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In previous papers [1-5] we have given the crystallographic characteristics of single 
crystals for nine crystalline forms of gossypol (Gp) and the results of the interpretation 
of four of them. In four cases out of the nine, the crystal lattice was constructed without 
the participation of solvent molecules, and in the other cases the crystalline forms of Gp 
were solvated. The product of the crystallization of Gp from carbon tetrachloride is also 
a solvated crystal. The interpretation of the structure of this crystalline form of Gp, to- 
gether with the other forms, is necessary in order to determine the reason for the diversity 
of the crystalline modifications of Gp. 

TABLE i. Coordinates of the Atoms in the Crystal Structure 
of the Adduct of Gp with CC14 (x i0~; for the H atoms, x I03; 
the standard deviations are given in parentheses) 
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Single crystals of Gp were grown from carbon tetrachloride solution by the slow evapora- 
tion of the solvent. The crystallographic parameters of the single crystals measured and re- 
fined on a S[ntex-P2 diffractometer wereoaS follows: ~ = 8.847(2) ~, b = 14.304(6) ~, c 
= 13.221(5) ~. ~ = 78.6(3) ° , ~ = 71.65(3) , 7 = 91.12(3) °, V = 1547.09(0.89) ~3, z = 2, sp. 
gr. PT. 

The set of experimental intensities was obtained on the diffractometer mentioned (8/2e 
scanning, CuKa radiation, graphite monochromator). In the calculations 2559 reflections with 
F 2 > 20 were used. 

A model of the structure was found with the aid of the MULTAN-78 program [6] and was sub- 
sequently refined by the programs of the Rentgen-75 group [7]. Course of refinement: two 
stages of Fourier F synthesis refined by the method of least squares (MLS) in the isotropic 
(R = 0.132) and the anisotropic (R + 0.109) approximations. The coordinates of the hydrogen 
atoms were found from Fourier difference syntheses. The coordinates of the atoms of the struc- 
ture, referred to a single molecule and corresponding to a value of the R factor of 0.088, 
are given in Table 1 (for the numbering of the atoms, see [3]). 

The crystal structure included CCI~ in a ratio Gp:CCI~ = i:i. The tautomeric form of 
the Gp molecule in the crystals grown from solution in carbon tetrachloride is the aldehyde 
form. The dihedral angle between the naphthalene nuclei of the molecule amounts to 82.1 ° . 
The isopropyl groupings of the two halves of the molecule are oriented similarly with re- 
spect to their closest-hydroxy grops, 04 or 08. 

In the ab plane of the crystal structure, the Gp molecules are packed in the same way 
as in the corresponding plane of the adduct of Gp with diethyl ether [4]. This agrees with 
the closeness of the parameters a and b of the elementary cells of the two Gp adducts. A 
layer of CC14 molecules is located between infinite parallel walls consisting of bilayers of 
Gp molecules. 
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