TiAl,Brg Structure:
A2B8C_0P22. 34 ¢ 4c_a-001

This structure previously used the label(s) A2B8C_oP22_34_c_4c_a. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/7UTD

https://aflow.org/prototype-encyclopedia/A2B8C_oP22_34 _c_4c_a-001

Y

C

Prototype Al,BrgTi

AFLOW prototype label A2B8C_oP22_34_c_4c_a-001
I1CSD 39243

CCDC 1609241

Pearson symbol oP22

Space group number 34

Space group symbol Pnn2

AFLOW prototype command aflow --proto=A2B8C_oP22_34_c_4c_a-001
~Tparams=a, b/a7 C/a, 21,22, Y2, 22,T3,Y3, 23, T4, Y4, 24, T5,Y5, 25, L6, Y6, 26
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Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = Z1 a3 = CzZ1 Z (2&) Til
B, = %a1+%a2+(zl+%) as = %ai+%by+c(zl+%)2 (2a) Til
B; = Toay + Yo as + 29 a3 = aro X + by ¥ + c29 Z (4¢) All
B, = —Toaj — Yz as + 29 a3 = —aro X —bys y +c202 (40) All
B5 = (Jf2+%)al—(y2—%)ag+ = a(I2+%))’i—b(y2—%)}A’—FC(ZQ—F%)Z (4(}) All
(22+3) as
Bg = —(x —%) a; + (yg—i—%) a+ = -—a (xg— %) )‘(—i—b(yg—i—%) v+c (22—1—%) Z (4¢) All
(22+3) as
B = r3a + yzas + 23 a3 = arsX +bysy +cz3Z (4c) Brl
Bs = —Z3a] — Ysaz + 23 a3 = —axrs X — by3 y + cz3 Z (4(}) Brl
Bg = (a:3+%)a1—(y3—%)a2+ = a(fﬂ3+%)f(*b(y3*%)5’+C(23+%)2 (4C) Brl
(2’3 + %) as
By = —(xr —%) a; + (ys—i—%) a+ = -—a (xg— %) )‘(—i—b(yg—i—%) v+c (23+%) Z (4¢) Brl
(2 3) a0
By = Tqa] +Yga2 + 24as3 = axs X +bysy +cz42 (40) Br 11
B = —Tga; —Ysaz + 24a3 = —ary X — by4 V+cza2 (4(}) Br 11
Bz = (x4+%)a17(y4f%)a2+ = a(x4+%))“cfb(y4f%)y+c(z4+%)2 (4c) Br II
(2a+3) as
By = —(wu—3)ai+a+t3)a+ = —a(za—3)%+b(ya+3)I+c(au+3)2 (4c) Br II
(24 + %) as
Bis = Tsaj + Ysaz + z5as = axs X+ bys ¥ + cz5 (40) Br 111
Bis = —Tsa; — Ysaz + 25 a3 = —arsX —bys y + cz5 2 (4c) Br 11
B¢y = (l’5+%) al—(y5—%)a2—|— = a(;vg,—i—%))“(—b(yg,—%)y—i—c(%—l-%)i (4c) Br III
(25 +3) as
Bis = —(zs—3)ai+(ys+3)as+ = —a(zs—3)%+b(ys+3)I+c(z+3)2 (4c) Br III
(5 3) a0
By = Teay + Yg as + 26 as = axg X + by ¥ + cz¢ Z (4¢) Br IV
B2y = —Tga; — Ys Az + 2 a3 = —argX —bys§ + cz6 2 (4c) Br IV
By = (z6+3) a1 — (y6—3) a2+ = a(zs+3)%—bys—3)F+c(zw+3)2 (4c) Br IV
(26 + %) as



B22 = 7(1767%) a; + (%‘Jr%) as + = —a <I67 %) }A(+b(y6+%) erc (26+%) Z (4C) Br IV
(% +3) as
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