Rhombohedral Delafossite (CuFeO;) Structure:
ABC2 hR4 166 _a b _c-004
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AFLOW prototype label ABC2_hR4_166_a_b_c-004
Mineral name delafossite

ICSD 31918

CCDC 1605858
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Pearson symbol hR4
Space group number 166
Space group symbol R3m

AFLOW prototype command aflow --proto=ABC2_hR4_166_a_b_c-004
--params=a,c/a, T3

Other compounds with this structure

AgAlOs, AgCo0Os, AgCrOs, AgFeOs, AgGaOs, AgInOs, AgNiOs, AgRhOs, AgScOs, AgT105, CuAlOy, CuCoOy, CuCrOs,
CuEu0O;, CuGa0;, CulnOy, CuLaO,, CuPrOs, CuRhOs, CuScOs, CuYO,, NiLaOs, NiPrOs;, PdCoO5, PACrOs, PARhO,,

PtCoO4

e Delafossite appears in two forms which differ in the stacking of the layers: rhombohedral, shown here, and hexagonal,
prototype CuAlOs. Most of the structures found in the hexagonal phase can also be found in the rhombohedral structure

(Marquardt, 2006).

e «a-NaFeOs) rhombohedral delafossite, CuFeOs), caswellsilverite (F'51), LiNiOs| and LisMn3O7 have the same prototype

label, ABC2_hR4.166_a_b_c.

e The difference in the internal parameter z3 between CuFeOs and CrNaSs causes a large change in the bonding of the two

crystals, so we present them as different structures.

e The structures are generated by the same symmetry operations with different sets of parameters (--params) specified in

their corresponding CIF files.

e Hexagonal settings of this structure can be obtained with the option —-hex.

Rhombohedral primitive vectors
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