TaTi (BCC SQS-16) Structure:
AB aP16.2 4i 4i-001

This structure previously used the label(s) AB_aP16_2_4i_4i. Calls to these addresses will be redirected here.
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Prototype TaTi

AFLOW prototype label AB_aP16_2_4i_4i-001
Pearson symbol aP16

Space group number 2

Space group symbol P1

AFLOW prototype command aflow --proto=AB_aP16_2_4i_4i-001
~Tparams=a, b/a’ C/CL, a, 57 Y X1, Y1, 21, L2, Y2, 22, T3, Y3, 23, T4, Y4, 24, T5,Y5, 25, L6, Y6,
26, L7,Y7, 27, L8, Y8, 28

e This is a special quasirandom structure with 16 atoms per unit cell (SQS-16) for a bee binary substitutional alloy
A,Bi_, (Jiang, 2004; Chakraborty, 2016)).
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e Several compositions are available:

TaTi, (AB7_hR16_166_c_c2h),

TazTii3 (A3B13_0C32_38_ac_a2bcdef),
TaTis-I (AB3.mC32.8_4a_12a),

— [TaTiz-II (AB3.mC32_8 4a_4adb),

— [TasTiy; (A5B11-mP16.6_2abc_2a3b3c).,
— [TasTig (A3B5.0C32_38_abce_abedf),
TaTi (AB_aP16_2_4i_4i)| (this structure).

Triclinic primitive vectors

ay; = ax [
a3

as = bcosyX + bsinyy

ag = czX+ceyy+e.z

Cx = ccos f3

¢y = c(cosa—cosfcosy)/siny

c, = 2 —c2— cg

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yiaz + z1as = (axl —|—by1 COS’}/—f—CQng) X+ (21) Ta 1

(byr siny + cyz1) ¥+ c.21 2

B, = —x1a; — Yy as — 21 a3 = — (a1 + byy cosy + cp21) X — (2i) Ta I
(b simy + ey21) § — €021 5

B; = Toa + ysas + 2o as = (axe + by cosy + cp29) X + (21) Ta II
(byasiny + cyz2) § + c.22

B, = —Zoa] — Yo ag — 2o a3 = — (azg + bys cosy + cp20) X — (21) Ta II
(byasiny +cy22) § — 222

Bs = rzaj +Yysas + z3as = (axg + bys cosy + CIZ3) X+ (21) Ta III
(byssiny + cy23) ¥+ c.23%

Bsg = —x3a; — Yy as — 23 as = — (azs + bys cosy + cp23) X — (21) Ta II1
(byssiny +cy23) § —c.232

B, = Tgay +ysas + 24 ag = (azy + bys cosy + cp24) X+ (21) Ta IV
(byasiny + cyza) §+ c.24 Z

Bg = —T4a] — Ysag — 24 a3 = — (azq + by cosy + cp24) X — (21) Ta IV
(byasiny + cyza) § — 224 2

By = Tsay + ysas + 25 as = (azs + bys cosy + c25) X + (2i) Til
(bys siny + cyz5) § + c.25 Z

By = —X5a; — Y5 as — 25 ag = — (axs + bys cosy + cp25) X — (21) Til
(bys siny + cyz5) § — ¢.25 Z

Bi1 = Tgai + yYgas + 2¢ as = (axg + byg cosy + cp26) X + (21) Ti 11
(bys siny + cy26) § + 2262

Bz = —Tga; — ygaz — 26 a3 = — (azg + byg cosy + cp26) X — (21) TiII
(bys siny + cyz6) § — €226 Z
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B13 = Tr7a] + Y7 az + z7 a3 = (ax7 + by7 COs 7y + CxZ7) X+ (21) Ti III
(byrsiny + cyz7) ¥+ c.27 2

B4 = —x7a; —yras — 27 as = — (az7 + by7 cosy + cp27) X — (2i) Ti III
(byrsiny + cyzr) ¥ — .27 2
B15 = Irg ay + Ys az —+ zZg as = (Cl.]?g + byg COs 7y + CxZS) )A( + (21) Ti IV

(byssiny + cyzg) § + c.28 Z

Bis = —Tgap — Ygaz — zgas = — (aws + bys cosy + cz28) X — (21) Ti IV
(byssiny + cyzg) ¥ — c.28 2
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