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AFLOW prototype label A2B_0C24_63_acg f-001
ICSD 105898

Pearson symbol 0C24

Space group number 63

Space group symbol Cmem

AFLOW prototype command aflow —-proto=A2B_oC24_63_acg_£f-001
—Tparams=a, b/a7 C/a7 Y2,Y3,23,T4,Y4a

e Above 180°C URes transforms from this structure to the C'14 Hexagonal Laves structure. We use the data from (Hatt,
1961) taken at 20°C.

e Although the abstract of (Hatt, 1961) gives the space group as C'mca, the text of the paper correctly identifies it as
Cmem.
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Base-centered Orthorhombic primitive vectors

aa3__a2
a; = iaXx—3by \‘ﬁ
ax = %af( + %by
ag = cZ J
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Re I
B = 3 a3 = ica (4a) Rel
B; = —y2a; +yoa + § ag = by2§ + tc2 (4¢) Re II
B, = yaa1 —y2as + 5 ag = —bys § + 3c2 (4c) Re IT
B;s = —yza1 +ysaz +z3a3 = bys § + cz3 2 (8f) Ul
Be = Ysay —ysag + (23+%) ag = *by3y+6(23+%) Z (8f) Ul
B = —ysay +ysax — (23 — 3) as = bysy —c(z3— 1) 2 (8f) Ul
Bs = Yysap — ysaz — z3as = —bys ¥ — cz3 2 (8f) Ul
By = (x4—y4) ar+(x4+ya) a2+ia3 = aryX +bys v + ici (8g) Re III
Bio = —(2a—y4) 313* (Ta+ys) az+ = —azsX —bysy + %02 (8g) Re IIT
133
Bii = —(va+y4) ai — (T4 —ys) a2+ = —azy X +bya § + jc2 (8g) Re 111
133
Biz = (z4+ys) ai+(za—ys) ax+3a; = azsX —bys ¥ + ez (8g) Re III
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