Monoclinic UMos0Oq¢ Structure:
A5SB16C_mP22 3 a2e_ab7e_b-001
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Prototype Mos016U
AFLOW prototype label A5B16C_mP22_3_a2e_ab7e_b-001
ICSD 80162
CCDC 1640386
Pearson symbol mP22
Space group number 3
Space group symbol P2

AFLOW prototype command aflow --proto=A5B16C_mP22_3_a2e_ab7e_b-001
—~params=a, b/a7 C/CL, 67 Y1,Y2,Y3,Y4,T5,Y5, 25, L6, Y6, 26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29,
2105 Y10, 2105 115 Y11, 211, L12, Y12, 212, T13, Y13, 213

e (Tabachenko, 1995) also found an orthorhombic UMo5O16 structure, where some of the molybdenum sites are disordered.

e (Tabachenko, 1995) give the data for this structure in the unique-axis ¢ orientation of space group P2 #3. We used
FINDSYM and AFLOW to transform this to the standard unique-axis b orientation. This makes substantial changes to
the primitive vectors.

e Space group P2 allows an arbitrary choice of origin for the y-axis. Here we set y,=0 for the uranium position.
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Simple Monoclinic primitive vectors

Ea
a; = aX
as = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = Y1 as = by1 ¥ (1la) Mo I
B, = Yo Ao = bys ¥ (1a) (0!
B; = y3a2—|—%a3 = %ccosﬁi—!—bygy—l—%csinﬁi (1b) O1II
B, = y4a2+%a3 = %ccosﬁ)‘(+by4y+%csinﬂi (1b) Ul
By = Tsay + ysas + 25 as = (axs + cz5co8 8) X+ bys § + cz5sin S 2 (2e) Mo II
Bg = —z5a; + ysas — 25 ag = —(axs+czscosf) X+bys§ — czssin 2z (2e) Mo II
B, = Tgay + yYg as + 2 as = (axe + czgcos B) X+ bys § + cz6sin 5 Z (2e) Mo III
Bg = —xgal + ygas — 26 as = —(axg+czgcosf) X+ bysy — czsin Bz (2e) Mo III
By = Tray + yras + z7as = (ax7 + czrcos B) X+ byr § + czrsin f (2e) O III
By = —xz7a; +yras — z7as = —(ax7+czrcosf) X+ byr§ — czrsin Bz (2e) O III
Bi1 = Tgai + ysas + zgag = (axg + czgcos B) X+ bys § + czg sin 52 (2e) o1V
B = —xga; + ygas — zgas = —(axg+czgscosf) X+ bysy — czgsin Bz (2e) o1V
Bis = Tgaj + yg as + 29 ag = (axg + czgcos B) X+ byg ¥ + czosin 52 (2e) oV
By = —Tgaj + ygas — 29 ag = —(axg+ czgcosf) X+ bygy — czgsin Bz (2e) ovVv
Bis = ZT10 @1 + Y10 Az + 210 A3 = (ax1o+ czipcosB) X+ by10y + cziosin Bz (2e) O VI
Big = —T10a1 + Y10 a2 — 210 A3 = — (a0 +cz10cos B) X+ by10y — (2e) O VI
cz1psin B2
By = T11a1 + Y11 @z + 211 as = (awy1 +cz11c08B) X+ by11 ¥+ cz11sin Bz (2e) O VII
Bis = —r11a; + Y11 a2 — 211 a3 = —(axy1 4 czr1cos f) X+ byn y — (2e) O VIl
cz118in B2
By = Ti2a1 + Y12 a2 + 212 a3 = (axiz2 +cz12c088) X+ by12 ¥ + cz1asin 2 (2e) O VIII
By = —T1281 + Y1222 — 212 a3 = — (aw1a + cz1aco8 B) X + by12§ — (2e) O VIII
cz128in Bz
B2:1 = T13a1 + Y13 a2 + 213 a3 = (ax13 + cz13c08 B) X+ by13 ¥ + cz138in B 2 (2e) 0 IX
Bax = —x13a1 +Y13@2 — 213 a3 = —(az13 +cz13c08 B) X+ by13y — (2¢) OIX

CzZ13 Sinﬁ Z
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