B-NagUsO7 Structure:
A2B7C2.mC44_12_abh_3i2j_ei-001
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Prototype NayO7Uq
AFLOW prototype label A2B7C2_.mC44_12_abh_3i2j_ei-001
ICSD 193200
CCDC 1702020
Pearson symbol mC44
Space group number 12
Space group symbol C2/m

AFLOW prototype command  aflow --proto=A2B7C2_mC44_12_abh_3i2j_ei-001
—Tparams=a, b/a7 C/a7 67 Y4, X5, 25, L6, 26, L7, 27, L8, 28, L9, Y9, 29, L10, Y10, £10

e (IJdo, 2015) found NayU;O7 in two forms:

— The low temperature a-NasUsO7, and
— The high-temperature 3-NayUsO7| phase (this structure).

e The data for a-NayUsO7 was taken at 293K, and the data for 8-NasU;0O7 was taken at 773K. The exact transition
temperature was not determined.
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Base-centered Monoclinic primitive vectors

a; = lax—iby
az = %afc + %by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Na I
B, = fTa;+1a = lax (2b) Na II
B; = 1 ay = 0%+ 3by (4e) Ul
By = 1a = ja%k— by (4e) Ul
Bs = —ysa; +ygas + %ag = %ccosﬁi+by4y+ %csinﬁi (4h) Na III
Bg = Ygay — Ygas + %83 = %ccosﬁ&—by4y+ %csinﬁi (4h) Na III
B, = Tsay + r5ag + 25 a3 = (axs 4 cz5cos B) X + cz5sin S 2 (4) Ol1I
Bgs = —Tsa] — Tsag — 25 a3 = —(azxs 4+ cz5cos ) X — czssin f 2 (4) oI
By = Teal + Tgas + 2 as = (axg + czgcos B) X + czgsin f 2 (4i) O1II
By = —Xga] — Tg Ay — 26 A3 = — (axe + czg cos B) X — czgsin B 2 (4i) O1II
By = T7ay +x7ag + zras = (ax7 4 cz7cos B) X+ czrsin S 2 (4) O III
B = —x7a] — Ty ag — 27 as = —(ax7 4+ czrcos B) X — czrsin f 2 (4i) O III
Bz = Tga] + rgas + zgas = (azg + czgcos ) X + czgsin B2 (4i) UII
B4 = —xga] — Tg Ay — 25 A3 = — (axg + czgcos B) X — czgsin Bz (4i) vl
Bis = (9 — yo) a1 + (w9 +yo) a2 + = (azg + czg cos f) X +bye § + czosin 32 (8)) 01V
Z9 as
Bie = —(v9+ys)ar—(vg—yg)az— = —(awg+czgcosf)X+bygy — czosinf2 (8j) O
29 a3
Biz = —(vo—y)ar—(v9g+ys)az— = —(axg+czgcosf) X —bygy — czgsinfBz (8) Oo1v
Zg az
Bis = (w9twy)ar+(vg—yo)az+ = (awg+czgcosf) X —byg¥ + czgsin B2 (8i) OV
29 a3
Bio — (z10 — y10) a1 + = (aw1o + czipco8B) X+ by10y + cz10sin B2 (83) oV
(T10 + y10) a2 + 210 @3
B2 = —(z10 +y10) @1 — = — (az10 + cz10cos B) X+ by10y — (83) oV
(10 — y10) @2 — 210 @3 cz108in B 2
B2y = — (10 — Y10) a1 — = — (aw19 + cz1pcos B) X —by10 ¥ — (83) oV
(10 + y10) a2 — z10 @3 cz10sin B Z
Boy = (z10 + y10) a1 + = (ax19+czipcosB) X —by10y + cz1posin Bz (8j) oV

(10 — Y10) A2 + 210 a3
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