to this structure as
Cus1Alyg, indicating some disorder. This is effect is more dramatic in Cuy;Ing (ICSD 102986), where the (2d) site is half
copper and half indium.
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Base-centered Monoclinic primitive vectors

a2

a; = takx—1by 8 N
ag = lax+1by e
ag = ccosfBX+csinfz @
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 0 = 0 (2a) All
B, = 1a; = lccosBR+ esinpz (2c) Cu I
B; = r3a; + r3as + z3as = (axs + czzcos B) X + czgsin f 2 (4i) Al Tl
B, = —T3a; — T3ay — 2343 = — (axs 4+ czgcos B) X — czgsin f 2 (4i) Al Tl
By = Tyay + Tga9 + 2423 = (axq + czqcosf) X+ czqsinfz (41) Al IIT
Bg = —Tga] — Tg Ay — 24 A3 = —(axy 4+ cz4co8B) X — cz48in S 2 (4) Al 11T
B, = Tsay + Tsas + 25 as = (axs 4 cz5cos B) X+ czssin f 2 (4i) Cu Il
Bsg = —Tsa; — Tsas — 25Aas = — (axz5 + czycos B) X — cz5sin B2 (4i) Cull
By = Tgay + Tgag + 26 a3 = (axe + czgcos f) X + czgsin S Z (41) Cu III
By = —Tga; — Tgas — 2 as = — (axg + czgcos ) X — czgsin S 2 (4) Cu II1
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