Accepted Manuscript

Automatic Selection of Molecular Descriptors using Random Forest: with
Application to Drug Discovery Applications

JAn Intelrnationctl
. . . . ourna
Gaspar Cano, Jose Garcia-Rodriguez, Alberto Garcia-Garcia, Editor-in-Chief

Horacio Perez-Sanchez, Jon Atli Benediktsson, Anil Thapa, Binshan tin
Alastair Barr

PIl: S0957-4174(16)30681-9

DOI: 10.1016/j.eswa.2016.12.008
Reference: ESWA 11017

To appear in: Expert Systems With Applications
Received date: 5 July 2016

Revised date: 5 December 2016

Accepted date: 6 December 2016

Please cite this article as: Gaspar Cano, Jose Garcia-Rodriguez, Alberto Garcia-Garcia,
Horacio Perez-Sanchez, Jén Atli Benediktsson, Anil Thapa, Alastair Barr, Automatic Selection of
Molecular Descriptors using Random Forest: Application to Drug Discovery, Expert Systems With
Applications (2016), doi: 10.1016/j.eswa.2016.12.008

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.


http://dx.doi.org/10.1016/j.eswa.2016.12.008
http://dx.doi.org/10.1016/j.eswa.2016.12.008

ACCEPTED MANUSCRIPT

Highlights

e Random Forest based approach to improve the selection of molecular de-

scriptors
o Automatic features selection improves drug discovering methods accu
e

e Reduction of complexity and time requirements allows to explore&(
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