Vulcanite (CuTe) Structure:
AB oP4 59 a b-001

This structure originally had the label AB_oP4_59_a_b. Calls to that address will be redirected here.
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graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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https://aflow.org/p/AB_oP4_59_a_b-001

Prototype CuTe

AFLOW prototype label AB_oP4.59_a_b-001
Mineral name vulcanite

ICSD 42591

Pearson symbol oP4

Space group number 59

Space group symbol Pmmn

AFLOW prototype command aflow --proto=AB_oP4_59_a_b-001
--params=a,b/a,c/a, z1, 22

e Our data is from (Cameron, 1961), but the ICSD is from (Baranova, 1964).
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = Jar+das +zas = JaX+ 30y + e 2 (22) Cul

B, = S3a;+3a)— 2 a3 = 24X+ 30y —cn 2 (2a) Cul

B; = 1a;+3a)+ 2as = 10X+ 309 + 202 (2b) Te I

B, = Sa;+1a; — a3 = 3aRk+ 309 —czn2 (2b) Tel
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