
 
Supplementary figure 6. Structure and physicochemical properties of the prioritized 4 
compounds. Physicochemical properties of the compounds provided by the compound 
library supplier (ChemBridge) are listed. Partition coefficient (clogP), topological polar surface 
area (tPSA, Å2), rotatable bonds (RB), hydrogen bonding (Hacc, hydrogen bond acceptor; 
Hdon, hydrogen bond donor) and molecular weight (MW, g/mol). Lipinski values as reference 
are shown in the bottom row. 

Compound Structure clogP tPSA RB Hacc Hdon MW

1 2.22 72.82 7 6 1 357.4

2 0.57 53.09 4 4 0 399.5

3 0.78 83.88 3 4 1 439.5

4 1.18 51.97 6 4 1 282,3

Lipinski 

values
- ≤ 5 ≤ 140 ≤ 10 ≤ 10 ≤ 5 ≤ 500


