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Prototype Cu2O11Ta4

AFLOW prototype label A3B11C4 hR36 167 d cef be-001

ICSD 194463

CCDC 1703148

Pearson symbol hR36

Space group number 167

Space group symbol R3c

AFLOW prototype command aflow --proto=A3B11C4_hR36_167_d_cef_be-001

--params=a, c/a, x2, x4, x5, x6, y6, z6

• Only two-thirds of the (6d) site are filled with copper atoms.
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6c ẑ (6d) Cu I

B8 = 1
2 a2 =

√
3
6 a ŷ + 1

6c ẑ (6d) Cu I

B9 = 1
2 a3 = − 1

4a x̂−
√
3

12 a ŷ + 1
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(12f) O III

References

[1] N. King, R. D. Sommer, P. Watkins-Curry, J. Y. Chan, and P. A. Maggard, Synthesis, Structure, and Thermal Instability of
the Cu2Ta4O11 Phase, Crystal Growth & Design 15, 552–558 (2015), doi:10.1021/cg500987c.

First cited in

N. Anderson, M. J. Mehl, H. Eckert, S. Divilov, X. Campilongo, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 5. Submitted to Computational Materials Science (2026).

3

https://doi.org/10.1021/cg500987c

