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High uncertainties in the angular parameters are con- 
nected with poor data;  especially, as the k Miller indices 
of the observed reflexions are < 1, 01 and 03 are badly 
determined. The temperature factor is higher than pre- 
viously assumed. We have found a similar result for a high- 
pressure crystal structure of chlorobenzene (Andr6, Fourme 
& Renaud, 1971) and it seems that high pressure has little 
effect on the amplitude of atomic vibrations. 

The atomic coordinates are given in Table 1; the uncer- 
tainties are computed according to the formula given by 
Busing, Mart in & Levy (1964). Any error in the model 
itself is neglected. Table 2 gives the observed and calculated 
structure factors. 

Table 1. Atomic coordinates of benzene II 

x y z 
C(1) -0.2556 (49) -0.0397 (101) -0.1213 (13) 
C(2) -0.0604 (99) -0.2124 (39) -0"1119 (82) 
C(3) 0.1951 (55) -0.1726 (68) 0.0094 (84) 
H(1) -0.4321 (83) -0-0672 (171) -0.2051 (22) 
H(2) -0.1022 (167) -0.3590 (65) -0.1892 (139) 
H(3) 0.3299 (94) -0.2918 (116) 0.0159 (142) 

Table 2. Observed and calculated structure factors 

h k l Fo Fc 
1 0 0 24.8 22.3 
2 0 0 12.6 -11.8 
0 0 2 19.3 18.1 
1 0 2 12 .1  -13.5 
2 0 2 9.0 -11.1 

Table  2 (cont.) 

h k l Fo Fc 
1 0 - 2  31.6 33.1 
0 0 4 5.9 -5 .8  
3 1 0 7.4 --7.2 
0 1 1 22.9 23.8 
2 1 1 9-8 -7-3 
1 1 - 1  15.8 16-7 
2 1 - 1  11.0 -11.1 
0 1 2 16.4 -16.6  
1 1 - 2  25.7 25.7 
2 1 --2 11.8 10-0 
1 1 - 3  11.5 11.2 
3 1 - 3 7.7 - 6.8 
1 1 - 4  11.1 12.0 
2 1 - 4  10.4 9-2 
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Lattice parameters and space groups of three derivatives of staphylomycin are recorded. Structural inves- 
tigations of one derivative are in progress. 

La staphylomycine est un antibiotique dont la structure 
chimique a 6t6 d6crite par Vanderhaeghe & Parmentier 
(1959). Un mod61e de la mol6cule en solution a 6t6 propos6 
par Warner (1961). L'6tude cristallographique du facteur 
S1 (C43NTO10H49) de la staphylomycine et du compos6 
d'addition S1.LiBr a 6t6 entreprise. Pour le facteur $1 non 
complex6, deux formes de cristallisation ont 6t6 obtenues. 
Les r6sultats sont donn6s dans le Tableau 1. 

Les intensit6s de 3436 r6flexions du compos6 S1.LiBr ont 

6t6 mesur6es au moyen d'un diffractom6tre automatique 
Picker utilisant le rayonnement K~ du cuivre, et la d6ter- 
ruination de la structure est en cours. 
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Tableau 1. Mesures cristallographiques effectudes sur trois ddrivgs de la staphylomycine 

D6riv6 Sl(1) Sx(2) $1. LiBr 
Solvant DMF + ac6tone M6thanol M6thanol 
Mesure des param6tres Weissenberg Weissenberg Diffractom6tre 
Groupe spatial P312 1 P212121 P212121 
Param6tres (A) a = 20,62 a = 19,39 a = 20,770 

c = 22,9 b = 10,6 b = 10,441 
c = 22,37 c = 22,435 

Densit6 mesur6e (g.em-3) - -  1,09 1,21 
Densit6 calcul6e (g.cm-3) 1,25 1,12 1,24 
Z 6 4 4 


