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The true identity of the protein found in the crystals reported by Bondoc et al.

[(2019), Acta Cryst. F75, 646–651] is given.

As described in the article by Bondoc et al. (2019), attempts to

solve the crystal structure (2 monomers per a.u. in the H3 cell),

using existing structural homologs of Rv0100 Mycobacterium

tuberculosis from the Protein Data Bank failed. Structural

models obtained from the amino-acid sequence using the

I-THASSER protein prediction server also failed. Refinement

of tentative solutions obtained by MOLREP and PHASER

stalled at Rw = 0.44, Rf = 0.51, even when assuming a lower

symmetry P1 lattice with nearly H3 pseudo-symmetry.

Detailed examination of the PDB entries related to proteins

from Mycobacterium smegmatis, the organism that was used as

an expression strain, revealed the existence of entry 3gwm

corresponding to the crystal structure of the holo-[acyl-carrier-

protein] synthase (ACPS). This structure was released in 2010

(Poulsen, C., Wilmanns, M. & Song, Y. H., unpublished work).

The crystallographic parameters for this deposition (space

group H3, a = 67.45, b = 67.45, c = 86.06 Å, �= � = 90, � = 120�)

strongly suggested that it was the same protein as the one we

had crystallized. Using the protein structure from entry 3gwm,

a molecular replacement solution was readily found and was

further refined to Rw = 0.19, Rf = 0.25 following standard

protocols using the previously reported crystallographic data

to 2.0 Å resolution. The amino-acid sequence of the refined

protein was fully consistent with the sequence in the ACPS

entry, and significant structural differences were found only in

the proximity of the three SO4 anions bound in 3gwm but not

in the serendipitously found structure, since there was no

sulfate in our crystallization media. The r.m.s.d. between 128
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equivalent C� carbons in the two structures was 0.58 Å (mean

deviation 0.33 Å).

We hypothesize that our expression in the M. smegmatis

strain resulted in the co-purification of ACPS protein from

M. smegmatis, as a minor contaminant. This is consistent with

the fact that only two very small (10–20 mm) crystals were

observed in the crystallization droplet and it took about nine

months for these crystals to appear. We are certain that the

predominant purified protein is Rv0100 from M. tuberculosis

confirmed through both mass spectrometry and the fact that

the histidine tag was used to isolate the protein. We are

confident that the ACPS protein (MW ’ 14 000 Da) was a

minor contaminant that co-purified alongside Rv0100 whose

molecular weight is significantly different (11 122 Da).
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