B-ThCly Structure:
A4B t120_141_h_a-001
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-
Prototype Cl4Th
AFLOW prototype label A4B_t120_141_h_a-001
ICSD 26197
CCDC 1601627
Pearson symbol t120
Space group number 141
Space group symbol 14,y /amd

AFLOW prototype command aflow --proto=A4B_tI20_141_h_a-001
--params=a, ¢/a, Y2, 22

e (3-ThCly is stable above 405°C. Below that temperature it transforms into @-ThCly. (Mason, 1974)
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Body-centered Tetragonal primitive vectors

al
a2
a; =— —%a)‘(—l— %a v + %ci
a; = faX—iay+3cz
a3 = 3aX+3ay—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—i—%ag—&—%ag = %ay—kéci (4a) ThI
B, = §a1+§a2+%a3 = %aif%aer%cZ (4a) ThI
B = (Y2 + 22) a1 + 2282 + Y2 a3 = aya§ + cz2 % (16h) Cl1
B, = (—y2+22+%) a; + zgag — = —a (yg — %) V+eczniz (16h) ClI
(92— 3) as
Bs = z2a1+(—y2—|—z2—|—%) as—ysag = —a(yg—i)i—iaﬂ+c(22+%)2 (16h) Cll
Be = mai++2)at+(p+i)a; = aly2+ 1) x+tay+c(zn—1)2 (16h) ClI
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