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Supplementary Figures

Fig. S1, related to Fig. 3. Comparison between apo and zinc-bound BaLdcB.
The active sites of zinc-bound (A) and apo (B) BalLdcB are shown in “stick” format, with a semi-
transparent cartoon representation in the background. There are no major conformational changes

in the absence of bound metal ion.



Fig. S2, related to Fig. 6. Proposed path of cross-linked cell wall peptides.

The terminal D-Asn of the ligand when bound to SplLdcB occupies the S,’ subsite rather than
projecting to the surface of the protein. Simple rotation of the lysyl’s torsion angles presents the
terminal D-aspargine to the surface of the protein to mimic the L-Lys-D-Ala (or L-Lys-Gly,) cross-link
observed between stem peptides. The path of the lysine is flanked by two highly conserved amino
acids in LdcB sequences, Argl20 and Ser117, in addition to the functionally conserved Leul28.

Tyr132 also flanks the lysine, but this amino acid is not conserved between sequences.



Supplementary Video

Video S1, related to Fig. 8. Conformational changes in SpLdcB on ligand binding.

Morph interpolation (UCSF Chimera) of the structural changes that occur upon ligand binding in
SpLdcB. a-helices are shown in red, B-strands in yellow and loops between secondary structure
elements are coloured silver. The bound zinc ion is shown as a grey sphere. Key residues that move

upon ligand binding are shown in stick representation and the movie was rendered in PyMOL.



