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		Abstract

		As an excellent biocatalyst, aromatic L-amino acid decarboxylase from Bacillus atrophaeus ( BaAADC) catalyzes the production of various vital aromatic biogenic amines. However, its weak heat resistance makes BaAADC unsuitable for industrial production. Here, we have generated the three-dimensional structure of BaAADC and used molecular dynamics simulations to examine the dynamic behaviour of BaAADC at various temperatures (303, 313, 323, 333, and 343 K) to determine the connection between its thermal stability and internal residues. We have shown that the natural structure of BaAADC is altered at high temperatures, with more striking alterations in secondary structure, decreased internal hydrogen bonding, and greater amino acid flexibility in certain areas.  In addition, strategies to improve the thermostability of BaAADC are discussed. This research might provide light on the development and modification of heat-resistant ability BaAADC. 
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