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Abstract : This study considered the microbiological activity determination and molecular docking study for selected steroid
derivatives of biomedical importance. Minimal inhibitory concentration (MIC) was determined for steroid derivatives against
Staphylococcus aureus using macrodilution method. Some of the investigated steroid derivatives express bacteriostatic effect
against Staphylococcus aureus. Molecular docking approaches are the most widely used techniques for predicting the binding
mode of a ligand. Molecular docking study was done for steroid derivatives for androgen receptor negative prostate cancer cell
line (PC-3) toward Human Cytochrome P450 CYP17A1. The molecules that had the smallest experimental IC50 values
confirmed their ability to dock into active place using suitable molecular docking procedure. The binding disposition of those
molecules was thoroughly investigated. Microbiological analysis and molecular docking study were conducted with aim to
additionally characterize selected steroid derivatives for future investigation regarding their biological activity and to estimate
the binding-affinities of investigated derivatives. This article is based upon work from COST Action (TD1305), supported by
COST (European Cooperation and Science and Technology).
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