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Supplementary data A. Comparison of MALDI-ToF spectra for peak 1V protein
and a typical uMUP.

The proteins in chromatographic peaks Il and IV were reduced and subjected to in-
solution digestion with endopeptidase LysC. The peptides were analysed by MALDI-
ToF MS. To aid comparison, the peak IV spectrum is vertically inverted. Peptides
L1...Ln refer to the n™ endopeptidase LysC peptide, counted from the N-terminus.

Supplementary data B. Tandem mass spectrometry of tryptic peptides derived
from peak IV uMUP.

Two peptides (doubly charged [M+2H]* ions at 779.9 Th (a) and 937.5 Th (b))
derived from an in-gel digest of peak IV MUP were analysed by tandem mass
spectrometry. Product ion spectra were manually interpreted to recover the sequences
of the peptides from b and y ions. The symbol ‘J’ is used to denote leucine/isoleucine
which cannot be discerned using this method.

Supplementary data C. Cavity forming residues of uMUP-I in relation to peak
IV MUP.

The sequences of MUP-I and peak 1V MUP are aligned, such that only residues that
are different are identified on the peak IV MUP. Below the alignments are staves
highlighting residues involved in ligand binding according to three independent
studies (1:[Ref 1] 2:[Ref 2] 3:[Ref 3]). Residues highlighted in black are common to
both proteins, those left unfilled are different between the two proteins.
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a) [M+2H]2* = 779.9Th
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