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Prototype AuCd

AFLOW prototype label AB oP4 51 e f-001

Strukturbericht designation B19

ICSD 58409

Pearson symbol oP4

Space group number 51

Space group symbol Pmma

AFLOW prototype command aflow --proto=AB_oP4_51_e_f-001

--params=a, b/a, c/a, z1, z2

Other compounds with this structure
AuTi (H.T.), CdMg, IrMo, IrW, MoPt (H.T.), NbPt, NbRh, PbTi, PtTi, PtV (L.T.)

• When a = b = c, z1 = 1/4, and z2 = 3/4 the atoms are on the sites of a face-centered cubic lattice.

• When a = c, z1 = 1/4, and z2 = 3/4 the system reduces to the L10 (AuCu) structure.

• When a/b = (8/3)2/3, c/b = 31/2, z1 = 1/3, and z2 = 5/6, the atoms are on the sites of the hcp structure.

• Finally, when z2 = 1/2 + z1 the atoms are at the positions of the α-U (A20) structure.
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Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 1
4 a1 + z1 a3 = 1

4a x̂ + cz1 ẑ (2e) Au I

B2 = 3
4 a1 − z1 a3 = 3

4a x̂− cz1 ẑ (2e) Au I

B3 = 1
4 a1 + 1

2 a2 + z2 a3 = 1
4a x̂ + 1

2b ŷ + cz2 ẑ (2f) Cd I

B4 = 3
4 a1 + 1

2 a2 − z2 a3 = 3
4a x̂ + 1

2b ŷ − cz2 ẑ (2f) Cd I
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