Accepted Manuscript

Random Drift Particle Swarm Optimisation Algorithm for Highly
Flexible Protein-ligand Docking

Yi Fu, Zhiguo Chen, Jun Sun

PIl: S0022-5193(18)30414-4

DOI: https://doi.org/10.1016/j.jtbi.2018.08.034
Reference: YJTBI 9599

To appear in: Journal of Theoretical Biology

Received date: 18 August 2017

Revised date: 11 May 2018

Accepted date: 27 August 2018

- Journal {:f
Thqoretlcal
Biology

Please cite this article as: Yi Fu, Zhiguo Chen, Jun Sun, Random Drift Particle Swarm Optimisa-
tion Algorithm for Highly Flexible Protein-ligand Docking, Journal of Theoretical Biology (2018), doi:

https://doi.org/10.1016/}.jtbi.2018.08.034

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service
to our customers we are providing this early version of the manuscript. The manuscript will undergo
copyediting, typesetting, and review of the resulting proof before it is published in its final form. Please
note that during the production process errors may be discovered which could affect the content, and

all legal disclaimers that apply to the journal pertain.



https://doi.org/10.1016/j.jtbi.2018.08.034
https://doi.org/10.1016/j.jtbi.2018.08.034

Highlights

Two algorithms (RDPSO and QPSO) are used to solve molecular docking
problems.

A fast, exact hybrid algorithm (LRDPSO) specialized for docking highly
flexible ligands is proposed.

A thorough experiment result with statistical assessment is presented.

Specific instances are analyzed in detail to compare algorithms.
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