
Al2CuIr Structure:
A2BC oC16 67 ag b g-001
This structure previously used the label(s) A2BC oC16 67 ag b g. Calls to these addresses will be redirected here.
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Prototype Al2CuIr

AFLOW prototype label A2BC oC16 67 ag b g-001

ICSD 167666

CCDC 1683559

Pearson symbol oC16

Space group number 67

Space group symbol Cmme

AFLOW prototype command aflow --proto=A2BC_oC16_67_ag_b_g-001

--params=a, b/a, c/a, z3, z4

• We have shifted the origin to move the Al-I atoms to the (4a) Wyckoff positions.
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• Al2CuIr (A2BC oC16 67 ag b g) and CuHoP2 (ABC2 oC16 67 b g ag) have similar AFLOW prototype labels (i.e., same
symmetry and set of Wyckoff positions with different stoichiometry labels due to alphabetic ordering of atomic species).
They are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.
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B1 = 1
4 a1 +

1
4 a2 = 1

4a x̂ (4a) Al I

B2 = 3
4 a1 +

3
4 a2 = 3

4a x̂ (4a) Al I

B3 = 1
4 a1 +

1
4 a2 +

1
2 a3 = 1

4a x̂+ 1
2c ẑ (4b) Cu I

B4 = 3
4 a1 +

3
4 a2 +

1
2 a3 = 3

4a x̂+ 1
2c ẑ (4b) Cu I

B5 = 3
4 a1 +

1
4 a2 + z3 a3 = 1

2a x̂− 1
4b ŷ + cz3 ẑ (4g) Al II

B6 = 1
4 a1 +

3
4 a2 − z3 a3 = 1

2a x̂+ 1
4b ŷ − cz3 ẑ (4g) Al II

B7 = 3
4 a1 +

1
4 a2 + z4 a3 = 1

2a x̂− 1
4b ŷ + cz4 ẑ (4g) Ir I

B8 = 1
4 a1 +

3
4 a2 − z4 a3 = 1

2a x̂+ 1
4b ŷ − cz4 ẑ (4g) Ir I
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