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Thematic direction: Investigation of interrelation «structure — property» in the series of organic
compounds with apparent antineoplastic activity. Part 1.

Investigation of dependence “structure — antineoplastic activity”
in relation to the cells of the series hepg2, hela, Hvr100-6, DU-145
in the sequence of different classes of heterocyclic compounds
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Abstract

With the use of computer system SARD-21 (Structure Activity Relationship and Design) there have been
revealed the structural signs, characteristics for high medium and low efficiency anticancer compounds, the
degree of their influence on cancer cells of hepatomas, cervix uteri and prostate gland. On the basis of the
obtained data, two forecasting models of interval levels of antineoplastic activity of sulphur — nitrogen —
silicon — and oxygen-containing heterocyclic compounds with the level of the authentic forecast of 80% on
two methods of recognition are constructed. The revealed structural laws can be used for designing highly
active antineoplastic compounds.
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