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Figure S1  Typical electron densities for uracil and 6-aminouracil in simulated annealing Fo-Fc omit 

maps with contour levels at which N1 and C5 can be descriminated. 
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      (c)                                                                     (d) 

 

      (e) 

Figure S2 Isothermal titration calorimetry of (a) 6-aminouracil, (b) Uracil, (c) 2-thiouracil, (d) 5-

nitrouracil and (e) 5-fluorouracil, performed at 278K. The top panel in each graph shows the heat change 

elicited upon successive injections of ligand to the protein solution. The lower panel shows the binding 

isotherm as a function of molar ratio of ligand to enzyme. A theoretical curve was fitted to the integrated 

data using a one site model. 
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Table S1  

(a)  R.m.s deviations in Cα positions on pairwise superposition of the molecules in the 17 crystals. 

Crystal 

No. 

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 

1 0.00 0.20 0.39 0.09 0.25 0.19 0.20 0.71 0.69 0.69 0.64 1.03 1.76 1.48 1.65 1.03 1.05 

2  0.00 0.48 0.16 0.20 0.18 0.19 0.72 0.69 0.69 0.64 1.05 1.77 1.51 1.67 1.06 1.08 

3   0.00 0.42 0.50 0.45 0.47 0.69 0.69 0.69 0.61 0.89 1.74 1.43 1.61 0.91 0.93 

4    0.00 0.21 0.16 0.17 0.72 0.70 0.69 0.65 1.04 1.77 1.49 1.66 1.05 1.07 

5     0.00 0.13 0.10 0.73 0.69 0.70 0.65 1.05 1.75 1.49 1.65 1.07 1.09 

6      0.00 0.10 0.73 0.70 0.70 0.64 1.01 1.73 1.47 1.63 1.03 1.05 

7       0.00 0.72 0.69 0.69 0.64 1.03 1.74 1.48 1.64 1.05 1.07 

8        0.00 0.20 0.18 0.37 0.94 1.62 1.53 1.56 0.93 0.96 

9         0.00 0.08 0.34 0.95 1.63 1.54 1.57 0.94 0.96 

10          0.00 0.34 0.95 1.62 1.54 1.57 0.94 0.96 

11           0.00 0.83 1.57 1.50 1.52 0.88 0.91 

12            0.00 1.52 1.47 1.47 0.62 0.61 

13             0.00 0.86 0.41 1.51 1.50 

14              0.00 0.61 1.41 1.39 

15               0.00 1.47 1.45 

16                0.00 0.20 

17                 0.00 

 

(b) R.m.s deviations in Cα positions on pairwise superposition of domain 1 of the molecules in the 17 crystals. 

Crystal 

No. 

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 

1 0.00 0.16 0.19 0.10 0.17 0.15 0.15 0.30 0.30 0.29 0.37 0.39 0.38 0.23 0.30 0.36 0.33 

2  0.00 0.25 0.11 0.14 0.13 0.13 0.30 0.27 0.26 0.35 0.41 0.38 0.28 0.32 0.39 0.36 

3   0.00 0.21 0.27 0.26 0.25 0.28 0.31 0.30 0.36 0.42 0.41 0.18 0.32 0.38 0.36 

4    0.00 0.10 0.09 0.09 0.30 0.29 0.28 0.37 0.41 0.38 0.25 0.31 0.40 0.36 

5     0.00 0.06 0.06 0.36 0.32 0.32 0.41 0.44 0.41 0.30 0.34 0.45 0.41 

6      0.00 0.05 0.35 0.32 0.32 0.40 0.44 0.41 0.29 0.34 0.44 0.40 

7       0.00 0.34 0.31 0.31 0.40 0.43 0.40 0.29 0.33 0.43 0.40 

8        0.00 0.23 0.20 0.24 0.35 0.34 0.28 0.31 0.37 0.34 

9         0.00 0.08 0.19 0.35 0.33 0.32 0.28 0.36 0.34 

10          0.00 0.16 0.34 0.32 0.31 0.27 0.35 0.33 

11           0.00 0.34 0.35 0.37 0.31 0.36 0.35 

12            0.00 0.15 0.36 0.23 0.24 0.21 

13             0.00 0.35 0.19 0.28 0.25 

14              0.00 0.27 0.33 0.31 

15               0.00 0.27 0.25 

16                0.00 0.10 

17                 0.00 
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(c) R.m.s deviations in Cα positions on pairwise superposition of the domain 2 sans residues 168-199 of the 

molecules in the 17 crystals. 

Crystal 

No. 

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 

1 0.00 0.13 0.21 0.05 0.12 0.12 0.11 0.31 0.25 0.24 0.24 0.27 0.30 0.28 0.32 0.35 0.34 

2  0.00 0.20 0.12 0.10 0.10 0.12 0.25 0.22 0.22 0.20 0.22 0.28 0.25 0.31 0.32 0.30 

3   0.00 0.21 0.22 0.21 0.22 0.25 0.25 0.23 0.19 0.31 0.36 0.25 0.30 0.34 0.34 

4    0.00 0.11 0.11 0.10 0.30 0.25 0.24 0.23 0.26 0.30 0.27 0.31 0.34 0.33 

5     0.00 0.05 0.06 0.26 0.22 0.21 0.21 0.22 0.24 0.22 0.27 0.31 0.30 

6      0.00 0.07 0.27 0.23 0.22 0.21 0.22 0.24 0.22 0.26 0.32 0.31 

7       0.00 0.28 0.23 0.22 0.22 0.24 0.25 0.23 0.27 0.32 0.31 

8        0.00 0.15 0.14 0.20 0.31 0.35 0.29 0.33 0.27 0.28 

9         0.00 0.08 0.20 0.30 0.32 0.27 0.33 0.28 0.29 

10          0.00 0.19 0.29 0.31 0.26 0.32 0.27 0.28 

11           0.00 0.26 0.32 0.25 0.31 0.32 0.28 

12            0.00 0.25 0.26 0.30 0.32 0.27 

13             0.00 0.20 0.20 0.36 0.35 

14              0.00 0.20 0.35 0.34 

15               0.00 0.34 0.35 

16                0.00 0.18 

17                 0.00 

(d) R.m.s deviations in Cα positions on pairwise superposition of the variable stretch (residues 168-199) of the 

molecules in the 17 crystals. 

Crystal 

No. 

1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17 

1 0.00 0.27 0.49 0.12 0.36 0.25 0.31 1.50 1.46 1.46 1.23 0.77 4.12 3.66 3.90 1.43 1.47 

2  0.00 0.47 0.19 0.36 0.33 0.34 1.44 1.40 1.40 1.20 0.77 4.13 3.64 3.90 1.40 1.45 

3   0.00 0.48 0.57 0.50 0.56 1.55 1.51 1.51 1.27 0.99 4.25 3.73 4.00 1.54 1.61 

4    0.00 0.34 0.26 0.31 1.48 1.44 1.44 1.22 0.76 4.14 3.67 3.91 1.44 1.49 

5     0.00 0.21 0.12 1.44 1.39 1.39 1.18 0.73 4.10 3.63 3.87 1.43 1.50 

6      0.00 0.18 1.52 1.47 1.47 1.23 0.77 4.11 3.64 3.88 1.45 1.51 

7       0.00 1.47 1.42 1.42 1.20 0.75 4.08 3.62 3.86 1.41 1.47 

8        0.00 0.24 0.19 0.62 1.29 3.95 3.92 3.85 1.68 1.73 

9         0.00 0.10 0.53 1.24 3.97 3.94 3.87 1.63 1.69 

10          0.00 0.53 1.25 3.95 3.92 3.85 1.64 1.70 

11           0.00 1.09 3.90 3.83 3.78 1.64 1.69 

12            0.00 3.95 3.59 3.77 1.40 1.40 

13             0.00 1.82 0.86 4.01 3.89 

14              0.00 1.32 3.59 3.47 

15               0.00 3.86 3.75 

16                0.00 0.39 

17                 0.00 

 


