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Supplement Table S1: Interactions between colistin and micelle hydrated system at 0 ns and 7 ns. LIG: colistin; H: 

hydrogen; O: oxygen; TIP: water; C: carbon 

Molecule Hydrogen bonds Hydrophobic bond 

Colistin 0ns 
LIG1:H68 - :LIG1:O6; LIG1:H94 - :LIG1:O13; LIG1:H45 - :LIG1:O2; LIG1:H60 - 

:LIG1:O5; LIG1:H34 - :LIG1:O4; LIG1:H71 - :LIG1:O8 

LIG1:C51 - FOS95;  

LIG1:C51 FOS95:C311 

Colistin 7ns 

LIG1:H37 - :TIP10122:OH2; LIG1:H58 - :TIP1293:OH2; LIG1:H64 - 

:TIP5893:OH2; LIG1:H68 - :TIP5893:OH2; LIG1:H74 - :TIP4765:OH2; LIG1:H75 - 

:TIP650:OH2; LIG1:H80 - :TIP8455:OH2; LIG1:H93 - :TIP13763:OH2; LIG1:H96 - 

:TIP9630:OH2; LIG1:O12 - TIP944:H2; LIG1:O2 - TIP11616:H2; LIG1:O8 - 

TIP12040:H1; LIG1:O4 - TIP1293:H1; LIG1:N16 - TIP13337:H1; LIG1:O13 - 

TIP13343:H1; LIG1:O4 - TIP15180:H1; LIG1:O1 TIP1590:H2; LIG1:O11 - 

TIP17175:H2; LIG1:O6 - TIP17365:H1; LIG1:O5 - TIP20671:H2; LIG1:O6 - 

TIP22283:H1; LIG1:O9 - TIP2756:H1; LIG1:O9 - TIP2756:H2; LIG1:O10 - 

TIP4556:H2; LIG1:O12 - TIP4765:H2; LIG1:O11 -TIP5554:H2;  LIG1:O13 - 

TIP9059:H2; LIG1:O7 - TIP9587:H1; LIG1:H11 - :FOS78:O14; LIG1:H45 - 

:LIG1:N14; LIG1:H57 - :LIG1:O1; LIG1:H2 - :LIG1:O10; LIG1:H10 - :FOS78:O14; 

LIG1:H35 - :LIG1:O12; LIG1:H71 - :FOS76:O14; LIG1:O5 - FOS75:H11B; 

LIG1:O5 - FOS75:H12A; LIG1:O3 - FOS75:H13C; LIG1:O3 - FOS75:H15A; 

LIG1:O2 - FOS75:H15B; LIG1:O5 - FOS75:H15B  

LIG1:C6 - FOS78 

 


