
NH4I3 (D016) Structure:
A3B oP16 62 3c c-002
This structure previously used the label(s) A3B oP16 62 3c c. Calls to these addresses will be redirected here.
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Prototype I3(NH4)

AFLOW prototype label A3B oP16 62 3c c-002

Strukturbericht designation D016

ICSD 22128

CCDC 1598912

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A3B_oP16_62_3c_c-002

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, z4
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Other compounds with this structure
CsI3, CsBr3

• (Cheesman, 1970) gives the positions of the atoms in Cartesian coordinates, which we have transleted into the standard
Wyckoff notation.

• The hydrogen positions are not given, so the NH4 molecules are centered on the (4c) Wyckoff position.

• With the NH4 molecules treated as a single entity, NH4I3 has the same AFLOW label, A3B oP16 62 3c c, as Bi3Ni. The
structures are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ
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4b ŷ + cz1 ẑ (4c) I I

B2 = −
(
x1 − 1

2

)
a1 +

3
4 a2 +(

z1 +
1
2

)
a3

= −a
(
x1 − 1

2

)
x̂+ 3

4b ŷ + c
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4b ŷ − cz3 ẑ (4c) I III

B12 =
(
x3 +

1
2

)
a1 +

1
4 a2 −

(
z3 − 1

2

)
a3 = a

(
x3 +

1
2

)
x̂+ 1

4b ŷ − c
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