Metastable PbVoOg Structure:
A6BC2.m(C36_12_61.1_21-001
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Prototype OgPbVy

AFLOW prototype label A6BC2_.mC36_12_6i_i_2i-001
ICSD 36464

CCDC 1608188

Pearson symbol mC36

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=A6BC2_mC36_12_6i_i_2i-001
—~params=a, b/aa C/a7 67 T1,21,T2,22,T3,23,T4,24,T5,25,L6,26,L7,27, L&, 28y L9, 29

Other compounds with this structure
BisWOg

e This is a metastable phase of PbV,0g (Villars, 2018). The ground state has an orthorhombic structure.

e The ICSD entry sets x; = 0.093 for the position of the O I atom, while (Calenstani, 1985) has the value 0.93. We use the
later value here.

Base-centered Monoclinic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a1 + 2129 + 21 a3 (axy + cz1cosf) X+ czysin Bz (4i) OI1I
B, = —r1a; — X1 a — 21 a3 —(ax1 4+ cz1c0o8B) X — cz18in S 2 (41) OI
B; = Toay + Toag + 20 a3 (axg 4 czocos B) X+ czosin 2 (41) O1I1
B, = —T9a; — Typas — 29 a3 — (azg 4 czocos B) X — czosin f 2 (4i) oIl
By = T3a, + r3ag + z3as (axs + czzcos f) X+ czgsin Sz (4i) O III
Bsg = —x3a] — T3ay — 23 a3 — (axs + czzcos ) X — czzsin S 2 (4) O III
B, = Tgaa1 + 1409 + 2423 (axy + cz4co8B) X+ cz48inf 2 (4) O 1V
Bsg = —T4a;] — T4ay — 24 A3 —(azy 4+ cz4co8B) X — cz4sin f 2 (4i) o1V
By = Tsay + T5ag + 25 a3 (axs + czscos f) X+ czssin Sz (4i) ovVv
By = —T5a; — Tsag — 25 as — (axs 4+ cz5cos ) X — cz5sin S 2 (41) oV
B = Tg a1 + Tgas + zg as (axg + czgcos B) X + czgsin f 2 (4i) O VI
B, = —Tga] — Tgaz — 26 A3 — (azg + czgcos B) X — czgsin f 2 (4i) O VI
Bz = T7ay +x7ag + zras (ax7 + czrcosf) X+ czrsin Sz (41) Pb1
By, — —z7a; — Tray — 27 A —(ax7 4+ czrcos ) X — czrsin S 2 (41) Pb 1
By = rga] + rgas + zg as (axg + czgcos B) X + czgsin f 2 (4i) VI
Big = —Tga; — Tgay — 2g A3 — (axg + czgcos B) X — czgsin B2 (4i) VI
By, = Tgay + Tgag + 29 as (axg + czgcos ) X + czgsin S (41) VII
Bigs = —Tga; — Tgag — 29 as — (axg 4 czgcos ) X — czgsin S 2 (4) VI
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