Y3 TaO7 Structure:
ATBC3_0C44 _20_3a2¢_b_bc-001
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Prototype O7TaYs

AFLOW prototype label ATBC3_0C44_20_3a2c_b_bc-001
ICSD 10059

CCDC 1594944

Pearson symbol oC44

Space group number 20

Space group symbol C222¢

AFLOW prototype command aflow --proto=A7BC3_oC44_20_3a2c_b_bc-001
—-params=a, b/a', C/a) T1,T2,%3,Y4,Y5,T6,Y6, 26, L7, Y7, 27, L8, Y8, 28

Other compounds with this structure
(Y, Gd)3SbOy

e Space group C2221#20 allows the arbitary choice of the zero of the z-axis. Here we follow (Rossell, 1979) and take zg =0
for the Y-II (8c) Wyckoff position.
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Base-centered Orthorhombic primitive

vectors

a3l
a; = %afc — %by
a; = zaX+3by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 71 as = ar1 X (4a) Ol
B, = —r1a; —T1as + % as = —ar1 X+ %ci (4a) Ol
Bs To Ay + To as = ars X (4a) oIl
B, = —Toa; — Toag + % as = —are X + 5¢% (4a) O1II
Bs = T3a; + T3 a = axsz X (4a) O III
Bg = —x3a; — xr3as + % as = —ax3 X+ %ci (4a) O III
Br = —ysa; + ysa + 1 a = bys§ + ¢z (4b) Ta I
BS = Ygay — Ygaz + % as = —by4 5’ + %CZ (4b) Ta I
By = —ysa; +ysaz + 1 as = bys§ + c2 (4b) Y1
Bio = ysar —ysaz + 5 ag = —bys § + Sc2 (4b) Y I
Bi1 = (x6 — ys) a1 + (x5 + ys) a2 + = argX +bysy + czg Z (8c) o1V
26 A3
Biz = —(z6—ys) a1 — (v6+ys) a2+ = —azeX —bys ¥ +c (26 + 3) 2 (8c) O1v
(26 +3) as
Biz = —(w6+ 962 1 )336 —Ys) az — = —azeX +bygy — ¢ (26 - %) z (8¢) o
Z6
B14 = (Iﬁ + yg) a; + (Iﬁ — y6) as — = are X — by6 y — CZg Z (8C) o1V
Ze A3
Bis = (x7 —y7) a1 + (7 + y7) as + = ar7 X+ by y + czr Z (8c) ov
Zrag
Bis = —(zr—yr)ar—(zr+yr)as+ = —axr X —byry+c(zr+3) 2 (8c) oV
(27 +3) as
Bir = —(x7+ y72 a; — (x7 —y7)ag — = —azrX+byry — (27— 3) 2 (8¢) ov
27
Bis = (x7 +y7) a1 + (x7 - y7) as — = ar7X —by; y — czr Z (8¢) ovVv
Z7 as
By = (rg —ys) a1 + (x5 + ys) az + = axsX +bys§ + czg Z (8c) Y II
zZg ag
By = — (.Tg — yg) a; — (.2?8 + yg) as + = —axgX —bysy + ¢ (2’8 + %) Z (80) Y II
(s +3) as
B2: = —(xs+ ysg 1— (rs—yg) az — = —azsX+bysy —c (2 — 3) 2 (8c) YII

o) ay



B22 = (178 + yg) ap —+ (lL‘g — yg) ag — = ars )A( — bys y — CZg 2 (8C) Y II
zZg as
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