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Supporting Figures
A

Figure S1. The interaction between the functional peptides (FP-1-FITC) and DPPC liposomes.

Figure S2. The interaction between the functional peptides (FP-1-FITC and FP-2-FITC) and the mouse fibroblasts (L929).
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Figure S3. The data analysis during the whole simulation. (A-H) The time evolution of the interaction energy between these two
functional peptides and the four lipid membranes, in terms of the electrostatic components (Coulomb) and van der Waals (LJ). (I, J)
The time evolution of the interaction energy for these two functional peptides in four lipid membranes during the whole simulation.
(K, L) The time evolution of the RMSD for these two functional peptides in four lipid membranes during the whole simulation. (M, N)
The time evolution of the Rg for the functional peptides in four lipid membranes during the whole simulation. (O, P) The time evolution
of the SASA for these two functional peptides in four lipid membranes during the whole simulation. (Q-T) The time evolution of the
SASA for these two functional peptides in four lipid membranes. The decomposition of the total SASA is the Hydrophobic areas and

the Hydrophilic areas.
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Figure S4. Time dependent cluster occurrence for each functional peptide in the DMPC, DPPC, POPC or POPG lipid membranes. The

cluster number occurrence over simulation time is shown, ordered by dominance. The final coordinates of each simulation were found

within the most dominant cluster (cluster number 1) and were thus selected for subsequent free energy predictions. Clustering was

performed using the Gromos method for C-alpha atoms, with an RMSD cut-off of 0.45 nm.
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Figure S5. The PMF between these functional peptides and the four lipid membranes associated with the distance (7) are indicated.



