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

This structure previously used the label(s) A2B_oP12_60_d_c.Fe2N. Calls to these addresses will be redirected here.
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Prototype FesN
AFLOW prototype label A2B_oP12.60_d_c-001
ICSD 81732
CCDC 1641860
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/a7 C/a7 Y1,22,Y2, 22

Other compounds with this structure
MOQC, 1\/[02N7 RUQC, VQC, VQN, ﬁWgC

e FeyN can also be found in the n-FeaN/B-VoN (L'39) structure. It has also been reported in the |L'3g structure

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

a3 a2
a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Y1 as + iag = b1y + ici (4c) NI
B, = a1 — (y1—3) ax+ 2 a3 = sax—b(y—3) §+3c2 (4c) NI
B3 = —Y1az + % as = 7by1 5’ + %CZ (4C) NI
B, = %al—i—(yl—i—%) a2—|—ia3 = %ai—i—b(yl%—%)y—&—ici (4¢) NI
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Bg = —X2a] — YAz — 2Z2AaAs3 = —Qaxr2 X — byg y — CZ9 Z (Sd) Fel
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(22— 3) as
By = zoa; —yoas + (224 3) ag = avaX —by2 §+c(22+ 1) 2 (8d) Fel
Biz = —(z2—3)ai+(p2+3)at+ = —a(wy— 1) X+0b(y2+3) §+cxi (8d) Fe I
Z9 asg
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