ADDITIONAL FILE 10
List of reactions involved in the formation of Ubcl3:Mms2 complex and simu-
lation results

Table 1 reports the list of biochemical reactions involved in the formation of Ubc13:Mms2 complex, which
were removed from an initial version of the model.

Figure 1 shows the average dynamics of mono-ubiquitylated PCNA (blue line) and poly-ubiquitylated
PCNA (red line) at 5 J/m? UV dose, obtained with (dashed lines) and without (solid lines) the set of
reactions given in Table 1. In both cases, the average dynamics were evaluated by considering 100 inde-
pendent stochastic simulations, executed starting from the same initial conditions and with an estimated
number of DNA lesions equal to 1001. The initial conditions for dashed line dynamics are given in Table
1 hereafter, together with Tables 2 and 3 in the paper, while for solid line dynamics they are reported in
Tables 2 and 3 in the paper.

Table 1: Removed reactions

Reaction ‘ Reagents ‘ Products ‘ Constant [sec™ ] ‘ Reference ‘
1 Ubcl3 + Mms2 | Ubcl3:Mms2 1.82x10° T [1-4]
2 Ubcl3:Mms2 Ubcl3 + Mms2 98 [1-4]
3 Ubcl3:U:Mms2 | Ubcl3:Mms2 +U | 1.82x107 " [1-4]
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Figure 1: Comparison between the simulated dynamics of PCNA ubiquitylation obtained with (dashed
lines) and without (solid lines) the set of reactions listed in Table 1
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