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Prototype N

AFLOW prototype label A tP4 136 f-001

ICSD 24891

Pearson symbol tP4

Space group number 136

Space group symbol P42/mnm

AFLOW prototype command aflow --proto=A_tP4_136_f-001

--params=a, c/a, x1

• Solid nitrogen is found in three forms (Mills, 1969; Donohue, 1974):

– The ground state α-N structure, stable below 35.6K, found either in a centrosymmetric or a non-centrosymmetric
cubic structure.

– The hexagonal β-phase, which has freely rotating N2 molecules and is stable up to the melting point, and

– High-pressure γ-N, stable above 355 MPa.

• We use the data from (Mills, 1969) taken at 415 MPa and 20.5K.
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Simple Tetragonal primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 + x1 a2 = ax1 x̂ + ax1 ŷ (4f) N I

B2 = −x1 a1 − x1 a2 = −ax1 x̂− ax1 ŷ (4f) N I
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