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Introduction: Tuberculosis is an infectious disease caused by Mycobacterium tuberculosis and is one of the
deadliest infectious diseases. Sulfonamides are an important class of pharmaceutical compounds with biological
activity used for infection treatments. Protein kinase A is an essential kinase candidate for antimycobacterial drug
discovery. This study aimed to determine the binding affinity of Silver (I) complex with N-(2,5-Dihydro-pyrimidine-
2-yl)-4-methyl-benzenesulfonamide against PknA of M. tuberculosis by using AutoDock 4 software.

Methods and Materials: Silver (I) complex with N-(2,5-Dihydro-pyrimidine-2-yl)-4-methyl-benzenesulfonamide
(C1) was synthesized from the reaction of 2-Amino Pyrimidine and 4-methyl benzene sulfonyl chloride in
dichloromethane solvent, and under reflux conditions for 8 hours. The reaction of AgNo3 with N-(2,5-Dihydro-
pyrimidine-2-yl)-4-methyl-benzenesulfonamide in deuterium-depleted water and Ethanol (1:1) and the reaction
mixtures were stirred for 8 hours at room temperature. The X-ray crystallographic study confirmed that C; crystallizes
in the monoclinic, Py 21/n1 space group with four molecules per unit cell. The unit cell parameters are a=6.5339(2)A,
b=7.2141(2)A, and ¢=25.9209(8) A. The present study used AutoDock 4, Discovery Studio visualizer, MGLTools,
and LigPlot* for molecular docking and visualization. We used the crystallographic structure of the kinase domain of
PknA (PDB: 40W8) from the RCSB protein data bank. CASTp calculated the binding pocket.

Results: The binding free energy of compound C; in the best conformation with RMSD=0.000, and AGping
(kcal/mol) was -6.93. The amino acid involved in the connection site with C1 has three residues, including Thr 21,
Gly 23, and Thr 180, which form a hydrogen bond in the interaction with the receptor.

Conclusion: These results showed that Silver (I) complex with N-(2,5-Dihydro-pyrimidine-2-yl)-4-methyl-
benzenesulfonamide could be a promising compound for treating tuberculosis.
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