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Figure 1S: Ligand binding assays comparing the intensities of the ATP peaks (8.28 and 8.54ppm) in mixtures consisting of: a) 100
uM ATP, D-alanine, DCS and 25 uM Ddl; b) 100 uM ATP and D-alanine and 25 uM Ddl; ¢) 100 uM ATP and 25 uM Ddl; and d)
100 uM ATP as a control.
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Figure 2S: Ligand binding assays comparing the intensities of the D-alanine peaks (1.45-1.50) in mixtures consisting of: a) 100 uM
ATP, D-alanine, DCS and 25 uM Ddl; b) 100 uM ATP and D-alanine and 25 uM Ddl; ¢) 100 uM D-alanine and 25 uM Ddl; and d)
100 uM D-alanine as a control. Formation of D-alanyl-D-alanine (1.33-1.38ppm) is formed when ATP, D-alanine, and Ddl are in the

same mixture.
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Figure 3S: Ligand binding assays comparing the intensities of the DCS peaks (3.95-4.10 ppm) in mixtures consisting of: a) 100 uM
ATP, D-alanine, DCS and 25 uM Ddl; b) 100 uM ATP, DCS and 25 uM Ddl; c) 100 uM DCS and 25 uM Ddl; and d) 100 uM DCS

as a control.
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Figure 4S: 1D *H NMR was used to monitor the conversion of (a) ATP (blue) to ADP (red) and (b) D-alanine (red) to D-alanyl-D-
alanine (blue) by Ddl. The initial concentrations were fixed at Ddl (25 uM) D-alanine (100 uM) and ATP (100 uM).



