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Fig. S1. Molecular docking of 4-cyanopyridine to the active site of (A) WT C.t 
NHase and its (B) βL48D mutant. Docking results to αβ2 dimer.



Fig. S2. RMSD Plots of WT and L48D variant of C.t NHase.



Fig. S3. RMSF Plots of WT and L48D variant of C.t NHase.



Fig. S4. βAsp48 in state B, forming hydrogen bond at the beginning of simulation a). 
The higher frequency of the C state in MD simulations with ligands, in comparison to 
simulations without ligands (see Reference 22) is forced by the passing of the reaction 
product between Asp48 and Gln93, when the amide is leaving the enzyme b).



Fig. S5. Normalized contacts of isonicotinamide in simulations of WT C.t NHase (black 
bars) and βL48D variant of C.t NHase (red bars).


