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Prototype AlF6K2Li

AFLOW prototype label AB6C2D hR20 166 ab 2h 2c c-001

ICSD 48149

CCDC 1614621

Pearson symbol hR20

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=AB6C2D_hR20_166_ab_2h_2c_c-001

--params=a, c/a, x3, x4, x5, x6, z6, x7, z7

Other compounds with this structure
Ba2MnTeO6, Cs2NaCrF6

• This is the high temperature phase of K2LiAlF6, stable above 650◦C (Tressaud, 1984). The low-temperature structure is
hexagonal, but its exact space group is uncertain.

• Hexagonal settings of this structure can be obtained with the option --hex.
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Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) Al I
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B3 = x3 a1 + x3 a2 + x3 a3 = cx3 ẑ (2c) K I

B4 = −x3 a1 − x3 a2 − x3 a3 = −cx3 ẑ (2c) K I

B5 = x4 a1 + x4 a2 + x4 a3 = cx4 ẑ (2c) K II

B6 = −x4 a1 − x4 a2 − x4 a3 = −cx4 ẑ (2c) K II

B7 = x5 a1 + x5 a2 + x5 a3 = cx5 ẑ (2c) Li I

B8 = −x5 a1 − x5 a2 − x5 a3 = −cx5 ẑ (2c) Li I
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B15 = x7 a1 + x7 a2 + z7 a3 = 1
2a (x7 − z7) x̂+

√
3
6 a (x7 − z7) ŷ +
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