TiFeS1 Structure:

ABC 0l36 46 _ac_bc 3b-001

This structure previously used the label(s) ABC_oI36_46_ac_bc_3b. Calls to these addresses will be redirected here.
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AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
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AFLOW prototype command
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https://aflow.org/prototype-encyclopedia/ABC_0l36_46_ac_bc_3b-001
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aflow —--proto=ABC_o0I36_46_ac_bc_3b-001
—Tparams=a, b/a7 C/a’7 21,Y2,22,Y3,23,Y4, 24, Y5, 25, L6, Y6, 26, L7, Y7, 27
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Other compounds with this structure
DyMnGa, ErMnGa, FeNbGe, GdMnGa, HfOsSi, HfRuAs, HfRuSi, HoMnGa, NbReSi, NbRuSi, TaReSi, TaRuSi, TilrSi, TiOsGe,
TiOsSi, TiRhGe, TiRuAs, TiRuGe, RhMnGe, RuTiSi, RuZrGe, TaMnGe, TaMnSi, TbMnGa, TiFeGe, YMnGa

Body-centered Orthorhombic primitive vectors

a3 a1
a2 bt
ay = —gaXk+ by + jcz
as = %afc — %by + %ci
ag = $aX+43by—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a; + 214 = cz1 2 (4a) Fel
B, = z1a; + (zlJr%) a2+%a3 = %af(Jrczli (4a) Fel
B; = (y2 + 2z2) a1 + (2’2+i) as + = %ai—i—bygy—i—czQZ (4b) Sil
(y2+ 1) a3
By = —(y2—22) a1+ (zg—&—%) a— = %ai—bygy—i—c,@i (4b) Sil
(92— %) as
Bs = (ys+23) a1+ (23 + 1) as + = TaX+bys g+ cas2 (4b) Til
(s + ) as
Be = —(ys—=z3) a1+ (23+%) ap; — = %ai{fbygercz?,Z (4b) Til
(313 - %) as
B = (ys + 24) a1 + (Z4—|— %) as + = %a&—l—by;;jf—i—czz;i (4b) Ti II
(ya+ ) as
Bs = —(pu—z)ai+(za+3)ay— = 3a% — by, ¥+ cza 2 (4b) Ti 11
(y4—3) as
By = (ys + 25) a1 + (25 + 1) as + = laX+bys§ +ces52 (4b) Tj 111
(y5 + %) az
Bio = —(ys—25) a1+ (z5 + %) as — = %ai —bysy + c25 2 (4b) Ti I11
(95 — ) as
Bi1 = (ys + 2z6) a1 + (x + 26) az + = argX + bygy + czg Z (8c) Fe II
(z6 + y6) a3
Biz2 = —(ys—25) a1 —(vg—26) ag— = —axgX —byey +cz62 (8c) Fe II
(z6 +v6) a3
Bz = —(ys — 26) a1 + = a(ze+3) X—bysy +cz 2 (8¢) Fe 11

(tot 20+ 3) e+
(336 — Y6 + %) as
Bis = (ys + 26) a1 + = —a(zg— %) X+ bys§ + cz6 2 (8¢) Fe II
(oo 20+ 3) a +
(—xg + ye + %) as



Bis = (yr + 2z7) a1 + (7 + 27) as + = arrX +byr y + c2rZ (8¢c) Si I

(z7 +y7) a3

Bie = —-(yr—2zr)a1—(z7—27)aa— = —ax7X —byr ¥+ czr (8c) Sill
(z7 +y7) a3

By = —(yr — z7) a1 + = a(zr+3) R—byr§ +czra (8¢) SiII

(720 + 3) 2o +
(507 —yr+ %) az
Bis = (y7 + 27) a1 + = —a (w7 — %) X+ byr § + czr 2 (8c) Si Il
(—967 + 27 + %) as +
(—56‘7 +y7 + %) as
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