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Table S1. ADME analysis for MN02 derivatives by SWISSADME 
software. 

 Compound ID 

RK01 RK02 RK03 RK04 RK05 RK06 RK07 RK08 RK09 RK10 

Ph
ar

m
ac

ok
in

et
ic

s 

GI 
absorption 

High High High High High High High High High High 

BBB 
permeant 

Yes Yes Yes Yes Yes Yes Yes Yes Yes Yes 

P-gp 
substrate 

No No No No No No No No No No 

CYP1A2 
inhibitor 

Yes Yes Yes Yes Yes Yes Yes Yes Yes Yes 

CYP2C19 
inhibitor 

No Yes Yes Yes Yes Yes Yes Yes Yes Yes 

CYP2C9 
inhibitor 

Yes Yes Yes Yes Yes Yes No Yes Yes Yes 

CYP2D6 
inhibitor 

No No No Yes No No No No Yes No 

CYP3A4 
inhibitor 

No No No No No No No Yes No No 

Bioavailabil
ity score 

0.55 0.55 0.55 0.55 0.55 0.55 0.55 0.55 0.55 0.55 

D
ru

gl
ik

e Lipinski Yes Yes Yes Yes Yes Yes Yes Yes Yes Yes 

Ghose Yes Yes Yes Yes Yes Yes Yes Yes Yes Yes 



 

Veber Yes Yes Yes Yes Yes Yes Yes Yes Yes Yes 

Egan Yes Yes Yes Yes Yes Yes Yes Yes Yes Yes 

Muegge Yes Yes No No Yes Yes Yes Yes Yes Yes 
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PAINS 0 
alert 

0 alert 0 alert 0   
alert 

0  alert 0  
alert 

0  
alert 

0  
alert 

0  
alert 

0  
alert 

Brenk 0 
alert 

0 alert 1 alert 

Polycycl
ic_arom
atic_hyd
rocarbo

n _3 
 

0  alert 1 alert 

Michael 
accepto

r  

0  
alert 

0  
alert 

0  
alert 

0  
alert 

0  
alert 

Leadlikenes
s 

LopP 
>3.5 

LopP 
>3.5 

LopP >3.
5 

LopP >
3.5 

LopP >3
.5 

LopP 
>3.5 

LopP 
>3.5 

LopP 
>3.5 

LopP 
>3.5 

LopP 
>3.5 


