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Second-Order Nonlinear Optical Coe”cient of Polyphosphazene-Based Materials: a Theoretical Study
J. Chem. Phys. (if=3.105), 120 (2004) 9401–9409 doi.

35. D. Jacqueminω, E. A. Perpète and J. M. André
Theoretical Study of the Longitudinal First Hyperpolarizability of Polysilaacetylene
J. Chem. Phys. (if=3.105), 120 (2004) 10317–10327 doi.

36. D. Jacqueminω, J. Preat, M. Charlot, V. Wathelet, J. M. André and E. A. Perpète
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Quantitative Evaluation of Solvation and Packing E!ects on the Visible Absorption Spectra of An-
thraquinone Derivatives
Dyes Pigm. (if=2.855), 81 (2009) 97–102 doi.
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Cisplatin Cytotoxicity: a Theoretical Study of Induced Mutations
Phys. Chem. Chem. Phys. (if=3.829), 14 (2012) 12457–12464 doi.

198. S. Chibani, B. Le Guennic,ω A. Charaf-Eddin, O. Maury, C. Andraud and D. Jacqueminω

On the Computation of Adiabatic Energies in Aza-Boron-Dipyrromethene Dyes
J. Chem. Theory Comput. (if=5.389), 8 (2012) 3303–3313 doi.

199. H. Nitadori, L. Ordronneau, J. Boixel, D. Jacqueminω, A. Boucekkine, A. Singh, M. Akita, I. Ledoux,
V. Guerchais and H. Le Bozecω

Photoswitching of the Second-order Nonlinearity of a Tetrahedral Octupolar Multi DTE-based Cop-
per(I) Complex
Chem. Comm. (if=6.378), 48 (2012) 10395–10397 doi.

200. J. Graton,ω B. Legouin, F. Besseau, P. Uriac, J. Y. Le Questel,
P. van de Weghe and D. Jacqueminω

Molecular Tweezers in Host-Guest Complexes: A Computational Study through a DFT-D Approach
J. Phys. Chem. C (if=4.814), 116 (2012) 23067–23074 doi.

http://dx.doi.org/10.1021/ct200721d
http://dx.doi.org/10.1039/C2CP40438A
http://dx.doi.org/10.1016/j.comptc.2011.12.016
http://dx.doi.org/10.1021/jp3030667
http://dx.doi.org/10.1021/jp305679d
http://dx.doi.org/10.1039/C2CP40761B
http://dx.doi.org/10.1016/j.cplett.2012.05.040
http://dx.doi.org/10.1021/ct300326f
http://dx.doi.org/10.1002/cssc.201100764
http://dx.doi.org/10.1007/s00214-012-1261-4
http://dx.doi.org/10.1021/ar200214k
http://dx.doi.org/10.1039/C2CP40515F
http://dx.doi.org/10.1021/ct300618j
http://dx.doi.org/10.1039/c2cc34999j
http://dx.doi.org/10.1021/jp307188q


A Articles in peer-reviewed journals Pub-15

201. E. Göransson, J. Boixel, J. Fortage, D. Jacqueminω, H. C. Becker, E. Blart, L. Hammarströmω and
F. Odobelω

Long-Range Electron Transfer in Zinc-Phthalocyanine-oligo(phenylene-ethynylene)-based Donor-Bridge-
Acceptor Dyads
Inorg. Chem. (if=4.593), 51 (2012) 11500–11512 doi.

202. J. P. Cerón-Carrasco and D. Jacqueminω

Interplay Between Hydroxyl Radical Attack and H-bond Stability in Guanine-Cytosine
RSC Adv. (if=2.562), 2 (2012) 11867–11875 doi.

203. F. B. Anne, N. Galland and D. Jacqueminω

Computing Redox Potentials for Dyes Used in p-type Dye-Sensitized Solar Cells
Int. J. Quantum Chem. (if=1.306), 112 (2012) 3763–3768 doi.

204. J. P. Cerón-Carrasco, M. Fanuel, A. Charaf-Eddin and D. Jacqueminω

Interplay Between Solvent Models and Predicted Optical Spectra: a TD-DFT Study of 7-OH-Coumarin
Chem. Phys. Lett. (if=1.991), 556 (2013) 122–126 doi.

205. U. Bussy, I. Tea, V. Ferchaud-Roucher, M. Krempf, V. Silvestre, N. Galland, D. Jacquemin, M.
Andresen-Bergström, U. Jurva and M. Boujtitaω

Mass Voltammetry Technique in the Presence of Isotopic 18O Labelled Water
For the Prediction of Oxidative Metabolism
Anal. Chim. Acta (if=4.517), 762 (2013) 39–46 doi.

206. C. Adamo and D. Jacqueminω

The Calculations of Excited-State Properties with Time-Dependent
Density Functional Theory
Chem. Soc. Rev. (if=30.425), invited tutorial review, 42 (2013) 845–856 doi.

207. J. P. Cerón-Carrascoω and D. Jacquemin
Electric-Field Induced Mutation on DNA: a Theoretical Investigation
of the GC Base Pair
Phys. Chem. Chem. Phys. (if=4.198), 15 (2013) 4548–4553 doi.
Part of the great articles recently published in the fields of
biophysics and biophysical chemistry.

208. M. Medvedω and D. Jacquemin
Tuning the NLO Properties of Polymethineimine Chains by Chemical Substitution
Chem. Phys. (if=2.028), 415 (2013) 196–206 doi.

209. S. Chibani, B. Le Guennicω, A. Charaf-Eddin, A. D. Laurent and D. Jacqueminω

Revisiting the Optical Signatures of BODIPY with Ab Initio Tools
Chem. Sci. (if=8.601), 4 (2013) 1950–1963 doi.
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Benchmarking DFT and TD-DFT Functionals for the Ground ans Excited States of Hydrogen-Rich
Peptide Radicals
J. Chem. Theory Comput. (if=5.498), 10 (2014) 3308–3318 doi.

278. A. Amar, H. Meghezzi, J. Boixel, H. Le Bozec, V. Guerchaisω, D. Jacquemin and A. Boucekkineω

Aggregation E!ect on the Luminescence Properties of Phenyl Bipyridine Pt(II) Acetylide Complexes.
A Theoretical Prediction with Experimental Evidence.
J. Phys. Chem. A (if=2.693), 118 (2014) 6278–6286 doi.

279. D. Jacquemin, J. Zuniga, A. Requena and J. P. Ceron-Carrascoω

Assessing the Importance of Proton Transfer Reactions in DNA
Acc. Chem. Res. (if=22.323), 47 (2014) 2467–2474 doi.

280. A. Chantzis, J. Cerezo, A. Perrier, F. Santoroω and D. Jacqueminω

Optical Properties of Diarylethenes with TD-DFT: 0-0 Energies, Fluorescence, Stokes Shifts and
Vibronic Shapes
J. Chem. Theory Comput. (if=5.498), 10 (2014) 3944–3957 doi.

281. D. Bousquet, R. Fukuda, D. Jacquemin, I. Ciofini, C. Adamoω and M. Eharaω

Benchmark Study on the Triplet Excited-State Geometries and Phosphorescence Energies of Hetero-
cyclic Compounds: Comparison between TD-PBE0 and SAC-CI
J. Chem. Theory Comput. (if=5.498), 10 (2014) 3969–3979 doi.

282. K. Benelhadj, W. Muzuzu, J. Massueω, P. Retailleau, A. Charaf-Eddin, A. D. Laurent, D. Jacquemin,ω

G. Ulrichω and R. Ziesselω

White Solid-State Emitters by Tuning the Excited State Intramolecular Proton Transfer (ESIPT)
Fluorescence Emission in 2-(2’-Hydroxybenzofuran)benzoxazole (HBBO) Dyes
Chem. Eur. J. (if=5.731), 20 (2014) 12843–12857 doi.

283. G. Marchandω, A. D. Laurent, Z. Chen, O. Siri and D. Jacqueminω

The Exceptional Stability of Azacalixphyrin and its Dianion
J. Phys. Chem. A (if=2.693), 118 (2014) 8883–8888 doi.

284. A.Lietard, G. Piani, L. Poissonω, B. Soep, J. M. Mestdagh, S. Alöıse, A. Perrier, D. Jacquemin and
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Chemical Engineering Series (if=na), vol. 22
Chapter 1 (2006) 3–30 isbn.

4. T. J. Shelton, B. Giner, C. S. Adjiman, A. Galindo, G. Jacksonω, D. Jacquemin, V. Wathelet and
E. A. Perpète
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