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Prototype Hg7K2

AFLOW prototype label A7B2 hP9 164 ai d-001

ICSD 107482

Pearson symbol hP9

Space group number 164

Space group symbol P3m1

AFLOW prototype command aflow --proto=A7B2_hP9_164_ai_d-001

--params=a, c/a, z2, x3, z3
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Other compounds with this structure
Rb2Hg7

• This is a binary form of the K2GeF6 (J113) Structure.
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type

B1 = 0 = 0 (1a) Hg I

B2 = 1
3 a1 + 2

3 a2 + z2 a3 = 1
2a x̂ +

√
3
6 a ŷ + cz2 ẑ (2d) K I

B3 = 2
3 a1 + 1

3 a2 − z2 a3 = 1
2a x̂−

√
3
6 a ŷ − cz2 ẑ (2d) K I

B4 = x3 a1 − x3 a2 + z3 a3 = −
√

3ax3 ŷ + cz3 ẑ (6i) Hg II

B5 = x3 a1 + 2x3 a2 + z3 a3 = 3
2ax3 x̂ +

√
3
2 ax3 ŷ + cz3 ẑ (6i) Hg II

B6 = −2x3 a1 − x3 a2 + z3 a3 = − 3
2ax3 x̂ +

√
3
2 ax3 ŷ + cz3 ẑ (6i) Hg II

B7 = −x3 a1 + x3 a2 − z3 a3 =
√

3ax3 ŷ − cz3 ẑ (6i) Hg II

B8 = 2x3 a1 + x3 a2 − z3 a3 = 3
2ax3 x̂−

√
3
2 ax3 ŷ − cz3 ẑ (6i) Hg II

B9 = −x3 a1 − 2x3 a2 − z3 a3 = − 3
2ax3 x̂−

√
3
2 ax3 ŷ − cz3 ẑ (6i) Hg II

References

[1] E. Biehl and H. J. Deiseroth, K2Hg7 und Rb2Hg7, zwei Vertreter eines neuen Strukturtyps binärer intermet-
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