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Prototype S7Y5

AFLOW prototype label A7B5 mC24 12 a3i c2i-001

ICSD 43620

CCDC 1613099

Pearson symbol mC24

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=A7B5_mC24_12_a3i_c2i-001

--params=a, b/a, c/a, β, x3, z3, x4, z4, x5, z5, x6, z6, x7, z7
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Other compounds with this structure
Dy5S7, Er5S7, Ho5S7, Tm5S7, CdY4S7, CrY4S7, MnDy4S7, MnEr4S7, MnHo4S7, MnTm4S7, MnY4S7, MnYb4S7, FeEr4S7,
FeHo4S7, FeTm4S7, FeY4S7, FeYb4S7

• (Adolphe, 1965) gives the lattice parameters for the ternary versions of this structure, but not the atomic positions.
Presumably the third atom species replaces the atom on the (1a) or (1c) site.

Base-centered Monoclinic primitive vectors

a1 = 1
2a x̂− 1

2b ŷ

a2 = 1
2a x̂+ 1

2b ŷ

a3 = c cosβ x̂+ c sinβ ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) S I

B2 = 1
2 a3 = 1

2c cosβ x̂+ 1
2c sinβ ẑ (2c) Y I

B3 = x3 a1 + x3 a2 + z3 a3 = (ax3 + cz3 cosβ) x̂+ cz3 sinβ ẑ (4i) S II

B4 = −x3 a1 − x3 a2 − z3 a3 = − (ax3 + cz3 cosβ) x̂− cz3 sinβ ẑ (4i) S II

B5 = x4 a1 + x4 a2 + z4 a3 = (ax4 + cz4 cosβ) x̂+ cz4 sinβ ẑ (4i) S III

B6 = −x4 a1 − x4 a2 − z4 a3 = − (ax4 + cz4 cosβ) x̂− cz4 sinβ ẑ (4i) S III

B7 = x5 a1 + x5 a2 + z5 a3 = (ax5 + cz5 cosβ) x̂+ cz5 sinβ ẑ (4i) S IV

B8 = −x5 a1 − x5 a2 − z5 a3 = − (ax5 + cz5 cosβ) x̂− cz5 sinβ ẑ (4i) S IV

B9 = x6 a1 + x6 a2 + z6 a3 = (ax6 + cz6 cosβ) x̂+ cz6 sinβ ẑ (4i) Y II

B10 = −x6 a1 − x6 a2 − z6 a3 = − (ax6 + cz6 cosβ) x̂− cz6 sinβ ẑ (4i) Y II

B11 = x7 a1 + x7 a2 + z7 a3 = (ax7 + cz7 cosβ) x̂+ cz7 sinβ ẑ (4i) Y III

B12 = −x7 a1 − x7 a2 − z7 a3 = − (ax7 + cz7 cosβ) x̂− cz7 sinβ ẑ (4i) Y III
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