Accepted Manuscript s

Computational
Biology and
Chemistry

Title: Improving Virtual Screening Predictive Accuracy of
Human Kallikrein 5 inhibitors using Machine Learning
Models

Authors: Xingang Fang, Sikha Bagui, Subhash Bagui

PII: S1476-9271(16)30347-4

DOI: http://dx.doi.org/doi:10.1016/j.compbiolchem.2017.05.007
Reference: CBAC 6694

To appear in: Computational Biology and Chemistry

Received date: 14-7-2016

Revised date: 18-12-2016

Accepted date: 26-5-2017

Please cite this article as: Fang, Xingang, Bagui, Sikha, Bagui, Subhash,
Improving Virtual Screening Predictive Accuracy of Human Kallikrein 35
inhibitors using Machine Learning Models.Computational Biology and Chemistry
http://dx.doi.org/10.1016/j.compbiolchem.2017.05.007

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/doi:10.1016/j.compbiolchem.2017.05.007
http://dx.doi.org/10.1016/j.compbiolchem.2017.05.007

Improving Virtual Screening Predictive
Accuracy of Human Kallikrein 5 inhibitors
using Machine Learning Models

Xingang Fang?, Sikha Bagui? and Subhash Bagui3
2pepartment of Computer Science
University of West Florida
Pensacola, FL 32514
bagui@uwf.edu; >xfang@uwf.edu
3Department of Mathematics and Statistics
University of West Florida
Pensacola, FL 32514
3shagui@uwf.edu
Corresponding author contact info:
Xingang Fang
Phone number: 404-683-3310 (cell), 850-792-6696 (home)

Email: xfang@uwf.edu, xingang.fang@gmail.com

HighlightsSignature fingerprints with bond order information performs better in the

QSAR study.
Graphical abstract



Download English Version:

https://daneshyari.com/en/article/4752618

Download Persian Version:

https://daneshyari.com/article/4752618

Daneshyari.com


https://daneshyari.com/en/article/4752618
https://daneshyari.com/article/4752618
https://daneshyari.com

