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Other compounds with this structure
V6Ga5

• Hexagonal Ti6Sn5 coexists with orthorhombic Ti6Sn5, which takes on the Nb6Sn5 structure. (Oni, 2014)

• (van Vucht, 1964) state that the Sn-I atom is on the (4b) Wyckoff position, but the coordinates given are for the (2a)
position. This fits with their figure of the structure, although the atoms they label at height “1/4” should be at zero and
vice versa.
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Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) Sn I

B2 = 1
2 a3 = 1

2c ẑ (2a) Sn I

B3 = 1
3 a1 + 2

3 a2 + 1
4 a3 = 1

2a x̂ +
√
3
6 a ŷ + 1

4c ẑ (2c) Sn II

B4 = 2
3 a1 + 1

3 a2 + 3
4 a3 = 1

2a x̂−
√
3
6 a ŷ + 3

4c ẑ (2c) Sn II

B5 = 1
2 a1 = 1

4a x̂−
√
3
4 a ŷ (6g) Ti I

B6 = 1
2 a2 = 1

4a x̂ +
√
3
4 a ŷ (6g) Ti I

B7 = 1
2 a1 + 1

2 a2 = 1
2a x̂ (6g) Ti I

B8 = 1
2 a1 + 1

2 a3 = 1
4a x̂−

√
3
4 a ŷ + 1

2c ẑ (6g) Ti I

B9 = 1
2 a2 + 1

2 a3 = 1
4a x̂ +

√
3
4 a ŷ + 1

2c ẑ (6g) Ti I

B10 = 1
2 a1 + 1

2 a2 + 1
2 a3 = 1

2a x̂ + 1
2c ẑ (6g) Ti I

B11 = x4 a1 + 2x4 a2 + 1
4 a3 = 3

2ax4 x̂ +
√
3
2 ax4 ŷ + 1

4c ẑ (6h) Sn III

B12 = −2x4 a1 − x4 a2 + 1
4 a3 = − 3

2ax4 x̂ +
√
3
2 ax4 ŷ + 1

4c ẑ (6h) Sn III

B13 = x4 a1 − x4 a2 + 1
4 a3 = −

√
3ax4 ŷ + 1

4c ẑ (6h) Sn III

B14 = −x4 a1 − 2x4 a2 + 3
4 a3 = − 3

2ax4 x̂−
√
3
2 ax4 ŷ + 3

4c ẑ (6h) Sn III

B15 = 2x4 a1 + x4 a2 + 3
4 a3 = 3

2ax4 x̂−
√
3
2 ax4 ŷ + 3

4c ẑ (6h) Sn III

B16 = −x4 a1 + x4 a2 + 3
4 a3 =

√
3ax4 ŷ + 3

4c ẑ (6h) Sn III

B17 = x5 a1 + 2x5 a2 + 1
4 a3 = 3

2ax5 x̂ +
√
3
2 ax5 ŷ + 1

4c ẑ (6h) Ti II

B18 = −2x5 a1 − x5 a2 + 1
4 a3 = − 3

2ax5 x̂ +
√
3
2 ax5 ŷ + 1

4c ẑ (6h) Ti II

B19 = x5 a1 − x5 a2 + 1
4 a3 = −

√
3ax5 ŷ + 1

4c ẑ (6h) Ti II

B20 = −x5 a1 − 2x5 a2 + 3
4 a3 = − 3

2ax5 x̂−
√
3
2 ax5 ŷ + 3

4c ẑ (6h) Ti II

B21 = 2x5 a1 + x5 a2 + 3
4 a3 = 3

2ax5 x̂−
√
3
2 ax5 ŷ + 3

4c ẑ (6h) Ti II

B22 = −x5 a1 + x5 a2 + 3
4 a3 =

√
3ax5 ŷ + 3

4c ẑ (6h) Ti II
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