Supplementary files

Fig. S1. Identification of 3-deoxy-manno-octulosonate cytidylyltransferase (KdsB, PDB: 3POL) and UDP-N-acetylglucosamine acyltransferase (LpxA, PDB: 4E6U) as prioritized drug targets for A. baumannii for virtual screening by metabolic pathway analysis through database search. KdsB is involved in the lipopolysaccride biosynthesis pathway of the bacteria by activating the KDO for incorporation into bacterial lipopolysaccharide. LpxA is one of the major proteins involved in the amino acid sugar and nucleotide metabolism.
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Fig. S2. Identification of diaminopimelate epimerase (DapF, PDB: 5HA4) as prioritized drug target for A. baumannii for virtual screening by metabolic pathway analysis through database search. DapF act as one of the major enzyme in lysine biosynthesis in the bacteria which is shown in the figure and considered as a prioritized target. 
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Fig. S3. Identification of enolyl-[acyl-carrerir protein] reductase I (FabI) as prioritized drug target for A. baumannii for virtual screening by metabolic pathway analysis through database search. FabI is involved in the biosynthesis of fatty acid and biotin metabolism was considered as potential drug target.
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Fig. S4. Identification of β-lactamase (ampC) as prioritized drug target for A. baumannii for virtual screening by metabolic pathway analysis through database search. 
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Fig. S5. Identification of uroporphyrinogen decarboxylase (HemE, PDB: 4ZR8) as prioritized drug target for A. baumannii for virtual screening by metabolic pathway analysis through database search. HemE is one of the major enzymes in porphyrin of this bacteria and was prioritized as potential drug target.
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Fig. S6. Visualization, refinement and stereo-chemical validation of modelled aspartate aminotransferase A. (a) Visualization of the modeled 3D structure of aspartate aminotransferase A by UCSF Chimera. (b) Ramachandran plot generated by PROCHECK revealed 94.6% residues in most favoured regions, 4.5% residues in additional allowed regions, 0.8% residues in generously allowed regions and no residues in disallowed regions. (c) Superimposition of target (Aspartate aminotransferase A) and best homologous template (chain A of 1J32) by SuperPose web server. (d) The detailed secondary structure alignment visualised using STRIDE web interface revealed 175 α-helices, 66 turns, 86 coils, 62 β-strands, 19 310-helices and 2 β-bridges. (e) The overall quality factor determined by ERRAT was observed to be 71% indicating good quality of the predicted model. (f) Z-score of predicted model determined by ProSA was found to be within the acceptable range (-10.85) after comparison with experimental structures. (g) The overall local quality of the model showing that most of the residues are located in negative knowledge-based energy region in the plot, giving a more stable conformation.
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Fig. S7. Visualization, refinement and stereo-chemical validation of modelled ribose-phosphate pyrophosphokinase.(a) Visualization of the modeled 3D structure of ribose-phosphate pyrophosphokinase by UCSF Chimera.(b) Ramachandran plot generated by PROCHECK revealed 90.5% residues in most favoured regions, 8.5% residues in additional allowed regions, 0.7% residues in generously allowed regions and 0.4% residues in disallowed regions.(c) Superimposition of modelled ribose-phosphate pyrophosphokinase (target) and chain A of 4S2U (template) by SuperPose web server revealed a RMSD value of 0.98 Å indicating good quality of the predicted model.(d) The detailed secondary structure alignment visualised using STRIDE web interface revealed 109 α-helices, 60 turns, 58 coils, 81 β-strands and 5 β-bridges.(e) The overall quality factor determined by ERRAT was observed to be 78.1% indicating good quality of the predicted model.(f) Z-score of predicted model determined by ProSA was found to be within the acceptable range (-9.33) after comparison with experimental structures.(g) The overall local quality of the model showing that most of the residues are located in negative knowledge-based energy region in the plot, giving a more stable conformation.
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