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Figure S1 Graphical representation of discrete optimized protein energy (DOPE) score profiles for
the model (green) and templates (PDB ID: 2122) (red).
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Plot statistics

Residues in most favoured regions [A,B,L] 556 90.1%
Residues in additional allowed regions [a,b,],p] 57 9.2%
Residues in generously allowed regions [~a,~b,~l,~p] - 0.6%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 617 100.0%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 68
Number of proline residues 12
Total number of residues 713

Figure S2 A. Procheck evaluation report of GmhA 3D model. B. Procheck evaluation report of

Template 2122.
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Figure S3 Secondary structure prediction diagram for the GmhA.



Table S1 Structure, smiles and docking scores of predicted 14 novel competitive inhibitors designed for GmhA of Leptospira serovars

No. Lead structure Lead smiles M.W. Glide score Glide score after
(Dalton) (Kcal/mol) Glu64—Asp64
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2 { CCCCCC@@H](0)\C=C\[C@@H]1 [C@@H](0)CC(=0)[C@H]IC\C=C\C 35146  -8.04 ~6.08
§ CCC([0-])=0
Ly
ST, j/ =9 :
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J
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