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Motivation

Peptide-based nanomaterials have applications in both medicine and industry. Designing accurate molecular dynamics (MD) systems to test
supramolecular behavior of peptide assemblies will help develop these materials by providing fast and low-cost screening for new design ideas.

Methods

a) Visual analysis b) SASA scores c) Contact scores
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Figure 3 — After minimizing the systems peptides retain their distinct structures. After running the simulations most dihedrals across all systems are similar, regardless of aggregation. The input structures are shown
under the Ramachandran plots on the left. On the right, green are marked AP.,., scores indicating aggregation. The final simulation frame provides visual confirmation of aggregation behavior. The two peptides were
chosen because of having the smallest (FMGIIF) and largest (IMGIIA) AP score variaton.
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—U 2 of peptides in molecular dynamics simulations while structural factors and dihedral

angles have minimal impact on the overall aggregation in large peptide systems.
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