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P. F. Loos and D. Jacquemin*

A Mountaineering Strategy to Excited States: Accurate Vertical Transition Energies and Benchmarks
for Substituted Benzenes

J. Comput. Chem. (1F=4.8), 45 (2024) 1179-1805 doi.

F. Kossoski*, M. Boggio-Pasqua*, P. F. Loos* and D. Jacquemin*
Reference Energies for Double Excitations: Improvement and Extension
J. Chem. Theory Comput. (IF=5.5), 20 (2024) 5655-5678 doi.

T. Munteanu, D. Yordanov, G. Canard, O. Siri*, D. Jacquemin*, A. Georgiev* and S. Pascal*
Feasibility of Multiple Excited-State Proton Transfer Processes in Hydroxyquinoline-containing Ben-
zobisimidazole Dyes

New J. Chem. (IF=2.5), 48 (2024) 1328913295 doi.

I. Knysh, F. Lipparini, A. Blondel, I. Duchemin, X. Blase, P. F. Loos* and D. Jacquemin*
Reference CC3 Excitation Energies for Organic Chromophores: Benchmarking TD-DFT, BSE/GW
and Wave Function Methods

J. Chem. Theory Comput. (IF=5.5), 20 (2024) 8152-8174 doi.

T. Stoerkler, A. Nicolas, J. El Aghar, G. Ulrich, A. D. Laurent, D. Jacquemin* and J. Massue*
Red-Shifting ESIPT Fluorescence by Site-Specific Functionalization in 2-(2’-Hydrozyphenyl) Benzazole
Derivatives

ChemPhotoChem (1F=3.0), 8 (2024) ¢202400079 (11p) doi.

T. Stoerkler, G. Ulrich, P. Retailleau, S. Achelle, A. D. Laurent, D. Jacquemin* and J. Massue*
Stimuli-Induced Fluorescence Switching in Azine-Containing Fluorophores Displaying Resonance-
Stabilized ESIPT Fluorescence

Chem. Eur. J. (1F=3.7), 30 (2024) €02402448 (14p) doi.

C. Naim*, R. Zalesny and D. Jacquemin*
Two-photon Absorption Strengths of Small Molecules: Reference CC8 Values and Benchmarks
J. Chem. Theory Comput. (IF=5.5), 20 (2024) 9093-9106 doi.

P. Vazquez-Dominguez, M. Horojat, E. Suits, F. J. Ferndndez de Cérdova, N. Vanthuyne, D.
Jacquemin*, A. Ros* and L. Favereau*
Dual Luminescence and Infrared Circularly Polarized Luminescence up to 900 nm with Platinum


http://doi.org/10.1063/5.0203818
http://doi.org/10.1039/d3re00628j
http://doi.org/10.1039/d4cp01089b
http://doi.org/10.1039/D4SC01937G
http://doi.org/10.1021/acs.jctc.4c00034
http://doi.org/10.1039/D4RA03245D
http://doi.org/10.1002/jcc.27358
http://doi.org/10.1021/acs.jctc.4c00410
http://doi.org/10.1039/D4NJ01787K
http://doi.org/10.1021/acs.jctc.4c00906
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Complexes Bearing Helical Donor-Acceptor Ligand
Mater. Chem. Front. (1F=6.4), 8 (2024) 3799-3806 doi.

G. Y. Erdemir, I. Knysh, K. Skonieczny, D. Jacquemin* and D. T. Gryko*
Tetracyanoethylene as a Building Block in the m-FExpansion of 1,4-Dihydropyrrolo[3,2-bJpyrroles
J. Org. Chem. (1F=3.6), 89 (2024) 15513-15522 doi.

B. Salgues, R. Sarkar, N. Potier, A. D. Manick, G. Canard, J. L. Parrain, M. Giorgi, N. Vanthuyne,
C. Videlot-Ackermann, J. Ackermann, F. Fages*, B. Le Guennic, D. Jacquemin, M. Amatore, E.
Zaborova* and L. Commeiras*

Bis-Indeno-Fused Tetraazaanthracene Hybrids: Straightforward Synthesis and Studies of Optical and
Electronic Properties

Eur. J. Org. Chem. (1F=2.7), 27 (2024) 202400719 (6p) doi.

B. Mourot, D. Jacquemin, O. Siri and S. Pascal*
Coupled Polymethines Dyes: Siz Decades of Discoveries
Chem. Rec. (IF=7.5), 24 (2024) 202400183 (50p) doi.

Y. Aidibi, S. Azar, M. Voltz, L. Hardoin, M. Voltz, S. Goeb, M. Allain,
M. Sallé, R. Costil, D. Jacquemin*, B. L. Feringa* and D. Canevet*
Light- and Temperature-Controlled Hybridization, Chiral Induction and Handedness of Helical Foldamers
Angew. Chem. Int. Ed. (1r=16.9),* 64 (2025) 202413629 (8p) doi.

G. Sanil, L. Dobrzycki, M. K. Cyranski*, D. Jacquemin*, W. Chaladaj* and D. T. Gryko*
1,4-Dihydropyrrolo[3,2-b]pyrroles with Two Embedded Heptagons via Alkyne Annulation
J. Org. Chem. (1r=3.6), 90 (2025) 614—622 doi.

L. Ramirez Lazaro, L. C. Sigurvinsson, N. Curtin, J. Ho, E. T. Luis, D. McAdams, T. A. Gud-
mundsson, J. I. Lovitt, C. S. Hawes, D. Jacquemin , D. O’Shea, E. Scanlan, A. F. Henwood* and T.
Gunnlaugsson™

Emissive Triphenylamine Functionalised 1,8-Naphthalimides and Naphthalene Diimide Fluorophores:
Aggregation, Computation and Biological Studies

J. Mater. Chem. B (1F=5.7), 13 (2025) 929-942 doi.

V. Tarpa, J. F. Longevial, M. Giorgi, G. Canard, S. Pascal, D. Jacquemin* and O. Siri*
Transamination of Zwitterionic Quinones with Polyamines: The Carbon Bridge Matters &
J. Org. Chem. (1F=3.6), 90 (2025) 1001-1005 doi.

L. Breloy, C. Elian, V. Alphonse, S. Lajnef, F. Peyrot, D. Jacquemin, S. Pascal, -

E. Devernois, T. Coradin, S. A. Andaloussi and D. L. Versace*

Terpenes, Natural Dyes and Photochemistry: Toward the Synthesis of Photoactive Bio-based Mate-
rials with Biocide Properties

RSC Appl. Polym. (1F=NA), 3 (2025) 222-237 doi.

B. Dupouy, L. Cotos, A. Binder, L. Slavikova, M. Rottmann, P. Méser, D. Jacquemin, M. Ganter,
E. Davioud-Charvet and M. Elhabiri*
Click Coupling of Flavylium Dyes with Plasmodione Analogues: Towards new Redox-Sensitive Pro-

fluorophores
Chem. Eur. J. (1Fr=3.7), 31 (2025) €202403691 (14p) doi.

K. Gorski, L. Pejov*, K. B. Jorgensen*, I. Knysh, D. Jacquemin* and D. T. Gryko*

Twofold 6m-Electrocyclization as a Route Toward Multi-heteroatom-doped Nanographenes Build on
1,4-Dihydropyrrolo[3,2-bJpyrrole Core

Chem. Eur. J. (1F=3.7) 31 (2025) ¢202404094 (10p) doi.

K. Gorski, S. Shelton, J. Lingagouder, P. Data*, D. Jacquemin* and D. T. Gryko*
1,4-Dihydropyrrolo[3,2-bJpyrrole Modified with Dibenzoozazepine: A Highly Efficient Core for Charge-
Transfer-Based OLED Emitters

Chem. Sci. (1F=7.4), 16 (2025) 5223-5233 doi.

4Starting from here, the 2024 1F are used.
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682. T. Munteanu, C. Naim, G. Canard, D. Jacquemin*, O. Siri* and S. Pascal*
Small Far-Red Cationic Benzoquinone Diimine Dyes
Org. Biomol. Chem. (1IF=2.7), 23 (2025) 2836—2844 doi.

683. R. Sarkar, C. Naim, K. Ahmadzadeh, R. Zalesny*, D. Jacquemin* and J. M. Luis*
Simulations of Two-Photon Absorption Spectra of Fluorescent Dyes: The Impact of Non-Condon
Effects
J. Chem. Theory Comput. (IF=5.5), 21 (2025) 3587-3599 doi.

684. J. Sirucek, B. Le Guennic*, Y. Damour, P. F. Loos* and D. Jacquemin*
Excited State Absorption: Reference Oscillator Strengths, Wavefunction and TD-DFT Benchmarks
J. Chem. Theory Comput. (IF=5.5), 21 (2025) 4688-4703 doi.

685. W. D. Petrykowski, N. Vanthuyne, C. Naim, F. Bertocchi, Y. M. Poronik, A. Ciesielski, M. K.
Cyranski*, F. Terenziani*, D. Jacquemin* and D. T. Gryko*
Double Helicene Meets B-N Dative Bonds
Chem. Sci. (1F=7.4), 16 (2025) 8338-8345 doi.

686. T. Stoerkler, D. Frath, G. Ulrich, P. Retailleau D. Jacquemin* and J. Massue*
Synthesis, Photophysical properties and ab initio Calculations of Dual Solution-Solid-State Emitting
Ethynyl-Extended Boranil Complexes
J. Org. Chem. (1F=3.6), 90 (2025) 6980-6991 doi.

687. C. Litot, M. Vansteelandt*, S.Ortiz, D. Barakat, E. Crossay, D. Titton, S. Bourgeade-Delmas, C.
Amasifuen, J. Graton, D. Jacquemin, J. L. Stigliani, M. Haddad and N. Fabre*
New Clyclopeptides and ~v-Butyrolactone Compounds from an Endophytic Strain of Cophinforma
Mamane
ACS Omega (1F=4.3), 10 (2025) 21738-21746 doi.

688. T. Stoerkler, T. Andris, G. Ulrich, A. D. Laurent D. Jacquemin* and J. Massue*
Impact of Aryl Extension on the Proton-Triggered Transition Switch in Azaheterocycle- Functionalized
ESIPT Fluorophores
Dyes Pigm. (1Fr=4.2), 242 (2025) 112975 (8p) doi.

689. T. Stoerkler, G. Ulrich, A. D. Laurent, D. Jacquemin* and J. Massue*
N-Aryl or N-Alkyl Pyridinium-Substituted ESIPT Fluorophores
ChemPlusChem (1Fr=2.8), 90 (2025) €202500138 (10p) doi.

690. C. Chériaux, T. V. Papineau, P. Retailleau, C. Figliola*, D. Jacquemin* and G. Ulrich*
Insights into the Structure-Property Relationship of Difluoro Boron Dipyridomethene Derivatives
ChemPhotoChem (1F=3.0), 9 (2025) ¢202400395 (11p) doi.

691. Y. Zhang, Z. Cui, J. Sirucek, D. Jacquemin*, B. Le Guennic*, X. Sun, X. D. Jiang* and G. Qin*
Embedding Oxygen Heterocycle into BODIPY to Enhance Intersystem Crossing for Photodynamic
Therapy
J. Mater. Chem. B (1r=5.7), 13 (2025) 8833-8843 doi.

692. P. F. Loos*, M. Boggio-Pasqua, A. Blondel, F. Lipparini and D. Jacquemin*
QUEST Database of Highly-Accurate Excitation Energies
J. Chem. Theory Comput. (IF=5.5), 21 (2025) 8010-8033 doi.

Angewandte
2. Chemie

693. S. Pascal*, A. Torres Ruiz, A. E. Baker, D. A. Vander Griend, M. Giorgi, A. Planchat,
D. Jacquemin* and O. Siri*
Metastable Macrocyclic Bis-Meisenheimer
Angew. Chem. Int. Ed. (1r=16.9), 64 (2025) €202511037 (10p) doi.

694. C. Naim* and D. Jacquemin*®
Modeling the Emission Spectra and Radiative Decay Rates in Polychlorinated Organic Radicals
Phys. Chem. Chem. Phys. (1F=2.9), 27 (2025) 19970-19986 doi.

695. B. Mourot, C. Naim, O. Siri, D. Jacquemin* and S. Pascal*
Accepted Synthesis and Properties of Quinoidal (Di-)Anionic Coupled Polymethine-Ozonol Dyes and Their
Aromatic Counterparts
Org. Chem. Front. (1IF=4.7), accepted doi.
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T. Stoerkler, G. Ulrich, A. D. Laurent, D. Jacquemin* and J. Massue*

Quinoline-Substituted Excited-State Intramolecular Proton Transfer Fluorophores as Stimuli-Sensitive
Dual-State Fluorophores

Org. Chem. Front. (1F=4.7), accepted. doi.

V. S. Yalisetty, S. Mandal, D. Jacquemin, T. Govindaraju* and P. Faller*
4-Dimethylamino-1,8-Naphthalimide as a Fluorescence Signal Amplification for Site Selective and
Real Time Probing of the Hydroxyl Radical

Chem. Eur. J. (1F=3.7), xxx (2025) €02598 (10p) doi.

C. Demangeat, M. Remond, J. M. Hudson, E. W. Evans, D. Jacquemin* and L. Favereau*

Symmetry Breaking and Hydrogen Bonding in Phthalimide compounds Enable Efficient Room-Temperature
Clircularly Polarized Phosphorescence in Solution

Angew. Chem. Int. Ed. (1r=16.9), xxx (2025) 202515218 (9p) doi.

A. Rico, P. Le Poul, J. Rodriguez-Lopez, D. Jacquemin*, S. Achelle and S. Gauthier*
Multi-Stimuli- Responsive Chromic Properties of Soft Salts Based on Cyclometalated Platinum (1)
Complezes: Pyridine- vs Pyrimidine-Based Ligands

ChemPhotoChem (1F=3.0), xxx (2025) 202500164 (9p) doi.

K. Kikuchi, L. D. Adair, Y. Xu, H. J. Ross, Z. Lu, Y. Xiz, D. Jacquemin, R. P. Cox, T. D. M. Bell,
N. L. Trevaskis, E. J. New and A. Kaur*

Exploring 4-Amino-1,8-Naphthalimes: Lifetime-based Sensing of Chemical Micro-environments
Chem. Eur. J. (1F=3.7), accepted.

Chapters in books

. D. Jacquemin*, E. A. Perpete, B. Champagne, J. M. André and B. Kirtman

Ab Initio Investigations of Polymethineimine Chains for Nonlinear Optics

in Recent Research Developments in Physical Chemistry (IF=NA), Research Signpost, G. Pandalai
(Ed.)

Vol. 6 (2002) 145-165.

. D. Y. Zhang*, C. Pouchan, D. Jacquemin and E. A. Perpéte

Ab Initio Studies of Electronic First Hyperpolarizability of AB Systems Containing Phosphorus and
Silicon Atoms

in Lecture Series in Computer and Computational Sciences, T. Simos, G. Maroulis (Ed.)

Adv. Comput. Methods Sci. Eng. (IF=NA), 4A—4B (2005) 667-673.

. D. Jacquemin*, E. A. Perpete and B. Kirtman

Calculation of Hartree-Fock Energy Derivatives in Polymers

in Multiscale Modelling of Polymer Properties, E. A. Perpete and M. Laso (Eds.), Computer-Aided
Chemical Engineering Series (IF=NA), vol. 22

Chapter 1 (2006) 3-30 isbn.

. T. J. Shelton, B. Giner, C. S. Adjiman, A. Galindo, G. Jackson*, D. Jacquemin, V. Wathelet and

E. A. Perpete

The Deriwation of Size Parameters for the SAFT-VR Equation of State from Quantum Mechanical
Calculation

in Multiscale Modelling of Polymer Properties, E. A. Perpete and M. Laso (Eds.), Computer-Aided
Chemical Engineering Series (IF=NA), vol. 22

Chapter 7 (2006) 143-159 isbn.

. F. Odobel*, Y. Pellegrin, F. B. Anne and D. Jacquemin

Molecular Engineering of Efficient Dyes for P-type Semiconductor Sensitization

in High-Efficiency Solar Cells: Physics, Materials and Devices, X. Wang and Z. M. Wang (Eds.),
Materials Science Series (IF=NA), vol. 190

Chapter 8 (2014) 215-246 doi.

. D. Jacquemin* and C. Adamo

Computational Molecular Electronic Spectroscopy with TD-DFT
in Density-Functional Methods for Excited States, N. Ferré, M. Filatov and M. Huix-Rotllant (Eds.)
Top. Curr. Chem. (1F=4.014), 368 (2016) 347-375 doi.
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7. D. E. Escudero*, A. D. Laurent* and D. Jacquemin*
Time-Dependent Density Functional Theory: A Tool to Explore Excited States
in Handbook of Computational Chemistry, J. Leszczynski (Ed.), 35 pp doi.

8. M. Boggio-Pasqua, A. Perrier, A Fihey and D. Jacquemin*
Modeling Diarylethenes Excited States with Ab initio Tools: from Model Systems to Large Multimers
in Photon-Working Switches, Y. Yokoyama and K. Nakatani (Eds.), Chap. 16 (2017) 321-341 doi.

C Editorials

1. M. E. Casida, H. Chermette and D. Jacquemin
Time-Dependent Density Functional Theory for Molecules and Molecular Solids
Editorial as guest editor of a special issue of J. Mol. Struct. (THEOCHEM)
J. Mol. Struct. (THEOCHEM) (1r=1.216), 914 (2009) 1-2 doi.

2. D. Jacquemin*, L. Blancafort* and Y. M. Rhee*
Most Accessed Computational Photochemistry
Editorial as guest editor of a special issue of ChemPhotoChem
ChemPhotoChem (1F=2.838), 3 (2019) 664-665 doi.

3. D. Jacquemin*, M. Wainwright*, and M. B. Heron*
Theory is Back in Dyes & Pigments!
Editorial of the journal promoting theory in this (mainly experimental) journal.
Dyes Pigm. (1F=4.889), 176 (2020) 108236 (1p) doi.

D (Published) Proceedings

1. B. Champagne*, D. Jacquemin and J. M. André
Model Calculations of the First Hyperpolarizability per Unit Cell of Finite and Infinite Polyme-
thineimine Chains
in Nonlinear Optical Properties of Organic Materials VIII, B. J. Thompson (Ed.)
Proc. SPIE (1F=0.077), 2527 (1995) 71-81 doi.

2. D. Jacquemin*, B. Champagne and J. M. André
Asymmetric Unit Cell Polymers with Large First Hyperpolarizabilities
Synth. Met. (1F=1.376), 101 (1999) 490-491 doi.

3. S. Pascal, A. Haefele, C. Monnereau, A. Charaf-Eddin, D. Jacquemin, B. Le Guennic, O. Maury™*
and C. Andraud*

On the Versatility of Electronic Structures in Polymethine Dyes
Proc. SPIE (IF=N/A), 9253 (2014) A (11p) doi.

4. S. David*, D. Chateau, H. C. Chang, D. J. Hagan, E. W. Van Stryland, D. Jacquemin, C. Lopes,
G. Berginc, S. Parola, O. Maury and C. Andraud
Aza-BODIPY Dyes for Optical Power Limitation in the SWIR: Molecular Engineering for Optimized
Hybrid Materials
Proc. SPIE (1F=N/A), 11277 (2020) 25.

5. J. Bosson,* G. M. Labrador, D. Jacquemin* and J. Lacour*
Cationic [6]Helicenes: Tuning (Chir)Optical Properties up to the Near Infra-Red
Materials Today: Proceedings (IF= N/A), 62 (2022) 7751-7753 doi.

E Popularization articles

1. D. Jacquemin*
Calcul Analytique du Module de Young des Polymeres Stéréoréguliers
Chimie Nouvelle (IF=NA), 83 (2003) 124-124.

2. V. Wathelet, C. Michaux, M. Fontaine, J. M. André, D. Jacquemin and E. A. Perpete*
Paramétrisation d’Equations d’Etat sur Base de Descripteurs Moléculaires Estimés par la Mécanique
Quantique
Techniques de I'Ingénieur (IF=NA), AF6 (2008) n°052 (17 p.) link.


http://dx.doi.org/10.1007/978-94-007-6169-8_43-1
http://dx.doi.org/10.1007/978-4-431-56544-4_16
http://dx.doi.org/10.1016/j.theochem.2009.08.013
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https://doi.org/10.1016/j.dyepig.2020.108236
http://dx.doi.org/10.1117/12.222820
http://dx.doi.org/10.1016/S0379-6779(98)01288-0
http://dx.doi.org/10.1117/12.2072624
http://dx.doi.org/10.1016/j.matpr.2022.05.098
http://www.techniques-ingenieur.fr/book/af6052/parametrisation-d-equations-d-etat-par-la-mecanique-quantique.html

F Patents Pub-56

3. A. D. Laurent*, V. Wathelet, M. Bouhy, D. Jacquemin and E. A. Perpete

F
1

Simulation de la Perception des Couleurs de Colorants Organiques ANALES DE QL!'.'«'. CA
Techniques de I'Ingénieur (IF=NA), AF6 (2010) n°810 (23 p.) link.

J. P. Cer6n-Carrasco*, D. Jacquemin, J. Zuniga and A. Requena
Claves Teoricas de la Mutacion Espontdnea en el ADN
An. Quim. (1IF=N/A), 108 (2012) 197-204.

D. Jacquemin* and C. Daniel*
Molécules et Lumiére : une Histoire d’Electrons
Actual. Chimique (IF=N/A), 382—-383 (2014) 93-99.

Patents

. O. Siri, Z. Chen and D. Jacquemin
Analogues of Porphyrins, their Method of Preparation and Use Thereof
European Patent, EPO n° 12306044.4

. K. Benelhadj, J. Massue, G. Ulrich, R. Ziessel, D. Jacquemin and A. D. Laurent
Emetteur Dual a Base d’Hydrozybenzazoles Substitués
European Patent, EP 2977374, WO 2016012457.

J. Rull-Barrull, M. d’Halluin, D. Jacquemin, E. Le Grognec and F. X. Felpin
Meéthode d’écriture réversible d’un motif sur un élément cellulosique et produit cellulosique associé
FR 16/00227

F. Odobel, F. Sauvage, D. Jacquemin, Y. Pellegrin, T. Baron, W. Naim
New Derivatives of Pyrrolopyrrole Cyanines and Uses Thereof
European Patent, EP 4019522.


http://www.techniques-ingenieur.fr/base-documentaire/sciences-fondamentales-th8/physique-chimie-ti053/simulation-de-la-perception-des-couleurs-de-colorants-organiques-af6810/
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