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Figure S1. Secondary structure count for melittin (MLT) with respect of simulation time in CF3SF4-ethanol 

different concentrations. 
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Figure S2. Secondary structure count for melittin (RMLT) with respect of simulation time in CF3SF4-ethanol 

for different concentrations. 
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Figure S3. Secondary structure count for melittin (MLT) with respect of simulation time in TFE different 

concentrations. 
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Figure S4. Secondary structure count for melittin (RMLT) with respect of simulation time in TFE. 
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Figure S5. Representative snapshot of simulation within 0.6 nm from the melittin (MLT) backbone in CF3SF4 

-ethanol-water system. PDB: 2MLT of melittin at 0.5 % (a), 1 % (c), 2.5 % (e), 4.5 % (g), and 6 % (i) of 

CF3SF4 -ethanol-water system at the beginning of simulation. α -helix of melittin after 50 ns simulation in 

0.5 % (b), 1 % (d), 2.5 % (f), 4.5 % (h), and 6 % (j) CF3SF4 -ethanol-water system.  

 

  

 

a) b) c) d) 
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Figure S6. Representative snapshot of simulation within 0.6 nm from the melittin (MLT) backbone in TFE-

water system. PDB: 2MLT of melittin at 8 % (a), 10 % (c), 20 % (e), and 30 % (g) TFE-water system at the 

beginning of simulation. a -helix of melittin after 50 ns simulation in 8 % (b), 10 % (d), 20 % (f), and 30 % 

(h) TFE-water system. 
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Figure S7. Representative snapshot of simulation within a distance of 0.6 nm from the melittin (RMLT) 

backbone in CF3SF4 -ethanol-water system. Random coil structure of melittin at the beginning of simulation 

at 0.5 % (a) , 2.5 % (c) , 4.5 % (e) , and 6 %. 
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Figure S8. Representative snapshot of simulation within 0.6 nm from the melittin (RMLT) backbone in TFE-

water system. Random coil structure of melittin at 10 % (a), 20 % (c), and 30 % (e) TFE-water system at 

the beginning of simulation. a -helix of melittin after 50 ns simulation in 10 % (b), 20 % (d) and 30 % (f) 

TFE-water system. 
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Figure S9. Backbone RMSD with respect to the initial simulated structure RMLT in 1%, 8% CF3SF4-ethanol-
water and 8% and 40% TFE-water system for 50 ns simulation time. 
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Figure S10. Backbone RMSD with respect to the initial structure of simulation of melittin (MLT) in CF3SF4-

ethanol for different concentrations. 
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Figure S11. Backbone RMSD with respect to the initial structure of simulation of melittin (RMLT) in 

CF3SF4-ethanol for different concentrations. 
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Figure S12. Backbone RMSD with respect to the initial structure of simulation of melittin (MLT) in TFE for 

different concentrations. 
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Figure S13. Backbone RMSD with respect to the initial structure of simulation of melittin (RMLT) in TFE for 

different concentrations. 
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https://youtu.be/-fC3mkvGhSI   

Figure S14.  Folding of RMLT in 8% CF3SF4-ethanol from 50 ns simulation. 

  

https://youtu.be/-fC3mkvGhSI


S18 
 

 

 
Figure S15. Backbone RMSF with respect to the structure RMLT in 1%, 8% CF3SF4- 
ethanol-water and 8% and 40% TFE-water system with respect to residue number.  
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Figure S16. Backbone RMSF with respect to the initial structure of simulation of melittin (MLT) in CF3SF4-

ethanol for different concentrations. 
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Figure S17.  Backbone RMSF with respect to the initial structure of simulation of melittin (RMLT) in CF3SF4-

ethanol for different concentrations. 
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Figure S18. Backbone RMSF with respect to the initial structure of simulation of melittin (MLT) in TFE for 

different concentrations. 
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Figure S19. Backbone RMSF with respect to the initial structure of simulation of melittin (RMLT) in TFE for 

different concentrations. 
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Figure S20. Helicity per residue with respect to % of time of melittin (MLT) in CF3SF4-ethanol for different 

concentrations. 
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Figure S21. Helicity per residue with respect to % of time of melittin (RMLT) in CF3SF4-ethanol for different 

concentrations. 
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Figure S22. Helicity per residue with respect to % of time of melittin (MLT) in TFE for different 

concentrations. 
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Figure S23. Helicity per residue with respect to % of time of melittin (RMLT) in TFE for different 

concentrations. 
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Figure. S24.  Intermolecular hydrogen bonding interactions between the alcohols and 
the peptide over the period of the simulations.  
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