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Prototype CsFeSs

AFLOW prototype label ABC2_0116_71_e_g fi-001
ICSD 53234

Pearson symbol ol16

Space group number 71

Space group symbol Immm

AFLOW prototype command aflow --proto=ABC2_oI16_71_e_g_£fi-001
--params=a, b/a,c/a,x1,x2,Ys, 24

Other compounds with this structure
RbFeS,

e This structure is stable at 100K and above. At 40K the structure is triclinic, with as yet undetermined atomic positions.
(Tto, 1985)

Body-centered Orthorhombic primitive vectors
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ap = —taX+3by+3c2

2
az = jaX—3by+3c2
ag = saX+3by—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1as + 1 a3 = ar1 X (4e) Cs1
B, = —x1ay — X1 a3 = —ax X (4e) Cs1
By = %al + zoag + (x2 + %) as = are X + %by (4f) SI
B, = %al — 298y — (1’2 - %) as = —are X + %bfr (4f) S1I
Bs = ysai +ysas = bys ¥ (4g) Fel
Bg = —yza; — ysas = —bysy (4g) Fel
B, = zZgay + z4 Qs = 24 7 (4) S1I
Bs —z4a] — 24 Ay = —C24 7 (4i) S1II
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