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A model for predicting the auto-ignition temperature using quantitative structure

property relationship approach
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4, Conclusions

In this work, a 4-descriptor QSPR model for predicting AIT of flammable materials are proposed. The proposed model
gives the performance of R = 0.900 and average absolute error = 36.0K. As compared with other existing works, this model
is built from the largest data set, with the least descriptors, and give performance with acceptable accuracy while comparing
with the experimental accuracy. As the QSPR approach just requires the information of the molecular structure itself to

predict the desired properties, this model provides a way to predict the AIT of a developing compounds within reasonable
accuracy for assessing their flammability characteristics.
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