FeSy (P1) Structure:
AB2 aP12 1 4a 8a-001

This structure originally had the label AB2_aP12_1_4a_8a. Calls to that address will be redirected here.
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@Fe

Prototype FeSo

AFLOW prototype label AB2_aP12_1_4a_8a-001
ICSD 10422

Pearson symbol aP12

Space group number 1

Space group symbol P1

AFLOW prototype command aflow --proto=AB2_aP12_1_4a_8a-001
—~params=a, b/a’ C/a’, «, Bv Y, T1,Y1,21,22,Y2, 22,3, Y3, 23, T4, Y4, 24, T5,Y5, 25, L6, Y6,
26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29, 10, Y10, 210, L11, Y11, 211, 12, Y12, 212

e FeS, has been found in at least four forms:

a[triclinic (P1 #1) phase (this structure),

a low temperature orthorhombic pyrite phase,

the most commonly observed state, cubic pyrite (C2), and

— lorthorhombic martensite (C'18).

e This structure is just a slightly distorted version of pyrite (C2), with no rotational symmetry whatsoever.
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Triclinic primitive vectors

~ al
a; = aX N
A o 233
a; = bcosyXx + bsinyy
ag = czX+cyy+ec. 2
Cp = ccos 3
¢y = c(cosa—cosPBcosy)/siny
c, = c?—c2—c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yiaz + z1as = (aa:l —|—by1 COS’Y—f—CIZl) X+ (la) Fe I
(byr siny + cyz1) § + c.21 2
B, = Toaj + ypas + 29 a3 = (axe + bya cosy + cp20) X+ (1la) Fe 11
(byasiny + cyz2) ¥+ c.22 2
B; = T3a; +y3as + 23 as = (axs + by cosy + c23) X + (1a) Fe III
(byssiny + cyz3) § + c.23 Z
B, = Tga) + ygas + 243 = (axg + byscosy + cpzq) X+ (1la) Fe IV
(byasiny +cyz4) ¥+ c.24 2
B; = Tsa + ysas + 25 as = (azs + bys cosy + c25) X + (1a) SI
(bys siny + cyz5) § + c.25 Z
Bsg = Tgai + Ygas + 26 as = (axg + byg cosy + cp26) X + (1la) S1I
(bys siny + cyz6) ¥ + ¢226 Z
B, = T7ay + yras + 27 as = (azy + byy cosy + cp27) X+ (1a) S III
(byzsiny + cyz7) § + co27 2
BS = rga + Ys az + zg as = (axg + byg COs 7y + CxZS) X+ (la) STV
(byssiny + cyzg) ¥ + c.28 Z
By = ZTgaj + Yo as + 29 as = (axg + byg cosy + cz29) X + (1a) SV
(bygsiny + cy2z9) ¥ + €220 Z
By = T1p0a1 + Y10 A2 + 210 A3 = (wal() + by10 Cosy + szl()) X+ (la) S VI
(by1osiny + cyz10) ¥ + c2210 2
B11 = 11 A1 +y11 a9 +211 as = (axu +by11 COS’}/-FCI,le) )A(+ (1a) S VII
(byrysiny + cyz11) ¥+ c.211 2
B12 = Tri2ai + Y12 A2 + z12a3 = (ax12 + by12 COS 7y + Ca;Zlg) X + (13) S VIII
(by12 sin'y + cy212) y + c 212 Z
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