LigPbs Structure:
A8B3_hR11.166_4c_ac-001
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AFLOW prototype label A8B3_hR11_166_4c_ac-001

ICSD 15694
CCDC 1596400
Pearson symbol hR11
Space group number 166
Space group symbol R3m

AFLOW prototype command aflow --proto=A8B3_hR11_166_4c_ac-001
--params=a, ¢/a, T3, T3, T4, T5, T¢

e (Zalkin, 1956) put this structure in space group C2/m #12, but the positions are consistent with rhombohedral space
group R3m #166, and we use the higher symmetry group. It is possible that refinement of the structure will move some
atoms and restore the monoclinic symmetry, but we have not seen a reference to any further work.

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

Rhombohedral primitive vectors

a; = %a&—%ay-i-%ci
ag = —%af{—?aer%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 = 0 (1la) Pb1
B, = Toay + Tpas + xo as = cxro Z (2¢) Lil
By = —Tpa] — Tgay — Tp as = —CTo Z (2¢) Lil
B, = T3a; + r3as + r3as3 = cx3 7 (2¢) Lill
B; = —x3a] — T3a9 — T3 a3 = —cx32 (2¢) LiII
Bg = Taay + T4a9 + x4 a3 = cT4 Z (2¢) Li III
B, = —Tga] — Tqa9 — T4 a3 = —Ccx4 Z (2¢) Li III
Bgs = Tsa; + T5as + T5as = cxs Z (2¢) LiIV
By = —Zsa] — Tsag — T a3 = —cx5 2 (2¢) Li IV
B = Teay + Tgas + T as = cxg Z (2¢) Pb II
Bi1 = —Tga] — Tgay — Tg A3 = —Ccx6 2 (2¢) Pb II
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