13 Estrutura do CdI,

1. Os dados cristalogrficos do Iodedo de cddmio - C'd[; - sao os seguintes.

Sistema Cristalino Trigonal

Groupo de espao P3m1

Z (moléculas por malha) 1

a 4.24 A

c 6.84 A
Coordenada do Cd Wyckoff Symbol a
Coordenada do 1 Wyckoff Symbol d

(a) Com a ajuda das informagoes contidas na Tabela Internacional, esquema-
tize a projecao da estrutura do C'dly segundo as dire¢oes [001] (2x2 malhas)
e [100] (2x2 malhas) deixando explicito nos desenhos os dtomo ligados e indi-
cando por + e as cotas com rela¢do ao eixo z. (b) Calcule as distancias Cdl
mais curtas. (c) Calcule os angulos entre as duas ligagoes CdI(1) e CdI(2). (d)
Determine o nimero de coordenacao do cadmio pelos iodos e dos iodos pelo

cadmio.
P3m1l Dia 3ml. ~ Trigonal
No. 164 Patterson symmetry P3m1
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Origin at centre (3m 1)

Asymmetric unit  0<x<% 0<y<¥; 0<z<I x<(1+y)f2 y<a/2
Vertices 0,00 40,0 %40
0,0,1 40,1 1,41

Symmetry operations

1 (2) 3+ 0, 002 Eg; g 00 OOZ
4y 2 ,0 5) 2 x0, Yy
E'Ig 1 6 30 (8) 3+ 0,0,2; 0,00 ¥ 3- 0,0,2;0,0,0

(10) m x,%.z () m x2x,z (12) m 2x,x,z
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Reflection conditions

Genetral:
no conditions

Special: no extra conditions

CONTINUED No. 164
Generators selected (1); 1(1,0,0); 1(0,1,0); (0,0,1); (2); (@), (7)
Positions
Multiplicity, Coordinates
Wyckoff letter,
Site symmetry
12 j 1 (Mxyz (2) 7.x-y,z (3) ity X%z
4 y,x,2 (5) x-y.¥.Z (6) %,%5+y,Z
(7) £.5.2 (B y.x+y.Z (D) x-yx,Z
(10) .%,z (11) f+y.y.z (12) x,x-y,z
6 i .m. x,%,7 x2x,z 2%,%z fIxZI 2xx% %2%1I
6 h .2, %03 Ox4 xxi £04 0514 xx}
6 g .2 x,00 0x,0 xx0 £00 010 xx0
3 f .2m. 4,03 043 444
3 e 2/fm. 31,00 040 4,40
2 d 3m iz 342
2 ¢ 3m 0,0,z 0,0,z
1 b 3m. 0,0,1
1 a 3m. 0,0,0

Symmetry of special projections

Along [001] p6mm Along [100] p2
a'=a b=hb a'=1(a+2b)
Origin at 0,0,z Origin at x,0,0

b'=c

Maximal non-isomorphic subgroups

1 [21P321 1;2;3;4;5;6
[2]P311(P3) 1;2;3:7:8; 9
[2]1P3m1 1;2:3;10;11; 12
(B31P12m 1(C2m) 1,4,7;10
BIP12/m 1{(C2Ym) 1;5;7;11
(31P12/m 1(C2tm) 1;6,7;12

IIa
b

none
[31H3m 1(a'=3a,b'=3b)(P31m);[2]P3c1(c'= 2c)

Maximal isomorphic subgroups of lowest index
Hc [2]1P3m1(c’=2¢c);[4]1P3m1{a’'=2a, b'=2b)

Minimal non-isomorphic supergroups
I [21P6/mmm;[2]P6s/mme
II  [31H3m1(P31m);[3]1R 3m (obverse); [3]R Im (reverse)

Along [210] p2mm
a'=1ib b'=c
Origin at x,ix,0
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