BaPbs Structure:
AB3_hR12_166_ac_ch-001
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Prototype BaPbs

AFLOW prototype label AB3_hR12_166_ac_eh-001
ICSD 58665

CCDC 1622670

Pearson symbol hR12

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=AB3_hR12_166_ac_eh-001
--params=a, c/a, Ta, T4, 24

Other compounds with this structure

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

Rhombohedral primitive vectors

ap = gak-— %ay + 3c2
ag = —%a&—?ay—l—%ci \\0
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Bal
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B2 = To A + Toag + o as = CXo Z (2C) Ba II
B; = —Zoa] — Toag — To a3 = —cxo Z (2¢) Ba I
By = las+1lay = —lax+ Lay+ Lea (3¢) Pb I
B; = laj+1ay = ~ a9 4 Lea (3¢) Pb I
B = la;+1a = lax+ 1—‘/2§a§f+%ci (3e) Pb1
B, = Tyl + Tyan + 2423 = %a (g — 24) X+ %a (x4 —24) §+ (6h) Pb II
2c(2zy +24) 2
Bg = zq4a1 +x4a2 + 1483 = —%a (1‘4 — 2’4) X+ ia (33‘4 — 24) v+ (Gh) Pb II
(2564 + 2’4)
Bg = rqa) + 2482 + Trg4a3 = 7%@ (.’ﬂ4 — Z4) y + 3 (2.%4 + Z4) Z (Gh) Pb II
B10 = —Z4A] —T4A2 —Ty4aA3 = %CL (1‘4 — 24) X — %a (.134 — Z4) y — (Gh) Pb II
$c(2wg + 24)
Bi1 = —T4a1 —T4a2 — 243 = —%a (x4 — 24) X— % (x4 —2) ¥ (6h) Pb 11
2c(2xq + 24)
Bi2 = —T48; — Z4a2 — T4a3 = % a(rs—z1) § — 56224+ 24) 2 (6h) Pb II

References

[1] D. E. Sands, D. H. Wood, and W. J. Ramsey, The structures of BasPbs, BaPb and BaPbs, Acta Cryst. 17, 986-989 (1964),
doii10.1107/S0365110X64002547.

Found in

[1] M. Langenmaier, M. Jehle, and C. Rohr, Mized Sr and Ba Tri-Stannides/Plumbides A (Sny, Pb, )3, Crystals 8, 204 (2018),
doii10.3390/cryst8050204.

First cited in

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.


https://doi.org/10.1107/S0365110X64002547
https://doi.org/10.3390/cryst8050204
http://dx.doi.org/10.1016/j.commatsci.2024.112988

Ba
Pb

) ° ° °o o
® o 0
o o
@ o o
‘T.T. i [ ] [} ° [ ]
cece, o 00
\_;io—ob.° a& ° e 'c o ® ° E



