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ICSD 249574
CCDC 1779274
Pearson symbol t1252
Space group number 122
Space group symbol I42d

AFLOW prototype command aflow --proto=A19B44_tI252_122_acde_2d10e-001
—~params=a, C/av 22,T3,T4,T5,Ys5,25,L6,Y6,26, L7, Y7, 27, T8,Y8, 28, L9, Y9, 29, L10, Y10,
210, T11, Y11, 211, T12, Y12, 2125 L13, Y13, £13, L14, Y14, 214, L15, Y15, 215, L165 Y16, 2165 L17, Y17, 217,

18, Y18, 218

Body-centered Tetragonal primitive vectors

a; = —1aX+3ay+icz
az = %aﬁ—%ay—i—%ci
ag = 3aX+iay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Bal
B, = %al—i—%z@—i—%ag = %ay—kici (4a) Bal
B; = Zgal + 2o as = 20 7 (8¢) Ba Il
B, = —ZzZga] — zo as = —C20 7 (8c) Ba I
B; = —(22—%) a; — (zg—i) as + = %ay—c(zg—%) 2 (8c) Ba II
283
Be = (+2)ai+(zn+1)at+ia; = lag+c(za+1i)2 (8c) Ba II
Br = Zaj+(w3+3)ast(v3+3) as = arsX+ tay + scz (8d) Lil
Bs = %al—(xg— é) ag—($3 — %) az = —ar3 X+ %ay—i— éci (8d) Lil
By = —(z3— %) a1+ tax— = —tak—a(vs—3) §+2cz (8d) Lil
(w5 — 3) as
B = (x3+%) a1+§a2+(:r3+%) a3 = %aﬁ+a(z3+%) er%ci (8d) Lil
Biy = Zai+(ma+3)at(za+i)a; = ary X+ 509 + §ci (8d) Li II
B = fai—(za—3%)ar—(zu—3)ay = —azs X+ 30§ + gc2 (8d) Lill
Bi; = —(u—%) al+§ag— = —tax—a(zys— 1) $f+%ci (8d) Lill
(w4 — 3) as
By = (m—l—%) a1+%a2+(m4+%) az = afc—i—a(:c;;—i—%) y—l—%ci (8d) Lill
Bis = (ys + 25) a1 + (x5 + 25) ag + = ars X+ aysy + cz5 2 (16e) Ba III

(5 4+ y5) a3
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