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Structure 

Ki (µM, SEM and LE in parentheses)  
or % displacement at 10 µM 

Most similar 
compound in  
training set 

Similarity to 
training set 
(receptor) A1 A2A A2B A3 

 
1 

0.51 
(±0.089,  

0.39) 

31 
(±6.7,  
0.28) 

32% 21% 

 

0.65 
(hA1) 

 
2 

44% 
5.1 

(±0.36,  
0.32) 

-8% 3% 

 

0.47 
(rA1) 

 
3 

35% 
1.6 

(±0.31,  
0.33) 

-5% 33% 

 

0.30 
(hA1) 

 
4 

3.2 
(±0.13,  
0.33) 

42% 14% -3% 

 

 

0.60 
(rA1) 

 
5 

0.90 
(±0.15,  
0.55) 

0.16 
(±0.026, 

0.62) 
-11% 13% 

 

0.80 
(hA2A) 

 
6 

0.0072 
(±0.0020, 

0.56) 

0.043 
(±0.016, 

0.51) 

0.22 
(±0.014, 

0.46) 

0.44 
(±0.0073,  

0.44) 

 

 

0.68 
(hA2A) 
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