Orthorhombic UMosO;4 Structure:
A6B16C_0P23_16_su_acjlp2u_d-001
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Prototype Mos0416U

AFLOW prototype label A6B16C_0P23_16_su_acjlp2u_d-001
ICSD 80164

CCDC 1640388

Pearson symbol oP23

Space group number 16

Space group symbol P222

AFLOW prototype command aflow —-proto=A6B16C_oP23_16_su_acjlp2u_d-001
~Tparams=a, b/a7 C/a, T4,T5,Y6,27,T8,Y8,28,T9,Y9,29,L10, Y10, 210

e The Mo-I (2s) site is occupied only 50% of the time. For first-principles calculations it may be possible to replace the
atoms on the (2s) site by a single atom at the (1g) site.

e (Tabachenko, 1995) also found evidence of a Ug 75Mo5014 structure, where the uranium (1d) site contains 25% vacancies,
and the Mo-II (4u) site is split into two partially occupied (4u) sites.
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e (Tabachenko, 1995) also found a monoclinic UMo5014 structure, where the atoms are completely ordered.

Simple Orthorhombic primitive vectors

a; = aX
as = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 0 = 0 (1a) Ul
B, = 1 ay = 3by (1c) OI
By = 3as+ 3 a3 = by +5c2 (1g) Ol
B, = T4 = ars X (21) O III
Bs = —r4a = —ars X (2i) O III
Bg = T5a; + %33 = axs X + %ci (2) o1V
B, = —zsa; + % as = —axs X + %cﬁ (2) o1V
Bs = Y6 Az + % as = bye ¥ + %ci (2n) Mo I
By = —ygaz + 3 as = ~by§ + 3c2 (2n) Mo I
Bio = 3ai + zrag = saX + czr 2 (2r) oV
Bi1 = %al — 27 a3 = %a}?fcwi (2r) oV
B, = Tgaj + ysas + zgas = arg X + bys y + c23 (4u) Mo II
Bz = —rga; —ygas + zg as = —argX —bys y + c23Z (4u) Mo II
By = —xga; + ysas — zg ag = —axgX +bys § —czz 2 (4u) Mo II
Bis = Tga; — Ygas — 2gas = argX — bys ¥ — c23 (4u) Mo II
Big = Tgaj + Yo as + 29 as = axg X+ by y + cz9 Z (4u) O VI
By = —Tgay — yg as + 29 ag = —azxgX — byg ¥ + cz9 Z (4u) O VI
Bis = —Tgaj + Yo az — 29 a3 = —azgX +bygy —cz9Z (4u) O VI
By = Tga; — Ygas — 29 as = axgX —bygy — cz9 Z (4u) O VI
Boy = Z1p a1 + Y10 Az + 210 Az = ar1p X+ by10y + cz10 Z (4u) O VII
By = —Z10a1 — Y10 a2 + 210 A3 = —ar10X — by10 ¥y + cz102 (4u) O vi
Be2 = —T10a1 + Y10 @2 — 210 A3 = —az10X +by10y — cz102 (4u) O VII
Bos = T1pa] — Y10 A2 — 210 A3 = ax1oX —by10y — cz102 (4u) O VII
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