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Prototype ClF3Sn2

AFLOW prototype label AB3C2 cP24 198 a b 2a-001

ICSD 2088

CCDC 1592032

Pearson symbol cP24

Space group number 198

Space group symbol P213

AFLOW prototype command aflow --proto=AB3C2_cP24_198_a_b_2a-001

--params=a, x1, x2, x3, x4, y4, z4

• Sn2F3Cl occupies the same Wyckoff positions in space group P213 #198 as β-SnWO4, and the ICSD assigns it to the
SnWO4 structure type. However the stoichiometry and hence the bonding are different, so we give it a separate AFLOW
prototype label.
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Simple Cubic primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = a ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + x1 a2 + x1 a3 = ax1 x̂+ ax1 ŷ + ax1 ẑ (4a) Cl I
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(
x1 +

1
2

)
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ŷ − ax1 ẑ (4a) Cl I

B5 = x2 a1 + x2 a2 + x2 a3 = ax2 x̂+ ax2 ŷ + ax2 ẑ (4a) Sn I
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B18 =
(
z4 +

1
2

)
a1−

(
x4 − 1

2

)
a2−y4 a3 = a

(
z4 +

1
2

)
x̂− a

(
x4 − 1

2

)
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B21 = y4 a1 + z4 a2 + x4 a3 = ay4 x̂+ az4 ŷ + ax4 ẑ (12b) F I
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ŷ − ax4 ẑ (12b) F I

B24 = −
(
y4 − 1

2

)
a1 − z4 a2 +(

x4 +
1
2

)
a3

= −a
(
y4 − 1

2

)
x̂− az4 ŷ + a
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