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Prototype CuO4S

AFLOW prototype label AB4C oP24 62 a 2cd c-001

Mineral name chalcocyanite

ICSD 71017

Pearson symbol oP24

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB4C_oP24_62_a_2cd_c-001

--params=a, b/a, c/a, x2, z2, x3, z3, x4, z4, x5, y5, z5

Other compounds with this structure
ZnSO4 (zincosite)

Simple Orthorhombic primitive vectors
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a3 = c ẑ
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Lattice
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Wyckoff
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Atom
type

B1 = 0 = 0 (4a) Cu I
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2c ẑ (4a) Cu I
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ẑ (4c) O I

B7 = −x2 a1 + 3
4 a2 − z2 a3 = −ax2 x̂ + 3
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4b ŷ − cz4 ẑ (4c) S I

B16 =
(
x4 + 1

2

)
a1 + 1

4 a2 −
(
z4 − 1

2

)
a3 = a

(
x4 + 1

2

)
x̂ + 1

4b ŷ − c
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ẑ (8d) O III

2



References

[1] M. Wildner and G. Giester, Crystal structure refinements of synthetic chalcocyanite (CuSO4) and zincosite (ZnSO4), Mineral.
Petrol. 39, 201–209 (1988), doi:10.1007/BF01163035.

3

https://doi.org/10.1007/BF01163035

