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Prototype As3Sn4

AFLOW prototype label A3B4 hR7 160 3a 4a-001

ICSD 419884

CCDC 1732469

Pearson symbol hR7

Space group number 160

Space group symbol R3m

AFLOW prototype command aflow --proto=A3B4_hR7_160_3a_4a-001

--params=a, c/a, x1, x2, x3, x4, x5, x6, x7

• Most earlier e.g. (Pearson, 1967) work places this in space group R3m #166, in which case this would be in the Al4C3

(D71) structure. (Kovnir, 2009) argue that there is actually no inversion site, so the structure is as presented here, in
space group R3m #160. The two structures are very close – if we allow a 0.1Å uncertainty in the atomic positions the
structure becomes D71. As we already have that structure, we present the Kovnir et al. structure here.

• Hexagonal settings of this structure can be obtained with the option --hex.
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B1 = x1 a1 + x1 a2 + x1 a3 = cx1 ẑ (1a) As I

B2 = x2 a1 + x2 a2 + x2 a3 = cx2 ẑ (1a) As II

B3 = x3 a1 + x3 a2 + x3 a3 = cx3 ẑ (1a) As III

B4 = x4 a1 + x4 a2 + x4 a3 = cx4 ẑ (1a) Sn I

B5 = x5 a1 + x5 a2 + x5 a3 = cx5 ẑ (1a) Sn II

B6 = x6 a1 + x6 a2 + x6 a3 = cx6 ẑ (1a) Sn III

B7 = x7 a1 + x7 a2 + x7 a3 = cx7 ẑ (1a) Sn IV
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