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Prototype AgTe

AFLOW prototype label AB oP32 62 2cd 2cd-001

Mineral name empressite

ICSD 55237

CCDC 1619554

Pearson symbol oP32

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB_oP32_62_2cd_2cd-001

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

• (Bindi, 2004) give the structural information in the Pmnb setting of space group #62. We used FINDSYM to transform
this to the standard Pnma setting.
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Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type
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(
z5 − 1

2

)
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ẑ (8d) Te III

B27 = −x6 a1 +
(
y6 +

1
2

)
a2 − z6 a3 = −ax6 x̂+ b

(
y6 +

1
2

)
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ẑ (8d) Te III

B31 = x6 a1 −
(
y6 − 1

2

)
a2 + z6 a3 = ax6 x̂− b

(
y6 − 1

2

)
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ẑ (8d) Te III

References

[1] L. Bindi, P. G. Spry, and C. Cipriani, Empressite, AgTe, from the Empress-Josephine mine, Colorado, U.S.A.: Composition,
physical properties, and determination of the crystal structure, Am. Mineral. 89, 1043–1047 (2004).

Found in

[1] R. T. Downs and M. Hall-Wallace, The American Mineralogist Crystal Structure Database, Am. Mineral. 88, 247–250 (2003).

First cited in

H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: 10.1016/j.commatsci.2024.112988.

3

http://dx.doi.org/10.1016/j.commatsci.2024.112988

