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A4BC2D oP32 62 2cd c d c-001
This structure originally had the label A4BC2D oP32 62 2cd c d c. Calls to that address will be redirected here.
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Prototype Cl4(H2O)K2Sn

AFLOW prototype label A4BC2D oP32 62 2cd c d c-001

ICSD 14219

Pearson symbol oP32

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A4BC2D_oP32_62_2cd_c_d_c-001

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, z4, x5, y5, z5, x6, y6, z6

• This is not the version of the structure given in (Hermann, 1939) as Strukturbericht E33. That structure was was
determined by (Brasseur, 1939).

• A later refinement of the structure by (Ye, 2013) located the hydrogen atoms and is otherwise in agreement with
(Kamenar, 1962).

• (Kamenar, 1962) did not give the positions of atoms in the water molecules and so we only give the positions of the
oxygen atoms.
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• (Kamenar, 1962) gives the crystal structure and atomic positions in the Pbnm setting of space group #62. We have used
FINDSYM to show the structure in the standard Pnma setting.

Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + 1
4 a2 + z1 a3 = ax1 x̂ + 1

4b ŷ + cz1 ẑ (4c) Cl I
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B9 = x3 a1 + 1
4 a2 + z3 a3 = ax3 x̂ + 1

4b ŷ + cz3 ẑ (4c) H I
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B11 = −x3 a1 + 3
4 a2 − z3 a3 = −ax3 x̂ + 3

4b ŷ − cz3 ẑ (4c) H I
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4 a2 + z4 a3 = ax4 x̂ + 1

4b ŷ + cz4 ẑ (4c) Sn I
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B17 = x5 a1 + y5 a2 + z5 a3 = ax5 x̂ + by5 ŷ + cz5 ẑ (8d) Cl III
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B19 = −x5 a1 +
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B21 = −x5 a1 − y5 a2 − z5 a3 = −ax5 x̂− by5 ŷ − cz5 ẑ (8d) Cl III
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B25 = x6 a1 + y6 a2 + z6 a3 = ax6 x̂ + by6 ŷ + cz6 ẑ (8d) K I
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B29 = −x6 a1 − y6 a2 − z6 a3 = −ax6 x̂− by6 ŷ − cz6 ẑ (8d) K I
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