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Design and synthesis of anti-tuberculosis triclosan analogs with in silico
tailered chemical structure library
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In the past our research of in silico antibiotics screenings, we succeeded
to identify several new chemical compounds with anti-tuberculosis activity. One of the compounds,
KES4, was thought to be a promising lead compound with the highest mycobacterial selectivity. In
this study we constructed in silico KES4-tailered chemical structure library, screened KES4-analog
structures with higher activity and synthesized the analogs. We tested the activities of these
analogs by bacteria growth inhibitory assay, and we identified 5 analogs with higher mycobacterial
growth inhibitory activities, IC50 values = 1.8u M, 2.2u M, 3.4py M,7.8u M, 5.0p M vs KES4 activity =

9.6u M. Among them, 3 analogs do not have any toxicity against both human cultured cells and E.
coli.
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