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Fig. S1. UV comparison of 2-fluoro-4-iodoaniline (2F4I-A) incubated with human liver 

microsomes in the presence of NADPH and/or glutathione.  

 

 

 

 

* is an interfering peak (not drug related). 
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Figure S2.  Product ion scan of MC1 in the case of incubation of 2F4I-A incubated with human 

liver microsomes in the presence of NADPH and glutathione.  
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Figure S3.  Product ion scan of MC2a in the case of incubation of 2F4I-A incubated with human 

liver microsomes in the presence of NADPH and glutathione.  

 

 

 



 5

Figure S4.  Product ion scan of MC2b in the case of incubation of 2F4I-A incubated with 

human liver microsomes in the presence of NADPH and glutathione.  
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Figure S5.  Product ion scan of MC3a in the case of incubation of 2F4I-A incubated with human 

liver microsomes in the presence of NADPH and glutathione. 
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Figure S6.  Product ion scan of MC3b in the case of incubation of 2F4I-A incubated with 

human liver microsomes in the presence of NADPH and glutathione. 
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Figure S7a.  MC4 was isolated when 2F4I-A was incubated in human liver microsomes fortified 

with NADPH and GSH.  Three proton resonances were observed (figure 7a); a broad singlet at 

7.73 ppm, a doublet at 7.50 ppm (8.64 Hz splitting) and a doublet at 6.70 ppm (8.64 Hz 

splitting).  
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Figure S7b.  Additionally, a nOe is observed between H-6 and the methylene protons attached 

to C-8. 
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Figure S7c.  2D-COSY data shows spin-spin coupling between protons 3, 4 and 6. Also 

observed is a coupling between CH2-8 and CH-9 in the GSH moiety. 
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Figure S8.  Charges of each atom in the in the molecular structure of the 2-fluoro-4-haloanilines.   
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Figure S9.  Lowest unoccupied molecular orbital (LUMO) energies of the 2-fluoro-4-haloanilines. 
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Figure S10.  Charges of each atom in the molecular structure of the 3-fluoro-4-haloanilines. 
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Figure S11.  Lowest unoccupied molecular orbital (LUMO) energies of the 3-fluoro-4-haloanilines. 

 

 

 


