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Results of topological analysis of the electron density in the

frameworks of the Bader’s theory of Atoms-in-Molecules (AIM)

and analysis of the Becke and Edgecombe Electron

Localization Function (ELF) on fluorine- and sulphur-substituted

polyacetylenes are reported. AIM method indicates the

presence of additional interaction between atoms in side

chains. The lack of valence, disynaptic attractor basins V(F,F′)

and V(S,S′) in ELF analysis support the conclusions of AIM

about closed-shell type of F–F and S–S interactions.
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