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Structural and molecular docking studies of
biologically active mercaptopyrimidine
Schiff bases
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Abstract

Novel Schiff bases derived fom the treatment of mercapto-diamino pyrimidine with two
different aldehydes are characterized using elemental analyss, ingle crystal X-ray.
diffraction and 'H NMR spectroscopy. The pharmacological action of the synthesized
‘compounds viz. antimicrobial. anticancer and antitubercular act Studied. The
‘Schif bases show a very good actvity against various test pathogens. DNA and §-CD.
binding interactions of the compounds are studied using UV-Visible absorption and
fuorescence spectral measurements. The binding constants o the compounds towards
B-CD are in the order of 10" o 10". Molecular docking is done using MOE program on the
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