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Prototype CusFeSy

AFLOW prototype label A5BC4_0P160_61_10c_2c¢_8¢c-001
Mineral name bornite

ICSD 130921

Pearson symbol oP160

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow —-proto=A5BC4_oP160_61_10c_2c_8c-001
--params=a, b/a, c/a,x1, Y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24, L5, Y5, 25, L6, Y6, 26, L7,
Y7, 27,%8,Y8, 28, L9,Y9, 29, 10, Y10, 2105 11, Y11, 211, L12, Y12, Z12, 13, Y13, 213, L14, Y14, 214, T15,
Y15, 215, L16, Y16, 216, L17, Y17, 217, 18, Y18, Z18, £19, Y19, Z19, 20, Y20, 220

e Bornite can take on several forms at different temperatures (Martinelli, 2018):

— At temperatures above 508K it is cubic with an “anti”-fluorite (C1) structure.
— From 443K to 508K it becomes a |a supercell of an anti-fluorite structure.
— Below 443K it becomes orthorhombic, in the Pbca #61 space group) (this structure).

— As temperatures drop into the 50-70K range it transforms in to the non-centrosymmetric Pca2, #29 space group.

e In all of these cases the sulfur atoms form a face-centered or nearly face-centered cubic lattice.
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e Data for this room-temperature structure was taken at 275K.
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