ThB,C Structure:
A2BC_hR12.166_g_d_ac-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic

Prototypes: Part 4. In preparation.
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Prototype BCThy
AFLOW prototype label

ICSD 68414
Pearson symbol hR12
Space group number 166

Space group symbol R3m

A2BC_hR12.166_g_d_ac-001

|https://aflow.org/p/AFHY

|https://aflow.org/p/A2BC_hR12_166_g_d_ac-001|
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AFLOW prototype command aflow --proto=A2BC_hR12_166_g_d_ac-001

--params=a, c/a, T, T4

Other compounds with this structure
B-UB2C (HT)



https://aflow.org/p/AFH9
https://aflow.org/p/A2BC_hR12_166_g_d_ac-001

e We take the coordinates from the neutron powder diffraction data at 298K.

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

Rhombohedral primitive vectors

a; = %afc % v+ %ci
a; = % }7—&-% z
ag = —lak— Bay+lea
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Th1
B, = Toay + Toas + 29 a3 cxo % (2¢) Th II
B = —Tga] — Tyay — Tp as —Ccxo Z (2¢) Th II
By, = la tax—Layg+icz (3d) CI
Bs; = 1ay ag+ tez (3d) ClI
Bs = 1a, —j0X—Bay + gea (3d) CI
B, = x4al—x4a2+%a3 ia(2x4—1)x—1—‘/2§a(6x4+1)y—l—%ci (6g) BI
Bs = la;+ziay —2q4a3 ia(2x4+1)x+l—‘/§a(6x4 1) er%CQ (6g) B1
By = —x4a1+%a2 + x4 a3 —axrs X+ ?ay—&—%ci (6g) BI
Bio = —x4a] + x40 + %33 ia (2z4+1) X+ ‘lga (64— 1)y + %ci (6g) BI
By = %al — 48 + 7433 ia (224 — 1) X — %a (6xs+1)y+ %ci (6g) BI
B, = x4a1+%a27x4a3 ars X + %aergcz (6g) BI
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