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Table S1. Patchdock and ClusPro Cluster scores of native and mutated DsbA signal peptides.

Patchdock Cluspro Cluster scores
- . . Balanced Electrostatic- Hydrophobic- VAW + Elect
Signal peptides Global Energy  Attracti favored favored
(Kcal/mol) ve VAW Lowest Lowest Lowest Lowest
Center Center Center Center
energy Energy energy energy
Native DsbA -98.29 -22.31 -1106.8  -1223.7  -1076  -12534 -1619.5 -1875.1 -169.1 -188.6
DsbA peptide 2 -101.93 -26.51 -1258.7 -1445  -1259.2  -14679 -2163.4 -2188.1 -165 -190.4
DsbA peptide 3 -109.59 -20.77 -1152.7  -1403.7 -1286.6 -13485 -1840.6 -2158.6 -141.9 -175.9
DsbA peptide 4 -90.16 -22.49 -1298.2  -1344.1 -13247 -13579 -1799.8  -2049 -151.7 -178.1
DsbA peptide 5 -96.2 -19.3 -1340.7  -1420.6 -1350.1 -14379 -1849.7 -2137.9 -155.8 -196.7
DsbA peptide 6 -95.48 -23.41 -1178.3  -1371.3 -1189.8 -1356.7 -1908.8 -2059.7 -147 -177.1
DsbA peptide 7 -102.25 -15.63 -1190.5  -1540.4 -1254.7 -1594.6 -2157.2 -22419 -150 -195
DsbA peptide 8 -95.54 -19.42 -1252.3  -1487.6  -1285.7 -1494.6 -1936.5 -2241.5 -157.6 -193.1




