In this work, we analyzed crystal structure and performed DFT calculations for three benzoxazoles previously reported for antitumor activity. By using X ray diffraction, 5-hydroxybenzoxazole ring was identified, and geometry of intra and intermolecular hydrogen bonds in crystal structure was determined. Data about connection between different atoms and their distances, as well as dimensions of used single crystals, were obtained. In order to understand the biological activity of compounds, DFT studies were performed. The theoretical and experimental results were in good correlation. The values obtained theoretically show some correlations with previous results of biological activity testing.
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