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Figure S1. The frequency of the key Cys1S-…His71Nδ Distance in the GlmS simulation with 

positively charged N-terminal amine. 
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Figure S2. Optimized intermediates and transition state structures within the deamination site of 

the GlmS where the N-terminal amino group is positively charged, and a nearby His71 acts as a 

catalytic base.
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