
Hexagonal Delafossite (CuFeO2) Structure:
ABC2 hP8 194 a c f-005
This structure previously used the label(s) ABC2 hP8 194 a c f. Calls to these addresses will be redirected here.
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Prototype CuFeO2

AFLOW prototype label ABC2 hP8 194 a c f-005

Mineral name delafossite

ICSD 60845

CCDC 1624408

Pearson symbol hP8

Space group number 194

Space group symbol P63/mmc
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AFLOW prototype command aflow --proto=ABC2_hP8_194_a_c_f-005

--params=a, c/a, z3

Other compounds with this structure
AlCCr2, AlCNb2, AlCTa2, AlCTi2, AlCV2, AsCNb2, AsCV2, AlCuO2, BBiHf2, BPbHf2, CdCTi2, CuAlO2, CuGaO2, CuScO2,
CuYO2, GaCCr2, GaCMo2, GaCNb2, GaCTa2, GaCTi2, GaCV2, GaNTi2, GeCCr2, GeCTi2, GeCV2, InCHf2, InCNb2, InCTi2,
InCZr2, InNTi2, InNZr2, PbCHf2, PbCTi2, PbCZr2, SCNb2, SCTi2, SCZr2, SCZr2, SeCZr2, SnCHf2, SnCNb2, SnCZr2, TlCHf2,
TlCTi2, TlCZr2

• Delafossite appears in two forms which differ in the stacking of the layers: rhombohedral, prototype CuFeO2, and
hexagonal, shown here. Most of the structures found in the hexagonal phase can also be found in the rhombohedral
structure (Marquardt, 2006).

Hexagonal primitive vectors

a1 = 1
2a x̂−

√
3
2 a ŷ
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4c ẑ (2c) Cu I

B4 = 2
3 a1 +

1
3 a2 +

3
4 a3 = 1

2a x̂−
√
3
6 a ŷ + 3
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