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Prototype Al2FKO9P2

AFLOW prototype label A2BC2D9E2 oP64 19 2a a 2a 9a 2a-001

CCDC 2686066

Pearson symbol oP64

Space group number 19

Space group symbol P212121

AFLOW prototype command aflow --proto=A2BC2D9E2_oP64_19_2a_a_2a_9a_2a-001

--params=a, b/a, c/a, x1, y1, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6, x7,
y7, z7, x8, y8, z8, x9, y9, z9, x10, y10, z10, x11, y11, z11, x12, y12, z12, x13, y13, z13, x14, y14, z14, x15,
y15, z15, x16, y16, z16

Other compounds with this structure
Rb[Al2(PO4)2F(H2O)]
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• The potassium sites are only half-occupied.

• One of the oxygen atoms must actually be a water molecule, but the hydrogen positions are not given by (Hao, 2024) so
we cannot determine which one it is, and so ignore it in the AFLOW labeling and the CIF.

Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type
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B17 = x5 a1 + y5 a2 + z5 a3 = ax5 x̂+ by5 ŷ + cz5 ẑ (4a) K II
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ŷ − c

(
z11 − 1

2

)
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B53 = x14 a1 + y14 a2 + z14 a3 = ax14 x̂+ by14 ŷ + cz14 ẑ (4a) O IX
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ẑ (4a) P I

B59 = −x15 a1 +
(
y15 +

1
2

)
a2 −(

z15 − 1
2

)
a3

= −ax15 x̂+ b
(
y15 +

1
2

)
ŷ − c

(
z15 − 1

2

)
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