Weeksite (USiO7) Structure:
ATBC 003638 3d2f d d-001
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Prototype 07SiU
AFLOW prototype label A7TBC_0C36-38_3d2f_d_d-001
Mineral name weeksite
ICSD 100771
CCDC 1659876
Pearson symbol 0C36
Space group number 38
Space group symbol Amm2

AFLOW prototype command aflow --proto=A7BC_oC36_38_3d2f_d_d-001
--params=a, b/a, c/a, y1, 21, Y2, 22, Y3, 23, Y4, 24, Ys, 25, T6, Y6, 26, L7, Y7, 27
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e (Stohl, 1981) call this a pseudocell of the actual structure, which is twice the size of this cell in all directions, however
they were unable to determine the space group or atomic positions for that structure.

e Space group Amm2 #38 allows an arbitrary placement of the origin of the z-axis. Here z5 = 0 for the uranium (2d) site.

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (y1 — 21) az + (y1 + 21) a3 = by1 ¥ + c21 2 (4d) Ol
By = —(y1+21) a2 — (y1 — z1) a3 = —by1 ¥ +cxn 2 (4d) Ol1
B; = (y2 — 22) a2 + (y2 + 22) a3 = by2 ¥ + c22 2 (4d) on
B, = — (Y2 + 22) a2 — (y2 — 22) a3 = —by2 ¥ + cz2 2 (4d) on
By = (ys — z3) ag + (y3 + 23) ag = bys § + c23 Z (4d) O III
Bs = —(y3+ 23) az — (y3 — #3) as = —bys ¥ +cz32 (4d) O III
Br = (Ya — 24) a2 + (ya + 24) a3 = bys  + cza Z (4d) Sil
Bs = —(Ya+21) a2 — (ya — z1) a3 = —bys ¥ +cza 2 (4d) Sil
By = (ys — z5) as + (y5 + 25) as = bys ¥ + cz5 2 (4d) Ul
Bio = — (Y5 + 25) a2 — (y5 — 25) a3 = —bys ¥ + cz5 2 (4d) Ul
Bi1 = zga1+(ys — 26) as+(ys + 26) a3 = areX + bysy + c26 2 (8f) o1V
Bix = —zga; — (ys + 26) ag — = —argX —byg ¥ + cz6 Z (8f) o1V
(Y6 — 26) a3
Bis = zeai—(ys +26) a2—(ys — 26) a3 = argX —bye ¥ + cz6 2 (8f) OV
By = —xga; + (ys — 26) az + = —axeX +bys ¥ + cz6 Z (8f) o1V
(Y6 + 26) a3
Bis = wzrai+(yr—27) as+(yr +27) a3 = ar7X+byry +cz7 2 (8f) oV
Bis = —z7a; — (y7 + 27) az — = —ar7X —byry +czr2 (8f) oV
(yr — 27) a3
Bir = wra;—(yr+27) aa—(yr — 27) a3 = ar7X —byr ¥ + czr 2 (8f) oV
Bis = —z7a; + (yr — 2z7) ag + = —ar7 X+ byr ¥+ czr 2 (8f) oV
(y7 +27) a3
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