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Supplement Figure 1.

Structure-based sequence alignment of GatDH with the structurally closest SDR relatives as identified
by the DALI server (1). The DALI server identified 2-(R)-hydroxypropyl-COM-dehydrogenase (PDB-
entry 2CFC (2) from Xantho-bacter autotrophicus and 3-oxoacylreductase (PDB-entry 2UVD (3)
from Bacillus anthracis as the closest structural homologues of GatDH. The structure of gluconate 5-
dehydrogenase (PDB-entry 1VL8) from Thermotoga maritima was used as the template for homology
modeling with SwissModel (4). The four conserved catalytic key residues and further GatDH positions
discussed in the text are labeled by blue asterisks and the main binding motifs for the NAD(H)
cofactor are underlined in green. The alignment was prepared with SuperPose (5) and ESPript (6). The
secondary structure elements of GatDH as determined by DSSP (7) are shown above its sequence and
are labeled according to (8).
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