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Key points

. The incidence of infective endocarditis (IE) represents the fourth leading cause of life-threatening infectious disease with a yearly incidence of 15,000 to 20,000 new cases.

. Streptococcus, Enterococcus, Legionella, Staphylococcus, Brucella, tropheryma, Coxiella, Bortonella, Nocardia, Chlamidia, Neisseria, HACEK and Mycoplasma are the causative organisms of IE.

. Streptococcus mitis NCTC 12261, Enterococcus faecalis V583 and Staphylococcus aureus subsp aur JH9 were identified as three predominant pathogens in IE patients of SVIMS hospital and explored for common novel drug targets from available

whole genome sequences through comparative genomic approach, subtractive genomic approach and metabolic pathway analysis.

. Thymidylate kinase plays a vital role in pyrimidine metabolism in deoxyribonucleic acid (DNA) synthesis and was identified as novel common potential drug target against IE.

. In the present study, computational tools were utilized to gain insight on physico-chemical, structural and functional aspects of Thymidylate kinase of Streptococcus mitis (the most predominant IE pathogen in SVIMS hospital). Active site of mod-

Qed thymidylate kinase was determined for assisting structure based drug discovery. /
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Plot statistics

Residues in mo. f red regio [A B,L] 167 90.3%
Residue dd l a.ll ed re, g [ ,b,Lp] 13 7.0%
Residues in generously allow d regions [~a,~b,~l,~p] 2 1.1%
Residues in dis: ll ed regio 3 1.6%

Number of non-glycine and non-proline residues 185 100.0%
Number of end-residues (excl. Gly and Pro) 2

Number of glycine residues (shown as triangles) 18
Number of proline residues 7

Knowledge-based energy

Total number of residues 212
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