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approach for the prevention and treatment of many infectious diseases and Sh_apes of epitopes Were analysed as folded, Iinear_ and curved because

malignant disorders [1-2] . Such peptides can be designed synthetically epitopes are more likely to be represented by peptides.
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Approximately 83% of B-cell epitopes are conformational in nature with F(ilzdle)d %’ pegion Shapes

discontinuous regions of the sequence coming together in the 3D fold of ——

the protein and it I1s therefore important to study how well synthetic Shape classification , L(L';Za)r B

peptides are able to mimic these conformations. algorithm (developed > : \
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Aims: Characterization of B-cell epitopes to inform improved vaccines \

and antibody deign and allow development of peptide vaccine.

Advantages: |«Specificity of Immune Response
Exclusion of undesirable Immune response
*Improving Immunity
Cost Effective
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— Molecular Dynamics Simulations of Regions
l AbDE cular Dyr _
_ Antibody Structure Molecular dynamics simulations were performed to determine that whether
Dataset Generation s Database isolated peptides adopt the same conformation as in the whole (native) protein.
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. Errew B =% Longest region data has been divided into 3 Future Directions
é R = 41 bins considering outliers in data:
g B 4.2.1.1..== =.1. « Short Regions (3-5) — 21 Regions * Further molecular dynamics simulations of linear and folded regions will be performed
5 - ==.1-I..... * Medium Regions (6-16) - 348 to access their conformational stability
g BENN  EEEEREEEEE | - -cn9 Regions (17-30) —66 » For folded peptides, the effect of stapling the peptides on the dynamics will be explored.
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