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Commentary:
The 2A40 and 2A42 structures and maps were retrieved from the EDS server at Uppsala (1). Site IV was re-examined for possible divalent metal cations, either at unattributed density peaks or at the location of previously attributed crystallographic water molecules. In the 2A40 structure, a previously unattributed residual density of 4σ was assigned to a divalent metal cation, coordinated by Glu39 and the 1348 water molecule (Figure S1a). In the 2A42 structure, the 1391B water molecule was re-interpreted as a divalent metal cation, given its very short distances to two other water molecules, 1401B and 1310B. Three residual density peaks were attributed to coordinating water molecules completing the coordination sphere together with Glu39 (Figure S1b).

Exploratory re-refinement of the 2A42 model indicates its compatibility with the original electron density map. It is difficult to unambiguously assign the nature of the metal cation, which at this resolution could be either a magnesium or a calcium. However, coordination by a single protein side-chain complemented by several water molecules rather indicates the presence of a magnesium ion as documented by statistical analysis of metal ion binding sites in the PDB (2).

Further ample discussion of magnesium and calcium ion coordination in crystallographic structures and of intrinsic properties of their coordination sphere can be found in the literature (2-4).
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