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Figure S1. Secondary structure of Cnd and Cnd mutants in different membrane mimicking systems.

Table S1. Simulation Systems.

Number of Molecules

Peptide System Lipids Water  TFE Ions Time (ns)
Cnd water 4008 2 Cl- 300
Cnd-m3 water 4003 7 Cl- 300
Cnd-m3a water 4004 8 Cl- 300
Cnd TFE/water 2650 272 2 Cl- 300
Cnd-m3 TFE/water 2508 260 7 Cl- 300
Cnd-m3a TFE/water 2489 256 8 Cl- 300
Cnd POPCa 128 5141 2 Cl- 400
Cnd POPCP 128 5383 2 Cl- 400
Cnd-m3 POPCa 128 5125 7 CI- 400
Cnd-m3 POPCP 128 5378 7 CI- 400
Cnd-m3a POPCa 128 5089 8 CI- 400
Cnd-m3a POPCP 128 5377 8 CI- 400
Cnd POPC/POPGa 92 PC, 36PG 4317 2 CI,, 36Na* 400
Cnd POPC/POPGP 92 PC, 36PG 5383 2 CI,, 36Na* 400
Cnd-m3 POPC/POPGa 92 PC, 36PG 4307 7 CI,, 36Na* 400
Cnd-m3 POPC/POPGP 92 PC, 36PG 5218 7 CI,, 36Na* 400
Cnd-m3a POPC/POPG= 92 PC, 36PG 4150 8 CI, 36Na* 400
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Cnd-m3a POPC/POPGP 92 PC, 36PG 5217 8 CI,, 36Na* 400
2 Peptide absorbed on the bilayer surface. ?Peptide embedded in to lipid bilayer.




