Wgolo (WOg . %HQO) Structure:
A10B3. 0FbH2 42 2abce_ab-001

This structure originally had the label A10B3_oF52_42_2abce_ab. Calls to that address will be redirected here.
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Prototype O10W3

AFLOW prototype label A10B3_0oF52_42 2abce_ab-001
ICSD 15514

Pearson symbol oF52

Space group number 42

Space group symbol Fmm?2

AFLOW prototype command aflow --proto=A10B3_oF52_42_2abce_ab-001
~Tparams=a, b/a'7 C/a) 21,225 23, %45 25, Y65 26, L7, Y7, 27

e The designation of this structure is somewhat confusing. (Gerand, 1981) call this structure VVO;),-%H2O7 more properly
written as W30Og-H50, but they do not give the positions of the hydrogen atoms, which are presumably associated with
the O-V [O(2) in (Gerand, 1981)] atoms. Without further guidance we have left the hydrogens out of this study.

Face-centered Orthorhombic primitive vectors
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a; = %by + %Ci
az = %a}“{ + %CZ
ag = %afc + %by
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 zZra; +z1ag —z1as = Cz1 Z (48,) Ol
B, Zoay + zoay — 29 ag = 20 7 (4a) O1II
Bs zZzay + zz3ag — 23 ag = cz3 % (4a) W1
B4 z4a] + z4Q9 — (Z —%) as = ia&—!—ibff—kcz;@ (Sb) O III
Bs (za+3) i+ (z:a+3) aa—za3 = 1ax+ by +c(mu+i)2 (8b) O III
Bs zsal + 2522 — (25 — 3) as = 10X+ 1by + ez (8b) W II
B~ (Z5+%) a1+(z5+%) as —zsas = iaﬁ—&-%by—&—c(zs—i—%) Z (Sb) W 1II
Bs (y6 + 26) a1 — (y6 — 26) a2 + = bys ¥ + cz6 Z (8¢) o1V
(Y6 — 26) a3
By —(ys —26) a1+ (Y6 + 26) a2 — = —byg § + cz6 Z (8c) o1V
(y6 + 26) as
Bio (—x7+yr +27) a1 + = ar7 X +by; y +czr z (16e) ovVv
(w7 —yr +27) az +
(v7 +y7 — 27) a3
Bi: (x7 —yr +27) a1 + = —ax7X —by; ¥ +czr 2 (16e) ovVv
(=27 +yr + 27) az —
(w7 +y7 + 27) a3
B2 —(x7+yr—27) a1 + = ar7X — by ¥ + czr Z (16e) oV
(w7 +yr + 27) az +
(x7 —yr — 27) a3
Bis (w7 +y7 + 27) a1 — = —ax7 X +byry +czr (16e) ov
(7 +yr — 27) ag —
(v7 —yr + 27) a3
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