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Table S1: The number of water molecules and dimension of the simulation cell for the acid 

molecules investigated.  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Acid Cell size 

(Å) 

No. of water 

molecules 

Benzoic 11.97 52 

Phthalic 11.94 51 

Isophthalic 11.94 51 

Terephthalic 11.94 51 
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Figure S1: Structure of the contact-ion pair formed during the dissociation of benzoic acid. 

Distances are given in angstroms. 

 

 

 

 

 

 

 

 

 

 

 



 5

 

 

 

 

 

 

 

                               

 

 

 

Figure S2: The O-H distances (in angstroms) of the contact-ion pair formed during the first and 

second dissociation reaction of phthalic acid. 
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Figure S3: The free energy profiles for the first and second acid dissociation of (a) isophthalic 

acid (b) terephthalic acid.  

(a) 

(b) 


