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DNA conformation
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Figure S1: DNA parameters a) major groove widths b) minor groove widths, and c) inclination. The
parameters shown on the left hand side are calculated from the simulations of the free DNA, those on
the right hand side are calculated from the simulations of the complexed DNA.
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Complexed DNA
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Figure S2: DNA base pair parameters a) shear b) stretch, c) stagger, d) buckle, e) propeller, and f)
opening angle. The parameters shown on the left hand side are calculated from the simulations of the
free DNA, those on the right hand side are calculated from the simulations of the complexed DNA.
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Free DNA Complexed DNA

CAC CAC
FC FC
HMC HMC
MC MC
Icc Icc
IFC IFC
IHC IHC
a) IMC IMC
CAC 10 T CAC
FC FC
HMC o HMC
MC 3 MC
Icc « IcC
IFC IFC
IHC IHC
b) IMC IMC
CAC CAC
FC FC
HMC HMC
MC MC
Icc IcC
IFC IFC
IHC IHC
c) IMC IMC
CAC CAC
FC FC
HMC HMC
MC MC
Icc Icc
IFC IFC
IHC IHC
d) IMC IMC
CAC CAC
FC FC
= HMC = HMC
K MC S MC
Icc Icc
IFC IFC
IHC IHC
o) IMC IMC
CAC CAC
FC FC
= HMC HMC
2 MC MC
= Icc IcC
IFC IFC
IHC IHC
IMC IMC
f)

Figure S3: DNA base step parameters a) shift b) slide, ¢) rise, d) tilt, e) roll, and f) twist. The
parameters shown on the left hand side are calculated from the simulations of the free DNA, those on
the right hand side are calculated from the simulations of the complexed DNA.
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Figure S4: Time series of the opening angle in the individual runs of a) free DNA

complexed to TDG.
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Figure S5: Time series of the flip angle in the individual runs of a) free DNA and b) DNA complexed
to TDG.
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Hydrogen Bonds
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free DNA and b) the DNA complexed to TDG. Note more than one hydrogen bond can be formed

Figure S6: Hydrogen bond probabilities between DNA base pairs, other than the XC:G pair, in a) the
simultaneously.

S7



Protein-DNA interactions
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Figure S7: Snapshots of the DNA carrying XC:G complexed to TDG, showing the intercalated
ARG275.
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Figure S8: Probability distribution of the distances between Lys201 (NZ atom) and a) the O15 atom
of the of the XC base and b) the 016 atom of the carboxyl group of the ICC.
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Figure S9: Probability distribution of the distances between the CB atom of Pro202 and the methyl
carbon atom of the XC base.
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Figure S10: Probability distribution of the dihedral angle formed by atoms NH41-N4-C4-N3 of the XC
base in a) free DNA and b) DNA complexed to TDG.

S9



