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Figure S1.      
  and contribution of the various terms from explicit molecular simulation and eSAFT-VR Mie (constant). Points are 

explicit molecular simulations, lines are eSAFT-VR Mie calculations using the relative permittivity of the solvent. 
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Figure S2.     
  and contribution of the various terms from explicit molecular simulation and eSAFT-VR Mie (MFMR). Points are 

explicit molecular simulations, lines are eSAFT-VR Mie calculations using the MFMR. 
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Figure S3.     
  and contribution of the various terms from explicit molecular simulation and eSAFT-VR Mie (Zuber et al.). Points are 

explicit molecular simulations, lines are eSAFT-VR Mie calculations using the Zuber et al.. 
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Figure S4.     
  and contributions of the various terms from explicit molecular simulation and ePPC-SAFT for NaF. Points are explicit molecular 

simulations. Lines are ePPC-SAFT calculations. Green points are LJ contributions. Blue points are Coulombic contributions. Blue lines are the MSA and 

Born contributions. Green lines are the other contributions. Black points and lines are the total     
 . 

  
 
  
  
 
 
  
 
 
  

  
 
  
 
 
  

   
                   

Figure S5.     
  and contributions of the various terms from explicit molecular simulation and ePPC-SAFT for KF. Points are explicit molecular 

simulations. Lines are ePPC-SAFT calculations. Green points are LJ contributions. Blue points are Coulombic contributions. Blue lines are the MSA and 

Born contributions. Green lines are the other contributions. Black points and lines are the total     
 . 

 

-2 

-1,5 

-1 

-0,5 

0 

0,5 

1 

0 1 2 

NaF 

-2 

-1,5 

-1 

-0,5 

0 

0,5 

1 

0 1 2 

Na+ in NaF 

-2 

-1,5 

-1 

-0,5 

0 

0,5 

1 

0 1 2 

F- in NaF 

-7 

-5 

-3 

-1 

1 

3 

0 2 4 

KF 

-7 

-5 

-3 

-1 

1 

3 

0 2 4 

K+ in KF 

-7 

-5 

-3 

-1 

1 

3 

0 2 4 

F- in KF 



9 

  
 
  
  
 
 
  
 
 
  

  
 
  
 
 
  

   
                   

Figure S6.     
  and contributions of the various terms from explicit molecular simulation and ePPC-SAFT for NaF. Points are explicit molecular 

simulations. Lines are ePPC-SAFT calculations. Green points are LJ contributions. Blue points are Coulombic contributions. Blue lines are the MSA, Born, 

and association contributions. Green lines are the other contributions. Black points and lines are the total     
 . 

  
 
  
  
 
 
  
 
 
  

  
 
  
 
 
  

   
                   

Figure S7.     
  and contributions of the various terms from explicit molecular simulation and ePPC-SAFT for KF. Points are explicit molecular 

simulations. Lines are ePPC-SAFT calculations. Green points are LJ contributions. Blue points are Coulombic contributions. Blue lines are the MSA, Born, 

and association contributions. Green lines are the other contributions. Black points and lines are the total     
 . 
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