
NaSbF6 Structure:
A6BC cP32 205 d a b-001
This structure previously used the label(s) A6BC cP32 205 d b a. Calls to these addresses will be redirected here.
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Prototype F6NaSb

AFLOW prototype label A6BC cP32 205 d a b-001

ICSD 25538

CCDC 1601192

Pearson symbol cP32

Space group number 205

Space group symbol Pa3

AFLOW prototype command aflow --proto=A6BC_cP32_205_d_a_b-001

--params=a, x3, y3, z3

• This is the pure fluorine end-point of the NaSbF6−x(OH)x compounds. Although the replacement of fluorine by OH does
not affect the shape of the Sb-(F,OH)6 ions, it has a profound effect on the structure, as can be seen by looking at
NaSb(OH)6 (J111) and NaSbF4(OH)2 (J112).
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Simple Cubic primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = a ẑ

Basis vectors

Lattice
coordinates

Cartesian
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Wyckoff
position

Atom
type

B1 = 0 = 0 (4a) Na I
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2a ẑ (4a) Na I

B4 = 1
2 a1 +

1
2 a2 = 1

2a x̂+ 1
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ŷ − ay3 ẑ (24d) F I

B15 = −
(
z3 − 1

2

)
a1 − x3 a2 +(

y3 +
1
2

)
a3

= −a
(
z3 − 1

2

)
x̂− ax3 ŷ + a
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(
x3 − 1

2

)
ẑ (24d) F I

References
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