AlF3 (D014) Structure:
AB3 hR8 155 ¢ de-001

This structure originally had the label AB3_hR8_155_c_de. Calls to that address will be redirected here.
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Prototype AlF3

AFLOW prototype label AB3_hR8_155_c_de-001
Strukturbericht designation D014

ICSD 30274

Pearson symbol hRS

Space group number 155

Space group symbol R32

AFLOW prototype command aflow —--proto=AB3_hR8_155_c_de-001
--params=a, ¢/a, T1, Y2, Y3

Other compounds with this structure
FeF3



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/QG2U
https://aflow.org/p/AB3_hR8_155_c_de-001

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a; = %a&—§ay+%ci
as = %ay + %ci
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +x1as +x1as = cr1Z (2¢) All
B, = —x1a] — 1A — 21 a3 = —cx1 Z (2¢) All
B; = Yy2a2 — Y2 a3 = laya X + @ayz y (3d) FI
By = —y2a1 +y2az = —ays X (3d) FI
Bs = Yo a1 — Yo ag = %ayQ X — @ayg v (3d) F1
Bs = %alersaz —Ysaz = %0(293+1) X+ @a(ﬁys -1) 5’+%02 (3e) F1I
By = —ysa; + 3 a + Y3 a = —ays X + ?ay—f— %02 (3e) F1I
By = ysai — Yz az + 1 ag = Loy 1) % - Ba(6ys +1) 9+ Lea (3¢) F 11
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