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Prototype GdSi2

AFLOW prototype label AB2 oI12 74 e 2e-001

ICSD 291182

Pearson symbol oI12

Space group number 74

Space group symbol Imma

AFLOW prototype command aflow --proto=AB2_oI12_74_e_2e-001

--params=a, b/a, c/a, z1, z2, z3

Other compounds with this structure
GeSi2, HoSi2, LaGe2, TbSi2, DySi1.4, GdSi1.4, NdSi1.4, PrSi1.4, SmSi1.4, YSi1.4

• (Zou, 2015) find that the Si-I site has 96.8% occupancy and the Si-II site has 81.2% occupancy, so the actual
stoichiometry of their sample is GdSi1.78.
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Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 =
(
z1 + 1

4

)
a1 + z1 a2 + 1

4 a3 = 1
4b ŷ + cz1 ẑ (4e) Gd I

B2 = −
(
z1 − 3

4

)
a1 − z1 a2 + 3

4 a3 = 3
4b ŷ − cz1 ẑ (4e) Gd I

B3 =
(
z2 + 1

4

)
a1 + z2 a2 + 1

4 a3 = 1
4b ŷ + cz2 ẑ (4e) Si I

B4 = −
(
z2 − 3

4

)
a1 − z2 a2 + 3

4 a3 = 3
4b ŷ − cz2 ẑ (4e) Si I

B5 =
(
z3 + 1

4

)
a1 + z3 a2 + 1

4 a3 = 1
4b ŷ + cz3 ẑ (4e) Si II

B6 = −
(
z3 − 3

4

)
a1 − z3 a2 + 3

4 a3 = 3
4b ŷ − cz3 ẑ (4e) Si II
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