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Long-Range Effects in Optimizing the Geometry of Stereoregular Polymers. I. Formalism
J. Chem. Phys. (if=3.289), 111 (1999) 5306–5323 doi.

13. D. Jacquemin⋆, J. M. André and B. Champagne
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NLO Response of Polymethineimine and Polymethineimine/Polyacetylene Conformers: Assessment
of Electron Correlation Effects
Int. J. Quantum Chem. (if=1.192), 105 (2005) 553–563 doi.

54. D. Y. Zhang, C. Pouchan, E. A. Perpète and D. Jacquemin⋆
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Thioindigo Dyes: Highly Accurate Visible Spectra with TD-DFT
J. Am. Chem. Soc. (if=7.696), 128 (2006) 2072–2083 doi.

http://dx.doi.org/10.1002/qua.20373
http://dx.doi.org/10.1021/ct049884t
http://dx.doi.org/10.1016/j.cplett.2005.02.037
http://dx.doi.org/10.1016/j.cplett.2005.02.075
http://dx.doi.org/10.1002/qua.20501
http://dx.doi.org/10.1016/j.cplett.2005.04.003
http://dx.doi.org/10.1021/jp0509111
http://dx.doi.org/10.1021/jp052159
http://dx.doi.org/10.1016/j.cplett.2005.05.081
http://dx.doi.org/10.1016/j.theochem.2005.06.038
http://top25.sciencedirect.com/subject/chemistry/6/journal/chemical-physics-letters/00092614/archive/6/
http://dx.doi.org/10.1016/j.cplett.2005.08.135
http://top25.sciencedirect.com/subject/chemistry/6/journal/chemical-physics-letters/00092614/archive/6/
http://dx.doi.org/10.1002/qua.20649
http://dx.doi.org/10.1016/j.cplett.2005.09.095
http://dx.doi.org/10.1016/j.cplett.2005.09.119
http://dx.doi.org/10.1021/ja056676h


A Articles in peer-reviewed journals Pub-5

57. D. Jacquemin⋆, J. Preat, V. Wathelet and E. A. Perpète
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70. D. Jacquemin⋆, E. A. Perpète, G. Scalmani, M. J. Frisch, X. Assfeld, I. Ciofini and C. Adamo⋆

TD-DFT Investigation of the Absorption, Fluorescence, and Phosphorescence Spectra of Solvated
Coumarins
J. Chem. Phys. (if=3.166), 125 (2006) 164324 (11 p.) doi.

http://dx.doi.org/10.1063/1.2166018
http://dx.doi.org/10.1016/j.cplett.2006.01.031
http://dx.doi.org/10.1021/ct050287w
http://dx.doi.org/10.1016/j.cplett.2006.01.068
http://dx.doi.org/10.1002/qua.20982
http://dx.doi.org/10.1021/jp060069e
http://dx.doi.org/10.1021/jp060541w
http://dx.doi.org/10.1063/1.2202735
http://dx.doi.org/10.1021/jp061260r
http://dx.doi.org/10.1021/jp062580d
http://dx.doi.org/10.1016/j.cplett.2006.08.028
http://dx.doi.org/10.1016/j.chemphys.2006.07.037
http://dx.doi.org/10.1107/S1600536806036828
http://dx.doi.org/10.1063/1.2361290


A Articles in peer-reviewed journals Pub-6

71. J. Preat⋆, D. Jacquemin and E. A. Perpète
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Modelling the UV/Visible Spectrum of Tetrakis(Phenylethynyl)Benzene
J. Mol. Struct. (THEOCHEM) (if=1.167), 863 (2008) 123–127 doi.

109. C. Michaux, J. Wouters, E. A. Perpète and D. Jacquemin⋆
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Accurate Simulation of Optical Properties in Dyes
Acc. Chem. Res. (if=18.203), 42 (2009) 326–334 doi.

117. C. Michaux, J. Wouters, E. A. Perpète and D. Jacquemin⋆
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J. Torres, X. Assfeld⋆ and C. Alemán⋆

Key Building Block of Photoresponsive Biomimetic Systems
J. Phys. Chem. B (if=3.696), 115 (2011) 1232–1242 doi.

158. D. Jacquemin⋆ and C. Adamo⋆

Bond Length Alternation of Conjugated Oligomers: Wave Function and DFT Benchmarks
J. Chem. Theory Comput. (if=5.215), 7 (2011) 369–376 doi.

http://dx.doi.org/10.1021/jp105824x
http://dx.doi.org/10.1039/c0cP00400F
http://dx.doi.org/10.1002/chem.201000859
http://dx.doi.org/10.1021/jp101711z
http://dx.doi.org/10.1063/1.3496371
http://top25.sciencedirect.com/subject/chemistry/6/journal/chemical-physics/03010104/archive/30/
http://dx.doi.org/10.1016/j.chemphys.2010.08.001
http://top25.sciencedirect.com/subject/chemistry/6/journal/chemical-physics/03010104/archive/30/
http://dx.doi.org/10.1021/jp109218z
http://top25.sciencedirect.com/subject/chemistry/6/journal/computational-and-theoretical-chemistry/2210271x/archive/30/
http://dx.doi.org/10.1016/j.comptc.2010.09.009
http://top25.sciencedirect.com/subject/chemistry/6/journal/computational-and-theoretical-chemistry/2210271x/archive/30/
http://dx.doi.org/10.1016/j.cplett.2010.11.062
http://dx.doi.org/10.1016/j.cplett.2010.12.044
http://dx.doi.org/10.1016/j.jphotochem.2010.11.021
http://dx.doi.org/10.1007/s00214-010-0783-x
http://dx.doi.org/10.1021/jp108341a
http://dx.doi.org/10.1021/ct1006532


A Articles in peer-reviewed journals Pub-12

159. D. Jacquemin⋆

New Cyanine Dyes or Not ? Theoretical Insights for Model Chains
J. Phys. Chem. A (if=2.946), 115 (2011) 2442–2445 doi.

160. D. Jacquemin⋆, E. A. Perpète, C. Michaux and G. Frison⋆
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188. N. Chéron, D. Jacquemin and P. Fleurat-Lessard⋆

A Qualitative Failure of B3LYP for Textbook Organic Reactions
Phys. Chem. Chem. Phys. (if=3.829), 14 (2012) 7170–7175 doi.

189. A. Perrier⋆, S. Tesson, D. Jacquemin and F. Maurel
On the Photochromic Properties of Dithienylethenes Grafted on Gold Clusters
Comput. Theor. Chem. (if=1.371), 990 (2012) 167–176 doi.

190. I. Ciofini, T. Le Bahers, C. Adamo, F. Odobel and D. Jacquemin⋆

Trough-Space Charge-Transfer in Rod-Like Molecules: Lessons from Theory
J. Phys. Chem. C (if=4.814), 116 (2012) 11946–11955 doi; errata: 116 (2012) 14736–14736 doi.
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corporating ĈN- or OÔ-Coordinating Thiophene-Based Ligands: an Efficient Method for Color tun-
ing
Inorg. Chem. (if=4.794), 52 (2013) 12416–12428 doi.

http://dx.doi.org/10.1002/qua.24438
http://dx.doi.org/10.1039/C3CC42593B
http://dx.doi.org/10.1080/00268976.2013.777482
http://dx.doi.org/10.1016/j.cplett.2013.07.021
http://dx.doi.org/10.1039/C3CC43754J
http://dx.doi.org/10.1039/C3CC44232B
http://dx.doi.org/10.1016/j.dyepig.2013.08.006
http://dx.doi.org/10.1016/j.cplett.2013.08.002
http://dx.doi.org/10.1007/s00214-013-1396-y
http://dx.doi.org/10.1021/ct400597f
http://dx.doi.org/10.1039/C3RA42191K
http://dx.doi.org/10.1021/jp407104m
http://dx.doi.org/10.1002/ejoc.201301087
http://dx.doi.org/10.1021/ic401208p


A Articles in peer-reviewed journals Pub-18

240. B. Yassine, X. Leray, C. Falaise, S. Quinchard, J. P. Ceron-Carrasco, D. Jacquemin, J. Graton, J.
Y. Le Questel, S. H. Thany⋆

Pretreatment of the Cockroach Cercal Afferent/Giant Interneuron Synapses with Nicotinoids and
Neonicotinoids Differently Affects Acetylcholine and Nicotine-Induced Ganglionic Depolarizations
Invertebr. Neurosci. (if=1.192), 13 (2013) 91–97 doi.

241. S. Aiken, C. D. Gabbutt, L. J. Gillie, J. D. Heywood, D. Jacquemin,
C. R. Rice and B. M. Heron⋆

The Remarkable Hyperchromicity of Ketohydrazone Dyes and Pigment Lakes
Derived from 4-Morpholino-2-Naphthol
Eur. J. Org. Chem. (if=3.154), (2013) 8097–8107 doi.

242. J. P. Ceron-Carrasco⋆, D. Jacquemin and E. Dumont⋆

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. Phys. Chem. B (if=3.377), 117 (2013) 16397–16404 doi.

243. Y. Houari, A. Charaf-Eddin, A. D. Laurent, J. Massue, R. Ziessel, G. Ulrich and D. Jacquemin⋆

Modeling Optical Signatures and Excited-State Reactivities of Substituted HydroxyphenylBenzOxa-
zoles (HBO) ESIPT Dyes
Phys. Chem. Chem. Phys. (if=4.493), 16 (2014) 1319–1321 doi.

244. A. Charaf-Eddin, B. Le Guennic, and D. Jacquemin⋆

Optical Signatures of Borico Dyes: a TD-DFT Analysis
Theor. Chem. Acc. (if=2.233), 133 (2014) 1456 (9p) doi.

245. S. Chibani, A. Charaf-Eddin, B. Mennucci⋆, B. Le Guennic⋆ and D. Jacquemin⋆

Optical Signatures of OBO Fluorophores: a Theoretical Analysis
J. Chem. Theory Comput. (if=5.498), 10 (2014) 805–815 doi.

246. K. J. Chen, A. D. Laurent and D. Jacquemin⋆

Strategies for Designing Diarylethenes as Efficient Nonlinear Optical Switches
J. Phys. Chem. C (if=4.772), 118 (2014) 4334–4345 doi.

247. J. Warnan, Y. Pellegrin, E. Blart, L. Zhang, A. Brown, L. Hammarström⋆, D. Jacquemin⋆ and F.
Odobel⋆

Acetylacetone Anchoring Group for NiO-Based Dye-Sensitized Solar Cell
Dyes Pigm. (if=3.966), 105 (2014) 174–179 doi.

248. X. Cui, A. Charaf-Eddin, J. Wang, B. Le Guennic, J. Zhao⋆ and D. Jacquemin⋆

Perylene-Derived Triplet Acceptors with Optimized Excited State Energy Levels for Triplet-triplet
Annihilation Upconversion
J. Org. Chem. (if=4.721), 79 (2014) 2038–2048 doi.

249. P. Boulanger, D. Jacquemin⋆, I. Duchemin and X. Blase⋆

Fast and Accurate Electronic Excitations in Cyanines with the Many-Body Bethe-Salpeter Approach
J. Chem. Theory Comput. (if=5.498), 10 (2014) 1212–1218 doi.

250. P. O. Hubin⋆, D. Jacquemin, L. Leherte and D. P. Vercauteren
Quantum Mechanical Investigations on the Role of Neutral and Negatively Charged Enamine Inter-
mediates in Organocatalyzed Reactions
Chem. Phys. (if=1.652), 434 (2014) 30–36 doi

251. A. D. Laurent⋆, Y. Houari, P. H. P. R. Carvalho, B. A. D. Neto and D. Jacquemin⋆

ESIPT or not ESIPT ? Revisiting Recent Results on 2,1,3-Benzothiadiazole under the TD-DFT
Light
RSC Adv. (if=3.840), 4 (2014) 14189–14192 doi.

252. N. Oger, F. Le Callonnec, D. Jacquemin⋆, E. Fouquet, E. Le Grognec and F.X. Felpin⋆

Heck-type Arylation of Olefins Through a Double Catalytic Activation of Anilines: Improved Proce-
dures and Rationalization
Adv. Synth. Catal. (if=5.663), 356 (2014) 1065–1071 doi.

http://dx.doi.org/10.1007/s10158-013-0151-3
http://dx.doi.org/10.1002/ejoc.201301218
http://dx.doi.org/10.1021/jp408947u
http://dx.doi.org/10.1039/C3CP54703E
http://dx.doi.org/10.1007/s00214-014-1456-y
http://dx.doi.org/10.1021/ct4009848
http://dx.doi.org/10.1021/jp412071e
http://dx.doi.org/10.1016/j.dyepig.2014.01.026
http://dx.doi.org/10.1021/jo402718e
http://dx.doi.org/10.1021/ct401101u
http://dx.doi.org/10.1016/j.chemphys.2014.02.012
http://dx.doi.org/10.1039/C4RA00991F
http://dx.doi.org/10.1002/adsc.201301144


A Articles in peer-reviewed journals Pub-19

253. J. P. Ceron-Carrasco, H. M. Roy, J. Cerezo, D. Jacquemin and A. D. Laurent⋆

Theoretical Insights on the Antioxidant Activity of Edaravone Free Radical Scavengers
Chem. Phys. Lett. (if=1.897), 599 (2014) 73–79 doi.

254. D. Jacquemin⋆, B. Moore II, A. Planchat, C. Adamo and J. Autschbach⋆

Performance of an Optimally-Tuned Range-Separated Hybrid Functional for 0-0 Electronic Excitation
Energies
J. Chem. Theory Comput. (if=5.498), 10 (2014) 1677–1685 doi.

255. J. P. Ceron-Carrasco⋆, J. Cerezo and D. Jacquemin⋆

How DNA is Damaged by External Electric Fields: Selective
Mutation vs. Random Degradation
Phys. Chem. Chem. Phys. (if=4.493), 16 (2014) 8243–8246 doi.

256. J. Boixel, V. Guerchais⋆, H. Le Bozec, D. Jacquemin⋆, A. Amar⋆, A. Boucekkine⋆,
A. Colombo, C. Dragonetti, D. Marinotto, D. Roberto⋆, S. Righetto and R. De Angelis
Second-Order NLO switches from Molecules to Polymer Films Based on Photochromic Cyclometa-
lated platinum(II) Complexes
J. Am. Chem. Soc. (if=12.113), 136 (2014) 5367–5375 doi.

257. C. Katan⋆, P. Savel, B. M. Wong, T. Roisnel, V. Dorcet, J. L. Fillaut and D. Jacquemin⋆

Absorption and Fluorescence Signatures of 1,2,3-Triazole Based Regioisomers : Challenging Com-
pounds for TD-DFT
Phys. Chem. Chem. Phys. (if=4.493), 16 (2014) 9064–9073 doi.

258. P. Majumdar, X. Yuan, S. Li, B. Le Guennic, J. Ma, C. Zhang, D. Jacquemin
and J. Zhao⋆

Cyclometalated Ir(III) Complex with Styryl-Bodipy Ligands Showing Near IR
Absorption/Emission: Preparation, Study of Photophysical Properties and Application
as Photodynamic/Luminescence Imaging Materials
J. Mater. Chem. B (if=4.726), 2 (2014) 2838–2854 doi.

259. A. Honraedt, M. A. Raux, E. Le Grognec, D. Jacquemin and F. X. Felpin⋆

Copper-Catalyzed Free-Radical C-H Arylation of Pyrroles
Chem. Comm. (if=6.834), 50 (2014) 5236–5238 doi.

260. J. P. Ceron-Carrasco, D. Jacquemin, C. Laurence⋆, A. Planchat, C. Reichardt and K. Sräıdi2
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and F. Fagès⋆

Influence of the Electron Donor Groups on the Optical and Electrochemical Properties of Borondi-
fluoride Complexes of Curcuminoid Dderivatives: a Joint Theoretical and Experimental Study
RSC Adv. (if=2.936), 7 (2017) 10132–10142 doi.
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426. Y. Farré, M. Raissi, A. Fihey, Y. Pellegrin, E. Blart, D. Jacquemin⋆ and F. Odobel⋆

Synthesis and Properties of New Benzothiadiazole-Based Push-Pull Dyes for P-Type Dye Sensitized
Solar Cells
Dyes Pigm. (if=4.018), 148 (2018) 154–166 doi.

427. E. Garoni, J. Boixel, V. Dorcet, T. Roisnel, D. Roberto, D. Jacquemin⋆ and V. Guerchais⋆

Controlling the Emission in Flexibly-Linked (NˆCˆN)Platinum Dyads
Dalton Trans. (if=4.052), 47 (2018) 224–232 doi.

428. C. Hierlinger, H. Flint, D. B. Cordes, A. M. Z. Slawin, E. A. Gibson⋆, D. Jacquemin⋆, V. Guerchais⋆

and Eli Zysman-Colman⋆

A Panchromatic, Near Infrared Ir(III) Emitter Bearing a Tripodal CˆNˆC Ligand as a Dye for Dye-
Sensitized Solar Cells
Polyhedron (if=2.284), 140 (2018) 109–115 doi.

429. C. Azarias, L. Cupellini, A. Belhboub, B. Mennucci⋆ and D. Jacquemin⋆

Modelling Excitation Energy Transfer in Covalently Linked Molecular Dyads Containing a BODIPY
Unit and a Macrocycle
Phys. Chem. Chem. Phys. (if=3.567), 20 (2018) 1993–2008 doi.

430. A. Colombo, R. Ossola, M. Magni, D. Roberto, D. Jacquemin, C. Castellano, F. Demartina⋆ and C.
Dragonetti⋆

Intriguing C-H· · ·Cu Interactions in Bis-(Phenanthroline)Cu(I) Complexes: the First Example of an
Anagostic Bond Between a Hydrogen Atom of a Methyl Group and Copper
Dalton Trans. (if=4.052), 47 (2018) 1018–1022 doi.

431. X. Blase⋆, I. Duchemin and D. Jacquemin⋆

The Bethe-Salpeter Equation in Chemistry: Relations with TD-DFT, Applications and Challenges
Chem. Soc. Rev. (if=40.443), 47 (2018) 1022–1043 doi.

432. M. Khelladi, N. Leclerc, D. Jacquemin, A. De Nicola⋆ and G. Ulrich⋆

Synthesis and Spectral Properties of Orthogonal Red and Near IR Emitter DiBenzoBODIPYs
Tetrahedron Lett. (if=2.259), 59 (2018) 878–881 doi.

http://dx.doi.org/10.1039/C7SC03905K
http://dx.doi.org/10.1021/jacs.7b08726
http://dx.doi.org/10.1021/jacs.7b09081
http://dx.doi.org/10.1002/cptc.201700090
http://dx.doi.org/10.1021/acs.jpcb.7b09698
http://dx.doi.org/10.1021/acs.jctc.7b00921
http://dx.doi.org/10.1016/j.dyepig.2017.08.055
http://dx.doi.org/10.1039/C7DT03695G
http://doi.org/10.1016/j.poly.2017.12.003
http://doi.org/10.1039/C7CP06814J
http://doi.org/10.1039/C7DT04045H
http://dx.doi.org/10.1039/c7cs00049a
http://dx.doi.org/10.1016/j.tetlet.2018.01.047


A Articles in peer-reviewed journals Pub-33

433. C. Hierlinger, A. K. Pal, F. Stella, T. Lebl, D. B. Cordes, A. M. Z. Slawin, D. Jacquemin⋆, V.
Guerchais⋆ and E. Zysman-Colman⋆

Synthesis, Characterization and Optoelectronic Properties of Iridium Complexes Bearing Non-conjugated
Six-membered Chelating Ligands
Inorg. Chem. (if=4.850), 57 (2018) 2023–2034. doi.

434. F. Forato, A. Belhboub, J. Monot, M. Petit, R. Benoit, V. Sarou-Kanian, F. Fayon, D. Jacquemin,
C. Queffelec⋆ and B. Bujoli
Phosphonate-Mediated Immobilization of Rhodium/Bipyridine Hydrogenation Catalysts
Chem. Eur. J. (if=5.160), 24 (2018) 2457–2465 doi.

435. K. Xu, A. A. Sukhanov, Y. Zhao, J. Zhao⋆, W. Ji, X. Peng, D. Escudero⋆, D. Jacquemin and V. K.
Voronkova⋆

Unexpected Nucleophilic Substitution Reaction of Bodipy- TEMPO Triad : Radical Enhanced Inter-
system Crossing, Electron Spin Polarization and Application for Triplet-Triplet Annihilation Upcon-
version
Eur. J. Org. Chem. (if=3.029), (2018) 885–895 doi.

436. D. Jacquemin⋆

What is the Key for Accurate Absorption and Emission Calculations, Energy or Geometry ?
J. Chem. Theory Comput. (if=5.313), 14 (2018) 1534–1543 doi.

437. C. A. Guido⋆, B. Mennucci, G. Sclamani and D. Jacquemin⋆

Excited State Dipole Moments in Solution: Comparison Between State-Specific and Linear-Response
TD-DFT Values
J. Chem. Theory Comput. (if=5.313), 14 (2018) 1544–1553 doi.

438. M. Ponce-Vargas, B. Stefane, Z. Zaborova, F. Fages, A. D’Aléo, D. Jacquemin⋆ and B. Le Guennic⋆
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