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Abstract

Today one of the more often used targets for creation and testing of new drugs are enzymes,
which participate in the metabolism of the steroids and, in particular, enzymes of cytochrome P450
system (CYPs). CYPs are heme containing proteins that participate in oxidation of various
endogenous and exogenous compounds and playing important role in the metabolism of steroids,
bile acids, unsaturated fat acids, phenol metabolites and in neutralization of xenobiotics (drugs,
poisons). But until now in the literature systematic investigation of interaction of cytochromes P450
with any class of compounds is not provided. Accessible information is segmentary and incomplete.
Having in minds all of these facts, the aim of the research was to establish new types of biological
activity of modified steroids expressing pharmacological potential.

Lecture plan
1. Who we are? (short lab presentation).
2. Steroid hydroxylases — key enzymes in human body.
3. In silico screening of ligands.
4. Obtaining of human recombinant steroid hydroxylases.
5. Screening of ligands in vitro (HTS and titration).
6. Analysis of enzymes activity towards modified steroids.
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Shapira Michail
Comparing the binding activity of enzymes

Abstract

The problem of the scoring function is one of the main problems in computational chemistry
and structural biology. Little of existing docking algorithms provide well agreed to lab-chemistry
experiment data. Using the library of synthetic steroid compounds and better or less well-known
protein models, we compared the binding activity of compounds and designed promising
mathematical model to describe these interactions.
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