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

This structure originally had the label ABC2_ hP8_194_a_c_f. Calls to that address will be redirected here.
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Prototype CuFeOs
AFLOW prototype label ABC2_hP8.194_a_c_f-005
Mineral name delafossite
ICSD 60845
Pearson symbol hP8
Space group number 194
Space group symbol P63/mmc

AFLOW prototype command aflow --proto=ABC2_hP8_194_a_c_£f-005
--params=a, c/a, z3

Other compounds with this structure

AICCI‘Q, AICNbQ, AlCTag, AICTIQ, AICVQ, ASCNbQ, ASCVQ, AICUOQ, BBleQ, BPbeQ, CdCTlQ, CUAIOQ7 CuGaO% CuSCO%
CuYO,, GaCCry, GaCMoy, GaCNby, GaCTay, GaCTiy, GaCVsy, GaNTiy, GeCCry, GeCTiy, GeCVy, InCHfy, InCNby, InCTi,,
IIICZI'27 IHNTiQ, IHNZI‘Q, PbC}Ifg7 PbCTlg, PbCZI‘Q, SCNbQ, SCTIQ, SCZI‘Q, SCZI‘Q, SGCZI'27 SHCHfQ, SI?lCl\”DQ7 SHCZI'Q, TlCHfQ,
T]CTIQ, TlCZI‘Q
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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).
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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 (2c) Cul
Bs = %a1+%a2+23a3 = %ai+§a“+0232 (4f) (OB
Bsg = %al—i—%ag—i—(z;g—&—%) as = %ai—%ay—i—c(z;:,—i—%)i (4f) OlI
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