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Thermal Decomposition of Bisphenol-A based Benzoxazine from
- Reactive Dynamics Using the ReaxFF Reactive Force Field

GUO Yuhua, SU Wenhui, YU Youzhu, NIU Yongsheng, WANG Fang
('Col]ege of Chemistry and Environmental Engineering, Anyang Institute of Technology, Anyang 455000, China)

Abstract: The cross linked curing Bisphenol-A based benzoxazine pyrolysis characteristics in different temperatures is
simulated by ReaxFF dynamics method, The results showed that the cleavages of N bridge bonds are the start of reactions. The
larger carbon cluster prefers to form at high temperatures and the higher temperature the reaction was proceeded in, the more
products H, were found. We also could found other small molecular products, such as CH,, HCN, NHj; and CO. In this syh-
ject, the gas products and larger carbon cluster containing graphene-related structure which simulated by ReaxFF dynamigs
method are the same as the experimental results. So the ReaxFF dynamics method can provide useful insights intg the compli-
cated bulk thermal decomposition of organic materials under high-temperature at the atomistic level.
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