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Prototype Ge17Na3

AFLOW prototype label A17B3 cF160 227 aeg bc-001

ICSD 113914

CCDC 2228987

Pearson symbol cF160

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow --proto=A17B3_cF160_227_aeg_bc-001

--params=a, x4, x5, z5
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• This is a metastable type II clathrate structure. Only 2/3 of the Na (8b) sites are occupied, making the actual
composition Na21.33Ge136 (Na1.253Ge17).

• We use the Rietveld refinement data from (Feng, 2021).
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B15 = −x4 a1 +
(
3x4 +

1
2

)
a2 − x4 a3 = a

(
x4 +

1
4

)
x̂− ax4 ŷ + a
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ŷ + a

(
x5 +

1
4

)
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References

[1] X.-J. Feng, M. Bobnar, S. Lerch, H. Biller, M. Schmidt, M. Baitinger, T. Strassner, Y. Grin, and B. Böhme, Type-II Clathrate
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