a-UBsC Structure:
A2BC_oP& 51 1 a 1-001
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Prototype BCU,

AFLOW prototype label A2BC_oP8.51_i_a_f-001
ICSD 69767

CCDC 1631617

Pearson symbol oP8

Space group number 51

Space group symbol Pmma

AFLOW prototype command aflow --proto=A2BC_oP8_51_i_a_£f-001
--params=a, b/a, c/a, z9, x3, 23

e This is the ground state of UB>C, stable up to 1675°C. Above that temperature it transforms to rhombohedral 3-UB5C
with the ThB,C structure. (Rogl, 1991)

e We use the data taken at 29K.

e The origin has been shifted to put the carbon atoms on the (2a) site.
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Simple Orthorhombic primitive vectors

a2
}?331
a3 = axXx
a; = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) CI
B, = la tax (2a) CI
B; = 1a1+3as+ a3 10X+ b + ez i (2f) Ul
B, = %al—F%aQ—ZQag %af{—k%by—czzi (2f) Ul
Bs = r3a; + z3as ax3X + cz3Z (4i) B1I
Bg = —(1‘3—%) a; + z3as —(1(333—% X+cza3z (4i) B1
B = —T3a; — z3as —ar3X — cz3 Z (41) BI
Bg = (Z3+%) a; — z3as a(:z:3+%) X—c23%2 (4) B1
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