Curriculum Vitae
Elise Dumont

civil status  French, 40 years old, civil union, two children (2015, 2018)
email mailto:elise.dumont@ens-lyon.fr
url http://perso.ens-lyon.fr/elise.dumont/

tel +33(0)472728010

post Department of Chemistry, UMR 5182
Ecole Normale Supérieure de Lyon
46 allee d'ltalie, 69346 Lyon Cedex 07, France

Professor at the Ecole Normale Supérieure de Lyon

Career and academic background

2017-2021 Full Professor, Ecole Normale Supérieure de Lyon , Department of Chemistry
2021-... Professeur des Universités 1e classe, awarded by the National Universities Council (CNU)
2019-2024 Junior member of the Institut Universitaire de France (IUF), an institution that appoints 2%
of French academics in research-intensive chairs.
2017-2021 Professeur des Universités (PR2)

Research in computational bio- and supramolecular chemistry, at the Laboratoire de Chimie, ENS de Lyon
DNA damage and repair, QM/MM modeling, classical MD simulations, photo(bio)chemistry, radical chemistry

— 96 research papers, 2 book chapters, complete list of publications link Google scholar

— ~ 1800 citations (as of Oct. 2021), h-index=23

— 33 oral communications (17 invited lectures), 28 seminars as of May 2021

— Academic stays at UCLA (2011, two weeks), U. Bologna (2013, three weeks), U. Dusseldorf (2013,

three weeks), VU Amsterdam (guest scientist 2014-2015, six months in total, U. Valencia (2014, two weeks),
U. Tarragona (2015, two weeks), ECNU (2016, invited professor and 2019)

2008-2017 Associate Professor, Maitre de Conférences, Ecole Normale Supérieure de Lyon
2013 Habilitation a diriger les recherches (HDR, D. Sc. in Chemistry)
Hybrid simulation of biomolecular environment effects: reactivity, structure and spectroscopy
Committee: S. Antonzcak, A. Milet, F. Lankas, R. Vuillemier, J.-L. Ravanat, X. Assfeld, M. Garavelli.
2010 six-months stay at EPFL Lausanne, Switzerland, Prof. U. Rothlisberger

2007-2008 Research and teaching assistant (ATER), Université de Nancy, Laboratoire SRSMC
2006-2007 Postdoctoral fellow, Australian National University, Research School of Chemistry, Canberra, P. M. W. Gill
1st sem. 2006 Junior scientist, UCSF, California, group Ken A. Dill
2003-2006 Ph.D. in Theoretical Chemistry, University Paris VI, under the direction of P. Chaquin

Studying electronic substituent effects using fictitious charges: the H* method. (link to the manuscript, in French)
2000-2003 Undergraduate and graduate studies at the Department of Chemistry, Ecole Normale Supérieure Paris

2000-2003: Magistére in Chemistry, Ecole Normale Supérieure Paris

2002-2003: Master 2 in Theoretical and Informatics Chemistry, University Paris VI
2001-2002: Research stays at Univ. Autonoma Barcelona, U. Paris-Sud, University Paris VI
2000-2001: Degree and Master 1 in Chemistry, Ecole Normale Supérieure Paris
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Supervision of research projects

PhD students (7, 2 ongoing)

Year(s) Name Funding scheme Publications Current position
2021-. .. Maxime Kermarrec ANR —
co-supervision N. Gillet —
2020-. .. Laleh Allahkaram ENS fellowship one submitted —
co-supervision N. Gillet ("bourse présidence")
2016-2019 Chen-Hui Chan Labex PRIMES P60,76,91 Pdoc Korea
co-supervision D. Loffreda
2014-2017 Emmanuelle Bignon Bourse ED/MESRI  P45,47,48,49,52,53 Pdoc U. Lorraine
co-supervision C. Morell P60,61,69,80,81
2014-2017 Debora Vilona Bourse Région ARA P52,85 IR XXX
2010-2013 Chandan Patel Bourse ED/MESRI P22,26,27,31
2007-2010 Adéle Laurent Bourse ED P12,14,15,17,18,19 CR U. Nantes

Post-doctoral fellowships

Year(s) Name Funding scheme Publications Current position
2020-2021 | Alessio Bartocci  Maison de la Chimie P89,95 Pdoc U. Strasbourg
2016-2018 Ayad Bellili ATER ENS P59 Ass. Prof. U. XXX
2014-2016 | Raymond Griiber Lecturer ENS P41,67.70,88 Lecturer, U. G. Eiffel
2010-2011 Céline Dupont Lecturer ENS P 22,25,26,27 CNRS U. Bourgogne

Visitors and summer internships:

2 L3 internships: David Beroldy (2012), Raphael Finizola (2020) 1 M1 internship: Elsa Fontimpe (M1 ENS,
2009) 5 M2 internships: Inacrist Geronimo (M2 Atosim, 2009, P16), Nils Aronsshon (M2 ENSL, 2014), Gilles
Touchagues (M2 Atosim, 2014), Victor Claerbout (M2 Atosim, 2017, P80,81), Florence Szczepaniak (M2 ENSL,

2019, P83)

Teaching
2018-2019 Lecture "Introduction to molecular modeling" (M1 Catalysis, La Doua, 15h CM + 15h TD)
2016-2017 Lecture Computational Chemistry (M1, 10h CM). Since 2018,
2015-2018 Chemical bonding (L3, 14h CM)
Since 2008 Molecular modelling hands on (L3, M1, M2), DFT lecture
2012-2014 Computational photochemistry
2011-2017 Spectroscopy L3 : rotation, vibration , rovibration (10h CM)
2008-2014 Electrochemistry practicals
2010-2014 Mathematics L3 : basic notions in algebra and analysis
2008-2013 Computer science for physics: C and python
2008-2014 Teaching in the "Prépa agrégation"

Responsabilities

2021-2024 Elected member of the CoNRS section 16 (Chemistry & Life)

Sept. 2019- Expert for MESRI/DAEI (European and International Affairs Department, Anses)

Sept. 2019- Head of Department of Chemistry, ENS de Lyon

2017- Editorial Board Member for Scientific Reports

2017- Member of the Council of the Ecole Doctorale in Chemistry of Lyon

2016-2020 Co-animator of the Theory Axis of ENS Lyon (11 permanent members, ~15-20 non permanent researchers), mem-

ber of the scientific council
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2016-2018

2016-2018
2015-2017
2015-2019
2014-2021
2014
2014~
2014

2014~
2013~

2011
2010-2015
2008~

Responsible for the teaching program in Chemistry at ENS de Lyon (L3 and M1 Chemistry major) Sciences de la
matiere ENS de Lyon (~30 students)

Member of the department council

Nominated member at the "Conseil National des Universités", CNU section 31, collége B

Vice-president for the ENSL entrance exam, Chemistry part

Board member of the "Réseau Francais de Chimie Theorique" (RCTF); coordinator for the South-East pole

Guest Editor for a Topics "Radiation-induced and oxidative DNA damages" in Frontiers in Chemistry

Member of 24 PhD committees (13 as referee, 3 in Spain, 1 in Austria, 5 as president) and 4 HDR (2 as referee)
Chair of Session "Radiation-induced DNA damage" — Physics and modeling, 13th International Workshop on Radi-
ation Damage to DNA, MIT

Member of recruitment committees (5 MCF, 2 PR), AgPr and ATER positions yearly

Referee for several scientific institutions and funding agencies: ERC, ANR, DAEI/MESRI (10 per year), PRACE (panel
member in 2016), NWO, the Slovak Academy of Sciences, the Czech Science Foundation, the Romanian Ministry,
the Austrian Academy of Sciences, DAEI, Ville de Paris, NSC Poland, Labex ...

Scientific Board of the workshop "Biophotochem workshop", organized in Marseilles

Elected member of the lab council

Peer reviewer for journals: publons

Awards & research grants

2020: ANR Nucleomap (partner, Pl N. Gillet)

2019: Nomination as IUF (Institut Universitaire de France) junior member, considered equivalent of top 2% of French
academics below 40 years

2019: Laureate Fonds Recherche ENSL (30 kE)

2018: Laureate ELAN ERC Idex Lyon (32 kE)

2018: Laureate Fondation de la Maison de la Chimie (50 kE)

2014: Région Rhéne-Alpes grant, PhD polyoxometalate-peptide interaction (co-supervisor, E. Lacéte)

ANR funding: Ln23 (2014-2017, grant holder Olivier Maury), Femto2DNA (2015-2019, grant holder Xavier
Assfeld), Eco-phos (2017-2020, grant holder Olivier Maury)

2013-2016: member of the COST Action CM 1201, WG "Models of DNA Damage and Consequences"

2012 Member and representant of the lab ("project leader") in the LabEX PRIMES

(Physics, Radiobiology, Medical Imaging and Simulation) (2012-2019)

2010 Laureate of a mobility fellowship for a six-months stay at EPFL (2010)

2006 ANU postdoctoral fellowship (2006-2007)

Five selected publications

Title Journal Cited
Unveiling the binding modes of the crystallophore, a terbium-based Chem. Eur. J., 2018, 24:9739-9746 doi 14
molecular nucleating and phasing agent for protein crystallography

Insights into the formation of an oxidative intra-strand cross-link J. Am. Chem. Soc., 2012, 134:2111-2119 doi 69
DNA lesion from QM/MM molecular dynamics simulations

Resolving the benzophenone DNA-photosensitization J. Phys. Chem. Lett., 2015, 6:576-580 49
mechanism at QM/MM level

Probing the reactivity of singlet oxygen with purines Nucl. Acids Res., 2016, 44:56-62, doi 46

Interaction of Palmatine with DNA: An Environmentally J. Phys. Chem. B, 2015, 119:410-419 42

Controlled Phototherapy Drug
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https://publons.com/author/1169567/elise-dumont#profile
https://onlinelibrary.wiley.com/doi/abs/10.1002/chem.201802172
http://pubs.acs.org/doi/abs/10.1021/ja2084042
http://nar.oxfordjournals.org/content/44/1/56

Publications

citations: ~1800 (as Sept. 2021) / h-index: 23 / first author: 19 / corresponding author: 19 / co-corresponding-author: 14 /
published or in press: 96 + 2 book chapters. Google scholar Elise Dumont, Orcid 0000-0002-2359-111X

*** 2021

[...] Footprinting the binding of crystallophore at protein-protein interfaces : genesis/from a versatile probe to iden-
tified crystallization sites, N. Gillet, A. Bartocci,... , E. Girard, E. Dumont

[...] Design of the second generation of crystallophore for protein crystallography, A. Roux, Z. Alsalman, T .Jiang, J.-C.
Mulatier, D. Pitrat, E. Dumont, F. Riobé, E. Girard, O. Maury, in preparation

[...] Reactivity of singlet oxygen with DNA, an update, J.-L. Ravanat, E. Dumont, submitted

[...] Molecular mechanisms associated with clustered lesion-induced impairment of 8-oxoG recognition by the hu-
man glycosylase OGG1, T .Jiang, E. Dumont, A. Monari, E. Bignon, submitted to Molecules. preprint

[...] Encoding stereochemical molecular information on cyclophanes using non-directional interactions, Y. Zhang, B.
Ourri, P-T. Skowron, E. Jeamet, A. Belenguer, N. Vanthuyne, O. Cala, P. Mandal, C. Duchamp, E. Dumont, F. Perret,
L. Vial, I. Huc, J. Leclaire, to be submitted

[...] The behavior of triplet thymine in a model B-DNA strand. Energetics and spin density localization revealed by
ab initio molecular dynamics simulations. L. Allahkaram, A. Monari, E. Dumont, submitted

[...] How fragile we are. Influence of STimulator of INterferon Genes, STING, variants on pathogen recognition and
immune response efficiency, J. Morere, C. Hognon, T. Miclot, T. Jiang, E. Dumont, G. Barone, E. Bignon, and A. Monari,
submitted, preprint

[P96] Organo-polyoxometalate-based Hydrogen-Bond catalysis, D. Vilona, M. Lelli, E. Dumont, E. Lacéte, Chem. Eur.
J., 2021, in press

[P95] Influence of divalent cations in the protein crystallization process assisted by Lanthanide-based additives. A.
Roux, R. Talon, Z. Alsalman, S. Engilberge, A. D'Aléo, S. Di Pietro, Adeline Robin, A. Bartocci, G. Pilet, E. Dumont, T.
Wagner, S. Shima, F. Riobé, E. Girard, O. Maury, Inorg. Chem, 2021, in press preprint

[P94] Exploring the Concept of Dimerization-Induced Inter System Crossing: at the Origins of Spin-Orbit Coupling
Selection Rules, L. Galdn, J. Andrés Castdn, C. Dalinot, P. Simén Marqués, J. Galiana, P. Blanchard, C. Andraud,
E. Dumont, O. Maury, C. Cabanetos, C. Monnereau, T. Le Bahers, J. Phys. Chem. B, 2021, in press

[P93] Light-induced in situ chemical activation of a fluorescent probe for monitoring intracellular G-quadruplex
structures, M. Mosser, M. Deiana, T. Le Bahers, E. Dumont, M. Dudek, S. Denis-Quanquin, C. Andraud, K. Matczyszyn,
L. Guy, C. Monnereau, Nanoscale, 2021, accepted

[P92] A dynamic view of histone tails interaction with clustered abasic sites in a nucleosome core particle, E. Bignon,
N. Gillet, T. Jiang, C. Morell, E. Dumont, preprint, 2021, J. Phys. Chem. Lett., in press

[P91] Tracing back the Recognition of a Multiply Damaged Site by DNA Bacterial Formamidopyrimidine Glycosy-
lases Through Molecular Dynamics Simulations and a Machine Learning Protocol, E. Bignon, N. Gillet, C.-H. Chan, T.
Jiang, A. Monari, E. Dumont, Comput. Struct. Biotechnol. J., accepted

Elise Dumont - Curriculum Vitae - 4
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https://orcid.org/0000-0002-2359-111X
https://www.biorxiv.org/content/10.1101/2021.09.23.461474v1
https://biorxiv.org/cgi/content/short/2021.07.12.452045v1
https://chemrxiv.org/engage/chemrxiv/article-details/60cb3ff3afe54f59d5a3a1e3
https://www.biorxiv.org/content/10.1101/2021.02.16.431417v1

[P90] Low-energy electron transport in gold: mesoscopic potential calculation and its impact on electron emission
yields, R. Ramos, F. Poignant, C.-H. Chan, A. Ipatov, B. Gervais, E. Dumont, D. Loffreda, M. Beuve, Eur. Phys. J. Plus,
2021, 136:345, doi

[P89] Capturing the dynamic association between a tris-dipicolinate lanthanide complex and a decapeptide: a com-
bined paramagnetic NMR and molecular dynamics exploration, S. Denis-Quanquin, A. Bartocci, F. Riobé, O. Maury,
E. Dumont, N. Giraud, Phys. Chem. Chem. Phys., in press doi

[P88] Electron-Triggered Metamorphism in Palladium-Driven Self-Assembled Architectures, C. Kahlfuss, S. Chowd-
hury, A. Fins-Carreira, R. Griiber, E. Dumont, D. Frath, F. Chevallier, E. Saint-Aman, C. Bucher, Inorg. Chem., 2021,
60:3543-3555 doi

[P87] Radiochimie de 'ADN : études expérimentales et théoriques, J.-L. Ravanat and E. Dumont, Actualité Chimique,
2021, link

[P86] Assessing the sequence dependence of pyrimidine-pyrimidone (6-4) photoproduct in a duplex double-stranded
DNA: a challenge for microsecond range simulation, N. Gillet, A. Bartocci, E. Dumont, J. Chem. Phys, 2021, 154:135103
doi

[P85] Synthesis and properties of higher nuclearity polyazanes, T. Criton, D. Vilona, G. Jacob, M. Médebielle, E. Dumont,
L. Joucla, E. Lacéte, Chem. Eur. J., 2021, 27:3670-3674 doi

[P84] Monte Carlo study of free radical production under keV photon irradiation of gold nanoparticle aqueous so-
lution. Part II: local primary chemical boost. F. Poignant, H. Charfi, C.-H. Chan, E. Dumont, D. Loffreda, E. Testa, B.
Gervais, M. Beuve, Radiation Physics and Chemistry, 2021, 109161 doi

*** 2020

[P83] Molecular dynamics approach for capturing calixarenes-proteins interactions: the case of cytochrome c, A.
Bartocci, N. Gillet, T. Jiang, F. Szczepaniak, E. Dumont, J. Phys. Chem. B, 2020, 124:11371-11378 doi, preprint

[P82] Polymerization photoinitiators with near-resonance enhanced two-photon absorption cross section towards
high-resolution photoresists with enhanced sensitivity, C. Arnoux, Tatsuki, E. A. Poutougnigni, J.-C. Mulatier, D.
Pitrat, L. Khrouz, C. Bucher, E. Dumont, K. Kamada, P. Baldeck, C. Andraud, A. Banyasz, C. Monnereau, Macro-
molecules, 2020, doi

[P81] Impact of the nucleosome histone core on the structure and dynamics of DNA containing pyrimidine-pyrimidone
(6-4) photoproduct, E. Matouskova, E. Bignon, V. Claerbout, T. Drsata, N. Gillet, A. Monari, E. Dumont, F. Lankas, J.
Chem. Theor. Comput, 2020 preprint

[P80] Nucleosomal embedding reshapes the dynamics of abasic sites, E. Bignon, V. Claerbout, T. Jiang, C. Morell, N.
Gillet, E. Dumont, Sci. Rep., 2020, in press, preprint

[P79] The Dark Side of Disulfide-based Dynamic Combinatorial Chemistry. M. Dumartin, J. Septavaux, E. Jeamet,
E. Dumont, F. Perret, L. Vial, J. Leclaire, Chem. Sci., 2020, doi

[P78] Effect of the Ligand Binding Strength on the Morphology of Functionalized Gold Nanoparticles, C.-H. Chan, F.
Poignant, M. Beuve, E. Dumont, D. Loffreda*, J. Phys. Chem. Lett., 2020, 11, 7, 2717-2723, doi
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https://link.springer.com/article/10.1140/epjp/s13360-021-01318-x
https://pubs.rsc.org/en/content/articlelanding/2021/cp/d0cp06570f#!divAbstract
https://pubs.acs.org/doi/10.1021/acs.inorgchem.0c02365
https://www.lactualitechimique.org/La-radiolyse-de-l-ADN-etudes-experimentales-et-theoriques
https://aip.scitation.org/doi/10.1063/5.0041332
https://doi.org/10.1002/chem.202004830
https://doi.org/10.1016/j.radphyschem.2020.109161
https://pubs.acs.org/doi/abs/10.1021/acs.jpcb.0c08482
https://chemrxiv.org/articles/preprint/Capturing_the_Supramolecular_Association_of_Calixarenes_onto_Proteins_Relying_on_Molecular_Dynamics_Simulations_The_Case_of_Cytochrome_C/11903112
https://pubs.acs.org/doi/10.1021/acs.macromol.0c01518
https://www.biorxiv.org/content/10.1101/2020.04.24.060012v1.abstract
https://www.biorxiv.org/content/10.1101/2020.02.26.966366v1.abstract
https://pubs.rsc.org/en/Content/ArticleLanding/2020/SC/D0SC02399J#!divAbstract
https://pubs.acs.org/doi/abs/10.1021/acs.jpclett.0c00300

[P77] Monte Carlo study of the free radical production under keV photon irradiation in the presence of gold nanopar-
ticles. Part I: global primary chemical boost. F. Poignant, H. Charfi, C.-H. Chan, E. Dumont, D. Loffreda, E. Testa, B.
Gervais, M. Beuve, Radiation Physics and Chemistry, 2020, accepted doi

*** 2019

[P76] Probing interaction of a trilysine peptide with DNA behind formation of guanine-lysine cross-links: insights
from molecular dynamics. C.-H. Chan, A. Monari, J.-L. Ravanat, E. Dumont*, Phys. Chem. Chem. Phys, 2019, 21,
23418-23424 (selected as hot paper) doi

[P75] Tuning Protein Frameworks via Auxiliary Supramolecular Interactions, S. Engilberge, M. L. Rennie, E. Dumont,
P. Crowley, ACS Nano, 2019, 13:10343-10350 doi

[P74] A Halogen-Bond Donor Catalyst for Templated Macrocyclization, K. Guillier, E. Caytan, V. Dorcet, F. Mongin,
E. Dumont, F. Chevallier, Angew. Chem. Int. Ed., 2019, 58:14940-14943, doi

[P73] Photo/redox-responsive 2D-Supramolecular assembly involving Cucurbit-[8]-uril and a star-shaped porphyrin
tecton, S. Chowdhury, N. Youssef, L. Guy, D. Frath, F. Chevallier, E. Dumont, A. P. Ramos, G. J.-F. Demets, C. Bucher,
Electrochimica Acta, 2019, 316:79-92 doi

[P72] Selective and efficient recognition of monophosphoesters in water by a biomimetic resorcinarene Zn(ll) com-
plex, S. Collin, N. Giraud, E. Dumont, O. Reinaud, Org. Chem. Frontiers, 2019, 6:1627-1636

[P71] A Water Solvation Shell can Transform Gold Metastable Nanoparticles in the Fluxional Regime, C.-H. Chan, F.
Poignant, M. Beuve, E. Dumont, D. Loffreda, J. Phys. Chem. Lett., 2019, 10:1092, doi

[P70] Dynamic Molecular Metamorphism involving Palladium-Assisted Dimerization of w-Cation Radicals. C. Kahlfuss,
R. Griiber, E. Dumont, G. Royal, F. Chevallier, E. Saint-Aman, C. Bucher, Chem. Eur. J., 2019, 25:1573-1580 doi

[P69] Wetting the Lock and Key Enthalpically Favors Polyelectrolytes Binding. E. Jeamet, J. Septavaux, A. Heloin, M.
Donnier-Maréchal, M. Dumartin, P. Mandal, I. Huc, E. Bignon, E. Dumont!, J.-P. Francoia, F. Perret, L. Vial®, and J.
Leclairef, Chem. Sci., 2019, 10, 277 doi (communiqué: CNRS news)

*** 2018

[P68] Dynamics of the excited-state hydrogen transfer in a dG-dC homo-polymer: intrinsic photostability of DNA. A.
Francés-Monerris, H. Gattuso, D. Roca-Sanjudn, I. Tuién, M. Marazzi, E. Dumont, and A. Monari, Chem. Sci., 2018,
in press (cover)

[P67] Unveiling the binding modes of the crystallophore, a terbium-based molecular nucleating and phasing agent
for protein crystallography. S. Engilberge, F. Riobé, S. Di Pietro, T. Wagner, S. Shima, E. Girard, E. Dumont, O. Maury,
Chem. Eur. J., 2018, 24:9701-9701 (cover) - CNRS news

[P66] Diastereoselective Synthesis of a Dyn[3]arene with Distinct Binding Behaviors toward Analogous Biogenic
Polyamines. M. Donnier-Maréchal, J. Septavaux, E. Jeamet, A. Héloin, F. Perret, E. Dumont, J.-C. Rossi, F. Ziarelli, J.
Leclaire, L. Vial, Org. Lett., 2018, 20:2420-2423 doi

[P65] Resolving the singlet excited states manifold of benzophenone by first-principles and ultrafast elec-
tronic spectroscopy. J. Segarra-Marti, E. Zvereva, M. Marazzi, J. Brazard, E. Dumont, X. Assfeld, S. Haacke, M.
Garavelli, A. Monari, J. Léonard, I. Rivalta, J. Chem. Theor. Comput., 2018, 14:2570-2585, doi

Elise Dumont - Curriculum Vitae - 6


https://www.sciencedirect.com/science/article/abs/pii/S0969806X19316044?via%3Dihub
https://pubs.rsc.org/en/content/articlelanding/2019/cp/c9cp04708e#!divAbstract
https://pubs.acs.org/doi/full/10.1021/acsnano.9b04115
https://onlinelibrary.wiley.com/doi/abs/10.1002/anie.201908317
https://www.sciencedirect.com/science/article/abs/pii/S0013468619310102
https://pubs.acs.org/doi/10.1021/acs.jpclett.8b03822
https://onlinelibrary.wiley.com/doi/10.1002/chem.201805017
https://pubs.rsc.org/en/content/articlepdf/2018/sc/c8sc02966k
https://www.cnrs.fr/inc/communication/direct_labos/vial.htm
https://inc.cnrs.fr/fr/cnrsinfo/le-crystallophore-un-nouveau-couteau-suisse-pour-connaitre-la-structure-des-proteines
https://pubs.acs.org/doi/10.1021/acs.orglett.8b00766
https://pubs.acs.org/doi/10.1021/acs.jctc.7b01208
https://pubs.acs.org/doi/10.1021/acs.jctc.7b01208

[P64] Accurate estimation of the standard binding free energy of netropsin with DNA. H. Zhang, H. Gattuso,
E. Dumont, W. Cai, A. Monari, C. Chipot, F. Dehez, Molecules, 2018, 23(2), 228 doi

[P63] The effect of solvent relaxation in the ultrafast time-resolved spectroscopy of solvated benzophenone.
E. A. Zvereva, J. Segarra-Marti, M. Marazzi, J. Brazard, A. Nenov, O. Weingart, J. Léonard, M. Garavelli, I. Ri-
valta, E. Dumont, X. Assfeld, S. Haacke, A. Monari, Photochem. Photobiol. Sci., 17:323-331 doi

*** 2017

[P62] Elucidation of the Conformation of Polyglycine Organo-Polyoxotungstates: Evidence for Zipper Folding,
D. Vilona, D. Lachkar, E. Dumontf, M. Lellif, E. Lacétef, Chem. Eur. J., 2017, 23, 13323-13327 doi

[P61] Ibuprofen and ketoprofen potentiate UVA-induced cell death by a photosensitization process, E. Bignon,
M. Marazzi, V. Besancenot, H. Gattuso, C. Morell, L. Eriksson, S. Grandemange, E. Dumont, A. Monari', Sci.
Rep., 2017, 7, 8885 doi

[P60] Molecular dynamics insights into polyamines-DNA binding modes: implications for cross-links selectiv-
ity, E. Bignon®, C.-H. Chan, C. Morell, A. Monari, J.-L. Ravanat, E. Dumontf, Chem. Eur. J., 2017, 23:12845-
12852 doi

[P59] Free energy profiles for two ubiquitous damaging agents: methylation and hydroxylation of guanine in
B-DNA. R. Griiber, J. Aranda, A. Bellili, I. TuAdn, E. Dumont*, Phys. Chem. Chem. Phys., 2017, 19:14695-
14701 doi

[P58] Conformational polymorphism or structural invariance in DNA photoinduced lesions: implications for re-
pair rates. F. Dehez, H. Gattuso, E. Bignon, C. Morell, E. Dumont’, A. Monari, Nucl. Acids Res., 2017, 45:3654-
3662 doi

[P57] Interstrand cross-linking implies contrasting structural consequences for DNA: insights from molecular
dynamics. E. Bignon, T. Drsata, C. Morell, F. Lankas, E. Dumont’, Nucl. Acids Res., 2017, 45(4):2188-2195 doi

*** 2016

[P56] Electron-Triggered Supramolecular Metamorphism in Porphyrin-Based Self-Assembled Materials, C.
Kahlfuss, S. Denis-Quangin, N. Calin, E. Dumont, M. Garavelli, G. Royal, S. Cobo, E. Saint-Aman and C. Bucher,
J. Am. Chem. Soc, 2016, 138:15234-15242. doi

[P55] Thermodynamics of DNA: Sensitizer recognition. Characterizing binding motifs with all-atom simula-
tions, H. Gattuso, E. Dumontf, C. Chipot, A. Monari, F. Dehez, Phys. Chem. Chem. Phys, 2016, 18:33180-
33186. doi

[P54] Radical-induced purine lesion formation is dependent on DNA helical topology. M. A. Terzidis, A. Prise-
caru, Z. Molphy, N. Barron, E. Dumont, A. Kellett, and C. Chatgilialoglu, Free Rad. Res, 2016, 50:91-101 doi

[P53] Repair Rate of Clustered Abasic DNA Lesions by Human Endonuclease: Molecular Bases of Sequence
Specificity, H. Gattuso, E. Durand, E. Bignon, C. Morell, A. G. Georgakilas, E. Dumont!, C. Chipot, F. Dehez, A.
Monari, J. Phys. Chem. Lett., 2016, 7:3760-3765 doi

[P52] Correlation of bistranded clustered abasic DNA lesion processing with structural and dynamic DNA he-
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https://www.nature.com/articles/s41598-017-09406-8
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https://academic.oup.com/nar/article-lookup/doi/10.1093/nar/gkx148
https://academic.oup.com/nar/article-lookup/doi/10.1093/nar/gkw1253
http://pubs.acs.org/doi/full/10.1021/jacs.6b09311
http://pubs.rsc.org/en/content/articlelanding/2016/cp/c6cp06078a
http://www.tandfonline.com/doi/abs/10.1080/10715762.2016.1244820
http://pubs.acs.org/doi/abs/10.1021/acs.jpclett.6b01692

lix distortion, E. Bignon, H. Gattuso, C. Morell, F. Dehez, A. Georgakilas, A. Monari, E. Dumont’, Nucl. Acids
Res., 2016, 44:8588-8599 doi

[P52] Grafting of Secondary Diol-Amides onto [PoW15V350¢2]°~ Generates Hybrid Heteropoly Acids. D. Lachkar,
D. Vilona, E. Dumontf, M. Lelli, E. Lacote Ang. Chem. Int. Ed., 2016, 128:6065-6069 doi

[P50] Two-photon-absorption DNA sensitization via solvated electrons production: Unraveling the photo-
chemical pathways by molecular modeling and simulation H. Gattuso, M. Marazzi, E. Dumont and A. Monari
Phys. Chem. Chem. Phys., 2016, 18:18598-18606 doi

[P49] Singlet oxygen guanine onto guanine: reactivity and structural signature within the B-DNA helix. E. Dumont*,
R. Griber, E. Bignon, C. Morell, J. Aranda, J.-L. Ravanat, I. Tuadén, Chem. Eur. J., 2016, 22:12358-12362 doi

[P48] Probing the reactivity of singlet oxygen with purines. E. Dumont!, R. Griiber, E. Bignon, C. Morell, Y.
Moreau, A. Monari, J.-L. Ravanat!, Nucl. Acids Res., 2016, 44:56-62, doi

*** 2015

[P47] Insights on the Chemical Meanings of the Reaction Electronic Flux. C. Morell, V. Tognetti, E. Bignon,
E. Dumont, N. Hernandez-Haro, B. Herrera, A. Grand, S. Gutiérrez-Oliva, L. Joubert, A. Toro-Labbé, H. Cher-
mette, Theor. Chem. Acc., 2015, 134:133 doi

[P46] Hydrogen abstraction by photoexcited benzophenone: consequences for DNA photosensitization. M.
Marazzi, M. Wibowo, H. Gattuso, E. Dumont, D. Roca-Sanjuan, A. Monari. Phys. Chem. Chem. Phys., 2015,
18:7829-7836, doi

[P45] DNA photosensitization by an "insider". Photophysics and triplet energy-transfer of 5-methyl-2-pyrimidone
deoxyribonucleoside, E. Bignon, H. Gattuso, C. Morell, E. Dumontf, A Monarif. Chem. Eur. J., 2015, 21:11509-
11516 doi

[P44] Understanding DNA under oxidative stress and sensitization: the role of molecular modeling E. Dumontf,
A. Monari. Frontiers in Chemistry, 2015, 3:43, doi

[P43] Optical Properties of Prodigiosin and Obatoclax. Action Spectroscopy and Theoretical Calculations. E.
Drink, P. Dugourd, E. Dumont, N. Aronssohn, R. Antoine, C. Loison. Phys. Chem. Phys. Chem., 2015, 17:25946-
25955 doi.

[P42] Excited State Evolution of DNA Stacked Adenines Resolved at the CASPT2/CASSCF/Amber Level: from
the Bright to the Excimer State and Back |. Conti, A. Nenov, S. Hofinger, S. F. Altavilla, I. Rivalta, E. Dumont, G.
Orlondi, M. Garavelli, Phys. Chem. Chem. Phys, 2015, 17:7291-7302. doi

[P41] DFT investigation of the formation of linear aminols as the first step towards the induction of oxidatively-
generated interstrand cross-links DNA lesions. R. Griber and E. Dumont*, Theor. Chem. Acc., 2015, 134:26
doi

[P40] Resolving the Benzophenone DNA-Photosensitization Mechanism at QM/MM Level. E. Dumont!, M.
Wibo, D. Roca-Sanjuan, M. Garavelli, X. Assfeld and A. Monari, J. Phys. Chem. Lett, 2015, 6:576-580 doi

[P39] Insights into the Structure of Intrastrand Cross-Links DNA lesions-containing oligonucleotides: G[8-
5m]T and G[8-5]C from Molecular Dynamics Simulations. E. Dumont!, T. Drsata, C. Fonseca-Guerra and F.
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http://pubs.rsc.org/en/Content/ArticleLanding/2016/CP/C6CP02592G
http://onlinelibrary.wiley.com/doi/10.1002/chem.201601287/abstract
http://nar.oxfordjournals.org/content/44/1/56
http://link.springer.com/article/10.1007/s00214-015-1730-7
http://pubs.rsc.org/en/Content/ArticleLanding/2016/CP/c5cp07938a
http://onlinelibrary.wiley.com/doi/10.1002/chem.201501212/abstract
http://dx.doi.org/10.3389/fchem.2015.00043
http://pubs.rsc.org/en/content/articlehtml/2015/cp/c5cp01498k
http://pubs.rsc.org/en/content/articlelanding/2015/cp/c4cp05546b#!divAbstract
http://link.springer.com/article/10.1007/s00214-015-1631-9
http://pubs.acs.org/doi/abs/10.1021/jz502562d

Lankas, Biochemistry, 2015, 54:1259-1267 doi

[P38]Interaction of Palmatine with DNA: An Environmentally Controlled Phototherapy Drug, E. Dumont! and
A. Monari, J. Phys. Chem. B, 2015, 119:410-419 doi

[P37] Probing deactivation pathways of DNA nucleobases by two-dimensional electronic spectroscopy: simulations
from first principles, A. Nenov, J. Segarra-Marti, A. Giussani, |. Conti, . Rivalta, E. Dumont, V. K. Jaiswal, S. Al-
tavilla, S. Mukamel, and M. Garavelli, Faraday Discussions, 2015, 177:345-362 doi

[P36] Photophysics of Acetophenone Interacting with DNA: Why the Road to Photosensitization is Open, M.
Huix-Rotllant, E. Dumont, N. Ferre, A. Monari. Photochemistry and Photobiology, 2015, 91:323-330 doi

*** 2014

[P35]Stability of the guanine endoperoxide intermediate: a computational challenge for density functional
theory. R. Griiber, A. Monari and E. Dumont*. J. Phys. Chem. A, 2014, 118:11612-11619 doi

[P34] Are dinucleoside monophosphates relevant models for the study of DNA intrastrand cross-link lesions ? The
example of G[8-5m]T. J. Garrec’ and E. Dumont! Chem. Res. Tox. 2014, 27:1133-1141 doi

*** 2013

[P33] Impact of DNA Environment on the Intrastrand Cross-Link Lesions: Hydrogen Atom Release as the Last Step
of Formation of G[8-5m]T., J. Ceron-Carascon, D. Jacquemin, E. Dumont!, J. Phys. Chem. B, 2013, 117:16397-
16404 doi

[P32] Benzophenone and DNA: Evidences for a Double Insertion Mode and its Spectral Signature, E. Dumont! and
A. Monari, J. Phys. Chem. Lett., 2013, 4:4119-4124 doi

[P31] Exploring the stability of short oligonucleotides upon C4-abasic sites and single-strand break: a molecular
dynamics study., C. Patel, T. Dr3ata, F. Lankas and E. Dumont, Biochemistry, 2013, 52, 8115-8125 doi

[P30] Exploration of the supramolecular interactions involving tris-dipicolinate lanthanide complexes in protein crys-
tals by a combined biostructural, theoretical and NMR study, E. Dumont, G. Pompidor, A. D'Aléo, J. Vicat, L.
Toupet, R. Kahn, O. Maury and N. Giraud, Phys. Chem. Chem. Phys, 2013, 15:18235-18242 doi

[P29] A multi-dimensional approach to the analysis of chemical shift titration experiments in the frame of a multi-
ple reaction scheme, A. d’Aléo, E. Dumont, O. Maury and N. Giraud, Magnetic Resonance in Chemistry, 2013,
51:641-648 doi

[P28] Towards an accurate treatment of o* < o transitions: moving on to Ng-—, E. Dumont*, N. Ferré and A.
Monari, Chem. Phys., 2013, 580:14-20 doi

[P27] Addressing the competitive formation of tandem DNA lesions by a nucleobase peroxyl radical: a DFT-D screen-
ing C. Dupont, C. Patel, J.-L. Ravanat and E. Dumont*, Org. Biomol. Chem., 2013, 11:3038-3045 doi

[P26] What singles out the G[8-5]C intrastrand DNA cross-link ? Mechanistic and structural insights from hybrid
Car-Parrinello simulations. C. Patel, J. Garrec, C. Dupont and E. Dumont*, Biochemistry, 2013, 52:425-431 doi
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http://pubs.acs.org/doi/abs/10.1021/bi401268q
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http://pubs.rsc.org/en/content/articlelanding/2013/OB/C3OB40280K#!
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***2012-2003

[P25] Superior performance of range-separated hybrid functionals for describing o* <+ o UV-Vis signatures of
three-electron two-center anions, C. Dupont, E. Dumont* and D. Jacquemin®, J. Phys. Chem. A, 2012, 116:3237-
3246 doi

[P24] Insights into the formation of an oxidative intra-strand cross-link DNA lesion from QM/MM molecular dy-
namics simulations. J. Garrec, C. Patel, U. Roethlisberger and E. Dumont*, J. Am. Chem. Soc., 2012, 134,
2111-2119 doi

[P23] One-electron addition on short selenylsulfide and diselenide-linked peptides: from diethyldichalcogens to
Grx3-like selenopeptides., E. Dumont*, Int. J. Quantum Chem., 2012, special Issue Radical Reactions, 112,
2018-2029 doi

[P22] Improved DFT description of intrastrand cross-link formation by inclusion of London dispersion corrections.,
C. Dupont, C. Patel and E. Dumont*, J. Phys. Chem. B, 2011, 115, 15138-15144 doi

[P21] Unravelling gold(l) specific action towards peptidic disulfide cleavage : a DFT investigation., E. Dumont*, C.
Michel and P. Sautet, Chem. Phys. Chem., 2011, 12, 2596-2603 doi

[P20] Geometrical embedding governs a dramatic variation of EPR hyperfine coupling constants of disulfide radical
anions., E. Dumont* and N. Ferré*, J. Phys. Chem. B, 2011, 115, 6776-6783 doi

[P19] Performances of recently-proposed functionals for describing disulfide radical anions and similar systems,
E. Dumont*, A. D. Laurent, X. Assfeld and D. Jacquemin, Chem. Phys. Lett., 2011, 501, 245-251 doi

[P18] Intersulfur distance is a key factor tuning disulfide radical anions vertical UV-Visible absorption, E. Dumont*,
A. D. Laurent and X. Assfeld, J. Phys. Chem. Lett., 2010, 1, 581-586 doi

[P17] Electronic effects and ring strain influences on the electron uptake by Selenium-containing bonds., E. Dumont*,
P.-F. Loos, A. D. Laurent and X. Assfeld, Int. J. Quant. Chem., 2010, 110, 513-523 doi

[P16] How does microhydration impact on structure, spectroscopy and formation of disulfide radical anions ? An ab
initio investigation on dimethyldisulfide., 1. M. Geronimo, N. Chéron, P. Fleurat-Lessard and E. Dumont*, Chem.
Phys. Lett., 2009, 481, 173-179 doi

[P15] Important effects of neighbouring nucleotides on electron induced DNA singlestrand breaks., P.-F. Loos,
E. Dumont, A. D. Laurent and X. Assfeld, Chem. Phys. Lett., 2009, 475, 120-123. doi

[P14] Analyzing the selectivity and successiveness of a two-electron capture on a multiply disulfide-linked protein.,
E. Dumont*, A. D. Laurent, P.-F. Loos and X. Assfeld, J. Chem. Theor. Comput., 2009, 5, 1700-1709. doi

[P13] Inductive effects on proton affinity of benzene derivatives: analysis using fictitious hydrogen atoms., E. Dumont*,
and P. Chaquin, J. Phys. Chem. A, 2009, 113 (12), 2990-2994 doi

[P12] Huge disulfide-linkage’s electron capture variation induced by o-helix orientation., E. Dumont*, P.-F. Loos, A.
D. Laurent and X. Assfeld, J. Chem. Theor. Comput., 2008, 4(8), 1171-1173 doi

[P11] Factors governing electron capture by small disulfide loops in two-cysteines peptides., E. Dumont*, P.-F. Loos
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Lyon

Dec. 2021
Valencia
Sept. 2019

Grenoble
Juin 2018

and X. Assfeld, J. Phys. Chem. B, 2008, 112(43), 13661-13669 doi

[P10] Effect of ring strain on the disulfide electron attachment., E. Dumont*, P.-F. Loos and X. Assfeld, Chem.
Phys. Lett., (2008), 458, 276-280 doi

[P9] Intracule Functional Models: Il. Analytically integrable kernels, D. L. Crittenden, E. Dumont and P. M. W. Gill,
J. Chem. Phys., 127 (2007), 141103 doi

[P8] Intracule Functional Models: I. Angle-corrected correlation kernels, E. Dumont, D. L. Crittenden and P. M. W.
Gill, Phys. Chem. Chem. Phys., 9 (2007), 5340-5343 doi

[P7] Comparison of charge models for fixed-charge force fields: small molecule hydration free energies in explicit
solvent, D. L. Mobley, E. Dumont, J. D. Chodera and K. A. Dill, J. Phys. Chem. B., 111 (9), (2007), 2242-2254 doi

[P6] Investigation of pure inductive effects on benzene ring by 13-C NMR chemical shifts. A theoretical study using
fictitious nuclear charges of hydrogen atoms ("H* method"), E. Dumont and P. Chaquin, Chem. Phys. Lett., 435,
(2007), 354-357 doi

[P5] Diels-Alder reaction : a theoretical comprehensive study of inductive substituent effects using the H* method,
E. Dumont and P. Chaquin, J. Mol. Struct. (Theochem) 758 (2006) 161-167 doi

[P4] FTIR and ab initio study of the one to one complex between water and carbon dioxide in solid nitrogen, A.
Schriver, L. Schriver-Mazzuoli, P. Chaquin and E. Dumont, J. Phys. Chem. A, 110 (2005) 51-56 doi

[P3] The H* Method : Hydrogen Atoms with a fictitious nuclear charge. A versatile theoretical tool for study of atom
and group properties as substituents : electronegativity and partition of o and © contributions, E. Dumont and P.
Chaquin, J. Mol. Struct. (Theochem) 680 (2004) 99-106 doi

[P2] Neutron and X-ray Diffraction Studies and DFT Calculations of Assymetric Bis(silyl) Niobocene Hydrides, K. Y.
Dorogov, E. Dumont, N.-N. Ho, A. V. Churakov, L. G. Kuzmina, J.-M. Poblet, A. J. Schultz, J. A. K. Howard, R.
Bau, A. Lledos and G. I. Nikonov, Organometallics 23 (2004) 2845-2847 doi

[P1] Confinement of molecular liquids : consequences on thermodynamic static and dynamical properties of benzene
and toluene, C. Alba-Simionesco, G. Dosseh, E. Dumont, B. Frick, B. Geil, D. Morineau, V. Teboul and Y. Xia,
Eur. Phys. J. E, 12 (1) (2003) 19-28 doi

Book chapters

[B2] Influence of DNA structure on lesion formation and repair: role of modelling and simulations. N. Gillet,
E. Bignon. E. Dumont, A. Monari, submitted

[B1] DNA Photodamages induction and repair: Computational photobiology in action. A. Frances-Monerris,
N. Gillet, E. Dumont, A. Monari. 2020, accepted. link

Conferences organized

10th ElecMol link
3rd Workshop on DNA damage and repair link
15th International Workshop on Radiation Damage to DNA (with Jean-Luc Ravanat) link
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http://pubs.acs.org/doi/abs/10.1021/jp806465e
http://www.sciencedirect.com/science/article/pii/S000926140800643X
http://scitation.aip.org/getabs/servlet/GetabsServlet?prog=normal&id=JCPSA6000127000014141103000001&idtype=cvips&gifs=yes
http://pubs.rsc.org/en/Content/ArticleLanding/2007/CP/b709513a
http://pubs.acs.org/doi/abs/10.1021/jp0667442
http://www.sciencedirect.com/science/article/pii/S0009261406019105
Diels-Alder reaction : a theoretical comprehensive study of inductive substituent effects using the H* method
http://pubs.acs.org/doi/abs/10.1021/jp0581328
http://www.sciencedirect.com/science/article/pii/S0166128004003100
http://pubs.acs.org/doi/abs/10.1021/om034239a?journalCode=orgnd7
http://link.springer.com/article/10.1140/epje/i2003-10055-1
https://link.springer.com/book/10.1007/978-3-030-57721-6.
https://elecmol20.sciencesconf.org
http://dnadnr.uv.es
https://15iwrdd.sciencesconf.org

Leiden Lorentz workshop DNA Damage and Repair: Computations Meet Experiments link
Nov. 2017

Lyon CECAM Workshop DNA damages: modeling and rationalize structure and reactivity
Nov. 2015 link, hosted at Ecole Normale Supérieure de Lyon/Centre Blaise Pascal

ENS Lyon Seminar series of the Department of chemistry

2014-2017

Lyon Co-organizer of the theoretical chemistry group talks

2010-2012

Lyon CECAM Workshop "New QM/MM opportunities for in silico macromolecular photochemistry" (link)
Feb. 2012

hosted at Ecole Normale Supérieure de Lyon/Centre Blaise Pascal

Invited presentations

17 invited lectures, 16 oral communications and 28 seminars as of June 2021, including IRWDD 2016 Mel-
bourne, Femex 2017, deMon 2019, Watoc 2020...
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