
 
Structure SMARTS (*) Precision Source p-value Coverage in 

DILI 
compounds % 

Number 
Drugbank 
Approved Drugs 

 

NN 1 Liu et al. 0.00001 7.47 37 

 

N-N 1 MoSS 0.00001 7.47 37 

 

NN 1 SARpy 0.00001 7.47 37 

 

N(-N)-C 1 MoSS 0.00009 6.32 33 

 

c1ccco1 1 SARpy 0.00020 5.75 19 

 

o1:c(:c:c:c:1)-C 1 MoSS 0.00048 5.17 17 

 

N(-N)-C-C 1 MoSS 0.00115 4.60 26 

 

Cl-c1:c:c(:c:c:c:1)-N 1 MoSS 0.00270 4.02 35 

 

Nc4cccc(Cl)c4 1 SARpy 0.00270 4.02 35 

 

N(-C(-C)=O)-C-c1:c:c:c:c:
c:1 

1 MoSS 0.00635 3.45 28 

 

N(-c1:c(:c:c:c:c:1)-C)-c1:c
:c:c:c:c:1 

1 MoSS 0.00635 3.45 20 

 

Nc1c(CC(=O))cccc1 1 SARpy 0.00635 3.45 11 

 

O=C(CC)NCc1ccccc1 1 SARpy 0.00635 3.45 22 

 

N(-N)=C 1 MoSS 0.01488 2.87 12 

 

F-c1:c:c(:c:c:c:1)-F 1 MoSS 0.01488 2.87 16 



 

n1:c:n:c:c:c:1-N-c1:c:c:c:c
:c:1 

1 MoSS 0.01488 2.87 10 

 

N1(-C-C-N-C-C-1)-c1:c:c:
c:c:c:1 

1 MoSS 0.01488 2.87 28 

 

N1-C(-N-C-C-1=O)=O 1 MoSS 0.01488 2.87 11 

 

o1:c(:c(:c:c:1)-C(-c1:c:c:c:
c:c:1)=O)-C-C 

1 MoSS 0.01488 2.87 3 

 

Cl-c1:c(:c:c:c:c:1)-O-C 1 MoSS 0.03476 2.30 9 

 

n1:c:c:c(:c:c:1)-C=O 1 MoSS 0.03476 2.30 5 

 

S(-c1:c:c:c:c:c:1)-C-C 1 MoSS 0.03476 2.30 15 

 

n1:c:c(:c(:c:c:1)=O)-C(-O)
=O 

1 MoSS 0.03476 2.30 21 

 

N(-c1:c(:c:c:c:c:1)-C-C)-c
1:c:c:c:c:c:1 

1 MoSS 0.03476 2.30 11 

 

n1(:n:c:n:c:1)-C-C-C 1 MoSS 0.03476 2.30 10 

 

Cl-c1:c(:c:c:c:c:1)-N 1 MoSS 0.03476 2.30 21 

 

n1(:c(:n:c:c:c:1)=O)-C1-O
-C(-C-C-1)-C-O 

1 MoSS 0.03476 2.30 13 

 

n1:c(:c:c:c:c:1)-N 1 MoSS 0.03476 2.30 41 



 

O1-C-C-C-C-C-C(-C-C-C-
C-C-C-C-1)-C 

1 MoSS 0.03476 2.30 9 

 

a[C!R]C(=O)[OH] 0.9167 Liu et al. 0.00063 6.32 27 

 

a[C!R](=O)a 0.9167 Liu et al. 0.00063 6.32 25 

 

NC(=O)N 0.9167 SARpy 0.00063 6.32 80 

 

c1ccccc1[NH2] 0.8571 Liu et al. 0.02825 3.45 62 

 

NS(=O)(=O)c2ccccc2 0.8182 SARpy 0.01029 5.17 76 

 

C1CC1 0.7777 SARpy 0.03866 4.02 60 

 

[#6]S(=O)(=O)N[#6] 0.7059 Liu et al. 0.01974 6.90 89 

 

Cc1cccc(N)c1 0.6875 SARpy 0.03384 6.32 95 

 

c1ccc(N)cc1 0.6471 SARpy 0.00001 31.61 422 

 

c1ccccc1 0.4737 SARpy 0.00771 77.59 1400 

 


