
Accepted Manuscript

Title: New and reliable model for prediction of autoignition
temperature of organic compounds containing energetic
groups

Authors: Mohammad Hossein Keshavarz, Mohammad Jafari,
Karim Esmaeilpour, Mohammad Samiee

PII: S0957-5820(17)30404-4
DOI: https://doi.org/10.1016/j.psep.2017.12.001
Reference: PSEP 1239

To appear in: Process Safety and Environment Protection

Received date: 12-7-2017
Revised date: 8-11-2017
Accepted date: 1-12-2017

Please cite this article as: Keshavarz, Mohammad Hossein, Jafari, Mohammad,
Esmaeilpour, Karim, Samiee, Mohammad, New and reliable model for prediction of
autoignition temperature of organic compounds containing energetic groups.Process
Safety and Environment Protection https://doi.org/10.1016/j.psep.2017.12.001

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.psep.2017.12.001
https://doi.org/10.1016/j.psep.2017.12.001


1 

 

New and reliable model for prediction of autoignition temperature of 

organic compounds containing energetic groups 

 

Mohammad Hossein Keshavarz*, a, Mohammad Jafari a, Karim Esmaeilpour a, and 

Mohammad Samiee a 

 

a Department of Chemistry, Malek-ashtar University of Technology, Shahin-shahr, P.O. Box 83145/115, Islamic 

Republic of Iran 

 

*To whom correspondence should be addressed; Tel: (0098) 0314 522 5071; Fax: (0098) 0314 

5225068; e-mail: 1; keshavarz7@gmail.com 

 

Graphical abstract 

 

 

Highlights 

 A novel method is introduced for reliable prediction of autoignition temperature (AIT) 

of organic compounds containing energetic groups. 

 It requires only molecular structure of the compound. 

 There is no need to use computer codes and unusual descriptors. 

 It gives much reliable predictions as compared to the best available method. 

 

Abstract  

Autoignition temperature (AIT) is one of the most important safety specifications used 

to characterize the hazard potentials of a chemical substance. A simple model is introduced 
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