C17 (FesB) Structure (Obsolete):
AB2.t112_121_ab_i-001

This structure originally had the label AB2_tI12_121 ab_i. Calls to that address will be redirected here.
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a

Prototype BFe,

AFLOW prototype label AB2_t112_121_ab_i-001
Strukturbericht designation c17

ICSD 16809

Pearson symbol tI112

Space group number 121

Space group symbol I42m

AFLOW prototype command aflow --proto=AB2_tI12_121_ab_i-001
--params=a, c/a, x3, 23

e (Wever, 1930) placed this structure in space group I42m #121, and this was used to designate the structure as C'17 in
(Ewald, 1931). However, even then it was recognized that changing z3 from the value of 0.2 assigned by Wever to 1/4
would add an inversion symmetry to the crystal, change the space group to I4/mem #140, and make the structure look
very much like AlyCu, Strukturbericht C'16. This has become the accepted structure, as in (Kapfenberger, 2006), so the
label C'17 is depreciated. We retain it here for historical interest.

Body-centered Tetragonal primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/1BSH
https://aflow.org/p/AB2_tI12_121_ab_i-001
https://aflow.org/p/A2B_tI12_140_h_a-001

a3 = f%af{Jr %a y + %02
az = jaX—jay+ jc2
ag = 3aX+3ay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) B1
B, = fa;+ 5 ay = sc2 (2b) BII
B; = (x3+23) a1 + (v3 + 23) ag + = ar3X + axrsy + c23Z (81) Fel
2x3 as
By = —(z3—2z3)a;—(r3—23)a2— = —ar3X —ax3y + c237% (81) Fel
2x3 ag
Bs = —(x3+ 23) a1 + (x3 — 23) as = ax3X —aryy —cz32 (81) Fel
Bg = (x5 — z3) a1 — (x5 + 23) a9 = —axr3 X+ axr3y — cz3 Z (8i) Fel
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