






     butane-butane PMF!

CG potential! δAA! δCG!

IB! -118! -111!

FM! 902! 684!

SB! 61! 8!

MARTINI! -17! -32!

     preferential solvation!

     r (nm)!

   
  P

M
F 

(k
J/

m
o

l)
!



   
  p

ro
b

ab
il

it
y!

    RMSD (nm)!

     RMSD wrt <AA>!

   
  p

ro
b

ab
il

it
y!

     Radius of gyration!

    Rg (nm)!

   
  p

ro
b

ab
il

it
y!

     Solvent accessible surface!

    SAS (nm2)!



     dialanine-dialanine PMF!

   
  P

M
F 

(k
J/

m
o

l)
!

   
  P

M
F 

(k
J/

m
o

l)
!

     r (nm)!     r (nm)!

     butane ! ! ! ! !water!











Martini: !
!  POPC lipids!

!  Polarizable water !
!

Gromos: !
!  Mechanosensitive !

channel!




