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AD chromatograms for the synthesized compounds.
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Lineweaver-Burk plots for tyrosinase inhibition
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Ramachandran plot for free Tyrosinase within 100 ns MD simulations.
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Ramachandran plot for FN19-Tyrosinase complex within 100 ns MD simulations.
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RMSD plot for tropolone-tyrosinase complex within 100 ns MD simulations.
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RMSF plot for tropolone-tyrosinase complex within 100 ns MD simulations.
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PDB tyrosinase and post-MD tyrosinase superposed.
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Chemical Characterization
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13C NMR (100 MHz, Acethone-ds, ppm)
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(1E)-1-(1-(7-Hydroxy-2-oxo-2H-chromen-3-yl)ethylidene)thiosemicarbazide (FN-19)
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(1E)-1-(1-(8-Methoxy-2-oxo-2H-chromen-3-yl)ethylidene)semicarbazide (FN-25)

ART-FTIR
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(1E)-1-(1-(8-Methoxy-2-oxo-2H-chromen-3-yl)ethylidene)thiosemicarbazide (FN-27)

ATR-FTIR
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13C NMR (100 MHz, DMSO-ds, ppm)
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(13E)-N'"-(1-(8-Methoxy-2-oxo-2H-chromen-3-yl)ethylidene)isonicotinohydrazide (FN-29)
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RMSD plot for free-tyrosinase and FN19-tyrosinase complex generated by GROMACS v. 2018.3 within a

100 ns molecular dynamics simulation.
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3-((E)-3-(4-(Dimethylamino)phenyl)acryloyl)-2H-chromen-2-one (FN-10)
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