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Lipopeptide Binding Mechanism

Peptide Conformation

e 50 mM salt (6 CI,, 50 Na*)
e 49,172 total atoms

o 2 Peptides per simulation (one shown)

e 48,022 total atoms

e CHARMM?27 forcefield

e Radial distribution function in the plane of

the membrane for the PE and PG head
groups after binding (~200 ns)

e Error bars are standard error considering

each peptide as one sample

e Peptide backbone and tail reside ~2A
deeper in the POPC membrane than
POPE:POPG

e Tail can reside at the membrane-water inter-

o Electron density is computed for the lipid
head groups, peptide backbone atoms, and
the C6 tail

o Density is symmetrized about membrane

center face in both systems

o Centroid for the C6 tail of each peptide
e Distance from the membrane center is aver-
aged over all 8 simulations (thick line)

e Wide bands show the average distance for
Cland C6
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Discussion

e Evidence for long time-scale heterogeneity
in order parameters

o Consistent with electron density plots

e NAMD-2.6 for BlueGene/P

Effects on Membrane Structure: 2H Order Parameters
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