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Table S1. Molecular ions of ENNB1 and eleven putative hepatic metabolites in LC-ITMS. 

Metabolite  
Molecular 

formula  

Observed mass 

[M+Na]+  

Observed mass 

[M+NH4]+  

Biotransformation 

pathway  

EnnB1 C34H59N3O9 676.4 671.4  

M1 C34H59N3O10 692.4 687.4 
Oxydative 

demethylation 

M2−M5 C34H59N3O10 692.4 687.4 Hydroxylation 

M6−M8 C34H57N3O10 690.4 685.4 Carbonylation 

M9−M11 C34H57N3O11 706.4 701.4 Carboxylation 
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Figure S1. Representative LC−ITMS chromatograms of extracted ammoniated molecular ions at m/z 

687 (A), m/z 685 (B), and m/z 701 (C) of the putative ENNB1 metabolites M1 to M11 detected after 15 

min incubation with HLM. 
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Figure S2. Formation of the putative ENNB1 metabolites M2 toM6 and M8 to M11 in HLM. Results 

are expressed as mean peak areas of three independent microsomal incubations. M7 was not included 

because of low signal intensity. 
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Figure S3. Formation of the major MDZ metabolites 1-OH-MDZ, 4-OH-MDZ and 1,4-OH-MDZ. 

Results are expressed as mean peak areas of three independent microsomal incubations. 


