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Prototype Sn3Sr

AFLOW prototype label A3B hR16 166 2h 2c-001

ICSD 410956

CCDC 1726692

Pearson symbol hR16

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A3B_hR16_166_2h_2c-001

--params=a, c/a, x1, x2, x3, z3, x4, z4

Other compounds with this structure
BaPb3, Ba(Sn, Bi)3, DyGa3, PuGa3

• The equilibrium phase diagram for the Sn-Sr system has been mapped by (Palenzona, 384):

Formula Structure
Sr fcc (A1)

Sr2Sn Cotunnite, PbCl2 (C23)
Sr5Sn3 Cr5B3 (D8l)
SrSn CrB (B33)
Sr3Sn5 Pd5Pu3
SrSn3 SrSn3 (this structure)
SrSn4 SrSn4
Sn diamond (A4) or β-Sn (A5)

• BaPb3 has also been found with small amounts calcium and strontium impurities on the barium sites.

Rhombohedral primitive vectors
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2a x̂−
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3c ẑ
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√
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3c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + x1 a2 + x1 a3 = cx1 ẑ (2c) Sr I

B2 = −x1 a1 − x1 a2 − x1 a3 = −cx1 ẑ (2c) Sr I

B3 = x2 a1 + x2 a2 + x2 a3 = cx2 ẑ (2c) Sr II

B4 = −x2 a1 − x2 a2 − x2 a3 = −cx2 ẑ (2c) Sr II
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B5 = x3 a1 + x3 a2 + z3 a3 = 1
2a (x3 − z3) x̂+

√
3
6 a (x3 − z3) ŷ +

1
3c (2x3 + z3) ẑ

(6h) Sn I

B6 = z3 a1 + x3 a2 + x3 a3 = − 1
2a (x3 − z3) x̂+

√
3
6 a (x3 − z3) ŷ +

1
3c (2x3 + z3) ẑ

(6h) Sn I

B7 = x3 a1 + z3 a2 + x3 a3 = − 1√
3
a (x3 − z3) ŷ + 1

3c (2x3 + z3) ẑ (6h) Sn I

B8 = −z3 a1 − x3 a2 − x3 a3 = 1
2a (x3 − z3) x̂−

√
3
6 a (x3 − z3) ŷ −

1
3c (2x3 + z3) ẑ

(6h) Sn I

B9 = −x3 a1 − x3 a2 − z3 a3 = − 1
2a (x3 − z3) x̂−

√
3
6 a (x3 − z3) ŷ −

1
3c (2x3 + z3) ẑ

(6h) Sn I

B10 = −x3 a1 − z3 a2 − x3 a3 = 1√
3
a (x3 − z3) ŷ − 1

3c (2x3 + z3) ẑ (6h) Sn I

B11 = x4 a1 + x4 a2 + z4 a3 = 1
2a (x4 − z4) x̂+

√
3
6 a (x4 − z4) ŷ +

1
3c (2x4 + z4) ẑ

(6h) Sn II

B12 = z4 a1 + x4 a2 + x4 a3 = − 1
2a (x4 − z4) x̂+

√
3
6 a (x4 − z4) ŷ +

1
3c (2x4 + z4) ẑ

(6h) Sn II

B13 = x4 a1 + z4 a2 + x4 a3 = − 1√
3
a (x4 − z4) ŷ + 1

3c (2x4 + z4) ẑ (6h) Sn II

B14 = −z4 a1 − x4 a2 − x4 a3 = 1
2a (x4 − z4) x̂−

√
3
6 a (x4 − z4) ŷ −

1
3c (2x4 + z4) ẑ

(6h) Sn II

B15 = −x4 a1 − x4 a2 − z4 a3 = − 1
2a (x4 − z4) x̂−

√
3
6 a (x4 − z4) ŷ −

1
3c (2x4 + z4) ẑ

(6h) Sn II

B16 = −x4 a1 − z4 a2 − x4 a3 = 1√
3
a (x4 − z4) ŷ − 1

3c (2x4 + z4) ẑ (6h) Sn II
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