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AB2 mP12 7 2a 4a-001
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Prototype AuTe2

AFLOW prototype label AB2 mP12 7 2a 4a-001

Mineral name calaverite

ICSD 30905

CCDC 1605111

Pearson symbol mP12

Space group number 7

Space group symbol Pc

AFLOW prototype command aflow --proto=AB2_mP12_7_2a_4a-001

--params=a, b/a, c/a, β, x1, y1, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6

Other compounds with this structure
Au10Se3Te17

• This is an alternative structure for calverite. It is not the C34 structure found in (Gottfried, 1937).

• AuTe2 can also be found as krennerite (C46).
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Simple Monoclinic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c cosβ x̂+ c sinβ ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + y1 a2 + z1 a3 = (ax1 + cz1 cosβ) x̂+ by1 ŷ + cz1 sinβ ẑ (2a) Au I
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c
(
z1 +

1
2

)
sinβ ẑ

(2a) Au I

B3 = x2 a1 + y2 a2 + z2 a3 = (ax2 + cz2 cosβ) x̂+ by2 ŷ + cz2 sinβ ẑ (2a) Au II
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(2a) Au II

B5 = x3 a1 + y3 a2 + z3 a3 = (ax3 + cz3 cosβ) x̂+ by3 ŷ + cz3 sinβ ẑ (2a) Te I
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c
(
z3 +

1
2

)
sinβ ẑ

(2a) Te I

B7 = x4 a1 + y4 a2 + z4 a3 = (ax4 + cz4 cosβ) x̂+ by4 ŷ + cz4 sinβ ẑ (2a) Te II

B8 = x4 a1 − y4 a2 +
(
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(2a) Te II

B9 = x5 a1 + y5 a2 + z5 a3 = (ax5 + cz5 cosβ) x̂+ by5 ŷ + cz5 sinβ ẑ (2a) Te III
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(2a) Te III

B11 = x6 a1 + y6 a2 + z6 a3 = (ax6 + cz6 cosβ) x̂+ by6 ŷ + cz6 sinβ ẑ (2a) Te IV
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(2a) Te IV
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[1] F. Pertlik, Kristallchemie natülicher Telluride III: Die Kristallstruktur des Minerals Calaverit, AuTe2, Z. Kristallogr. 169,
227–236 (1984), doi:10.1524/zkri.1984.169.1-4.227.

[2] C. Gottfried and F. Schossberger, eds., Strukturbericht Band III 1933-1935 (Akademische Verlagsgesellschaft M. B. H.,
Leipzig, 1937).

First cited in

D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

2

https://doi.org/10.1524/zkri.1984.169.1-4.227
http://dx.doi.org/10.1016/j.commatsci.2021.110450

