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Prototype O13Re2S2

AFLOW prototype label A13B2C2 oP34 32 a6c c c-001

ICSD 421956

CCDC 1733766

Pearson symbol oP34

Space group number 32

Space group symbol Pba2

AFLOW prototype command aflow --proto=A13B2C2_oP34_32_a6c_c_c-001

--params=a, b/a, c/a, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6, x7, y7, z7, x8,
y8, z8, x9, y9, z9
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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 = z1 a3 = cz1 ẑ (2a) O I

B2 = 1
2 a1 +

1
2 a2 + z1 a3 = 1

2a x̂+ 1
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B16 = −x5 a1 − y5 a2 + z5 a3 = −ax5 x̂− by5 ŷ + cz5 ẑ (4c) O V
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ŷ + cz9 ẑ (4c) S I

References

[1] U. Betke and M. S. Wickleder, Sulfates of the Refractory Metals: Crystal Structure and Thermal Behavior of Nb2O2(SO4)3,
MoO2(SO4), WO(SO4)2, and Two Modifications of Re2O5(SO4)2, Inorg. Chem. 50, 858–872 (2001), doi:10.1021/ic101455z.

Found in

[1] P. Villars and K. Cenzual, Pearson’s Crystal Data – Crystal Structure Database for Inorganic Compounds (2013). ASM
International.

First cited in

D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043

3

https://doi.org/10.1021/ic101455z
http://dx.doi.org/10.1016/j.commatsci.2018.10.043

