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Supplementary Materials 

Docking scores were measured using Schrödinger Maestro suite (Schrödinger, LLC, New York, 

NY, 2020-2). 

Table S1. Docking scores. 

 

 Docking scores (kcal/mol) 

1 -10.15 

2 -10.11 

3 -10.10 

4 -10.89 

5 -10.72 

6 -10.52 

7 -10.68 

8 -10.55 

9 -9.68 

10 -10.42 

11 -9.75 

12 -10.40 

13 -10.45 

14 -9.75 

Colchicine -11.02 

 

 

 

 
Figure S1. Superposition of 6BS2 pyrimidine ligand with compound 4. 

 


