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

This structure originally had the label A2B_oP12_62_2c_c.PbC12. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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Prototype CloPb
AFLOW prototype label A2B_oP12.62_2¢_c-003
Strukturbericht designation C23
Mineral name cotunnite
ICSD 43344
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, 1, 21, T2, 22, T3, 23

Other compounds with this structure

AlPd,, AsRh,, BaBrsy, BaCly, BaHs, CaHs, EuDs, GaPds, GaRhy, GaSes, GeCasg, HfAsy, InPdy, PCos, PRes, PRus, PbCas,
PbOQ7 SiCag, SiCOQ, SiII‘Q, SiNiQ, SiRhQ, SnCag, SnPd2, SHRhQ, SI"HQ, TaRhQ, ThSQ, ThSQQ, TiOQ, B—USQ, ﬂ—USeg, YbHQ,
ZHPdQ7 ZI‘ASQ, ZI‘OQ7 ZI‘P2



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/GSD1
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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
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al
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a; = ax

az = by

ag = cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1+%a2+zla3 = a:c15<+ib§/+czli (4¢) Cll
B, = —(z1—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 —c21 2 (4c) Cll
B, = (a:1+%)a1+ia2—(z1—%)a3 = a(a:l—l—%)fc—kiby—c(zl—%)i (4¢) ClI
Bs = x2a1+%a2+22a3 = angchiberczQZ (4¢) ClII
B = — (22— %) ar+3a+ = —a(zy— )X+ 309 +c(n+1i)2 (4c) Cl1I

(22+3) as
By = —zoay + % as — 29 a3 = —aro X + %by — 207 (4c) cli
Bg = (1‘2+%)a1—|—ia2—(z —%)ag = a(x2—|—%)5c—|—iby—c(z —%)2 (4¢) ClII
By = x3a1+%a2+23a3 = ax35<+%by+0232 (4c) 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) Pb1
B = (1:3—#%) a1—|—%a2—(z3—%) ag = a(x3—|—%)5<—|—ib§/—c(zg—%)2 (4¢) Pb1
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