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To	
   calculate	
  diffusion	
  coefficients	
   from	
  MD	
  simulations,	
  one	
   should	
  use	
   the	
  NVE	
  ensemble.	
  Unfortunately	
  MD	
  
simulations	
  based	
  on	
  Gromacs	
  package	
   [1],	
  used	
  here	
   for	
  all	
   calculations,	
  encounter	
  difficulties	
   in	
   reproducing	
  
such	
  ensemble.	
  However,	
  a	
  previous	
  study	
  showed	
  that	
  the	
  calculated	
  diffusion	
  coefficients	
  in	
  the	
  NVT	
  ensemble	
  
are	
   comparable	
   to	
   that	
   calculated	
   in	
   the	
  NVE	
  one,	
   if	
   one	
  uses	
   the	
  Nosé-­‐Hoover	
   thermostat	
   [2]	
  with	
   relatively	
  
small	
   relaxation	
   times.	
  Based	
  on	
   these	
   findings,	
   and	
  keeping	
   in	
  mind	
   that	
   the	
   calculations	
  here	
  are	
  meant	
   for	
  
relative	
  comparisons	
  and	
  not	
  for	
  predictions	
  of	
  absolute	
  values,	
  we	
  calculated	
  the	
  lateral	
  diffusion	
  coefficient	
  of	
  
system	
  III,	
  by	
  carrying	
  out	
  50	
  ns	
  in	
  the	
  NVT	
  ensemble.	
  The	
  computational	
  set-­‐up	
  described	
  is	
  the	
  same	
  of	
  the	
  one	
  
described	
   in	
   the	
   Method	
   section	
   a	
   part	
   from	
   the	
   removal	
   of	
   the	
   Andersen-­‐Parrinello-­‐Rahman	
   Barostat	
   [3].	
  
Therefore	
  the	
  relaxation	
  time	
  used	
  is	
  0.5	
  ns	
  (see	
  methods).	
  The	
  lateral	
  mean	
  square	
  displacement	
  (MSD)	
  of	
  the	
  
cholesterol	
  molecules	
   is	
   calculated	
  using	
   the	
  Einstein	
   relation	
   [4],	
  which	
   is	
   then	
  used	
   to	
  determine	
   the	
   lateral	
  
diffusion	
  coefficient	
  by	
  linear	
  regression.	
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