TiFeSi Structure:
ABC 0l36 46 _ac_bc 3b-001

This structure originally had the label ABC_0I36_46_ac_bc_3b. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library
of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: [10.1016/j.commatsci.2018.10.043

https://aflow.org/p/7FJR

https://aflow.org/p/ABC_0I36_46_ac_bc_3b-001

Prototype FeSiTi

AFLOW prototype label ABC_0l36_46_ac_bc_3b-001
ICSD 41157

Pearson symbol ol36

Space group number 46

Space group symbol Ima?2

AFLOW prototype command aflow --proto=ABC_o0I36_46_ac_bc_3b-001
~Tparams=a, b/av C/a7 21,Y2,22,Y3, 23, Y4, 24, Y5, 25, 6, Y6, 26, L7, Y7, 27

Body-centered Orthorhombic primitive vectors

a; = —1aXk+3iby+icz
az = %af‘c—%by—i-%ci
ag = %af{—l—%by—%ci
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a; + 21 a9 = cz1 2 (4a) Fel
B, = z1a; + (21 + %) as + %ag %af{ +c21Z (4a) Fel
B; = (y2 + 22) a1 + (22—1— i) as + = %ai—i—bygy—i—czQZ (4b) Sil
(y2+ 1) a3
By = —(y2—22) a1+ (zg + %) a— = %a& —bys ¥ +c20Z (4b) Sil
(v2— 1) as
Bs = (ys+23) a1+ (23 + 1) as + = TaX+bys 9y +cas2 (4b) Til
(s + ) as
Be = —(ys—=z3) a1+ (23 + %) as — %ai{ —bysy +c23% (4b) Til
(ys — ) as
B = (ys + 24) a1 + (Z4 + %) as + = %a& +bys§ +cz4Z (4b) Ti II
(ya+ ) as
Bs = —(pu—z)ai+(za+3)ay— = 3a% — by, ¥+ cza 2 (4b) Ti 11
(y4—3) as
By = (ys+z)ar+(ss+3)at+ = lak +bys ¥ + cz5 2 (4b) Ti 111
(s + ) as
Bio = —(ys—25) a1+ (z5 + %) as — = %ai —bysy + c25 2 (4b) Ti 111
(ys - %) as
B = (Y6 + 2z6) a1 + (z6 + 26) a2 + = areX +byc ¥ + cz6 2 (8c) Fe 1T
(z6 + y6) a3
Bi2 = —(ys—26) a1 — (x6 — 26) ag — —axgX —byey +cz6 2 (8c) Fe II
(z6 +v6) a3
Bis = —(ys — 26) a1 + = a (mg + %) X —bygy + c26Z (8c) Fe II

(d0-+20+ 1) 2 +
(336 — Y6 + %) az

By = (ye + 26) a1 + —a(zg— %) X+ bys§ + cz6 2 (8¢) Fe II
(—156 + z6 + %) as +
(—xg + ye + %) as

Bis = (yr + 2z7) a1 + (x7 + 27) az + = ar7X+by; y + czr 2 (8c) Sill
(z7 +y7) a3

Big = —(yr—2r)a1— (w7 —27)ay— = —ar7 X —by: y +czr 2 (8¢) Si 1T
(z7 +y7) a3

B, = —(y7 — 27) a; + = a(zr+3) X—byr§ +cai (8c) Sill

($7+Z7+%) as +
(337 —yr+ %) as
Bis = (y7 + 27) a1 + = —a (7 —§) K+ byr § + czr 2 (8¢c) Sill
(s + 27+ 4) o +
(fx7 +y7 + %) as
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