Chalcopyrite (CuFeSy, E1;) Structure:
ABC2.t116.122_a_b_d-001

This structure originally had the label ABC2_tI16_122_a b_d. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/XWJF

https://aflow.org/p/ABC2_t116_122_a_b_d-001

Prototype CuFeS,

AFLOW prototype label ABC2_t116_122_a_b_d-001
Strukturbericht designation F1l,

Mineral name chalcopyrite

ICSD 2518

Pearson symbol t116

Space group number 122

Space group symbol I42d

AFLOW prototype command  aflow --proto=ABC2_tI16_122_a_b_d-001
--params=a, c¢/a, T3

Other compounds with this structure

AgAlSs, AgAlSes, AgAlTey, AgFeSy, AgGaSs, AgGaSes, AgGaTes, AgInSs, AgInSey, AglnTes, AgTIS,, AgTISes, AgTI1Te,,
BeNSis, CdGaSes, CdGaTey, CdGeAss, CdGePy, CdGeSbs, CdSiAsy, CdSiPs, CdSiSby, CdSnAs,, CdSnP,y, CdSnSbsy, CuAlS,,
CuAlSey, CuAlTe,, CuGaSs, CuGaSes, CuGaTes, CulnSs, CulnSey, CulnTey, CulLaSs, CuTlSs, CuTlSes, CuTlTes, GaHgTe,,
GaZnTes, GeZnAsy, GeZnPy, GeZnSbso, SiZnAssy, SiZnPs, SiZnShs, SnZnAs,, SnZnPs, SnZnSbs, SrZnBiy, SrZnSb,

e When ¢ = 2a and x3 = 1/8 the atoms are on the sites of the diamond (A4) structure. In that case if we replace the Fe
atoms by Cu we get the zincblende (B3) structure.
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Body-centered Tetragonal primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: 0 = 0 (4a) Cul
B, 3a;+lay+lag = lay+Lcz (4a) Cul
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