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Ag-Ab interacting sites prediction

Validation of Ag-Ab protocol

Potential peptide antibody screening

Ag-Ab stability analysis

LEPR crystal structure complex with 9F8 Fab monoclonal antibody

—{ LEPR (Antigen) ] [ 9F8 Fab (Antibody) ]
Epitope prediction by Paratope prediction by
DiscoTope server Paratome server
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Visualization of interaction between predicted epitope
and paratope by PyYMOL
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Molecular docking analysis of protein-protein with Hex
and predicted paratopes by Schrodinger

!

Validation of docking complexes for prediction ability
of docking software (RMSD)

!

Docking score (XPG score), free energy of protein with
native and proposed peptide binding and interaction
calculations

)

Computational design of 678 theoretical small anti-
bodies through in silico mutagenesis using PERL script

!

Protein-theoretical peptiomers docking score, free
energy and binding interaction calculation

!

Comparative analysis of native peptides with theoretical
peptomers by docking score, free energy,
binding interactions

'

Molecular dynamics simulations of best potential lead
peptides with OB-Rb for stability, RMSD, RMSF and
H-bond interactions by Desmond of 20ns run.
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