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Prototype AlsFe,

AFLOW prototype label A5B_0C24_63_afg_c-001
ICSD 105132

Pearson symbol 0C24

Space group number 63

Space group symbol Cmem

AFLOW prototype command aflow --proto=A5B_oC24_63_afg_c-001
—Tparams=a, b/a’ c/a, Y2,Y3,23,T4,Y4q

e The Al-I (4a) sites are occupied 34% of the time, while the AI-III (8g) sites are 24% occupied, giving a stoichiometry near
F62A15.

e We have shifted the origin to move the Al-I atom from the (4b) site in (Burkhardt, 1994) to the (4a) site.

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 = 0 (4a) AlT
B, = 3 ag = icz (4a) AlT
By = —yaai + Y222 + 7 a3 = by § + c2 (4c) Fe I
By, = y2a1 —yoas + 5 ag = —bys § + 3c2 (4c) Fe I
Bs = —Ysai +ysaz +z3a3 = bys ¥ + cz32 (8f) AlTI
B = ysay —ysaz + (23 + 3) as = —bysy +c(zs+1) 2 (8f) AlTI
B = —ysay +ysax — (23 — 3) as = bysy —c(z3—3) 2 (8f) Al Tl
Bs = Ysar —Ysaz — z3a3 = —bysy —cz32 (8f) Al TI
Bo = (#4—ys)ai+(zs+ys) ax+tas = azgsX+bys ¥ + tez (8g) Al TIT
Bio = — (74— va) 313— (x4 +y4) a2+ = —azs X —bys§ + 3c2 (8¢) Al III
193
Bu = —(o+y)a—(o-y)at — —azy %+ bys§ + ez (8e) Al
13
Biz = (za+ys)ar+(va—ya) axtiag = ary X —bys § + 3c2 (8g) Al TII
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