
Supplementary material of  2-aminothiazole derivatives 

 

4.1. Analysis of the physicochemical properties 

In order to estimate drug-like properties of compounds (1, 2) and (6-18), Lipinski’s rule of 

five was evaluated for these compounds. Data Warrior was used to estimate molecular weight 

(MW), CLogP, hydrogen bond acceptors (HBA) and hydrogen bond donors (HBD) for each 

molecule and the values are presented in Table 2. Data in the table showed that all of the 

compounds satisfied Lipinski's rule, i.e. each compound has: a MW <500, CLogP <5, HBAs 

<10 and HBDs <5. In addition, the low MW as well as CLogP values of the compounds offer 

an opportunity for further optimization without leading to “molecular obesity”. 

 

Table 2.   Data Warrior values  of 2-aminothiazoles derivatives  

Compound MW CLogP HBA HBD 

(1) 100.145 0.6076 2 1 

(2) 147.589 -0.0641 3 0 

(6) 209.233 0.7842 6 1 

(7) 210.221 -0.6482 7 2 

(8) 207.26 3.0044 5 0 

(9) 188.254 2.6587 2 0 

(10) 222.699 3.2647 2 0 

(11) 233.251 1.7371 5 0 

(12) 204.253 2.313 3 1 

(13) 204.253 2.313 3 1 

(14) 218.279 2.5887 3 0 

(15) 218.279 2.5887 3 0 

(16) 248.305 2.5187 4 0 

(17) 248.305 2.5187 4 0 

(18) 241.317 3.096 3 1 

 

  



Sample 1 = compound 1 

 

 



 
 

  



Sample  2 = compound 2 

 

 
 

  



Sample 4 = compound 7 

 
 

 

 

Sample 5= compound 6 

 
 

  



Sample  7 = compound 12 

 

 
 

  



Sample  8 = compound  10 

 
 

  



 Sample  9 = compound 17 

 

 
 

 

 

 

 

 

 



Sample 10 = compound 12 

 
 Sample  11 = compound 10 

 
 

 

 

 

 

 

 



Sample 12 = compound 17 

 
Sample 14 = compound 9 

 
 

 

 

 

 

 



 

Sample 14 = compound 9 

 
Sample  19 = compound 14 

 
 

  



Sample  20 = compound 15 

 
Sample  22 = compound 11 

 
Sample  23 = compound 13 

 
 

 


