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Molecular dynamics simulation results for S-enantiomer of compound 6b
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Fig. S1. RMSD of S enantiomer of 6b during MD run against tyrosinase
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Fig. S2. RMSF of S-enantiomer of 6b MD run against tyrosinase.

[image: ]
Fig. 3. A schematic of detailed S enantiomer of 6b atom interactions with the protein residues. Interactions that occur more than 25.0% of the simulation time.














FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(4-(benzyloxy) phenyl)-6-(hydroxymethyl)-8-oxo-4, 8-dihydropyrano [3, 2-b] pyran-3-carbonitrile (6a):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(4-((4-fluorobenzyl)oxy)phenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6b):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(4-((4-chlorobenzyl)oxy)phenyl)-6-(hydroxymethyl)-8-oxo-4,8 dihydropyrano[3,2-b]pyran-3-carbonitrile (6c):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(4-((4-boromobenzyl)oxy)phenyl)-6-(hydroxymethyl)-8-oxo-4,8 dihydropyrano[3,2-b]pyran-3-carbonitrile (6d):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-6-(hydroxymethyl)-4-(4-((4-methylbenzyl)oxy)phenyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6e):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(3-(benzyloxy)phenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6f):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(3-((4-fluorobenzyl)oxy)phenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6g):
[image: ]
	
[image: I:\Fil Desktop\1401-11-27\ahmad fadaee\Ziaei-1\MZ10\80\H\H-1.jpeg]
[image: I:\Fil Desktop\1401-11-27\ahmad fadaee\Ziaei-1\MZ10\81\C\C-1.jpeg]

	







FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(3-((4-chlorobenzyl)oxy)phenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6h):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(3-((4-boromobenzyl)oxy)phenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6i):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(3-((4-boromobenzyl)oxy)phenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6j):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(4-(benzyloxy)-3-methoxyphenyl)-6-(hydroxymethyl)-8-oxo-4,8 dihydropyrano[3,2-b]pyran-3-carbonitrile (6k):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(4-((4-fluorobenzyl)oxy)-3-methoxyphenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6l):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(4-((4-cholorobenzyl)oxy)-3-methoxyphenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6m):
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	FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-4-(4-((4-boromobenzyl)oxy)-3-methoxyphenyl)-6-(hydroxymethyl)-8-oxo-4,8-dihydropyrano[3,2-b]pyran-3-carbonitrile (6n):
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FT-IR, 1H NMR and 13C NMR spectrums of 2-amino-6-(hydroxymethyl)-4-(3-methoxy-4-((4-methylbenzyl)oxy)phenyl)-8-oxo-4,8 dihydropyrano[3,2-b]pyran-3-carbonitrile (6o):
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