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In silico Screening of Two-photon Absorption Properties of a Large set of bis-BF5-Dyes
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ESIPT Fluorophores

Dyes Pigm. (1IF=4.5), 208 (2022) 110872 (8p) doi.
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Xue Zhang, M. Ivanov, A. Wang, M. H. E. Bousquet, X. Liu, Y. Wan, J. Zhao*, A. Barbon*, D.
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Y. Damour*, R. Quintero-Monsebaiz, M. Caffarel, D. Jacquemin, F. Kossoski, A. Scemama and P.
F. Loos*
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Polyaromatic Hydrocarbon Antennas as Tools for Tuning properties of Push-Pull Difluoroborates
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Non-Fused BODIPY-Based Acceptor Molecules for Organic Photovoltaics
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Modelling the Fluorescence Quantum Yields of Aromatic Compounds: Benchmarking the Machinery
to Compute Intersystem Crossing Rates
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. D. Y. Zhang*, C. Pouchan, D. Jacquemin and E. A. Perpéte

Ab Initio Studies of Electronic First Hyperpolarizability of AB Systems Containing Phosphorus and
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Adv. Comput. Methods Sci. Eng. (IF=NA), 4A—4B (2005) 667-673.

. D. Jacquemin*, E. A. Perpéte 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
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Chemical Engineering Series (IF=NA), vol. 22
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. 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.
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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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Time-Dependent Density Functional Theory: A Tool to Explore Excited States
in Handbook of Computational Chemistry, J. Leszczynski (Ed.), 35 pp doi.

. M. Boggio-Pasqua, A. Perrier, A Fihey and D. Jacquemin*

Modeling Diarylethenes FExcited States with Ab initio Tools: from Model Systems to Large Multimers
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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 (1r=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.
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On the Versatility of Electronic Structures in Polymethine Dyes
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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
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Calcul Analytique du Module de Young des Polyméres Stéréoréguliers
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Quantique
Techniques de I'Ingénieur (IF=NA), AF6 (2008) n°052 (17 p.) link.
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