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ICSD 98589

CCDC 1657853

Pearson symbol mC112

Space group number 5

Space group symbol C2
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AFLOW prototype command aflow --proto=A3B9C2_mC112_5_6c_2a2bl6c_4c-001
--params=a, b/a, c/a, B,Y1,Y2,Y3, Y4, T5, Ys, 25, L6, Y6, 26, L7, Y7, 27+ L85 Y85 28, L9, Y9, 29,
2105 Y10, 2105 115 Y11, 211, L12, Y12, 212, L13, Y13, 2135 L14, Y14, 214, 15, Y15, 215, L165 Y165 2165 L17,
Y17, 217, 18, Y18, 2185 19, Y19, 219, 20, Y20, 220, L21, Y21, 221, L22, Y22, 222, L23, Y23, 223, L24, Y24,
224, 125, Y25, 225, 26, Y26, 226, L27, Y27, 227, T28, Y28, 228, L29, Y29, 229, L30, Y30, 230

e There are three known varieties of Biy V501, (Villars, 2018):

— |, the ground state structure, stable up to 450°C (this structure),

— B, stable between 450°C and 555°C, and
— 1l stable from 555°C up to the melting point at 880°C.

e The sites we have labeled O-XXIV, O-XXV, O-XXVI, V-III, and V-IV are each only occupied 50% of the time in any one
primitive cell.

e (Mairesse, 2003) describe the structure of a-BigVo01; in the A2 setting of space group #5 with unique axis ¢. We
describe it in our standard setting, C'2 with unique axis b.

Base-centered Monoclinic primitive vectors

a; = %afc — %by
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ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = —y1 a1 + Y1 a = by § (2a) 01
B = —Yy2a1 +y2az = by2 ¥ (2a) oIl
B = —yza; +ysas + %ag = %ccosﬁ)‘(—l—bygy—l— %csinﬂi (2b) O III
B, = —ygay +y4a2+%a3 = %ccosﬁi—i—bm&—i—%csinﬁi (2b) o1V
Bs = (x5 —ys) a1 + (x5 + y5) a2 + = (axs + czscos B) X+ bys§ + czssin 5z (4c) Bil
%543
Be = —(z5+ys)ar—(x5—ys)as— = —(ams+czzcosf) X+bysy — czssinf[fz (4c) Bil
25 a3
B, = (x6 — ys) a1 + (x5 + ys) a2 + = (axg + czgcos B) X+ bys ¥ + czgsin 5z (4c) Bi II
%6 a3
Bs = — ($6 + y6) a; — (IG — yG) ag — = — (CLSC(; + czg CcOS 5) X+ by6 y — CZg sinﬂﬁ (4(?) Bi Il
%6 a3
By = (x7 —y7) a1 + (7 +y7) a2 + = (axy + czrcos B) X+ byr § + czrsin 5z (4c) Bi 111
Z7 as
BlO = — (I7 + y7) a; — (CC7 — y7) ag — = — (CL.’,E7 + cz7 cos 6) X+ by7 y — CZ7 sinﬁi (4(3) Bi II1
Z7as
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