Elucidating the binding mode and binding interactions of 1,2,4-triazole-5-thione
derivatives as InhA inhibitor using molecular docking calculations

Pornprom, T.%, Phusi, N.%, Hanwarinroj, C.%, Inntam, C.1, Taveepanich, S.1, Kamsri, P.?, Punkvang, A.?, Saparpakorn, P.3, Hannongbua, S.3,
Suttisintong, K.4, Kittakoop, P.>%:7, Spencer, J.%, Mulholland, A. J.°, and Pungpo, P.%~

Department of Chemistry, Faculty of Science, Ubon Ratchathani University, Ubon Ratchathani 34190, Thailand
2Division of Chemistry, Faculty of Science, Nakhon Phanom University, Nakhon Phanom 48000, Thailand
SDepartment of Chemistry, Faculty of Science, Kasetsart University, Bangkok 10900, Thailand

“National Nanotechnology Center, NSTDA, 111 Thailand Science Park, Klong Luang, Pathum Thani 12120, Thailand
°>Chulabhorn Research Institute, Kamphaeng Phet 6 Road, Laksi, Bangkok 10210, Thailand

SChulabhorn Graduate Institute, Chulabhorn Royal Academy, Bangkok 10210, Thailand

‘Center of Excellence on Environmental Health and Toxicology (EHT)

8School of Cellular and Molecular Medicine, University of Bristol, Bristol, BS8 1TD, United Kingdom

I9Centre for Computational Chemistry, School of Chemistry, University of Bristol, Bristol, BS8 1TS, United Kingdom

*Email: pornpan_ubu@yahoo.com
Results

Table 2. The crucial interaction of 1,2,4-triazole-5-thione derivatives
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Table 1. Structure of 1,2,4-triazole-5-thione derivatives and different biological
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50 Figure 1. Binding mode and crucial interactions of the high active

Metl99.

d Hydrophobic interactions were found with Metl61, Prol56, Alal98, Alal57
Metl55, Leu218 residue.

d 1,2,4-triazole-5-thione derivatives formed hydrogen bond interaction with

d The obtained results from these studies are fruitful to further design the
promising InhA inhibitors to overcome tuberculosis drug resistance.
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