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Prototype Cr2O11Te4

AFLOW prototype label A2B11C4 mP34 14 e a5e 2e-001

ICSD 1

CCDC 1590636

Pearson symbol mP34

Space group number 14

Space group symbol P21/c

AFLOW prototype command aflow --proto=A2B11C4_mP34_14_e_a5e_2e-001

--params=a, b/a, c/a, β, x2, y2, z2, x3, y3, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6, x7, y7, z7, x8,
y8, z8, x9, y9, z9

• (Meunier, 1976) set z6 = 0.624, but the ICSD entry sets z6 = 0.644. The former choice agrees with the values in the
paper, so we use it.
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• (Meunier, 1976) put what we call the O I atom on the (2d) Wyckoff position, (1/2 0 1/2). The AFLOW label scheme
moves this to the (2a) site.

Simple Monoclinic primitive vectors
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Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) O I

B2 = 1
2 a2 +

1
2 a3 = 1

2c cosβ x̂+ 1
2b ŷ + 1
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B10 = x3 a1−
(
y3 − 1

2

)
a2+

(
z3 +

1
2

)
a3 =

(
ax3 + c

(
z3 +

1
2

)
cosβ

)
x̂−

b
(
y3 − 1

2

)
ŷ + c

(
z3 +

1
2

)
sinβ ẑ
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ŷ + c

(
z8 +

1
2

)
sinβ ẑ
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B34 = x9 a1−
(
y9 − 1

2

)
a2+

(
z9 +

1
2

)
a3 =

(
ax9 + c

(
z9 +

1
2

)
cosβ

)
x̂−

b
(
y9 − 1

2

)
ŷ + c

(
z9 +

1
2

)
sinβ ẑ
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