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Abstract: The interaction between proteins and polyphenols is known to modify both the bioavail-
ability and bioactivity of dietary polyphenols. Understanding these interactions can facilitate the
design of delivery systems for polyphenols in the digestive tract. Molecular modelling of protein—
polyphenol and protein-ligand interactions in general has long been used as a way to identify small
molecule binding sites on proteins. However, these are often used without a careful consideration
of the assumptions used and limitations of these methods, and how this affects the accuracy of the
predictions. In this paper, two common methods for predicting binding site location and binding
energy, molecular dynamics simulation and molecular docking, will be discussed. The simplifications
and assumptions implicit in these approaches, as well as ways to improve their predictions will be
covered.

Keywords: molecular modelling; molecular dynamics simulation; molecular docking

Supplementary Materials: The following are available online at https://www.mdpi.com/article/10
.3390/CAHD2020-08893/s1.

Institutional Review Board Statement: Not applicable.
Informed Consent Statement: Not applicable.

Data Availability Statement: Not applicable.

Med. Sci. Forum 2021, 2, 22. https:/ /doi.org/10.3390/ CAHD2020-08893

https:/ /www.mdpi.com/journal/ msf


https://www.mdpi.com/journal/msf
https://www.mdpi.com
https://doi.org/10.3390/CAHD2020-08893
https://doi.org/10.3390/CAHD2020-08893
https://creativecommons.org/
https://creativecommons.org/licenses/by/4.0/
https://creativecommons.org/licenses/by/4.0/
https://cahd2020.sciforum.net/
https://www.mdpi.com/article/10.3390/CAHD2020-08893/s1
https://www.mdpi.com/article/10.3390/CAHD2020-08893/s1
https://doi.org/10.3390/CAHD2020-08893
https://www.mdpi.com/journal/msf
http://www.mdpi.com/2673-9992/2/1/22?type=check_update&version=3

