~v-N Structure:
A tP4.136_1-001

This structure originally had the label A_tP4_136_f. Calls to that address will be redirected here.
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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 P4y /mnm

AFLOW prototype command aflow --proto=A_tP4_136_£f-001
--params=a, c/a, T1

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

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

— The hexagonal S-phase, which has freely rotating Ny molecules and is stable up to the melting point, and

— High-pressure [y-N| stable above 355 MPa.

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

al
s
a2
ap = aX SN
az = CLS/
ag = cz N N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a1 + rpas = ar1X+ar1y (4f) NI
B2 = —Ti1Qa] — 1A = 7(11‘1)27 aa:ly (4f) NI
Bs = —(z1—3)a+(@+3)a+ = —a(z;— %) X+a(z1+3)y+icz (4f) NI
B4 = (1‘14—%)&1—(3?1—%) ag—‘r%a?, = a(acl—&—%)i—a(xl—%)y—i—%ci (4f) NI
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