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Prototype CoNb3S6

AFLOW prototype label AB3C6 hP20 182 c af i-001

ICSD 42688

CCDC 1612329

Pearson symbol hP20

Space group number 182

Space group symbol P6322

AFLOW prototype command aflow --proto=AB3C6_hP20_182_c_af_i-001

--params=a, c/a, z3, x4, y4, z4
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Other compounds with this structure
CoNb3S6, CoTa3S6, CrNb3S6, FeNb3S6 (edgarite), FeTa3S6, FeZr3S6, MnNb3S6, NiNb3S6, NiNb3Se6, NiTa3S6, NiTa3Se6,
PbNb3S6, PbTa3S6, SnNb3S6, SnTa3S6, TaNb3S6, TiNb3S6, TiNb3Se6, VNb3S6

• In many cases the (2c) site is not completely occupied.

• See the discussion about the possible difference in structure between natural and synthetic edgarite, FeNb3S6.

• The ICSD uses FeNb3S6 as the prototype for both structures. Here we use CoNb3S6 to distinguish between the two cases.
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B12 = −x4 a1 − y4 a2 +
(
z4 +

1
2

)
a3 = − 1

2a (x4 + y4) x̂+
√
3
2 a (x4 − y4) ŷ +
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