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INTRODUCTION
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INTRODUCTION

potential alternative

[ Enzymatic synthesis as ]

Synthetic production by ] a-L-fucosidase from

fermentation process Thermotoga maritima
as power catalyst
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METHODS

Geometry optimization of a/- fucose,
ethyl-fucose, pNP-fucose and lactos by DFT
at B3LYP/6-311++G(2d,2p)

HOMO-LUMO g
descriptors

Molecular docking by Autodock VINA with £
PyRx software v

Hydrolysis processes: Single docking
among fucosyl donors and enzyme

Transfucosylation process: Sequential
docking to form [3-fucose/enzyme complex
and then docking with lactose
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RESULTS
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Interactions
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CONCLUSIONS

In silico
insights here
obtained




