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Prototype BaPbs
AFLOW prototype label AB3_hR12_166_ac_eh-001
ICSD 58665
Pearson symbol hR12
Space group number 166
Space group symbol R3m

AFLOW prototype command aflow —-proto=AB3_hR12_166_ac_eh-001
--params=a, ¢/a, Ta, L4, 24

Other compounds with this structure
GdAlg, PuAlg, TbAlg, YA13
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e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Bal
B2 = To A + Toag + o as CXo Z (2C) Ba II
B; = —Zoa] — Toag — To a3 —Ccx2 Z (2¢) Ba II
B, = lay+Llag —lax+ Lay+ Lea (3¢) Pb I
B, = la; +Lag ~ a9+ Lea (3¢) Pb I
Bg = laj+1ia ia x+‘[ay+ =CZ (3e) Pb1
By = T4a1 + T4 + 2483 La(zy —24) X+ f a(xs—2z4) §+ (6h) Pb II
(21‘4 + 24)
Bs = zg81 + T4 + T4a3 —5a(xs — 24) X+ %a (x4 —24) §+ (6h) Pb Il
%C (2934 + 2’4) Z
By = T4a1 + 2429 +x483 —%a (xg—24) §+ l0(2:104 +24) Z (6h) Pb II
Bio = —Zz4a)] —T4a3 —T4A3 %a (x4 — Z4) X — %a (ta —24) § = (6h) Pb I
70 (224 + 24)
By1 = —T4a) —Tqa2 —24a3 —%a (24 — 24) X—% (x4 — )y (6h) PbII
3¢(2my + 24)
Bz = —Tga1 — 2482 — T483 J5a(za— z4) 36204+ 24) 2 (6h) Pb II
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