Refined TI,AlF5 Structure:
AB5C2_0C32_63_a_cef_g-001

This structure originally had the label AB5C2_0C32_63_a_cef_g. Calls to that address will be redirected here.

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.

https://aflow.org/p/KA1Q

https://aflow.org/p/AB5C2_0C32_63_a_cef_g-001

Prototype AlF5TI,

AFLOW prototype label AB5C2_0C32_63_a_cef_g-001
ICSD 109365

Pearson symbol 0C32

Space group number 63

Space group symbol Cmem

AFLOW prototype command aflow —--proto=AB5C2_oC32_63_a_cef_g-001
—Tparams=a, b/a7 c/a, Y2,73,Y4,24,T5,Ys5

e This is a refined version of the K33 description of Tl AlF5.

Base-centered Orthorhombic primitive vectors


https://aflow.org/p/KA1Q
https://aflow.org/p/AB5C2_oC32_63_a_cef_g-001
https://aflow.org/p/AB5C2_oC32_20_a_2abc_c-001

a; = %afc — %by
az = zaX+3by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) All
B, % ag %ci (4a) All
Bs = —ypar + Y222+ 1 a3 bys § + 22 (4c) FI
B, = Yo — Yp ag + %ag by ¥ + %ci (4c) FI
By = r3za; + r3as arszX (8e) FII
Bs —r3a; —x3a + ; ag —az3X + 1c2 (8e) FII
B, = —rza; — T3 as —ax3 X (8e) FII
Bg = r3a; +r3as + %ag ars X+ %ci (8e) FII
By = —ysa; +ysas + z4 a3 bys § +cz4 Z (8f) F III
By = yaas —ysas + (24 + 1) ag —bysy+c(za+ i) 2 (8f) F III
B = —Ysa1 +Ysaz — (24 - %) as bys§ — ¢ (Z4 - %) z (8f) F I
B, = Ysa] — Yg 8o — Z4 a3 —bysy —cz4 Z (8f) F III
Bis = (x5—ys5) a1+ (x5 +ys) ag—l—iag arsX +bys ¥ + ici (8¢) T11
Bia = —(v5—ys) a1 — (v5 +ys) ax + —ars X —bys ¥ + %02 (8g) TIT
133
Bis = —(z5+¥s) a — (r5s —ys) az + —azsX+bys ¥ + Lez (8g2) T11
133
Bis = (z5+ys) a1+ (25 —ys) az+35 ag ars X —bys § + 5c2 (8g) T11
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