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Prototype Caz07Tiy

AFLOW prototype label A3B7C2_0C48_36_ab_a3b_b-001
ICSD 86241

Pearson symbol 0C48

Space group number 36

Space group symbol Cme2y

AFLOW prototype command aflow --proto=A3B7C2_oC48_36_ab_a3b_b-001
—Tparams=a, b/a7 C/a? Y1,21,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26, L7, Y7, 27

Other compounds with this structure
CagMn207, Ca3RUQO7, MggTi207, SI‘3SHQO7

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.

Base-centered Orthorhombic primitive vectors

a; = %afc—%by
Lo 11

az = jaX+3by

ag = CcZ

Basis vectors


https://aflow.org/p/FD1H
https://aflow.org/p/A3B7C2_oC48_36_ab_a3b_b-001

B,
B,

B4
Bs

Bs

B~

By

Bio

Bll

B2

Bis

Bia

Bis

B16

Bi~

B18

Bio

B20

B22

B23

B24

Lattice
coordinates

—y1a1tyraz+z1a3
yra; —yiag+ (Z1+%) az
—Y2a1 + Y2a2 + 22 a3
Yy2air —Yz2az + (22'1‘%) az
(r3 —y3) a1 + (x5 +y3) as +
Z3 as
—(z3 —y3) a1 — (z3 +y3) ax +
(3+3) as
(z3 +y3) a1 + (z3 —y3) az +
(23 + %) as
—(z3+ys) a1 — (v3 —y3) a2 +
Z3 as

(v4 —ya) a1 + (74 +y4) a2 +
Z4 Asg

— (w4 —ya) a1 — (x4 +ya) a2 +
(21 +3) a3
(w4 4+ ya) a1 + (24 — ya) a2 +
(4 +5) 2

— (4 4+ ya) a1 — (x4 —ya) a2 +
Z4 a3

(5 —ys5) a1 + (w5 +ys5) az +
25 as
— (x5 —ys) a1 — (5 + y5) az +
(25 + %) as
(x5 +y5) a1 + (x5 — y5) az +
(2’5 + %) as
—(z5 +ys) a1 — (x5 —ys5) @z +
Z5 asg

(6 — y6) a1 + (z6 + ys) a2 +
Z6 A3
— (w6 — y6) a1 — (w6 + ys) a2z +
(«36 + %) as
(6 +ys) a1 + (x5 — ys) a2 +
(26 +3) a3
— (w6 +y6) a1 — (v6 — ys) az +
Zg as

(7 —y7) a1 + (w7 +y7) az +
Z7 as

— (w7 —y7) a1 — (w7 +y7) az +
(274 3) a3
(7 +y7) a1 + (w7 —y7) az +
(Z7 + %) as

—(z7+yr) a1 — (7 —y7) ax +
Z7ag

Cartesian
coordinates

byr § + ¢z 2
—by1§+c(a+3)2
by § + cz0 2
—bygy—i—c(zQ—f—%) Z

axsX +bysy +cz32
—axgi—bygy—kc(zg—k%) Z
arsX —bysy +c(23+ 1) 2
—ax3X +bysy +cz32
axs X +bysy +cz42
—arsX —bya ¥ +c (2 + 3) 2
araX —bys§+c(za+ 1) 2
—ars X +bysy +cz42
arsX +bysy +cz52
—ax5§c—by5$f—|—c(z5+%) Z
az55<—by5§f+c(25+%) Z
—ars X+ bysy + cz5 Z
axg X + by ¥ + cz¢ Z
—azeX —bysy +c (26 + 3) 2
are X —bye § + ¢ (26 + 3) 2
—arg X+ bysy + cz6 Z
ax7X+by; ¥y +cz72
—az7 X —byr g +c(zr+3) 2
avr X —byr § +c (27 + 3) 2

—ax7X+ by ¥ +czr 2
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