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Structural insights into complex DNA lesions (and their proteins...) "
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Postulated, multi-step mechanism. Why no purines derivatives ? H
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G-to-T spin density relocalization

MD show only cytosine leads to a stable interaction with K

Fairly easy reaction ! " Biochemistry 2013 52:8115
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Inversion of reactivity ! s . . Model DFT calculations : C~ A< G
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Mechanistic insights on radical and ROS reactivity Structural predictions and destabilization
Peroxyl-mediated, combinatorial Singlet oxygen NAR 2016, Chem. Eur. J. 2017 free energies Similarity G[8-5m]T and G[8-5]C
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Energy are given in kcal/mol o *® Unravelling DNA-photosensitizer interactions < "‘(
Level of theory LC-BLYP/DZP++ AE=1107 AE=1379 We generate UV-Vis or CD spectra, investigate energy transfer.. | 4 ﬁ
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