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Prototype Ca5Ga2As6

AFLOW prototype label A6B5C2 oP26 55 g2h a2g h-001

ICSD 27

CCDC 1590662

Pearson symbol oP26

Space group number 55

Space group symbol Pbam

AFLOW prototype command aflow --proto=A6B5C2_oP26_55_g2h_a2g_h-001

--params=a, b/a, c/a, x2, y2, x3, y3, x4, y4, x5, y5, x6, y6, x7, y7

Other compounds with this structure
Ca5Al2Bi6, Ca5Al2Sb6, Ca5Ga2Sb6, Ca5In2Sb6, Eu5In2Sb6, Sr5In2Sb6
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• (Verdier, 1976) place the origin so that the Ca-I atoms are at the (2d) Wyckoff position. We shifted the origin to place
them on the (2a) Wyckoff sites.

Simple Orthorhombic primitive vectors
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2c ẑ (4h) As II

B17 = −
(
x5 − 1

2

)
a1 +

(
y5 +

1
2

)
a2 +

1
2 a3

= −a
(
x5 − 1

2

)
x̂+ b

(
y5 +

1
2

)
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2c ẑ (4h) Ga I

B25 = −
(
x7 − 1

2

)
a1 +

(
y7 +

1
2

)
a2 +

1
2 a3

= −a
(
x7 − 1

2

)
x̂+ b

(
y7 +

1
2

)
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