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ENZIMOLOGIA COMPUTACIONAL

Esta palestra trata dos cdlculos com que nos deparamos para chegar a resultados no
dmbito da enzimologia computacional, em geral, e nos processos biocataliticos, em
particular.

Serdo apresentados cdlculos concebidos para estudar interagées proteicas e contornar
problemas em alguns sistemas enzimdticos sistemas enzimdticos relevantes, bem como
desenvolvimentos recentes no estabelecimento de alguns mecanismos cataliticos.
Recorremos a diferentes metodologias e estudos diferentes para analisar a energética
dos processos relacionados com os sistemas em estudo e avaliar a sua viabilidade de

acordo com os dados experimentais disponiveis [1-6]
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COMPUTATIONAL ENZYMOLOGY

This talk is concerned with the calculations that we come across to figure out results
within computational enzymology, in general, and biocatalytic processes, in particular.
Calculations devised to study protein interactions and circumvent problems in some
relevant enzymatic systems will be reported as well as recent developments in the
establishment of some catalytic mechanisms. We have resorted to different
methodologies and altogether different studies to analyze the energetics of processes
related to the systems under study and evaluate their feasibility according to the

available experimental data. [1-6]
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