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SUPPORTING INFORMATION 

 

Table S1. The value of the volume and area parameters of the groups 

Component Groups  

 

Group Number 

Vk
(i) 

Volume parameter  Area Parameter 

Rk ri Qk qi 

HAc CH3 1 0.9011 2.2024 0.848 2.072 

 COOH 1 1.3013  1.224  

IPA CH3 2 0.9011 3.2491 0.848 3.124 

 CH 1 0.4469  0.228  

 OH 1 1  1.2  

IPAc CH3 2 0.9011 4.1522 0.848 3.652 

 CH 1 0.4469  0.228  

 CH3COO 1 1.9031  1.728  

H2O H2O 1 0.92 0.92 1.4 1.4 

where Vk
(i) is the number of group k in component i. Rk and Qk, respectively, are the 

volume and area parameter of group k. ri and qi, respectively, are the volume and area 

parameter of component i, which are sum of Rk and Qk, respectively. 

 

Table S2. The interaction parameters of the groups amn/K 

m     n CH3 COOH CH OH CH3COO H2O 

CH3 0 663.5 0 986.5 232.1 1318 

COOH 315.3 0 315.3 -151 -256.3 -66.17 

CH 0 663.5 0 986.5 232.1 1318 

OH 156.4 199 156.4 0 101.1 353.5 

CH3COO 114.8 660.2 114.8 245.4 0 200.8 

H2O 300 -14.09 300 -229.1 72.87 0 

 

Table S3. The Weisz-Prater parameters at different temperatures 

T(K) DA×105(cm2/s) De×106 (cm2/s) Cwp 

333.15 1.61 0.928 0.0259 

338.15 1.77 1.02 0.0316 

343.15 1.94 1.11 0.0401 

348.15 2.12 1.22 0.0514 

353.15 2.31 1.33 0.0712 
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Figure S1. Comparsion between experimental and calculated conversions with PH model 

 

Figure S2. Comparsion between experimental and calculated conversions with ER model 

 


