Cotunnite (PbCly, C'23) Structure:
A2B oP12 62 2¢_c-003

This structure previously used the label(s) A2B_oP12_62_2c_c.PbC12. Calls to these addresses will be redirected here.
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Prototype Cl,Pb

AFLOW prototype label A2B_oP12.62_2c¢_c-003
Strukturbericht designation C23

Mineral name cotunnite

ICSD 43344

CCDC 1612851

Pearson symbol oP12

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B_oP12_62_2c_c-003
--params=a, b/a, c/a,x1, 21,22, 22, T3, 23
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Other compounds with this structure

AlPd,, AsRh,, BaBrsy, BaCly, BaHs, CaHs, EuDs, GaPds, GaRhy, GaSes, GeCasg, HfAsy, InPds, PCos, PRes, PRus, PbCas,
PbOQ7 SiCag, SiCOQ, SiII‘Q, SiNiQ, SiRhQ, SDC&Q, SnPdg, SHRhQ, SDSI"Q, SI"HQ, TaRhg, ThSQ, ThSGQ, TiOQ, B—USQ, ﬁ—USeg,
YbHQ, ZHPdQ, ZI‘ASQ, ZI‘OQ, ZI‘PQ

e PbCl, (C23), HgCly (C25), |SrHy (C29), Co2Si (C'37), and SrBry (C53) all share the same AFLOW label,
A2B_0P12.62 2c_c. The structures are generated by the same symmetry operations with different sets of parameters
(--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors

a; = axX

az = by

ag = cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1+%a2+z1a3 = a:c15<+ib§/+cz12 (4¢) ClI
B, = —(m1—3)ar+3a+ = —a(z1—3) X+ 3b9+c(n+13)2 (4c) Cl1

(=1 +3) as
B; = —z1a; + % as — 21 a3 = —ax1 X+ %by —c2 2 (4c) Cll
B, = (a:1+%)a1+ia2—(z1—%)a3 = a(a:l—l—%)fc—kiby—c(zl—%)i (4¢) ClI
Bs = z2a1+%a2+22a3 = angchiberczQZ (4c) ClII
B = —(z2—3) ar+3a+ = —a(zy— )X+ 3b9+c(n+1i)2 (4c) cru

(22 +3) as
By = —zoay + % as — 29 a3 = —are X + %by —c207Z (4c) cli
Bg = (1‘2+%)a1—|—ia2—(z —%)ag = a(x2—|—%)5c—|—%by—c(z —%)Z (4¢) ClII
By = x3a1+%a2+23a3 = ax35<+%by+0232 (4¢) Pb1
Bio = —(z3—3) ar+3a+ = —a(zs3—3) X+ 3by+c(z+3) 2 (4c) Pb I

s+ ) ag
By, = —w3a; + Sa; — 2343 = —az3X+ 3b§ — cz32 (4c) Pb I
Biz = (z3+3)aitita—(-3%)a = a(zs+3) &k+3by—c(es—1) 2 (4c) PblI
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