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Figure S1 The composite omit electron density in yellow around the folate binding site is
displayed in yellow. The Folate ligands as well as active site residues and waters are shown as
sticks. The calculated refined composite omit 2Fo-Fc map is contoured at 1.5 o.
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Figure S2 Comparison of the T. thermophilus MS Fol module structures with and without the

CHs-Hafolate substrate present. The substrate-bound form is displayed in green, and the substrate-
free structure is shown in blue. The CHs-Hafolate substrate is depicted in stick mode.

Figure S3 Two different close up views of the superimposed T. maritima (red) and T.

thermophilus (green) Fol modules centered around helices a6 and 8. Both helices are longer in T.

thermophilus MS as well as all the Fol modules with a Bso7 fold.



Acta Cryst. (2018). D74, doi:10.1107/S2059798317018290 Supporting information, sup-3

S. aureus DHPS (PDB 1AD4)

T. thermotoga MS Fol module (PDB 1Q8J)

D. hafniense MT2DH (PDB 401E)

M. thermoacetica MeTr (PDB 2E7F)

T. thermophilus MS Fol module (this study)

H. sapiens MS Fol module (PDB 4CCZ)

B. thetaiotaomicron MS Fol module (PDB 3K13)

E. coliMS Fol module

dihydropteroate synthase, DHPS [cd00739]
methyltransferases, MeTr [cd00740]
sub-class of methyltransferases

Figure S4 Phylogenetic tree analysis of Fol modules from different sources. Most MS Fol
modules group separately from other pterin-binding modules. T. maritima MS Fol module is not
grouped with other MSs.



