K33 (T1,AlF5) Structure:
AB5HC2 0032 20 a 2abe _c-001

This structure previously used the label(s) AB5C2_0C32_20_b_a2bc_c. Calls to these addresses will be redirected here.
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Prototype AlF5TI,
AFLOW prototype label AB5C2_0C32_20_a_2abc_c-001
Strukturbericht designation K33
ICSD 25616
CCDC 1601266
Pearson symbol 0C32
Space group number 20
Space group symbol 2224

AFLOW prototype command aflow --proto=AB5C2_0C32_20_a_2abc_c-001
—Tparams=a, b/a, C/CL, T1,T2,%3,Y4,Ts5,Ys5, 25, L6, Y6, 26
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There are several problems with this structure:

First, (Brosset, 1937) gives coordinates ys = —y2, which gives the structure an inversion site and makes the space group
Cmem #63. We have adjusted the coordinates of the third atom slightly to avoid this.

Second, (Molinier, 1993) makes the argument that the structure observed by Brosset is actually Tlo AlF5-HoO.

A refined version of this structure in space group C'mem was found by (Brosset, 1942).
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a] + Ty as = ari X (4a) All
By = —ri1a; —xpa + %33 = —ar1 X + %Ci (4&) All
B = Toa; + Toas = azre X (4a) FI
By, = —x9a] — Toas + %ag = —axy X + %ci (4a) FI
By = r3a] + T3 as = ars X (43) FII
B6 = —Zza; —Trzaz + % as = —axrs X+ %Ci (48,) FII
B, = —ysa; +ygas + iag = bys ¥ + ici (4b) F III
Bs = Yysa; —ygas + % as = by, + %ci (4b) F 111
Bg = (1}5 — y5) a; + ($5 + y5) as + = arsX + by5 Y +czs2 (8(3) FIV
25 a3
Bio = —(x5—ys5)a1—(v5+ys) az+ = —azs X —bys§ +c (25 + 3) 2 (8c) FIV
(25 +3) a3
Bi1 = —(.’Ii5+y5) a; — (335 —y5) as — = —am5§c+by5y—c(35 — %) Z (80) FIV
(25— 3) a3
B2 = (x5 +ys) a1 + (x5 — ys5) az — = ars X —bys ¥y — cz5 Z (8¢c) F1v
Z5 as
Bis = (x6 —ye) a1 + (6 +ys) a2+ = axreX +bys ¥ + cz6 Z (8¢c) Tl
Zg A3
Bias = —(26—ys) a1 — (6 +ys) a2+ = —axg X —bys ¥ + (26 + 3) 2 (8c) Tl
(2’6 + %) as
Bis = —(xs+ys) ai— (26 —ys) aa— = —azgX+bysy —c (26 — %) 2 (8¢) T11
(26— 3) as
Big = (6 +ys) a1 + (v — ys) Az — = argX — bygy — czg Z (8¢) T11
26 A3
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