PbV5,0g Structure:
A6BC2_0P36_62_6¢_c_2¢-001
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Prototype OgPbVy
AFLOW prototype label A6BC2_0P36_62_6¢_c_2c¢-001
ICSD 6109
Pearson symbol oP36
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A6BC2_oP36_62_6c_c_2c-001
—~params=a, b/a’, C/a7 X1,%1,X2,22,X3,23,L4,24,X5,25,L6,26, L7, 27, L8, 28, L9, Z9

Other compounds with this structure
BanOG, CdVQOG, CaVQOg, SI‘VQOG, MDSGTGOG

e This is the ground state structure of PbV2QOg, stable up to 490°C. (Villars, 2018) There is also a |metastable monoclinic
structure.
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Simple Orthorhombic primitive vectors

a122
a3

a; = axX

az = by

ag = cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i—iag—i—zlag = a;vlfi—i—iby—i—czli (4¢) Ol
B, = —(z1—3) ar+3a+ = —a(z1—3) X+ 3by+c(n1+3) 2 (4c) OI

(21 +3) as
B; = —zia; + %32 — 21 a3 = —ar1 X+ %by —cn 2 (4¢) Ol1
B, = (I1+%)al+%azf(2’17%)ag = a(ler%)f(Jribyfc(zlf%)i (4c) Ol
B; = "E2a1+i32+22&3 = a:vgi—i—%by—i—czgi (4¢) O1II
Bg = —(372—%) al—&—%ag—&— = —a(xg—%)fc—i—%by—i—c(zg—i—%)i (4c) Ol

(224 3) as
B, = —Toaj + %ag — 29 a3 = —aro X + %by —C2 Z (4¢) O1II
Bs = (m2+3)ai+tias—(22—3)a; = a(za+3) &k+30y—c(2—13) 2 (4c) oIl
By = T3 ag +ia2+23a3 = axgi—i—%by—i—cz;gi (4¢) O III
B = —(.’173—%) al—&—%ag—&— = —a(xg—%)fc—i—%by—l—c(zg—i-%)i (4c) O III

(23 + 3) as
Bi1 = —x3a; + %ag — 23 a3 = —ar3X + %by —cz37% (4¢) O III
Biz = (z3+3)ait+ita—(-—3)a = alzs+3) K+3by—c(3—1) 2 (4c) O III
Bis = T4ay + iag + z4 a3 = axs X + %by +cza 2 (4c) o1V
By = —(za—3) a1+ 3as+ = —a(zg—3) X+3by+c(zu+3)2 (4c) o1V

(z1+3) as
Bis = —z4a; + %ag — z4a3 = —ars X+ %by — 242 (4¢) o1V
Bie = (mu+3)at+ita—(u-—3%)a = a(za+3) &K+309—c(aa—13) 2 (4c) o1V
By = x5al+iag+z5a3 = asr:55(+%b§f+cz5i (4c) ov
Bis = —(x5—%) al+%ag+ = —a(@—%)f{—!—%by—!—c(z:;—i-%)i (4¢) ovVv

(25 +3) as
By = —x5a; + %az — 25 as = —axs X + %by —cz5 Z (4c) ovVv
B = (z5+3)ai+tar—(—3) a3 = a(zs+3) X+3by—c(es—3) 2 (4c) ov
By, = Tgal + 5 as + 2 a3 = azg X+ 1y + c26 2 (4c) O VI
By = —(xg—%) a1+%ag+ = —a(xg—%)fc—kgby—kc(ze—l—%)i (4¢) O VI

(26 + %) a3
Bss = —zga; + 3a; — 26 a3 = —aze X+ 3b§ — cz6 2 (4c) 0O VI
Boy = (z6+3)a+tar—(%—3) a3 = a(ze+3) X+ 30y —c(26—3) 2 (4c) 0O VI
By = T7ay + 3 as + 27 a3 = arr X+ 1by +car 2 (4c) Pb1



By = —(zr—3) a4+ 2ay + = —a(zr—3) X+ 309 +c(zr+3) 2 (4c) Pb I

(27 +3) a3
Ba7 = —z7a; + §ay — 27 a = —axr X+ §by — cor 2 (4c) Pbl
Bos = (z7+3)ai+tar—(r—3) a3 = a(r7+3) X+ 305 —c(e7—3) 2 (4c) Pbl
B2y = zga) + § as + 25 as = arsX + 10y + c232 (4c) Vi
B30 = —(zs—3) ar + fas + = —a(zs—3) X+ by +c(z+3) 2 (4c) Vi
(2 +3) a3
Bs1 = —rga; + 3 az — 23 a = —azs X+ 30y — cz32 (4c) Vi
Bsy = (zs+3)ai+ias—(—1)a; = a(zs+3) X+ 50y —c(s—3) 2 (4c) VI
Bss = Tgay + 3 as + 29 as = azrg X + 1by + cz 2 (4c) v
B3, = —(zg—3) a1+ fas + = —a(zo—3) X+ by +c(z+3) 2 (4c) v
(20 +3) a3
Bss = —zgaj + %az — 29 ag = —argX + %by — 292 (4c) v
Bu = (otPmtlm-(a-Dm - olnrdrebyocto-Pz @9 v
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