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Fig. 1. Delafossite structure (AMOy).
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Delafossite  structure= M-09| octahedron
layerQ| stackingdj| 2t rhombohedral 1t
hexagonal cell0]  ZXst=0|[3] & HARAM=
rhombohedral cell@ AlE3}% SO, 2t compound
9| parameter= CtS4t ZCl.

a (A c (A k-point | Ref.

CuAlO; | 2.858 16.958 | 5x5x5 [5]
CuGaO, | 2977 17.170 | 5x5x5 [6]
CulnO, | 3.290 17.392 | 4x4x4 [7]
CuScO; | 3.216 17.089 | 3x3x3 [8]
CuYO, 3.533 17.136 | 3x3x3
Table 1. Cu-based delafossite Q| lattice

parameter, k-point, references

Cuo| d state2 HC} HMats| 7|23t7| 9l
5eVO| Hubbard U valueE AESIQLCE 0O|=
Cu,09| XPS AMHZat valence band £/40| §At

Ste= St&E ZUOICh [9-10]

Triclinic primitive cellg Ar23t{1, k-point
= convergence testE AN ZA™SISCt 2t cellof
M Zb JAXO| JHSHX|= @FE0| 5 kba

0|3},
SAXFO| PSR 80| 0.2 eV/AO[St, = OfL{X|7}
QIR 5 meV L{E 23 Mk XS A|X 3

SIQICH GGA HHEZHE (CBM (Conduction band
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Eqcoa [eV] Eqnscanse [eV]
CuAlO; 2.08 3.37
CuGaO, 0.96 2.14
CulnO, 0.30 1.36
CuScO, 2.30 3.68
CuYO, 2.64 411

Table 2. OE4§1H delafossite 2] GGA Hi =787}
—

HSE@GGA HH
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