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Prototype FeNb2O6

AFLOW prototype label AB2C6 tP18 113 c 2c 3e-001

ICSD 47187

CCDC 1614495

Pearson symbol tP18

Space group number 113

Space group symbol P421m

AFLOW prototype command aflow --proto=AB2C6_tP18_113_c_2c_3e-001

--params=a, c/a, z1, z2, z3, x4, z4, x5, z5, x6, z6

Other compounds with this structure
Li(Nb, W)O6
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• FeNb2O6 can also be found as columbite, E51.

• The (2c) sites are all combinations of iron and niobium with compositions Fe0.43Nb57, Fe0.39Nb0.61 and Fe0.18Nb0.82,
respectively. We arbitrarily list the first one as Fe and the second and third as Nb to preserve the stoichiometry.

Simple Tetragonal primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 1
2 a2 + z1 a3 = 1

2a ŷ + cz1 ẑ (2c) Fe I

B2 = 1
2 a1 − z1 a3 = 1

2a x̂− cz1 ẑ (2c) Fe I

B3 = 1
2 a2 + z2 a3 = 1

2a ŷ + cz2 ẑ (2c) Nb I

B4 = 1
2 a1 − z2 a3 = 1

2a x̂− cz2 ẑ (2c) Nb I

B5 = 1
2 a2 + z3 a3 = 1

2a ŷ + cz3 ẑ (2c) Nb II

B6 = 1
2 a1 − z3 a3 = 1

2a x̂− cz3 ẑ (2c) Nb II

B7 = x4 a1 +
(
x4 +

1
2

)
a2 + z4 a3 = ax4 x̂+ a

(
x4 +

1
2

)
ŷ + cz4 ẑ (4e) O I

B8 = −x4 a1 −
(
x4 − 1

2

)
a2 + z4 a3 = −ax4 x̂− a

(
x4 − 1

2

)
ŷ + cz4 ẑ (4e) O I

B9 =
(
x4 +

1
2

)
a1 − x4 a2 − z4 a3 = a

(
x4 +

1
2

)
x̂− ax4 ŷ − cz4 ẑ (4e) O I

B10 = −
(
x4 − 1

2

)
a1 + x4 a2 − z4 a3 = −a

(
x4 − 1

2

)
x̂+ ax4 ŷ − cz4 ẑ (4e) O I

B11 = x5 a1 +
(
x5 +

1
2

)
a2 + z5 a3 = ax5 x̂+ a

(
x5 +

1
2

)
ŷ + cz5 ẑ (4e) O II

B12 = −x5 a1 −
(
x5 − 1

2

)
a2 + z5 a3 = −ax5 x̂− a

(
x5 − 1

2

)
ŷ + cz5 ẑ (4e) O II

B13 =
(
x5 +

1
2

)
a1 − x5 a2 − z5 a3 = a

(
x5 +

1
2

)
x̂− ax5 ŷ − cz5 ẑ (4e) O II

B14 = −
(
x5 − 1

2

)
a1 + x5 a2 − z5 a3 = −a

(
x5 − 1

2

)
x̂+ ax5 ŷ − cz5 ẑ (4e) O II

B15 = x6 a1 +
(
x6 +

1
2

)
a2 + z6 a3 = ax6 x̂+ a

(
x6 +

1
2

)
ŷ + cz6 ẑ (4e) O III

B16 = −x6 a1 −
(
x6 − 1

2

)
a2 + z6 a3 = −ax6 x̂− a

(
x6 − 1

2

)
ŷ + cz6 ẑ (4e) O III

B17 =
(
x6 +

1
2

)
a1 − x6 a2 − z6 a3 = a

(
x6 +

1
2

)
x̂− ax6 ŷ − cz6 ẑ (4e) O III

B18 = −
(
x6 − 1

2

)
a1 + x6 a2 − z6 a3 = −a

(
x6 − 1

2

)
x̂+ ax6 ŷ − cz6 ẑ (4e) O III
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