TaTis-11 (BCC SQS-16) Structure:
AB3 mC32 8 4a 4a4b-001

This structure previously used the label(s) AB3_.mC32_8_4a_4a4b. Calls to these addresses will be redirected here.
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Prototype TaTig

AFLOW prototype label AB3.m(C32_8_4a_4a4b-001
Pearson symbol mC32

Space group number 8

Space group symbol Cm

AFLOW prototype command aflow --proto=AB3_mC32_8_4a_4a4b-001
—~params=a, b/a? C/CL, 67 T1,21,X2,22,X3,23,T4,24,T5,25, L6, 26, L7, 27, L8, 28, L9, Y9, 29,
2105 Y105 2105 115 Y11, 211, L12, Y12, 212

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),

TaTis-II (AB3_.mC32_8_4a_4adb) (this structure),

TasTi11 (A5B11-mP16_6_2abc_2a3b3c)
TasTig (A3B5-0C32_38_abce_abedf)),

TaTi (AB_aP16_2_4i_4i).

Base-centered Monoclinic primitive vectors
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a3 = %aﬁf%by R0 20 ¢
a; = lax+1by -
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a1 +x1ag + 21 a3 = (ax1 4+ cz1co8B) X+ cz1sinf 2 (2a) Ta I
B, = Toay + Toag + 20 a3 = (axg 4 czocos B) X+ czosin f 2 (2a) Ta II
B; = T3a] + r3ag + z3as = (azxs + czzcos f) X+ czzsin 82 (2a) Ta III
B4 Tqay + 2489 + 2483 = (axq + czqcosf) X+ czysinfz (2a) Ta IV
B = Tsay + Tsas + 25 as = (axs 4 cz5cos B) X+ cz5sin S 2 (2a) Til
Bsg = Tg a1 + Tgas + zg as = (axg + czgcos B) X + czgsin f 2 (2a) Ti II
B, = T7ay +x7ag + zras = (azx7 + czrcos f) X+ czrsin Bz (2a) Ti II1
Bgs = Tga] + rgag + zgas = (axs + czgcos f) X + czgsin Sz (2a) Ti IV
Bo = (zo—yo)ar+(zo+y)a+ = (azg + czg cos ) X + byg § + czgsin 32 (4b) TiV
29 ag
Bio = (w9 +yo) a1 + (w9 —yo) a2 + = (axg + czg cos ) X — by ¥ + czgsin B 2 (4b) TiV
Zg ag
B = (10 — y10) a1 + = (axio+cziocos B) X+ by1o ¥ + cziosin 2 (4b) Ti VI
(10 + y10) a2 + 210 a3
B12 = ((EIO + le) al —+ = (aww + CZ10 COS B) X — byl(] y + CZ10 Sil’lﬂ Z (4b) Ti VI
(10 — Y10) a2 + 210 a3
Bz = (33‘11 —y11) a; + = (CLJTH +cz11 COSﬁ) )"(—l—byny—&—czn sin Bz (4b) Ti VII
(11 +y11) a2 + z11 a3
By = (11 +y11) a1 + = (az11 +czi1co8B) X — by ¥ +czi1sin Bz (4b) Ti VII
(r11 —y11) a2 + z11 a3
Bis = (12 — y12) a1 + = (aw12 + cz12c08B) X+ by12§ + cz12sin B Z (4b) Ti VIII

(x12 + y12) a2 + z12 a3
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Big = (.1712 + y12) a; + = (axlg + cz19 COS ﬂ) X — by12 y + cz12 sinﬁ Z (4b) Ti VIII
(r12 — y12) a2 + z12 a3
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