STATEMENT OF NOVELTY
The systematic theoretical study of 3-hydroxy-N-phenylnaphthalene-2-carboxamide and its sixteen para-derivatives is reported. Our work follows up the synthesis work of Jampilek et al (doi:10.3390/molecules18077977). We performed supporting quantum chemical structural analysis and the correlation of the theoretically evaluated quantities with the QSAR models as well as with the experimentally determined isocratic-retention factors. We have found that the selected theoretical quantities are linearly dependent on the in vitro activity against the Mycobacterium Kansasii. This is significant because obtained correlation functions based on the theoretical microscopic properties and selected experimental data may serve as effective tool for the prediction of substitution effect. 
