ThB,C Structure:
A2BC_hR12.166_g_d_ac-001
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Prototype BCThy
[AFLOW prototype label A2BC_hR12.166_g_d_ac-001
ICSD 68414
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CCDC 1630337
Pearson symbol hR12
Space group number 166
Space group symbol R3m

AFLOW prototype command aflow --proto=A2BC_hR12_166_g_d_ac-001

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

Other compounds with this structure
B-UB2C (HT)

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
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (1a) Th 1
B, Toa; + Toas + x5 as = cxro Z (2¢) Th II
Bs —Tgaj — Tyay — Tp as = —Ccxo Z (2¢) Th II
By la; = lag—Y3a9 + Lea (3d) ClI
Bs 1ay = %aer tez (3d) CI
B lag = ~lax—LBay+lez (3d) C1
B~ m4al—x4a2+%a3 = ia(2x4—1)x—1—‘/§a(6x4+1)y—l—%ci (6g) BI
Bsg la;+ziay — 2403 =  ta(2wa+1) %+ 1—‘/2§a(6x4—1)y+%02 (6g) BI
By —x4a1+%a2 + x4 a3 = —ars X+ %ay—«—%ci (6g) BI
Bio —x4a] + x40 + %ag = —ia (2z4+1) X+ ga (64— 1)y + %ci (6g) BI
Bi: %31—£4a2+x433 = _ia(2$4_1) i_T\/an(Gxﬁl"'l) y+%62 (6g) B1
B> I431+%32*CE433 = ars X + %a}“ﬂr%ci (6g) BI
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