
KNO2 III Structure:
ABC2 mP16 14 e e 2e-003
This structure previously used the label(s) ABC2 mP16 14 e e 2e.KNO2. Calls to these addresses will be redirected here.
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Prototype KNO2

AFLOW prototype label ABC2 mP16 14 e e 2e-003

Mineral name Potassium Nitrite

ICSD 86117

CCDC 1646019

Pearson symbol mP16

Space group number 14

Space group symbol P21/c

AFLOW prototype command aflow --proto=ABC2_mP16_14_e_e_2e-003

--params=a, b/a, c/a, β, x1, y1, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4
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Other compounds with this structure
HgNO2

• This is not the KNO2 structure found by (Ziegler, 1936) and given the Strukturbericht designation F511. That structure
is now considered obsolete.

• We use the data take by (Onada, 1998) at 4K. Phase III is stable up to 264K. Above this temperature it transforms to
the rhombohedral phase II, which has disordered NO−

2 ions

• KNO2 (III), manganite (MnOOH), and β-LiErO2 have the same AFLOW label, ABC2 mP16 14 e e 2e. The structures
are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Simple Monoclinic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c cosβ x̂+ c sinβ ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + y1 a2 + z1 a3 = (ax1 + cz1 cosβ) x̂+ by1 ŷ + cz1 sinβ ẑ (4e) K I
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B9 = x3 a1 + y3 a2 + z3 a3 = (ax3 + cz3 cosβ) x̂+ by3 ŷ + cz3 sinβ ẑ (4e) O I

B10 = −x3 a1 +
(
y3 +

1
2

)
a2 −(

z3 − 1
2

)
a3

= −
(
ax3 + c

(
z3 − 1

2

)
cosβ

)
x̂+

b
(
y3 +

1
2

)
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(4e) O I

B13 = x4 a1 + y4 a2 + z4 a3 = (ax4 + cz4 cosβ) x̂+ by4 ŷ + cz4 sinβ ẑ (4e) O II
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