URey Structure:
A2B_0C24 _63_acg £-001

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/RKF7

https://aflow.org/prototype-encyclopedia/A2B_0C24_63_acg_{-001

g}

Prototype ResU

AFLOW prototype label A2B_0C24_63_acg f-001
ICSD 105898

CCDC 1663765

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/CL, c/a, 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.
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e Although the abstract of (Hatt, 1961) gives the space group as C'mca, the text of the paper correctly identifies it as

Cmem.

Base-centered Orthorhombic primitive vectors

#3_a2
a; = sax—iby
a, =— %afc + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Rel
B, = 1aj ica (4a) Rel
Bs = —Yy2a1 +yz2as + ias by y + %ci (4c) Re II
B, = y2a1 —yaay + 5 ag —by2 § + 3c2 (4¢) Re II
Bs = —Yys3a; +ysaz +23a3 bys ¥ + cz3 2 (8f) Ul
Bs = ysa; —ysas + (23 + 1) as —bysy+c(es+1)2 (8f) Ul
Br = —ysai +ysas — (23— 3) a3 bysy —c(z3—3) 2 (8f) Ul
Bs = Yyzay —Ysaz —z3a3 —bysy — cz3 % (8f) Ul
By = (x4—y4) ar+(x4+ya) a2+ia3 ars X +bysy + %02 (8g) Re III
Bio = — (24— va) a1 — (r4 +y4) a2 + —axs X —bys§ + (8g) Re III
133
Bii = —(24+wa) & (24 —ya) a2 + —ars X+ by § + jez (8g) Re 111
133
Biz = (z4+ys) ai+(zs —ys) az+3 ag azgsX —bys ¥ + 3c2 (8g) Re 111
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