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Prototype H2O4Se

AFLOW prototype label A2B4C oP28 19 2a 4a a-001

ICSD 38432

CCDC 1609077

Pearson symbol oP28

Space group number 19

Space group symbol P212121

AFLOW prototype command aflow --proto=A2B4C_oP28_19_2a_4a_a-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

• Not to be confused with selenious acid, H2SeO3.

• Data taken at 10K by (Moodenbaugh, 1983), refining the structur found by (Bailey, 1951)..
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Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + y1 a2 + z1 a3 = ax1 x̂+ by1 ŷ + cz1 ẑ (4a) H I
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ẑ (4a) H II

B8 =
(
x2 +

1
2

)
a1−

(
y2 − 1

2

)
a2−z2 a3 = a

(
x2 +

1
2

)
x̂− b

(
y2 − 1

2

)
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ẑ (4a) O III

B20 =
(
x5 +

1
2

)
a1−

(
y5 − 1

2

)
a2−z5 a3 = a

(
x5 +

1
2

)
x̂− b

(
y5 − 1

2

)
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B21 = x6 a1 + y6 a2 + z6 a3 = ax6 x̂+ by6 ŷ + cz6 ẑ (4a) O IV
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