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Supplementary Materials: Molecular mechanisms associated
with clustered lesion-induced impairment of 8-oxoG
recognition by the human glycosylase OGG1
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In
te

ra
ct

io
ns

 w
ith

in
 th

e 
he

lix
In

te
ra

ct
io

ns
 w

ith
 th

e 
ba

ck
bo

ne

G.

E.

K249

G245

8OG
S148

K207

N151

R154

G245

K207

8OG

K249

N151

R154

25 % 22 %

20 % H.

G245

K207

8OG

K249

N151

R154

15 %

F. N151

R154

K249

G245

K207

8OG

R154

Y203

R204N149

8OG

dC4

dC16

dG17

A.

Y203

R154

R204

N149

dC15

R154B.

C. D.

25 % 22 %

20 % 15 %
R154

8OG

dC4

N149

R204

Y203

dG18

dG18

dG17

Y203

R204
8OG

dC15

N149

8OG dG17

dG18

dT19

Figure S1. Representation of the key-interactions within the DNA helix (A. to D.) and with the
DNA backbone (E. to H.) upon the presence of an isolated 8-oxoG for the four main clusters. The
weight of the cluster is displayed in red.
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Figure S2. Representation of the key-interactions within the DNA helix (A. to D.) and with the
DNA backbone (E. to H.) upon the presence of clustered 8-oxoG and 3’ mismatch for the four
main clusters. The weight of the cluster is displayed in red.
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Figure S3. Representation of the key-interactions within the DNA helix (A. to D.) and with the
DNA backbone (E. to H.) upon the presence of clustered 8-oxoG and 5’ mismatch for the four
main clusters. The weight of the cluster is displayed in red.
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Figure S4. Intra-base pair structural parameters of the 8-oxoG-dC16 base pair in systems harboring
an isolated 8-oxoG (cyan), clustered 8-oxoG + 3’ mismatch (orange) or clustered 8-oxoG + 5’
mismatch (red).
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Figure S5. Intra-base pair structural parameters of the dG(T)6-dC(G)15 base pair 3’ to the 8-oxoG
in systems harboring an isolated 8-oxoG (cyan), clustered 8-oxoG + 3’ mismatch (orange) or
clustered 8-oxoG + 5’ mismatch (red).
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Figure S6. Intra-base pair structural parameters of the dC(T)4-dG17 base pair 3’ to the 8-oxoG in
systems harboring an isolated 8-oxoG (cyan), clustered 8-oxoG + 3’ mismatch (orange) or clustered
8-oxoG + 5’ mismatch (red).
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Figure S7. Inter-base pairs structural parameters of the 8-oxoG-dC16 / dG(T)6-dC(G)15 base
pairs in systems harboring an isolated 8-oxoG (cyan), clustered 8-oxoG + 3’ mismatch (orange) or
clustered 8-oxoG + 5’ mismatch (red).
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Figure S8. Inter-base pairs structural parameters of the dC(T)4-dG17 / 8-oxoG-dC16 base pairs in
systems harboring an isolated 8-oxoG (cyan), clustered 8-oxoG + 3’ mismatch (orange) or clustered
8-oxoG + 5’ mismatch (red).
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Figure S9. Distribution of 8-oxoG backbone angles values in systems harboring an isolated 8-oxoG
(cyan), clustered 8-oxoG + 3’ mismatch (orange) or clustered 8-oxoG + 5’ mismatch (red).
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Figure S10. Distribution of dG(T)6 backbone angles values in systems harboring an isolated
8-oxoG (cyan), clustered 8-oxoG + 3’ mismatch (orange) or clustered 8-oxoG + 5’ mismatch (red).
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Figure S11. Distribution of the dC(T)4 backbone angles values in systems harboring an isolated
8-oxoG (cyan), clustered 8-oxoG + 3’ mismatch (orange) or clustered 8-oxoG + 5’ mismatch (red).
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