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Table S1. Panel of Trypanosoma brucei targets used for Autodock-Vina calculations. 

 

Table S2. Binding energy scores (kcal/mol) resulted from the docking of OPLS-DA-derived metabolites 

against the known T. brucei molecular targets. Compounds got scores < -8 kcal/mol were categorized as 

top-scoring hits. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

  

 

Target Name PDB code Grid box (Å) 

Trypanothione reductase (TR) 2WPF X= -22.80, Y= -30.72, Z= 60.90 

Triosephosphate isomerase (TIM) 1AG1 X= 46.05, Y= 16.79, Z= -10.89 

Farnesyl diphosphate synthase (FDS) 2P1C X= 69.01, Y= 37.02, Z= -2.02 

Rhodesain 6EXQ X= -8.23, Y= 2.3, Z= 11 

Ornithine decarboxylase (OD) 1NJJ X= 20.23, Y= 2.17, Z= 59.78 

Sterol 14-alpha demethylase (AD) 3GW9 X= 22.62, Y=38.17, Z= 31.44 

HSP90 3OPD X= -1.36, Y= 16.61, Z= 12.12 

Dihydrofolate reductase (DFR) 3QFX X= -11.38, Y= 31.95, Z= 9.8 

Nucleoside 2-deoxyribosyltransferase (NDT) 2F64 X= -27.17, Y= 1.97, Z= -20.94 

Rhodesiense adenosine kinase (RAK) 2XTB X= 18.39, Y= -28.42, Z= 6.5 

Targets (2) (3) (10) (11) (14) (16) (26) (28) 

(TR) -8.7 -10.6 -4.4 -4.2 -5.3 -6.8 -8.9 -5.6 

(TIM) -5.7 -5.9 -4.2 -5.3 -4.6 -6.5 -7.2 -4.9 

(FDS) -8.6 -9.8 -5.8 -5.4 -7.4 -8.8 -9.1 -6.1 

Rhodesain -7.4 -3.2 -8.7 -8.9 -4.2 -5.6 -6.0 -2.3 

(OD) 
-6.8 -5.9 -.6.3 -6.0 -6.7 -5.4 -4.9 -6.2 

(AD) -4.8 -5.2 -4.0 -5.3 -6.3 -4.7 -4.9 -5.8 

HSP90 -5.5 -5.0 -6.9 -6.2 -5.8 -7.3 -7.4 -6.4 

(DFR) -4.3 -3.4 -4.9 -5.3 -5.7 -6.9 -7.4 -5.9 

(NDT) -4.1 -3.8 -3.5 -4.0 -4.9 -6.9 -7.2 -4.9 

(RAK) -4.0 -3.1 -4.9 -5.3 -4.0 -6.6 -5.3 -5.1 


