S2 Table. Hydrogen bonds observed in the GAATTC site during molecular dynamics
simulation of EcoRI in a complex with DNA containing G or oxoG at the 1 position

of the recognition sequence”

G oxoG
Donor Acceptor |2/r|$tlﬂ, elr\1/(|eer3r;/, Occug/rence, I'g/rl:;?ﬂ, elr\1/<|aer3r;/, Occuor/rence,
A kcal/mol ° A kcal/mol °
Protein—DNA bonds
NSl | OIIBINOGT | Tor | 3 | g9 | e | ams | s
NLysT | OWIA | Gor | s | ea | aos | 2m1 | s
N8 |OPIAT | So6 | s | sp | 3o | 2z | 7
NIGWI0O) Ol | gop | s | e | aor | 2z | s
N[Asn125] | O*[T4] o B 09 >0 o4 s
NaAsn125] | NT[AZ 15 | aes | s | a1 | a0 | o
N[Al126] | 0T a0s | 212 | s | 308 | 214 | s
Nn2[Arg129] | O2P[A2] o0 | 278 o s o8
wuon omemon| 35 | 5| % | 3 | w8
Nn1[Arg187] | O%[ox0G1] n/a* n/a n/a ggg :ggg gg
N oAl | S0 | 53 | s | 3es | aa | s
Nool  [oMeal | 3oy | Ga | s | 3oa |z |
Watson—Crick bonds

NUGIxoGH | NICOT | 3o5 | o1 | o | a0s | 1ss |
N’[GloxoG1] | 0*[C(6)] §3§ i§j§3 19090 ggé jgg 19090
VA2 | T 205 | 23 | e | 27 | 23 | o
A O | 3 | o | e | a0 | axr | e
NATO [ NUAGT | o | ee | e | aas | i | oo
NATS] MA@ | 3ip | yes | e | ane | es |
VOOl | OG0T | oe | pap | a0 | 2er |z |

“The bonds existing in at least one of two half-sites for at least 90% of the simulation are listed.
The values for both half-sites are presented. Indexes in parenthesis refer to the complementary

bases.

*n/a, not applied




