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Prototype CorErs

AFLOW prototype label A7B2_hR18_166_a2cdh_2¢-001
ICSD 102366

Pearson symbol hR18

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A7B2_hR18_166_a2cdh_2c-001
--params=a, ¢/a, T2, T3, T4, T5, T7, 27

Other compounds with this structure
DyQCO7, EI‘gNi7, GdQCO7, GdgNi7, HOQCO7, LagNi7, LUQCO7, TbQCO7, ThQFe7, Tthi7, TmQCO7, YQCO7, Y2Ni7

e The ICSD lists GdyCoy as the prototype, but (Ostertag, 1967) only gives atomic coordinates for EraCor, so we will use
that instead.

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

Rhombohedral primitive vectors
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a; = %af( — ?ay + %ci —_—
ag = —lagk— Bay+lea
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Col
B, = Toa; + Toag + x5 as Ccxo 7 (2¢) CoII
B; = —Zpa] — Tpag — To A3 —cxo 2 (2¢) Co II
By, = r3a; + r3as + r3as cx3Z (2¢) Co III
Bs = —x3a; — r3as — T3 a3 —cx3Z (2¢) Co III
Bg = Taa; + Tya9 + x4 a3 CcT4 Z (2¢) Erl
B, = —T4a] — T483 — Tg a3 —Cx4 Z (2¢) Erl
Bg = rsa; + r5as + r5as cxs Z (2¢) Er II
By = —Zsa] — Tsas — Ts as —cx5 2 (2¢) Er II
Bio = %al %afc— §a9+ écz (3d) Co IV
Bi1 = %ag %ay—i— %cz (3d) Co 1V
B, = lay —lagx — Y3ay + Lea (3d) Co IV
Bz = r7a; + x7ag + 27 az La(z7 —271) %+ La(wr—21) §+ (6h) CoV
3¢ (27 + 27) 2
By = 278y + 7 as + 7 as —3a(z7 — 27) X+ La (x7 —2) ¥+ (6h) CoV
sc (27 + 27) 2
Bis = z7ay + 27 as + w7 as —%a(m 727) ¥+ icar+ 27) 2 (6h) CoV
Big = —z7a; — xT7as — Ty as sa (w7 — 27) X — ?a( Tr—27)y — (6h) CoV
(2567 + Z7)
By = —x7a] — Ty ag — 27 a3 —sa(x7 — 27) x— ¥ (;U7 —27) ¥ (6h) CoV
$c (27 + 27) Z
Bis = —x7a] — 27 Ay — X7 Az \% a(xr —27)§ %c (227 + z7) (6h) CoV
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