CaszT1s0O7 Structure:
A3B7C2_0C48_36_ab_a3b_b-001

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/FD1H

https://aflow.org/prototype-encyclopedia/A3B7C2_0C48_36_ab_a3b_b-001

Prototype CazO7Tiy

AFLOW prototype label A3B7C2_0C48_36_ab_a3b_b-001
ICSD 86241

CCDC 1646133

Pearson symbol 0C48

Space group number 36

Space group symbol Cmc2,

AFLOW prototype command aflow --proto=A3B7C2_0C48_36_ab_a3b_b-001
—~params=a, b/a7 C/a7 Y1,21,Y2,%22,%3,Y3,23, L4, Y4, 24, T5, Y5, 25, L6, Y6, 26, L7, Y7, 27

Other compounds with this structure
13131\/1112077 CagMn207, CagRu207, Cag’TiQO77 MggTi207, SI‘gSHQO7, SI‘gZI’QO7

e (Hawkins, 1991) give the structure in setting C'cm2; of space group #36. We used FINDSYM to change this to the
standard C'mc2; setting. This rotates the lattice by 90° about the z-axis.

e Space group C'mc2; allows an arbitrary positioning of the origin of the z-axis. Here we take the zz = 1/2 as the
z-coordinate of the titanium atom.
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Base-centered Orthorhombic primitive

vectors

a; = %af{— %by a3et
as = %afc + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, —y1a1 +yiraz +21a3 = by1 § + c21 2 (4a) Cal
B, yra; — yias + (zl—i—%) as = —byly—i—c(zl + %) Z (4a) Cal
Bs —Yy2a1 + Y222+ 2223 = bys ¥ + cz0 2 (4a) Ol1
By Yoar —ysas+ (22 + 1) a3 = —byoy+c(z2+3) 2 (4a) OI
Bs (3 —y3) a1 + (z3 +y3) a2 + = ar3X + bys ¥ + cz3 Z (8b) Ca Il
Z3as
Bs —(z3 —y3) ar — (z3 +y3) az + = —az3X —bysy +c (23 +3) 2 (8b) Ca Il
(23 + 3) as
By (r3+y3) ar + (23 —y3) aa + = arsk —bys§ +c(23+ 1) 2 (8b) Call
(2’3 -+ %) as
Bs —(z34ys) ar — (3 —y3) aa+ = —ax3X +bysy +c23% (8b) Ca II
Z3 as
Bg (1‘4 — y4) aj + (.Z‘4 “+ y4) ag + = axra )A( —+ by4 S’ —+ CZg Z (Sb) O II
Z4 A3
Bio —(za—ys) a1 — (za+ys) a2+ = —azs X —bys g +c(za+3) 2 (8b) ol
(24 + %) as
B11 (J)4 + y4) a; + (.734 — y4) as + = axsX —bys ¥ +c (2’4 + %) Z (8b) O1II
(24 +3) as
Bis —(xa+ys) ar — (x4 —ya) as+ = —axyX+bysy +cza 2 (8b) O1II
Z4 ag
Bis (x5 —ys) a1 + (x5 + y5) a2 + = ars X +bys § + c25 2 (8b) O III
Z5 a3
B14 — (.’£5 — y5) a; — (1'5 + y5) as + = —axs X — by5§f +c (Z5 + %) Z (8b) O III
(s5+ 1) 2
Bis (1‘5 + y5) a; + ($5 - y5) az + = arsX —bysy +c¢ (235 + %) Z (Sb) O III
(25 + 3) as
Bis — (w5 +ys) a1 — (v5 —ys) ax + = —ars X +bys y +cz52 (8b) O III
Z5 as
Bir (1‘6 — yﬁ) a; + (376 + y6) as + = axgX +bys ¥ +cze 2 (Sb) (OBAY
Z6 A3
Bis — (26 —y6) a1 — (z6 +y6) a2+ = —azeX —bys ¥ +c (26 + 3) 2 (8b) O1V
(26 +3) as
Bio (6 +ys) a1 + (26 — yg) a2 + = argX —bygy +c¢ (26 + %) 2 (8b) o1V
(26 + %) as
Bao —(x6+ys) a1 — (v6 —ys) a2 + = —argX+bygy + czg2 (8b) o1V
Zg A3



B21 = (177 — y7) ap —+ (ZL‘7 —+ y7) ag —+ = axy )A( —+ by7 y —+ Czy 2 (Sb) Tl I
Z7as

Ba: = —(27—y7) a1 — (7 +yr) az + —ar7X —byr§+c(zr+3) 2 (8b) Til

(o) a

Bas = (w7 +yr) ar+ (v7 —yr) as +
(27 +3) a3

aa:7>‘<—by7§f+c(z'7—|—%) Z (8b) Til

Bay = —(zr+yr)ar— (w7 —y7) az +
Z7as

—ax7X+by; ¥y +czr 2 (8b) Til
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