Hexagonal Delafossite (CuFeOs) Structure:
ABC2 hP8 194 a _c {-005

This structure previously used the label(s) ABC2_hP8_194 a c_f. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/Y6AL

https://aflow.org/prototype-encyclopedia/ABC2_hP8_194_a_c_{-005

L

- ;
AT N

Prototype CuFeOs

AFLOW prototype label ABC2_hP8_194_a_c_{-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

AlCCry, AICNby, AlCTay, AlCTiy, AICVs, AsCNbg, AsCVy, AlCuO,, BBiHf;, BPbHf;, CdCTie, CuAlO2, CuGaOs, CuScOsq,
CUYOQ, GaCCI'Q, GaCMOQ, GaCNbg, GaCTag, GaCTig, GaCVQ, GaNTig, GGCCI'Q, GGCTi27 GQCV27 IHCHfQ, IHCNbQ, IHCTi27
IHCZI‘27 IHNTiQ, IHNZI'Q, PbCHfg, PbCTIQ, PbCZI’Q, SCNbQ, SCTIQ, SCZI‘Q, SCZI’Q, SGCZI'Q7 SHCHfQ, SHCNbQ, SHCZI‘Q, TlCHf27
TICTis, TICZrs

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

Hexagonal primitive vectors

a; = jzaX-— ?ay
ap = %af{ + @ay @
ag =— cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) AlT
B, = 1aj = ica (2a) All
B; = %al—l—%ag—&—%ag = %afc—i— %ay—i—ici (2¢) Cul
B, = 2a;+tay+3ag = %a&—?ajﬂ—%ci (2¢) Cul
Bs = %a1+%a2+23a3 = %a}“{+§a“+0232 (4f) (OB
Bg = %a1+%a2+(23+%) as = %ai—%ay—i—c(z;:,—i—%)i (4f) 0N
B, = %al—k%ag—zgag = %aﬁ—%ay—czgi (4f) Ol
Bsg = %al—i—%ag—(zg—%) as = %af{—!—%ay—c(z?,—%)i (4f) Ol

References

[1] B. U. Kohler and M. Jansen, Darstellung und Strukturdaten von ,,Delafossiten” CuMOs (M = Al, Ga, Sc, Y), Z. Anorganische
und Allgemeine Chemie 543, 73-80 (1986), doi:10.1002/zaac.19865431209.

Found in

[1] M. A. Marquardt, N. A. Ashmore, and D. P. Cann, Crystal chemistry and electrical properties of the delafossite structure,
Thin Solid Films 496, 146-156 (2006), doii10.1016/j.tsf.2005.08.316.

First cited in

D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.


http://aflow.org/prototype-encyclopedia/ABC2_hR4_166_a_b_c-004
https://doi.org/10.1002/zaac.19865431209
https://doi.org/10.1016/j.tsf.2005.08.316
http://dx.doi.org/10.1016/j.commatsci.2021.110450

