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Prototype Cl3CuK2

AFLOW prototype label A3BC2 oP24 62 3c c 2c-001

ICSD 30656

CCDC 1604900

Pearson symbol oP24

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A3BC2_oP24_62_3c_c_2c-001

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, z4, x5, z5, x6, z6
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Other compounds with this structure
Ba2ZnS3, Cs2AgCl3, Cs2AgI3

• (Brink, 1949) present the structure in the Pnam setting of space group #62. We used FINDSYM to convert this to the
standard Pnma setting.
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4b ŷ + cz2 ẑ (4c) Cl II

B6 = −
(
x2 − 1

2

)
a1 +

3
4 a2 +(

z2 +
1
2

)
a3

= −a
(
x2 − 1

2

)
x̂+ 3

4b ŷ + c
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4b ŷ + c
(
z4 +

1
2

)
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ẑ (4c) K II

B23 = −x6 a1 +
3
4 a2 − z6 a3 = −ax6 x̂+ 3
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