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Micelle Binding Depends on Membrane Composition

AMLP Recruits POPG

and dynamics.
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o Short peptide attached to palmitic acid at N-terminus - 3 simulations, micelle bound but not inserted

- KGGK - AMLP-lipid probability (POPE, POPG and total lipid)

- D-amino acid labeled in red e Short range enrichment of POPG
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- Insertion changes mixing properties
- Surface binding recruits POPG
- After insertion, single shell of POPG around each AMLP

- Fewer interactions to compute

- Smoother energy surface

- Larger masses allows larger timestep

- 100 ns/day on 8 core Linux cluster
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e Lipid composition drives binding
- Anionic POPG lipids favor binding
o AMLPs preferentially interact with POPG
o AMLPs demix bilayer
e Possible mechanisms of action:
- Local alteration of membrane composition
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