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Prototype AlF3

AFLOW prototype label AB3 tP40 127 di cg2ij-001

ICSD 79816

Pearson symbol tP40

Space group number 127

Space group symbol P4/mbm

AFLOW prototype command aflow --proto=AB3_tP40_127_di_cg2ij-001

--params=a, c/a, x3, x4, y4, x5, y5, x6, y6, x7, y7

• AlF3 has a variety of polymorphs (Le Bail, 2006) including:

– α-AlF3, which takes the rhombohedral FeF3 (D012) structure.

– β-AlF3 has a body-centered orthorhombic structure.

– η-AlF3 has the β-AlH3 structure.
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– κ-AlF3 is this tetragonal structure.

– θ-AlF3, also known as τ -AlF3, is a larger tetragonal structure.

– Above 713K AlF3 transforms into the cubic ReO3 (D09) structure (Morelock, 2014).
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B27 = −y6 a1 + x6 a2 = −ay6 x̂ + ax6 ŷ (8i) F IV
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2c ẑ (8j) F V

B38 =
(
x7 + 1

2

)
a1 −

(
y7 − 1

2

)
a2 + 1

2 a3 = a
(
x7 + 1

2

)
x̂− a

(
y7 − 1

2

)
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