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Introduction - ’
Single-Chain Polymeric Nanoparticles (SCPNSs): How to predict the folded structure?
Controlling the collapse of polymer chains to create functional systems?':? @

Using Molecular Dynamics (MD) simulations!

« AMBER biomolecular simulation programs?3
 GAFF2 force-field (polymer)

» EXxplicit solvation with water (OPC water model)
* Microsecond timescale
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»  Fully hydrophilic chain @ Remains extended in water Glucose grafts

Amphiphilic systems = Folding into compact, globular nanoparticle One hydrophobic core
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» MD simulations, supported by SAXS data, give us an atomic-scale picture of the
structure of SCPNs
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