
Scientific achievement 
We	  present	  	  a	  new	  efficient	  treatment	  of	  
solute−solvent	  dispersion	  contribu7on	  to	  
solvatochromic	  shi9s	  based	  on	  state-‐specific	  
polarizability.	  
 

Significance and Impact 
One	  can	  now	  compute	  ver7cal	  excita7on	  and	  
emission	  spectra	  in	  solu7on	  more	  realis7cally.	  

 

Research Details 
–  The	  model	  uses	  only	  two	  descriptors,	  namely,	  the	  
averaged	  molecular	  dipole	  polarizability	  of	  the	  
solute	  and	  the	  refrac:ve	  index	  of	  the	  solvent.	  

–  It	  efficiently	  predicts	  solvatochromic	  shi?s	  for	  a	  
number	  of	  systems	  where	  solute−solvent	  
dispersion	  dominates	  the	  observed	  shi?.	  

– We	  have	  incorporated	  this	  model	  into	  our	  open-‐
source	  code	  VEMGAUSS	  to	  combine	  a	  state-‐specific	  
treatment	  of	  the	  solvent	  polariza:on	  with	  a	  state-‐
specific	  treatment	  of	  dispersion.	  
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