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Table S1. Prediction of toxicity by ToxPredict program. 

Com. 
Carcinogenicity (Ro-
dents (multiple spe-

cies/sites)) 

Carcinogenicity 
(Rat) 

Carcinogenicity 
(Mouse) 

Mutagenicity (Salmo-
nella typhimurium) 

1 Inactive Conf.: 0.026 Inactive Conf.: 0.029 Inactive Conf.: 0.028 Inactive Conf.: 0.027 
2 Inactive Conf.: 0.027 Inactive Conf.: 0.027 Inactive Conf.: 0.042 Inactive Conf.: 0.043 
3 Inactive Conf.: 0.031 Inactive Conf.: 0.042 Inactive Conf.: 0.052 Inactive Conf.: 0.042 
4 Inactive Conf.: 0.029 Inactive Conf.: 0.031 Inactive Conf.: 0.031 Inactive Conf.: 0.045 
5 Inactive Conf.: 0.029 Inactive Conf.: 0.028 Inactive Conf.: 0.044 Inactive Conf.: 0.029 
6 Inactive Conf.: 0.033 Inactive Conf.: 0.023 Inactive Conf.: 0.042 Inactive Conf.: 0.026 
7 Inactive Conf.: 0.041 Inactive Conf.: 0.027 Inactive Conf.: 0.045 Inactive Conf.: 0.027 
8 Inactive Conf.: 0.029 Inactive Conf.: 0.025 Inactive Conf.: 0.029 Inactive Conf.: 0.027 
9 Inactive Conf.: 0.029 Inactive Conf.: 0.026 Inactive Conf.: 0.029 Inactive Conf.: 0.027 
10 Inactive Conf.: 0.028 Inactive Conf.: 0.030 Inactive Conf.: 0.031 Inactive Conf.: 0.028 
11 Inactive Conf.: 0.031 Inactive Conf.: 0.029 Inactive Conf.: 0.045 Inactive Conf.: 0.029 
12 Inactive Conf.: 0.041 Inactive Conf.: 0.028 Inactive Conf.: 0.042 Inactive Conf.: 0.029 
13 Inactive Conf.: 0.028 Inactive Conf.: 0.027 Inactive Conf.: 0.028 Inactive Conf.: 0.028 
14 Inactive Conf.: 0.031 Inactive Conf.: 0.028 Inactive Conf.: 0.042 Inactive Conf.: 0.029 
15 Inactive Conf.: 0.032 Inactive Conf.: 0.028 Inactive Conf.: 0.044 Inactive Conf.: 0.029 
16 Inactive Conf.: 0.041 Inactive Conf.: 0.029 Inactive Conf.: 0.042 Inactive Conf.: 0.028 
17 Inactive Conf.: 0.027 Inactive Conf.: 0.028 Inactive Conf.: 0.029 Inactive Conf.: 0.027 
18 Inactive Conf.: 0.027 Inactive Conf.: 0.029 Inactive Conf.: 0.029 Inactive Conf.: 0.029 
19 Inactive Conf.: 0.027 Inactive Conf.: 0.029 Inactive Conf.: 0.032 Inactive Conf.: 0.032 

Table S2. Prediction of toxicity by PROTOX program. 

Com. 

Pre-
dicted 
LD50 
mg/kg 

Predict. 
Toxicity 

Class 

Hepato-tox-
icity Carcinogenicity Mutagenic-

ity Cytotoxicity Immuno- 
toxicity 

1 800 4 Inactive 0.52 Inactive 0.54 Inactive 0.62 Inactive 0.77 Inactive 0.92 
2 800 4 Inactive 0.53 Inactive 0.53 Inactive 0.65 Inactive 0.78 Inactive 0.91 
3 800 4 Inactive 0.51 Inactive 0.53 Inactive 0.62 Inactive 0.81 Inactive 0.98 
4 800 4 Inactive 0.50 Inactive 0.53 Inactive 0.61 Inactive 0.77 Inactive 0.92 
5 800 4 Inactive 0.53 Inactive 0.62 Inactive 0.61 Inactive 0.81 Inactive 0.99 
6 800 4 Inactive 0.50 Inactive 0.51 Inactive 0.64 Inactive 0.82 Inactive 0.96 
7 800 4 Inactive 0.50 Inactive 0.52 Inactive 0.65 Inactive 0.79 Inactive 0.92 
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8 800 4 Inactive 0.50 Inactive 0.66 Inactive 0.61 Inactive 0.80 Inactive 0.96 
9 800 4 Inactive 0.52 Inactive 0.50 Inactive 0.60 Inactive 0.78 Inactive 0.97 

10 800 4 Inactive 0.61 Inactive 0.54 Inactive 0.61 Inactive 0.75 Inactive 0.91 
11 800 4 Inactive 0.61 Inactive 0.50 Inactive 0.54 Inactive 0.74 Inactive 0.92 
12 800 4 Inactive 0.54 Inactive 0.60 Inactive 0.64 Inactive 0.70 Inactive 0.90 
13 800 4 Inactive 0.57 Inactive 0.62 Inactive 0.64 Inactive 0.78 Inactive 0.95 
14 800 4 Inactive 0.50 Inactive 0.53 Inactive 0.64 Inactive 0.77 Inactive 0.92 
15 800 4 Inactive 0.51 Inactive 0.54 Inactive 0.62 Inactive 0.78 Inactive 0.92 
16 800 4 Inactive 0.54 Inactive 0.61 Inactive 0.65 Inactive 0.78 Inactive 0.90 
17 1400 4 Inactive 0.56 Inactive 0.54 Inactive 0.55 Inactive 0.78 Inactive 0.98 
18 1400 4 Inactive 0.56 Inactive 0.74 Inactive 0.51 Inactive 0.74 Inactive 0.99 
19 1400 4 Inactive 0.54 Inactive 0.56 Inactive 0.56 Inactive 0.81 Inactive 0.99 


