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Prototype AlCaF6Li

AFLOW prototype label ABC6D hP18 163 c b i d-001

Mineral name colquiriite
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ICSD 150332

CCDC 1667512

Pearson symbol hP18

Space group number 163

Space group symbol P31c

AFLOW prototype command aflow --proto=ABC6D_hP18_163_c_b_i_d-001

--params=a, c/a, x4, y4, z4

Other compounds with this structure
LiSrAlF6

• This is the low-temperature standard-pressure structure of LiCaAlF6. We used the data taken at 300K and ambient
pressure.
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2c ẑ (2b) Ca I

B3 = 1
3 a1 +

2
3 a2 +

1
4 a3 = 1

2a x̂+
√
3
6 a ŷ + 1
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c
(
z4 − 1

2

)
ẑ
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