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characterized by two angles 61 «Cl-Xl"'X2) ~ 90 0 and 62 
«C2-X2",Xl) ~ 180 0 and (b) Type III where 61 ; 62. 
When there is a dominant interaction of X with E or Nu, 
the electrophile-nucleophile pairing is no longer clear­
cut, but Type III (61 ; 62) interactions persist. A plot 
of the number of Sr"'O and 1"'0 interactions as a func­
tion of dX-O shows undulations but that of Cl···O does 
not. It is interesting to point out that both the mono­
valent halogens X in their X"'X interactions and dival­
ent Sand Se in their S"'S and Se"'Se interactions show 
the "electrophile-nucleophile" pairing and Type III con­
tacts. 

*Work supported by a grant from the National Insti­
tutes of Health, NCI CA23704. 

04.2-3 CONFORMATION AND ABSOLUTE CONFIGURA­
TION OF A KETONE DERIVATIVE OF GALLICIN. A TEN­
MEMBERED RING SESGUITERPENE. By M.A. Goroez­
Rodrisuez. M. Martinez-Ripoll and S. Garcia­
Blanco. Dept. Rayos X. Inst.Rocasolano. Serrano 
119. Madrid-8. Spain. 

The present investisation Forros part of a study 
on the hish stereoselectivity of the cyclation 
processes of sallicin and its derivatives (A.G. 
Gonzalez et al. J. Chero. Soc. Perkin Trans.l.2. 
1243.1978).{A.G.Gonzalez et al.Tetrahedron Let­
ters.39.3789.1979).{A.G.Gonzalez et al. Tetra­
hedron.38.2015.1980).{A.G.Gonzalez et al.J.CheM 
Soc. Perkin Trans.l.881.1981) and its relations 
with their conForroational aspects. 

C15 03 H22. orthorhorobic. P212121. a;2~.238(8). 
b;8.184(1). c;8.573(1) A. V=1411.4( 1) A'. Z=4. 
"Dc=L18 s.cM-3. ,>4 (CuK .. );8.11 cM-L R;0.050. "JR= 
0.062 For 601 observed Friedel pairs. 

The conForMation of the ten-MeMbered rins cor­
responds to cec (J.B.HendricKson. J. AM. Chero. 
Soc •• 89.7038.1987). and is the saroe Found in -
sallicin and other serMacranolides. The lactone 
rins is envelope conformated7 the C7 atom being 
at the Flap. 

The absolute conFisuration was deterMined by 
cOMParins the roost relevant 54 BiJuoet pairs 
and is the saMe as the one Found For sa~licin 

(A.G.Gonzalez et al. J. eheM. Soc. PerKin Trans 
1 .2. 1243. 1978) . 

The Fisure shows a perspective drawins of the 
X-raY Model. 

Fisure 1. 

04.2-4 MOLECULAR STRUCTURE OF o-CHLORO-N-fo 
CYANOETHYL-ANILIDE. By M. Martinez-RipoI13. 
C. Esteban-Calderdn 3 • S. Garcia-Blanco a • L. Ca­
noira b and J.G. Rodrisuez b • a) Dept. Rayos X. 
Inst. Rocasolano. Serrano 119. Madrid-8. Spain 
b) Dept. G. Ors. Univ. AutdnoMa. Madrid. Spain 

So.,e N-fo-cYanoethyl-o-substituted anilides in 
solution. show a diastereotopic couplins eFFect 
in the H-nMr spectra. due to the Methylene pro­
tons of the N-fi-cYanoethvl chain. An X-raY ana­
lvsis of the title cOMPound has been carried 
out to investisate this eFFect. 
C13 Hll N2 03 CI. orthorhOMbic. Pna21. Z=4. a= 
10.341(3). b=9.B20(3). c=12.917(3) A. V=1312(1) 
A'. Dc=1.41 s CM-3. p{MoK~)=2.93 CM-l. R=0.037 • 

. wR=0.034 For 1070 observed reFlexions. 

Fis. 1 shows the NeWMann projections of the 
chain i~ both a) solution and b) solid state. 
Fis. 2 represents the Molecular structure. The 
diastereotopic eFFect of the roethylene protons 
of the chain. occurins in solution. can be iM­
proved with the results in solid state:l) a ri­
sid anchorase of H91 to 01 prevents Free rota­
tion of the chain. 2) a dipolar stabilization 
eFFect of the sauche sl conForMation occurs be­
tween dipole MOMents of -Cll:N2 and -NI-C9- • 
This Fact leads Cl1:N2 close to NI-C9. but only 
UP to the sauche sl conForMation. because the 
steric hindrance would prevent the eclipsed 
conForMation. 3) the o-substitution oblises to 
a risid positioneMent of the -C:N Function. 
which cannot rotate closer to the o-srouP. Ro­
tation in opposite sense is prevented by the 
dipole charse enhanceMent Mentioned above. 
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