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Prototype F6NaSb

AFLOW prototype label A6BC hP16 163 i b c-001

Strukturbericht designation J112

1

http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/KLNT
https://aflow.org/prototype-encyclopedia/A6BC_hP16_163_i_b_c-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/


ICSD 25539

CCDC 1601193

Pearson symbol hP16

Space group number 163

Space group symbol P31c

AFLOW prototype command aflow --proto=A6BC_hP16_163_i_b_c-001

--params=a, c/a, x3, y3, z3

• The (2i) site, which we show as occupied by fluorine, is actually occupied by a random mixture of fluorine atoms (67%)
and OH radicals (33%).

• 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 NaSbF6 and NaSb(OH)6 (J111).
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ẑ (12i) F I

B11 = −x3 a1 − y3 a2 − z3 a3 = − 1
2a (x3 + y3) x̂+

√
3
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