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Prototype C4CoSc3

AFLOW prototype label A4BC3 oI16 71 m a bf-001

ICSD 236393

CCDC 1707995

Pearson symbol oI16

Space group number 71

Space group symbol Immm

AFLOW prototype command aflow --proto=A4BC3_oI16_71_m_a_bf-001

--params=a, b/a, c/a, x3, x4, z4

Other compounds with this structure
Sc3FeC4, Sc3IrC4, Sc3NiC4, Sc3OsC4, Sc3RhC4, Sc3RuC4

• This is the high temperature structure of Sc3CoC4. Below 72K it transforms into the monoclinic Sc3RhC4 structure.
Data for the current structure was taken at 293K.

• (Vogt, 2005) found that in Sc3IrC4 and Sc3RhC4 the transition metal atom is not exactly on the (2a) site, but instead is
on the (4i) Wyckoff position (0,0,±0.04), with each site 50% occupied.
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Body-centered Orthorhombic primitive vectors

a1 = − 1
2a x̂+ 1

2b ŷ + 1
2c ẑ

a2 = 1
2a x̂− 1

2b ŷ + 1
2c ẑ

a3 = 1
2a x̂+ 1

2b ŷ − 1
2c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) Co I

B2 = 1
2 a2 +

1
2 a3 = 1

2a x̂ (2b) Sc I

B3 = 1
2 a1 + x3 a2 +

(
x3 +

1
2

)
a3 = ax3 x̂+ 1

2b ŷ (4f) Sc II

B4 = 1
2 a1 − x3 a2 −

(
x3 − 1

2

)
a3 = −ax3 x̂+ 1

2b ŷ (4f) Sc II

B5 = z4 a1 + (x4 + z4) a2 + x4 a3 = ax4 x̂+ cz4 ẑ (8m) C I

B6 = z4 a1 − (x4 − z4) a2 − x4 a3 = −ax4 x̂+ cz4 ẑ (8m) C I

B7 = −z4 a1 − (x4 + z4) a2 − x4 a3 = −ax4 x̂− cz4 ẑ (8m) C I

B8 = −z4 a1 + (x4 − z4) a2 + x4 a3 = ax4 x̂− cz4 ẑ (8m) C I
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