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Figure S2. Amino acid sequence of P. mirabilis MetRS presenting α-helices in pink colour, β-sheets in 
yellow colour, loops in grey colour. 
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Figure S3. Predicted query P. mirabilis MetRS sequence secondary structure. 
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Figure S4. Ramachandran plots – P. mirabilis MetRS homology model (MolProbability) 
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Figure S5. Ramachandran plots – E. coli MetRS template (1F4L) (MolProbability) 
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Figure S6. RMSD plots of protein-ligand complexes over 200 ns MD simulation.   
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Figure S7. 2D ligand interactions of the final frame of the protein-ligand complexes after 200 ns MD 
simulation. 
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Figure S8. (A) Change in position of MPH over 200 ns MD simulation: 50 ns (light pink), 100 ns (green), 
150 ns (orange) and 200 ns (turquoise). (B) 2D ligand interactions of the P. mirabilis MetRS-MPH complex 
at 50, 100, 150 and 200 ns MD simulation. 
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Figure S9: Final P. mirabilis MetRS homology model with the characteristic domains in ribbon 
representation: Rossmann fold: red, connective peptide (CP): green, KMSKS domain: yellow and 
anticodon domain: purple.     

 

 


