a-ThCly Structure:
A4B t120_88_f a-001

This structure previously used the label(s) A4B_tI20_88_f_a. Calls to these addresses will be redirected here.
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Prototype Cl,Th

AFLOW prototype label A4B_t120_88_f_a-001
ICSD 6055

CCDC 1593571

Pearson symbol t120

Space group number 88

Space group symbol 14y /a

AFLOW prototype command aflow --proto=A4B_tI20_88_f_a-001
--params=a, ¢/a, T2, Y2, 22
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Other compounds with this structure
ThBI‘4

e o-ThCly is stable below 405°C. Above that temperature it transforms into 3-ThCly. (Mason, 1974)

Body-centered Tetragonal primitive vectors

33\<
al
a; = —%a;‘(—k %a y + %cz
az = faX—iay+icz
ag = 3aX+iay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %a1+éag+%a3 = iaer%cZ (4a) ThI
B, = %al—l—%ag—&—%ag = %ai—l—iay—i—%ci (4a) Th1
B; = (y2 + 22) a; + (l‘g + 2’2) as + = axoX + ays § +czoZ (16f) ClI
(z2 +y2) a3
B, = (—y2+22+3) a1 — = —avak —a(y2—3) § +czi (16f) Cl1
(22 — 22) ag — (22 +y2 — 3) a3
B; = (.%'2 + 29 + %) a; — = —a (yg + i) X+a (xg + i) y+c (22 + i) Z (16f) Cll
(Y2 — 22) ag + (w2 — y2) a3
Bg = (—x2—|—z2+%)a1+ = a(yg—&—i)fc—a(xg—i)y—|—c(22+i)2 (16f) ClI
(y2 + 22+ 3) az +
ERTREI
By = —(y2+2)a—(z2a+2)aa— = —areX —aysy — c22Z (16f) Cll
(72 +y2) a3
Bs = (yg—zg—&—%) a; + = angc—l—a(yg—i—%) V—c2i (16f) ClI
(z2 — 22) @y + (w2 + 2 + 3) a3
By = —(a22—|—22—%)a1—|— = a(y—i))‘c—a(xg—%)y—c(zg—i)i (16f) ClI
(Y2 — 22) ag — (v2 — y2) a3
By = (xa— 22+ %) a1 — = —a(y2—1) %+a(z2+3)y-c(2—1) 2 (16f) ClI

(y2+z2 - %) ap +
(562 — Y2+ %) as
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