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AB2 mC6 12 a i-001
This structure previously used the label(s) AB2 mC6 12 a i. Calls to these addresses will be redirected here.
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Prototype AuTe2

AFLOW prototype label AB2 mC6 12 a i-001

Strukturbericht designation C34

Mineral name calaverite

ICSD 72434

CCDC 1633294

Pearson symbol mC6

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=AB2_mC6_12_a_i-001

--params=a, b/a, c/a, β, x2, z2

Other compounds with this structure
Au10Se3Te17
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• This structure was given the C34 designation by (Gottfried, 1937). (Pertlik, 1984) put calverite in space group Pc #7.

• AuTe2 can also be found as krennerite (C46).

• C34 Calverite (this structure), α-HgO2, and NiO2 have the same AFLOW prototype label, AB2 mC6 12 a i. The
structures are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Base-centered Monoclinic primitive vectors

a1 = 1
2a x̂− 1

2b ŷ

a2 = 1
2a x̂+ 1

2b ŷ

a3 = c cosβ x̂+ c sinβ ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) Au I

B2 = x2 a1 + x2 a2 + z2 a3 = (ax2 + cz2 cosβ) x̂+ cz2 sinβ ẑ (4i) Te I

B3 = −x2 a1 − x2 a2 − z2 a3 = − (ax2 + cz2 cosβ) x̂− cz2 sinβ ẑ (4i) Te I
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