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

This structure previously used the label(s) ABC2_tI16_122_a b d. Calls to these addresses will be redirected here.
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Prototype CuFeS,

AFLOW prototype label ABC2_t116_122_a_b_d-001
Strukturbericht designation El,

Mineral name chalcopyrite

ICSD 2518

CCDC 1592395

Pearson symbol t116

Space group number 122

Space group symbol 142d
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AFLOW prototype command aflow --proto=ABC2_tI16_122_a_b_d-001

--params=a,c/a, 3

Other compounds with this structure

AgAlS,, AgAlSes, AgAlTes, AgFeSs, AgGaS,, AgGaSes, AgGaTes, AgInSs, AgInSes, AgInTes, AgTIS,, AgTISes, AgT1Te,,
BeNSi;, CdGaSey, CdGaTes, CdGeAs,, CdGePy, CdGeSby, CdSiAsy, CdSiPs, CdSiSbs, CdSnAsy, CdSnPs, CdSnSbs, CuAlS,,
CuAlSey, CuAlTey, CuGaSs, CuGaSes, CuGaTes, CulnSs, CulnSey, CulnTey, CulaSs, CuTlSs, CuTlSes, CuTlTes, GaHgTe,,
GaZnTes, GeZnAsy, GeZnPy, GeZnSbso, SiZnAssy, SiZnPs, SiZnShs, SnZnAs,, SnZnPs, SnZnSbs, SrZnBis, SrZnSb,

e When ¢ = 2a and z3 = 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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