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Fe1-O-Arg8 complex Caffeine was previously found to inhibit the enzymatic activity of **Fe1** by binding to Arg8 (Zhang and Sun, [@B69]). The Mg-O-caffeine interactions in **Fe1**/**O1**/**O2** and **Fe1**/**O1**/**O2**/**O4** are very similar to those in the **Fe1**/**O2** complex. Therefore, it
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