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

This structure previously used the label(s) AB2_aP12_1_4a 8a. Calls to these addresses will be redirected here.
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Prototype FeS,

AFLOW prototype label AB2_aP12_1_4a_8a-001
ICSD 10422

CCDC 1595256

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/a7 C/av «, ﬁv Y, %1,Y1,21,T2,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:

— atriclinic (P1 #1) phase| (this structure),
— a low temperature orthorhombic pyrite phase,

— the most commonly observed state, lcubic pyrite (C2), and
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— orthorhombic martensite (C'18).

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

Triclinic primitive vectors

a; = aXx aL1 3
. o a2

a; = bcosyX + bsinyy

ag = czX+cyy+e.z

Cpx = ccos 3

¢y = c(cosa—cosfcosy)/siny

¢, = c?—ci—cl

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yias + 21 a3 = (axy + by cosy + cpz1) X+ (1la) Fel
(byisiny +cy21) ¥ +c.212
B, = Toa + ysas + 2o as = (azg + byz cos7y + cr22) X + (1a) Fe II
(byasiny + cyz2) § + c.22
B; = r3a; + yzas + 23 a3 = (axs + byscosy + cpz3) X+ (1la) Fe III
(byzsiny +cy23) ¥+ c.23%
By, = Tgay +ysas + 24 ag = (azy + byscosy + cp24) X+ (1a) Fe IV
(byasiny + cyza) §+ c.24 Z
B5 = Tsal + Ys as + 25 as = (ang, +by5 COS’}/+CQ¢Z5) X+ (la) ST
(byssiny + cyz5) ¥ + c.25 Z
Bg = ZTgay + Ygas + 2¢ as = (azg + bys cOsy + cr26) X + (1a) S1I
(bys siny + cyz6) § + c226 Z
By = r7a; +yraz + zyas = (CLI7 + by7 cosy + CxZ7) X+ (la) S III
(byrsiny + cyz7) ¥ + c.27 Z
Bsg = Tgaj + ysas + zgas = (axg + byg cosy + cp28) X + (1la) SIV
(byssiny + cyzg) ¥ + c.28 2
By = Tgaj + yg as + 29 as = (axg + byg cosy + cp29) X + (1a) SV
(bygsiny + cyz9) § + c.29 Z
Bl() = T10 A1 + Y10 A2 + Z10 Q3 = (axlo + ble COSs 7y + szlo) )A( + (1a) S VI
(by1osiny + cy2z10) ¥ + c.210 2
Bi: = x11a1 +y11 a2 + 211 a3 = (aw1y + by1 cosy + cpz11) X+ (1a) S VII
(byr1 siny + cyz11) § + c.211 2
B12 = 12 A1 + Y12 Az + Z12 Qs = (axu -+ by12 COs 7y -+ 612’12) f( -+ (1&) S VIII
(by12siny + cyz12) ¥ + c.212 2
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