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Prototype BaCuO5Sm2

AFLOW prototype label ABC5D2 oP36 62 c c c2d 2c-001

ICSD 49812

Pearson symbol oP36

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC5D2_oP36_62_c_c_c2d_2c-001

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, z4, x5, z5, x6, y6, z6, x7, y7, z7

Other compounds with this structure
BaCoHo2O5, BaCoTb2O5, BaCoY2O5, BaCoYb2O5, BaCuDy2O5, BaCuEr2O5, BaCuEu2O5, BaCuGd2O5, BaCuHo2O5,
BaCuLu2O5, BaCuTb2O5, BaCuTm2O5, BaCuY2O5, BaCuYb2O5, BaNiLu2O5, BaNiTm2O5, BaNiYb2O5, BaZnDy2O5,
BaZnEr2O5, BaZnEu2O5, BaZnGd2O5, BaZnHo2O5, BaZnSm2O5, BaZnTm2O5

• Some authors designate BaCuY2O5 as the prototype for this structure.

Simple Orthorhombic primitive vectors
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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) Ba I
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ẑ (4c) Ba I

B3 = −x1 a1 + 3
4 a2 − z1 a3 = −ax1 x̂ + 3
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ẑ (8d) O II

2



B27 = x6 a1 −
(
y6 − 1

2

)
a2 + z6 a3 = ax6 x̂− b

(
y6 − 1

2

)
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ŷ+c

(
z7 + 1

2

)
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