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Prototype AgS2Sb

AFLOW prototype label AB2C mC32 15 ae 2f f-001

Mineral name miargyrite

ICSD 94647

CCDC 1654073

Pearson symbol mC32

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=AB2C_mC32_15_ae_2f_f-001

--params=a, b/a, c/a, β, y2, x3, y3, z3, x4, y4, z4, x5, y5, z5
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• We shifted the origin of the structure described by (Effenberger, 2002) so that a silver atom is at the origin, the Wyckoff
(4a) site, rather than at (0 1/2 1/2), Wyckoff (4b).

Base-centered Monoclinic primitive vectors
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B1 = 0 = 0 (4a) Ag I
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B9 = (x4 − y4) a1 + (x4 + y4) a2 +
z4 a3

= (ax4 + cz4 cosβ) x̂+ by4 ŷ + cz4 sinβ ẑ (8f) S II
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B11 = − (x4 − y4) a1 − (x4 + y4) a2 −
z4 a3

= − (ax4 + cz4 cosβ) x̂− by4 ŷ − cz4 sinβ ẑ (8f) S II
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B13 = (x5 − y5) a1 + (x5 + y5) a2 +
z5 a3

= (ax5 + cz5 cosβ) x̂+ by5 ŷ + cz5 sinβ ẑ (8f) Sb I
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