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Figure S1 UPLC of KA-232 solution in PBS (pH=7.4) after 5h of incubation in donor and 
acceptor well (RT). IS = internal standard. The products of compound’s decomposition in 
PBS buffer were also found. 

m/z=382.18: 

N

O

O
N

O

N CF3

 

m/z=400.20: 

N

O

O
N

O

N CF3

H2N

 

Figure S2 The proposed products of KA-232 decomposition after incubation in PBS buffer 
(pH 7.4, RT, 5h). The compound with m/z=445.23 was determined as a hydrolyzed 
derivative. 

 



 

2. Metabolic stability 

 
Figure S3 The MetaSite 6.0.1. software prediction of the most probably sites of KA-232 
metabolism. The darker red color - the higher probability to be involved in the metabolism 
pathway. The blue circle marked the site of compound with the highest probability of metabolic 
bioconversion. 

 

Figure S4 UPLC spectra after 120 min incubation of compound KA-232 with human liver 
microsomes in TRIS buffer pH=7.4 at 37ºC. 73.81% of parent compound remained in the 
reaction mixture. Three metabolites M1, M2 and M3 were identified as well as the products 
(m/z= 382.18, m/z=445.23) of compound degradation in physiological buffers (see also Figure 
S1) 



 

 

Figure S5  MS analysis and the proposed structures of KA-232 metabolite M1. 

 

Figure S6  MS analysis and the proposed structure of KA-232 metabolite M2. 

 

Figure S7  MS analysis and the proposed structure of KA-232 metabolite M3. 


