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Figure S1. Initial rate (Vo) of the peroxidase-catalysed iodide oxidation vs incubation time in the 
presence of constant concentration of the inhibitors.
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Figure S2. UV spectra of KI, Fetpp, pacet, MMI and PTU
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Figure S3 Lineweaver–Burk plots for determination of Km and Vmax of HRP in the absence (A) and presences of the inhibitors PACET (B), MMI 

(C) and PTU (D)



Figure S4 depicts the root mean square fluctuation (RMSF) of backbone Ca atoms for the unbound 
structure (1H5G) vs. the calculated RMSF with experimental crystallographic temperature factors 
(B-factors x 0.1). The good correlation confirms the validity of the MD simulations protocol being 
able to approximate the behavior of the real protein.


