PbV5,0g Structure:
A6BC2_0P36_62_6¢_c_2¢-001
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Prototype OsPbVy

AFLOW prototype label A6BC2_0P36_62_6¢_c_2c-001
ICSD 6109

CCDC 1593617

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/aa C/a7 T1,21,T2,22,T3,23,T4,24,T5,25,L6,26,L7,27, L&, 28y L9, 29
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Other compounds with this structure
BanOe,, CdVgOG, CaVQOG, SI‘VQOG, MnSeTeOG

e This is the ground state structure of PbV2Qg, stable up to 490°C. (Villars, 2018) There is also a |metastable monoclinic
structure.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a1+ia2+z1a3 = ax15<+ib§f+czli (4¢) Ol
B, = —(z1—3) ar+3a+ = —a(z1—3) %+ 3by+c(n+3)2 (4c) Ol
(=1 +3) as
B; = —x1a; + %ag — 21 a3 = —ax1 X+ %by —cn Z (4c) (0N
By = (mi+3)aitjas—(n1—3)a; = a(zi+3) X+ 50y —c(a1—3) 2 (4c) 01l
B = z2a1—|—%a2—|—22a3 = angc—k%by—kczgi (4¢) O1II
B = —(z2—3) ar+3a+ = —a(zy— )X+ 309 +c(nn+1i)2 (4c) on
(22 +3) as
B, = —x0a; + %ag — 29 a3 = —axo X + %by —Cc29% (4c) OlII
Bg = (a:2+%)a1+ia2—(zg—%)a3 = a(xg—l—%)fc—kiby—c(zg—%)i (4¢) O1II
By = x3a1+%a2+23a3 = ax3>2+iby+0232 (4c) O III
Bio = —(z3—3) ar+3as+ = —a(zs3—3) X+ 3by+c(z+3) 2 (4c) O I
(2 + 1) g
Bi1 = —r3a; + %ag — z3a3 = —ar3 X+ %by — 232 (4c) O III
B, = (ac3—|—%) a1—|—ia2—(z3—%) az = a(x;;—k%)fc—k%by—c(zg—%)i (4¢) O III
Bz = x4a1+%a2+z4a3 = ax45<+%by+cz42 (4c) O 1V
By = —(za—3) ar+3a+ = —a(zs—3) %X+ 3by+c(u+3)2 (4c) (ONAY
(14 1) g
Bis = —zga; + Sa; — 24 a3 = —azy X+ 30§ — 24 2 (4c) o1V
Bie = (mut+i)atita—(u-3%)a = a(za+3)&+3by—c(ea—13) 2 (4c) o1V
By = x5a1+ia2+z5a3 = ax5)2+iby+cz52 (4c) oV
Bis = — (w5 —3) a1+ 3a,+ = —a(zs—3) X+ 3by+c(z+3) 2 (4c) oV
(25 + %) ag
By = —x5a; + %ag — 25 as = —axs X + %by —cz5 7 (4¢) ov
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By = (z5+%)a1+%a27(%f%)a3 = a(x5+%)§<+%byfc(25f%)2 (4¢) ovVv
By, = rgal + iag + zg ag = axeX + iby + cz6 Z (4c) O VI
Bs, = — (w6 — 3) a1+ 3as + = —a(zg—3) X+ 3by+c(z+3) 2 (4c) O VI
(zg—&-%) as
Bos = —xgag + %ag — 2¢ a3 = —axgX + %by —cz6 7 (4¢) O VI
Boy = (m6+%) a1+ia27(zﬁf%) az = a(xGJr%)f(Jribyfc(zf;f%)i (4¢) O VI
By = T7a; + iag + z7 asg = ar7 X+ %by +c2r Z (4¢) Pb1
By = —(m—%) al—&—%ag—&— = —a(:w—%)fc—i—%by—i—c(zw—i-%)i (4c) Pb1
(274 3) a3
Byr = —x7a + %ag — z7as = —azx7 X+ %by —czrZ (4¢) Pb1l
Bos = (x7+%) a1+%a27(277%) az = a(x7+%)i+%byfc(27f%)i (4c) Pb1
By = acgal—l—iag—f—zga;; = axgi—i—%by—i—czgi (4c) VI
B3, = —(zs—3) a1+ 3as+ = —a(zs—3) X+ 3by+c(zs+3)2 (4c) VI
(28 + 3) as
B3, = —xga) + %ag — 2gas = —axrg X + %by —c28 7 (4¢) VI
Bz = (zs+3)aititar—(—3)a; = a(zs+3) X+3by—c(es— 1) 2 (4c) \a!
B3 = Toay + iag + zg as = axgX + %by + cz9 2 (4c) VI
Bsy = —(zg—3) a1+ 3as + = —a(zg—3) X+ 3by+c(z0+3) 2 (4c) VII
(20+3) a3
Bss = —xgag + %ag — 29 as = —azxg X + %by —cz9Z (4c) VII
Bsg = (zo+3)ait+itar—(n—3%)as = a(zo+3) X+ 30y —c(20— 1) 2 (4c) VII
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