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Supplemental figures and tables

Supplementary figure 1
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Figure S1. ITC data for the titration of SAM to TPMT p.Y240C (a) and TPMT
p-Y240S (b). Due to the low signal to noise ratio data could not be fitted accurately

and therefore only raw data are shown.



Supplementary figure 2
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Figure S2. The root-mean-squared-deviation (rmsd) to the starting conformation for
each of the five 200 ns trajectories for WT, Y240S, and Y240C (blue), the average
highlighted in red.



Supplementary table 1

Table S1. The total interaction strength (Total Int), average interaction strength
(Ave Int), and number of interacting residues (#Int) for the ten most interacting

residues based on the protein network analysis of MD simulation.

Rank chain:iresidue TotalInt Avelnt #int

1 A:138 109.65 6.09 18
2 A:204 104.97 10.50 10
3 A:155 102.18 7.30 14
4 A:199 98.30 7.56 13
5 A:181 93.88 7.22 13
6 A:235 92.77 8.43 11
7 A:76 92.69 11.59
8 A:242 87.58 9.73 9
9 A:131 84.19 6.01 14
10 A:239 83.86 6.99 12
11 A:149 82.08 8.21 10
12 A:49 79.75 3.80 21
13 A:115 78.85 7.17 11
14 A:79 78.00 6.00 13
15 A:130 77.87 9.73 8
16 A:57 76.81 5.49 14
17 A:69 76.02 4.22 18
18 A:135 75.88 3.79 20
19 A:53 74.71 5.75 13
20 A:182 74.04 8.23
21 A:184 73.98 9.25 8
22 A:150 73.47 5.25 14
23 A:166 72.93 3.47 21
24 A:174 72.10 6.01 12
25 A:143 72.08 6.01 12
26 A:170 68.70 3.43 20
27 A:148 68.39 5.26 13
28 A:112 67.85 6.78 10
29 A:66 66.86 5.57 12
30 A:86 66.77 7.42 9
31 A:128 66.11 6.61 10
32 A:185 66.02 4.40 15
33 A:173 63.79 6.38 10
34 A:180 63.12 5.26 12
35 A:214 62.44 7.81 8
36 A:163 60.66 3.37 18
37 A:120 60.56 12.11 5
38 A:89 59.85 5.44 11
39 A:65 59.23 8.46 7
40 A:146 58.93 5.89 10
41 A:72 58.72 4.52 13
42 A:158 57.23 4.09 14
43 A:99 56.30 4.33 13
44 A:208 56.03 4.31 13
45 A:96 55.73 5.07 11
46 A:63 55.65 6.18
47 A:207 55.41 6.16 9
48 A:230 53.84 2.69 20
49 A:154 53.76 4.89 11
50 A:118 53.72 5.37 10
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