A Protein - 5mC Run B DNA - 5mC Run

5 5
k — 30-40 ns E — 30-40 ns
— 50-57 ns — 50-57 ns
4 —
o< ot 3 —
o o
(73} s
= =
o [is
2 —
0 T T T T T T T T T O———T—T1 7
450 500 550 600 410 420 430
Residue Residue
c Protein - 5hmC Run D DNA - 5hmC Run
5 5
E — 30-40 ns E — 30-40ns
— 50-57 ns — 50-57 ns
4 4 —
< 3 < 3
o o
o] R
= ) =
o I o

0 T T T T T T T T T O——T—TT1T
450 500 550 600 410 420 430
Residue Residue

Supplementary Figure S4. Atom-positional root-mean-square fluctuations of the protein
(A, C) and both DNA strands (B, D) during two simulation periods. Note that both
structures show the same flexibility pattern during both simulation periods and are overall
stable during both periods. This is in agreement with the RMSD data in Figure S3, which
shows that equilibration is reached after 30 ns of simulation time.



