(-FeoN Structure:
A2B_ 0P12.60_d_c-001

This structure originally had the label A2B_oP12_60_d_c.Fe2N. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/5GP6

https://aflow.org/p/A2B_oP12_60_d_c-001

@OFe
ON
a
_
c
Prototype FesN
AFLOW prototype label A2B_0oP12.60_d_c-001
ICSD 81732
Pearson symbol oP12
Space group number 60
Space group symbol Pben

AFLOW prototype command aflow --proto=A2B_oP12_60_d_c-001
--params=a,b/a, c/a,yi, T2, Y2, 22

Other compounds with this structure
MOQC

e FeoN can also be found in the n-FesN/8-VoN (L'35)| structure. It has also been reported in the |L'3 structure

e This structure has the same AFLOW label as a-PbOs, but in that case the lead site is only 49% occupied, so the
composition is actually closer to PbOy.

e The structures are generated by the same symmetry operations with different sets of parameters (--params) specified in
their corresponding CIF files.
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Simple Orthorhombic primitive vectors
al

3] .

a; = aX
a2 = by
asg = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1as + tag = by § + ez (4c) NI
B, = sari—(y1—35) aa+fag = 30X —b(y1 —3) ¥+ ez (4c) NT
Bs = —y1 az + % as = —by1y + %Ci (4c) NI
B, = sai+ (1 +3) az + § as = sax+b(yp+3) §+ic2 (4c) NT
By = Toaj +Yysaz + z2as3 = ars X+ by ¥ + c20 Z (Sd) Fel
Be = —(mo-Ya—-(pp-Ya+t = —a(@m-3x-bl—13)9+c(2+3)2 (8d) Fel
1
(22+3) as
_ 1 _ S N 1\ 5
B; = —x2a; +yzaz — (22 — 5) as = —axeX+bys y — ¢ (22 — 5) Z (8d) Fel
Bs = (l‘g—F%) al—(yg—%) as—2z29a3 = a(xg—&—%)fc—b(yg—%)y—czai (Sd) Fe I
Bg = —ZXoay —Y2a2 — 22a3 = —axy X — byg 5’ — CZ9 Z (Sd) Fel
Bio = (m2+d)ai+(pe+ti)a— = a(@2+d)x+b(p+i)y—c(2—3)2 (8d) Fe I
(22— 3) a3
Bi1 = xgal—ygag—l—(zg—i—%) as = axgi—bygy—&—c(zg—i—%) Z (8d) Fel
B, = —(m —%) a1—|—(y2+%) ay+ = —a(xz—%)&+b(yg+%)y+cz'22 (8d) Fel
Z2 as
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