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Prototype B2InTi2

AFLOW prototype label A2BC2 hP5 187 ac b i-001

Pearson symbol hP5

Space group number 187

Space group symbol P6m2

AFLOW prototype command aflow --proto=A2BC2_hP5_187_ac_b_i-001

--params=a, c/a, z4

Other compounds with this structure
Hf2InB2, Hf2SnB2, Zr2InB2, Zr2TlB2

• (Wang, 2019) synthesized Ti2InB2 and found it was in space group P6m2 #187, but did not give experimental positions
of the atoms. Instead we use their computational results.
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• We shifted the origin of the (Wang, 2019) primitive cell so that one of the boron atoms is at the origin.
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6 a ŷ (1c) B II

B4 = 2
3 a1 +

1
3 a2 + z4 a3 = 1

2a x̂−
√
3
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