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A2BC2D oC24 67 m a n g-001
This structure originally had the label A2BC2D oC24 67 m a n g. Calls to that address will be redirected here.
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Prototype H2(NH4)O2P

AFLOW prototype label A2BC2D oC24 67 m a n g-001

Strukturbericht designation F57

ICSD 26929

Pearson symbol oC24

Space group number 67

Space group symbol Cmme

AFLOW prototype command aflow --proto=A2BC2D_oC24_67_m_a_n_g-001

--params=a, b/a, c/a, z2, y3, z3, x4, z4

• (Zachriasen, 1934) state that the H atoms in the ammonium ion must be along the lines between the nitrogen and oxygen
atoms, but give no further information, so we only provide the position of the nitrogen atoms (labeled as NH4).

• The data for this structure was presented in the Acmm setting of space group #67. We transformed this to the standard
Cmma setting using FINDSYM.
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Base-centered Orthorhombic primitive vectors

a1 = 1
2a x̂− 1

2b ŷ

a2 = 1
2a x̂ + 1

2b ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 1
4 a1 + 1

4 a2 = 1
4a x̂ (4a) N I

B2 = 3
4 a1 + 3

4 a2 = 3
4a x̂ (4a) N I

B3 = 3
4 a1 + 1

4 a2 + z2 a3 = 1
2a x̂− 1

4b ŷ + cz2 ẑ (4g) P I

B4 = 1
4 a1 + 3

4 a2 − z2 a3 = 1
2a x̂ + 1

4b ŷ − cz2 ẑ (4g) P I

B5 = −y3 a1 + y3 a2 + z3 a3 = by3 ŷ + cz3 ẑ (8m) H I

B6 =
(
y3 + 1

2

)
a1−

(
y3 − 1

2

)
a2 +z3 a3 = 1

2a x̂− by3 ŷ + cz3 ẑ (8m) H I

B7 = −
(
y3 − 1

2

)
a1 +

(
y3 + 1

2

)
a2 −

z3 a3

= 1
2a x̂ + by3 ŷ − cz3 ẑ (8m) H I

B8 = y3 a1 − y3 a2 − z3 a3 = −by3 ŷ − cz3 ẑ (8m) H I

B9 =
(
x4 + 3

4

)
a1+

(
x4 + 1

4

)
a2+z4 a3 = a

(
x4 + 1

2

)
x̂− 1

4b ŷ + cz4 ẑ (8n) O I

B10 = −
(
x4 − 3

4

)
a1 −

(
x4 − 1

4

)
a2 +

z4 a3

= −a
(
x4 − 1

2

)
x̂− 1

4b ŷ + cz4 ẑ (8n) O I

B11 = −
(
x4 − 1

4

)
a1 −

(
x4 − 3

4

)
a2 −

z4 a3

= −a
(
x4 − 1

2

)
x̂ + 1

4b ŷ − cz4 ẑ (8n) O I

B12 =
(
x4 + 1

4

)
a1+

(
x4 + 3

4

)
a2−z4 a3 = a

(
x4 + 1

2

)
x̂ + 1

4b ŷ − cz4 ẑ (8n) O I
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