RbPaFg (V) Structure:
A6BC_0C32 .67 no_c_g-001
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Prototype RbPaFg
AFLOW prototype label A6BC_0C32_67_no_c_g-001
ICSD 36078
Pearson symbol 0C32
Space group number 67
Space group symbol Cmme

AFLOW prototype command aflow —--proto=A6BC_oC32_67_no_c_g-001

~Tparams=a, b/a’ C/a, 22,3, 23, T4,Y4,24

Other compounds with this structure

SI‘TbF(;

e (Burns, 1968) assign the protactinium atom to the (4b) Wyckoff site, but give coordinates for the (4e) site. We use these
coordinates and assign the Wyckoff position appropriately. The axis orientation has been adjusted by AFLOW.

Base-centered Orthorhombic primitive vectors
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a3 = %a)“( — %by
as = %af( + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4¢) Pal
B, = %al + %ag %ai (4c) Pal
B; = Sa;+ jax+ 2 a3 jaX— by +cxi (4g) Rb I
B, = 1ai+3a; —2ag saX+ 1by — c202 (4g) Rb I
Bs = (1‘34-%) a1+(m3+i) as+z3as a(l‘g-i-%) i—%by—&—czgi (811) FI
Bg = f(ng%)alf(ngi)a2+ fa(ng%)if%b“Jrcz;;i (8n) FI
Z3 as
B, = —(333—%) al—<$3—%) as — —CL(.’E —%)f{—l—iby—cz?,i (SD) FI
Z3a3
BS = (Igﬁ*i) a1+(x3+%) Az —Zz3as CL(I’3+%) )24’%[)5’76232 (811) FI
By = (za—y4) a1+ (za+ys) az+ ary X +bys ¥ + cz4 Z (160) F I
Z4 A3
B = (—x4+y4+%) a; — —a (a:4 — %) X—bysy+czq2 (160) FII
(z4a+ys—3) ax+ 2483
B11 = 7(I4+y47 %) a; + —a (1‘47 %) §<+by4y—0242 (160) FII
(24 +ys+3) az — zs a3
B, = (x4 +ys) a1 + (24 — ya) a2 — axs X —bysy —cz4 (160) FII
Z4 asg
Bis = —(v4—v4) a1 — (v4+ys) as — —ax X —bys§ — cz4 2 (160) F1II
Z4 A3
By = (x4—y4—|—%) a; + a(m—i—%) X+bysy —cza (160) FII
(:v4+y4 + %) az —z4a3
B = (m4+y4—|—%) a; + a(m—i—%) X—bysy +cz42 (160) FII
(3?4 — Ya + %) as + z4 as
Big = —(va+ws)a— (vq4—ys4) as+ —ars X+ bys ¥+ cza Z (160) F1I
Z4 A3
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