
Published on BSC-CNS (https://www.bsc.es)

Inicio > Computationally Driven Rational Design of Substrate Promiscuity on Serine Ester Hydrolases

Computationally Driven Rational Design of Substrate Promiscuity 
on Serine Ester Hydrolases

URL:  https://pubs.acs.org/doi/10.1021/acscatal.0c05015

UPCommons Handle URL http://hdl.handle.net/2117/341397

Authors: Roda, Sergi / Fernandez-Lopez, Laura / Cañadas, Rubén / Santiago, Gerard / Ferrer, Manuel / 
Guallar, Victor

Research Lines: Enzymatic Catalysis and Protein Engineering / PELE: Monte Carlo methods for 
protein/DNA-ligand interactions 

Publication: ACS Catalysis

Volume / Pagination: 11 / 3590 - 3601

Palabras clave: computational chemistry, Enzyme engineering, esterase, substrate promiscuity

Barcelona Supercomputing Center - Centro Nacional de Supercomputación

Source URL (retrieved on 30 Abr 2025 - 17:30): https://www.bsc.es/es/research-and-
development/publications/computationally-driven-rational-design-substrate-promiscuity

https://www.bsc.es
https://www.bsc.es/es
https://www.bsc.es/es/research-and-development/publications/computationally-driven-rational-design-substrate-promiscuity
https://www.bsc.es/es/research-and-development/publications/computationally-driven-rational-design-substrate-promiscuity
https://pubs.acs.org/doi/10.1021/acscatal.0c05015
http://hdl.handle.net/2117/341397
https://www.bsc.es/es/research-and-development/publications?author=17661
https://www.bsc.es/es/research-and-development/publications?author=17662
https://www.bsc.es/es/research-and-development/publications?author=15859
https://www.bsc.es/es/research-and-development/publications?author=10033
https://www.bsc.es/es/research-and-development/publications?author=11110
https://www.bsc.es/es/research-and-development/publications?author=10017
https://www.bsc.es/es/research-development/research-areas/molecular-modeling/enzymatic-catalysis-and-protein-engineering
https://www.bsc.es/es/research-development/research-areas/molecular-modeling/pele-monte-carlo-methods-proteindna-ligand
https://www.bsc.es/es/research-development/research-areas/molecular-modeling/pele-monte-carlo-methods-proteindna-ligand
https://www.bsc.es/es/research-and-development/publications?biblio_keywords=computational+chemistry
https://www.bsc.es/es/research-and-development/publications?biblio_keywords=Enzyme+engineering
https://www.bsc.es/es/research-and-development/publications?biblio_keywords=esterase
https://www.bsc.es/es/research-and-development/publications?biblio_keywords=substrate+promiscuity
https://www.bsc.es/es/research-and-development/publications/computationally-driven-rational-design-substrate-promiscuity
https://www.bsc.es/es/research-and-development/publications/computationally-driven-rational-design-substrate-promiscuity

