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Prototype BCTh2

AFLOW prototype label A2BC hR12 166 g d ac-001

ICSD 68414

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, x2, x4

Other compounds with this structure
β-UB2C (HT)
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• We take the coordinates from the neutron powder diffraction data at 298K.

• Hexagonal settings of this structure can be obtained with the option --hex.
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B1 = 0 = 0 (1a) Th I

B2 = x2 a1 + x2 a2 + x2 a3 = cx2 ẑ (2c) Th II

B3 = −x2 a1 − x2 a2 − x2 a3 = −cx2 ẑ (2c) Th II
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6 a ŷ + 1
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6c ẑ (6g) B I

B10 = −x4 a1 + x4 a2 + 1
2 a3 = − 1

4a (2x4 + 1) x̂ +
√
3

12 a (6x4 − 1) ŷ + 1
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