0-7Zro,CulAu Structure:
ABC2 0P8 59 a_b_e-001
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Prototype AuCuZry

AFLOW prototype label ABC2_0P8_59_a_b_e-001
ICSD 150572

CCDC 1667734

Pearson symbol oP8

Space group number 59

Space group symbol Pmmn

AFLOW prototype command aflow --proto=ABC2_oP8_59_a_b_e-001

--params=a, b/a, c/a, z1, 22, Y3, 23

Other compounds with this structure
CU3A1

e At low temperatures, the heusler structure 5-ZroCuAu has a martensitic transformation to this phase. The data was
taken at 78K.

e (Duggin, 1966) places this in the P2mm setting of polar space group #25 (standard setting Pmm?2), but the numerical
values of the Wyckoff positions place it in the centrosymmetric space group Pmmn. We used AFLOW to determine the
transformation.
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Simple Orthorhombic primitive vectors

aBEJl_ a2

a; = ax

az = by

ag = cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1a;+ a2+ 2 a3 = 10X+ by +enz (2a) AlT
B, = Sa;+2ay — 2z as = Jax+ 30y —cnz (2a) AlT
B; = i1a;+3a)+ 2ma = 10X+ 309 + 202 (2b) Cul
B, = 3a;+1a;—2as = Sax+ 1by — 202 (2b) Cul
B; = 1a;+ysas +z3a3 = FaX+bysy + cz32 (4e) Zn 1
B = 3a1— (ys—3) as + z3a3 = 10X =b(ys—3) §+ 2 (4e) Znl
B, = 3a;+ (ys+3) az — z3a3 = ax+0b(ys+3) y—cu:? (de) Zn 1
Bg = S3a; —ysar — z3a3 = Sa%k —bysy —cz32 (4e) Zn 1
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