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Supplementary Information

Page 2. Partial charges of charged groups described with ProsECCo force field used in peptide/bilayer
MD simulations.
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Table S1: The partial charges in the ProsECCo force field of charged groups in POPC, POPE lipids, Ry, Ko
peptides, and Cl- counterion.

POPC lipid POPE lipid Ry/Ky peptide ions
Scaled groups 20(POy) choline 20(POy) NH;* -NH, -COO- Gdm*/NH;" Cl-
Partial charges -0.655 +0.75 -0.655 +0.75 +0.75  -0.75 +0.75 -0.75




