B-AlF'3 Structure:
AB3_0C48_63_ad_cfgh-001
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Prototype AlF3

AFLOW prototype label AB3_0C48_63_ad _cfgh-001
ICSD 202681

CCDC 1707247

Pearson symbol 0C48

Space group number 63

Space group symbol Cmcem

AFLOW prototype command aflow --proto=AB3_oC48_63_ad_cfgh-001
~Tparams=a, b/a'v C/a) Y2,Y4, 24, T5,Ys5, L6, Y6, 26
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Other compounds with this structure
O/—AIH:J,, ﬁ—GaFg, ﬁ—Ian

e AlF3 has a variety of polymorphs (Le Bail, 2006) including;:

— «a-AlF3, which takes the thombohedral FeF3 (D012) structure.
— [-AlFj is this body-centered orthorhombic structurel
— n-AlF3 has the |5-AlH3 structurel

k-AlF3 is a [tetragonal structure.

0-AlF3, also known as 7-AlF3, is a larger tetragonal structurel
Above 713K AlF3 transforms into the cubic ReO3 (D0g) structure| (Morelock, 2014).

Base-centered Orthorhombic primitive vectors

aa3_a2
ar = lax-1lby ., S %
ag = lak+iby ¢ .
ag = cZ y}/‘) ‘“J\J
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) AlT
B, = 3 ag = ica (4a) AlT
By = —yaai + Y22 + ;a3 = by § + c2 (4c) FI
B, = Y2a1 —yoas + S ag = —bys § + 3c2 (4¢) FI
Bs = 3 a = lax+1by (8d) AlTI
B = jas+jag = 1a%+ 10§ + ez (8d) AL
B = $ai+ j3as = 0% — by + 3c2 (8d) Alll
Bg = a1 = lax - lby (8d) Al TI
By = —Ysai +ysaz + 2423 = bys ¥ + cz4 (8f) FII
Bio = yaay —ysaz + (za + 3) as = by +c(za+i) 2 (8f) F II
Bi1 = —ysay +ysaz — (21— 3) as = bys ¥ —c(za—3) 2 (8f) FII
B2 = Yaar —ysas — 243 = —bys§ — cz4 2 (8f) F I
Bis = (25 —ys) ait+ (a5 +ys) as+jaz = azs X+ bys § + tcz (8g) F III
Bis = — (75— ys) ar — (x5 +ys5) @z + = —azs X —bys ¥ + 3c2 (8g) F 11T
193
Bis = —(25+9s) 311* (r5s —ys) az + = —ars X +bys § + ¢ (8g) F I
133
Big = (z5+ys)ai+(zs—ys) aet+fay = ars X —bys§ + Sc2 (8g) F III
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By = (v6¢ — y6) a1 + (z6 + y6) az + = argX + byg § + czg Z (16h) FIV

%6 A3
Bis = —(w6—vs) a1 — (6 +ys) a2+ = —azeX —bys ¥ +c (26 + 3) 2 (16h) FIv
(26 + % as
Bis = —(z6+ys)ar— (6 —ys) az— = —ax6ﬁ+by6y—c(zﬁ - %) z (16h) F 1V
(26 — 3) a3
B2 = (6 +ys) a1 + (w6 — y6) az — = areX —byc ¥ — c26Z (16h) FIv
Zg as
B21i = —(v6—ys) a1 — (6 +ys) a2— = —axgX — bys ¥ — 26 2 (16h) F1V
%6 A3
B2z = (6 — y6) a1 + (76 + ys) az — = argX+bys§ —c(z — 3) 2 (16h) F IV
% = 3) a3
B2z =  (w6+ys)ar+ (v6—ys) a2+ = areX —bys ¥ +c (26 + 3) 2 (16h) FIv
(26 +3) as
Bas = —(w6+ys)ai—(z6 —ys) a2+ = —axeX + by ¥ + cz6 2 (16h) FIvV
Ze A3
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