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2015/... CNRS Reseach Director (1st Class since 10/2022)
Lab. Interdisciplinaire de Physique, CNRS/Univ. Grenoble Alpes, France.
2023/... Adjunct Professor (University of Maryland UMD)
Dept. Chemistry/Biochemistry, College Park, MD, USA
2023/... Leader Soft Matter (ILL Permanent Affiliate)
ILL Theory Group, Institute Laue Langevin, Grenoble, France
2012/15 CNRS Research 1st class + MIT Visiting Associate Prof.
CNRS/MIT Lab, USA. Group leader « Multiscale adsorption/ transport »
2011 Habilitation a diriger des recherches, Thermodynamics/ dynamics of fluids, elec-
trolytes and solides in porous materials. Univ Montpellier
2005/12 CNRS Researcher (1st class since 01/2009)
Institut Charles Gerhardt, Montpellier, France
2003/04  Postdoctoral Researcher, Department of Chemical Engineering,
North Carolina State University, Raleigh, NC, USA
2003 PhD Physics, Adsorption and condensation of fluids in porous silicon
Groupe de Physique des Solides, Univ Paris 7, France

Science/International Recognition 1000 -

. Publications Citations
226 Artlcles (3 Nature Mat, 6 Nat Cornrn, per year 800 A per year
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9620  Citations 5
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57 Invited Conferences
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83 Seminaires, Schools, etc. 2001 2007 2013 2019 2025 2001 2007 2013 2019 2025

Awards and Distinctions Year Year

2023/24 Adjunct Professor, Univ. Maryland, College Park, MD, USA
2023/27 Prime RIPEC C3, CNRS et MENESR

2019 Invited Professor, Chair Saint-Gobain, Institut Navier, France
2016/22 Board of Directors, International Adsorption Society

2015/19 Prime d'encadrement doctoral et de recherche, CNRS et MENESR
2012/15 Visiting Associate Professor, MIT, Cambridge, USA

2011/17 Cofounder of the French Adsorption Society

2010/14 Prime d’Excellence Scientifique, CNRS et MENESR

2013 Scientific Collaborator, Faculté Polytechnique de Mons, Belgium
2011 Award “Chercheur d’Avenir 2011” in Languedoc Roussillon, France
2006 Visiting Scholar, Adam Mickiewicz University, Poznan, Poland
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RESPONSIBILITIES, MANAGEMENT AND SCIENTIFIC ANIMATION

Responsibilities, Collective Tasks

2024/27
2024/...
2024/...
2022/...
2022/...
2022/...
2022/...
2022/24
2022/...
2019/...
2019/22
2016/...
2011/17
2012/15

2015/20
2011/14
2009/12
2009/12
2010/16
2009/12

President Chemical Physics Division, Joint Div. SCF/SFP

Deputy Director (Suppléant) Labex MateriAlps, UGA/Grenoble-INP
ILL College 2 Secretary, Theory College, Inst. LLaue Langevin

Steering Committee, New Joint Laboratory CNRS - PetroChina

ILL Review Panel, Institut Laue Langevin (Neutron Center), Grenoble
Committee “Young Researcher Award”, Int. Adsorption Society
Board Member Division Chimie Physique, Société Chimique de France
Scientific Council Expert, IFP Energies Nouvelles

French Chair, French/German Adsorption Initiative (www.adsorption.eu)
Principal Science Advisor, VEOLIA Design Center, St Maurice, France
Panel Chair IAS Carbon neutrality, International Adsorption Society
Nominated Member LIPhy Council, CNRS/University Grenoble Alpes
President of the French Adsorption Society (elected and then reelected)
Group Leader « Multiscale Adsorption and Transport »

CNRS/MIT Lab., Boston, USA

Member Poromechanics Committee, Am. Soc. Civil Enginers

Member Institute Chatles Gerhardt Council, CNRS/Univ. Montpellier
Head of the Communication Commission of Institute Charles Gerhardt
Member Scientific Animation of the Institute Charles Gerhardt

Board member, French Zeolite Society

Board member, Local section LR of the French Chemical Society SCF

Commission of Trust

2025/27
2019/20
2020

2018
2017/18
2015/21
2014

2014

Since 2009

Review Panel FWO, Flanders Res. Foundation

M-ERA.NET strategy expert group (21 pers.) Roadmapping 2020 call
Science Council Expert, IFP Energies Nouvelles

Guest Editor, Issue “Adsorption” in Curr. Op. Chem. Eng. (Elsevier)
Panel ANR, French National Science Agency « Matériaux inorganiques »
Panel FWO, Flanders Res. Foundation « Chem Eng & Material Sci. »
Review Editor in the Editorial Board of Frontiers | Energy Research
Co-Guest Editor, « Design/modeling porous materials », Eur Phys |
External expert in Sections 31 et 33 of CNU

Organization of scientific meetings

2026
2025
2023
2018

2018
2010/17
2011/16
2013
2010

Chair “Matériaux 2026”, Grenoble, France (~1500 personnes)

Scientific Committee “Fundamentals of Adsorption 157, Porto, Portugal
Conference co-chair “FRA/GER Adsorption meeting”, Strasbourg, France
Colloquium Chair “Matériaux poreux, granulaires, a grande surface spéci-
fique”, Conference Matériaux 2018, Strasbourg, France (~ 100 people)
Symp. Chair “Soft Porous Materials”, Interpore2018, N. Otleans, USA
Journées Annuelles Association Francaise de I’Adsorption (~ 70 people)
Journées Annuelles Groupe Francais des Zéolithes (~ 80 people)

Tonic Liquids for Materials (~ 100 people) ILMAT2013, Montpellier
Journées SCF Grand Sud Ouest (~80 people), Montpellier
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Student and postdoc supervision (19 PhD, 23 postdocs, 18 undergrads)

e 19 PhD Students 1. J. Dweik, 2. C. Abrioux, 3. P. Bonnaud, 4. F. Villemot, 5. M. Lepinay (ST Micro), 6. P. Billemont
(UMons, Belgique), 7. L. Deliere (CEA), 8. H. Getachew, 9. D. Jin, 10. R. Bey, 11. I. C. M. Costa (IFPEN), 12. M. Chen
(ETH medal award, Switzerland), 13. Z. Zaafouri (IFPEN), 14. S. Cohen (U. Maryland, Chateaubriand Fellow), 15. W. Kel-
louai, 16. N. Fetreira de Souza, 17. L. Didier, 18. N. Ben Amor (IFPEN), 19. P. Grisanti ® 23 Postdocs 1. P. Cazade, 2. G.
Ori, 3. L. Ngoc Ho, 4. R. Hartkamp, 5. A. Botan, 6. G. Hantal, 7. K. Falk, 8. C. Bousige, 9. P. Billemont, 10. T. Lee, 11. A.
Obliger, 12. G. Couchaux, 13. D. Mehlhorn, 14. A. Schlaich, 15. R. Manokaran, 16. A. Sam, 17. V. Prasad, 18. S. Gravelle, 19.
V. Kumar, 20. C. Herrero, 21. S. Dasgupta, 22. A. Coste, 23. S. Lafon @ 18 Undergrad. 1. L. Naamar, 2. G. Pallares, 3. D.
Horlait, 4. P. Epicoco, 5. 1. Aydogdu, 6. J. Nigon, 7. F. Freitag, 8. L. Atmani, 9. H. Meyer, 10. J. Mohan, 11. D. Tabacchioni,
12. Z. Zaafouri, 13. M. Barbagero, 14. K. Olson, 15. P. Sanchez-Moreno Royer; 16. N. Bordeneuve. 17. G. Jordio de Paula
Silva, 18. G. Akerlind

PhD and Habilitation Jurys (60 including R = Reviewer, P = President)

60. M. Abdel Sater (R, Paris), 59. N. Gaudy (R, Toulouse), 58. L. Mischler (Bordeaux), 57. A. Shomali (ETH Switzerland), 56.
HDR R. Vermorel (R, Grenoble), 55. J. Martin-Dalmas (P, Grenoble), 54. ]. Joliat (R, Besang¢on), 53. G. Santos Paulo (R,
Ttaly), 52. S. Franiatte (R, Toulouse), 51. V. Girelli (Strasbourg), 50. T. Outerelo Corvo (P, Saclay), 49. R. Fayad (R, Lyon), 48.
P. Carta (R, Italy),47. Y. Khaldouni (R, Pau),46. K. Wang (P, Montpellier), 45. HDR R. Semino (R, Paris), 44. I. Rizk (R,
Lyon), 44. K. Ariskina (R, Pau), 42. A. Hammoumi (R, Cavaillon), 41. M. Ducamp (R, Cavaillon), 40. M. Benchaabane (R,
Paris), 40. A. Robert (Paris), 39. M. Ducamp (R, Paris), 38. A. Marcotte (P, ENS Paris), 37. A. Mishra (R, Univ. Metz), 36. F.
Guy (P, Chambéry), 35. C. Methais (R, Besangon), 34. M. Sperra (R, SP, Brazil), 34. G. El Tabbal (R, Paris), 32. T. Virdis (R,
VUB Brussels), 31. J. B. Pigot (R, Paris), 30. A. Patt (R, Dijon), 29. A. Hafreager (R, Oslo), 28. R. Bingre (P, Strasbourg), 27.
K. L. Nguyen (R, Marseille), 26. A. Coste (Montpellier), 25. N. Ganfoud (R, Paris), 24. C. Cabaud (P, Paris), 23. M. Chen (R,
ETH Zurich), 22. HDR M. Vandamme (R, Paris), 21. B. K. Xiong (Tours), 20. E. Perrin (R + P, Berlin + Paris), 19. J. Wola-
nin (R, Paris), 18. HDR J. Jacquemin (R, Tours), 17. P. Bacle (R, Paris), 16. W. Louisfrema (R, Paris), 15. W. Goncalves (R,
Lyon), 14. S. Dutta (R, Rennes), 13. |. M. Vanson (R, Paris), 12. M. Ciantar (R, Paris), 11. C. Péan (R, Paris), 10. C. Sempere
(R, Lyon), 9. M. Michelin-Jamois (R, Lyon), 8. B. Farbos (R, Bordeaux), 7. G. Aubry (R, Grenoble), 6. A. Bouzid (Stras-
bourg), 5. M. De Toni (R, Patis), 4. .. Brochard (R, Paris), 3. M. Amrouche (R, Manchester), 2. A. Botan (R, Paris), 1. M.
Jeffroy (Orsay)

VALORISATION, TECHNOLOGICAL TRANSFER, INDUSTRIAL RELATIONS
Contracts and Research Grants (* = total funding unknown)

Contrat Dates Organisme Partners Montant Responsabilité
ANGSTROEM 2024/28 ANR 4 ~100 k€ Partner
Pompe THz-Neutrons 2024/25 CEA RAR 2 ~100 k€ Co-Coordinator
CEMAM 2024/25 Labex CEMAM 2 ~50 k€ Co-Coordinator
HTD-POM 2024/28 ANR/PRCI 2 ~300 k€ Coordinator
COCLICO 2023/27 ANR 2 ~100 k€ Partner
CHIRALCELL 2023/27 ANR 4 ~50 k€ Partner
SESAME 2022/26 ANR 4 ~50 k€ Partner
ACOUFEN 2021/25 ANR 3 ~500 k€ Coordinator
MENIHR 2021/25 ANR 3 106 k€ Partner
TIRGA21 2021/23 Univ. Grenoble Alpes 3 43 k€ Co-Coordinator
MODYTICS 2019/23 ANR Astrid 4 130 k€ Partner
CATCALL 2019/23 ANR 2 130 k€ Partner
2FDN 2019/23 PhD grant 2 103 k€ Coordin.
IFPEN 2017/20 Research contract 1 30 k€ Coordin.
TWIST 2017/20 ANR 5 80 k€ Partner
CEA 2017/20 Research contract 3 40 k€ Partner
EUROKIN4 2017/18 Research contract 1 12.5 k€ Coordin.
IFPEN 2016/19 Research contract 1 18 k€ Coordin.
TOTAL 2017/18 Research contract 3 7 k€ Partner
TAMTAM 2011/15 ANR 4 ~500 k€ Coordin.
X-Shale 2012/15 Industry 3 ~1 M€/year Co-coordin.
OCTAPPOM 2014 NEEDS 2 ~100 k€ Coordin.
GENESIS 2013/16 ANR 3 ~400 k€ Partner
TARG-E-D 2013/16 ANR 3 ~376 k€ Partner
Transport_ion 2012/15 Cherch. Avenir 2 ~70 k€ Coordin.
NanoChalco 2011/15 ANR 3 ~500 k€ Coordin.
Structuring I 2012/15 CINES 1 CPU Time Coordin.
IDDILIQ 2009/12 ANR 1 200 k€ Partner
ATILH 2008/10 Industry 5 100 k€* Partner
SiMoNanoMem 2008/10 ANR 4 400 k€ Partner
Eau, Electro 2009/10 CINES 1 CPU Time Coordin.
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Partnership with industry/Consulting

2009/20
2019/20
2012/15
2015/17

2008/2010

Saint Gobain, Consulting « Adsorption/transport in porous matetials »
EUROKIN consortium, 200 page report on transport in porous media
Shell and Schlumberger, « Adsorption, Transport, Mechanics properties
of Gas Shale”. Collab. Industry/Academia

Gaztransport & Technigaz (GTT) Report on Adsorption (2015) + Re-
port on Knudsen diffusion (2017) + Technical calculations (2017)
Association Technique de I'Industrie des Liants Hydrauliques (ATILH),
« Porosity, transport and resistance of concrete ». (2008-2010)

FORMATION, TEACHING, DISSEMINATION

Teaching, Training

2022/...
2016/...

2018/...
2018
2014
2013
2012
2012
2011
2009

2005/11
2000/02
2000/01
1999/00

International Master Week, Qingdao University/China,

Adsorption and transport in porous materials (8 h/year)

Reearch Training Master Nanosciences,

University Grenoble Alpes, Molecular modeling (40 h/year)

Res. Seminar for Master 2 Nanophysics, U. Grenoble Alpes (1 h/year)
College FEcole Polytechnique X, Multiscale porous materials (4h)
Formation Arkema, Characterization techniques of porous solids (8h)
Formation ST Microelectronics, Molecular simulation (16h)

College Fcole Polytechnique X, Multiscale porous materials (4h)
Formation IRCELYON, Molecular simulation (16h)

Course, Institute of Separative Chemistry, Molecular modeling (2h)
Tutorat Bénévole aupres d’éleves en primaire/college/lycée, Association
de quartier Boutonnet, Montpellier (2 h/week)

Master Phys/Chem, U. Montpellier, Molecular modeling (8 h/year)
IUT, Univ. Paris 7, Classical Mechanics (115h)

DEUG, Univ. Marne la Vallée, Electromagnetism (45h)

DEUG, Untv. Paris 7, Electronics (70h)

Communication/Dissemination

2020

2020

2016

2012

2010

2010
2008

Les matériaux nanoporeux: de 'utilité des trous en chimie des matériaux,
Chimie Etonnante CNRS (Farrusseng, Coasne)
Des matériaux fonctionnels a ’échelle du nanometre,

Usine Nouvelle 1035, Oct. 2020 (Farrusseng, Coasne)

Article P. Passebon in Industrie & Technologies, https://www.industrie-
techno.com/comprendre-les-gaz-de-schiste-pour-micux-les-exploiter.42366

L’eau dans les mésopores du ciment, Ciments, Bétons, Platres et Chaux
907, 64, 2012. (Bonnaud, Pellenqg, Coasne)

Internship [’Express.fr. 2 articles « Nous comprenons les consommateurs
d’eau en bouteilles » et « Le triplement du nucléaire doit étre débattu »
Seminar for University Students on Research in France

Seminar for High School Students on Research in France


https://www.industrie-techno.com/comprendre-les-gaz-de-schiste-pour-mieux-les-exploiter.42366
https://www.industrie-techno.com/comprendre-les-gaz-de-schiste-pour-mieux-les-exploiter.42366
http://www.cbpc.fr/iMag/907/iMagCBPC907.html
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SCIENTIFIC PRODUCTION

1. Publications in peer-reviewed journals (207)
including 6 invited review articles (titles in red)

Communication releases are indicated in green

In Preparation

P222. S. Babaei, B. Coasne, M. Ostadhassan, Adsorption-Induced Deformation in
Microporous Kerogen by Hydrogen and Methane: Implications for Underground Hy-
drogen Storage, To be submitted (2025).

P221. N. Ben Amor, D. Bauer, B. Braconnier, B. Coasne, Adsorption Thermodynam-
ics and Kinetics of Simple and Complex Fluids: The Physical Modeling of surface satu-
ration, reservoir depletion, lateral in-teractions, and collective effects, To be submitted
(2025).

P220. L. Didier, A. Sam, C. Herrero, R. Venegas, B. Coasne, Diffusion and permea-
bility of methane, CO; and their mixture in nanoporous cages: impact of constrictions
and local segregation, To be submitted (2025).

P219. N. Ferreira de Souza, C. Herrero, L. Fernando Mercier Franco, B. Coasne,
Thermal conductivity at solid/fluid interfaces: From microscopic correlations to effec-

tive thermal transport in nanofluidics and nanoporous materials, To be submitted
(2025).

P218. C. Herrero, L. Bocquet, B. Coasne, Active Walls with Effective Screening Ena-
ble Optimum Van der Waals Friction and Electrically Driven Nanofluidic Motion, To
be submitted (2025).

P217. A. Sam, B. Coasne, R. Venegas, Understanding acoustic wave propagation in-
fluid-saturated deformable nanoporous solids using linear chemo-poroelasticity theory,

To be submitted (2025).

P216. A. Sam, B. Coasne, R. Venegas, Understanding acoustic wave propagation in-
fluid-saturated deformable nanoporous solids using linear chemo-poroelasticity theory,

To be submitted (2025).

P215. A. Schlaich, B. Coasne, Universal Critical Point Shift of Fluids Confined in Na-
noporous Materials, To be submitted (2025).

P214. S. Gravelle, B. Coasne, Preferential adsorption of ethanol over waterat hydro-
phobic organosilica surfaces, To be submitted (2025).

P213. R. Manokaran, A. Dombret, B. Coquinot, A. Schlaich, L. Bocquet, B. Coasne,
Faster Water Transport in Fluctuating Nanoporous Materials: From Atom-Scale Mi-

croscopic Simulations to an Effective Model of Active Porosity, To be submitted
(2025).
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Submitted

P212. A. Shomali, C. Zhang, B. Coasne, E. J. Schofield, D. Derome, J. Carmeliet, In-
fluence of polyethylene glycol treatment on sorption and sorption-induced defor-
mation of amorphous cellulose: Molecular dynamics and poromechanical modeling,
Submitted (2025).

P211. L. N. Ho, A. Lesage, A. Rossini, D. Farrusseng, B. Coasne, Dynamics Slow-
down Induced by Gas Oversolubility in Nanoconfined Fluids, Submitted (2025).

P210. L. Didier, A. Sam, R. Venegas, B. Coasne, Acoustic Response of Molecular Ad-
sorption and Sound Propagation in Nanoporous Materials, To be submitted (2025).

P209. A. Schlaich, J. L. Barrat, B. Coasne, Theory and Modeling of Transport in Na-
noporous Materials: From Microscopic to Coarse-Grained Descriptions, Submitted
(2025).

P208. N. Modesto, C. Pinchart, M. A. Sater, P. Judeinstein, R. Ramos, D. Lairez, B.
Coasne, P. H. Jouneau, M. Appel, P. Fouquet, A. Tengattini, M. Russina, V. Grzimek,
G. Gunther, D. Gigmes, T. Phan, Q. Berrod, J. M. Zanotti, Ionic Liquids Based Elec-
trolytes Under 1D CNT Confinement: A Tenfold Gain in Conductivity, Submitted
(2024).

2025

P207. A. Shomali, C. Zhang, B. Coasne, E. J. Schofield, D. Derome, J. Carmeliet, Cel-
lulose consolidated with Polyethylene Glycol: The Nanoscale Mechanisms Revealed by
Hybrid Monte Catlo/Molecular Dynamics Modeling, Int. |. Biol. Macromol. 285, 137661
(2025).

P206. W. Kellouai, P. Judeinstein, M. Plazanet, J. M. Zanotti, Q. Berrod, M. Drobek,
A. Julbe, B. Coasne, Free Volume Theory of Self-diffusion in Zeolite: Molecular
simulation and Experiment, Microp. Mesop. Mater. 381, 113305 (2025). (Invited Paper

from IZA selection committee)

2024

P205. S. Ghojavand, E. B. Clatworthy, B. Coasne, D. H. Piva, R. Guillet-Nicolas, V.
Pugnet, P. Kumar-Gandhi, S. Mintova, Dynamic CO2 separation performance of
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nano-sized CHA zeolites under multi-component gas mixtures, Chem. Eng. Se. 500,
157101 (2024).

P204. R. Manokaran, D. Farrusseng, B. Coasne, Molecular Simulation of Cyclohexane
in Nanoporous Materials: Adsorption of Conformers and Coadsorption with Water
and Carbon Dioxide, Langnmuir 40, 22027 (2024).

P203. T. Aumond, R. Manokaran, J. Eck, O. Ergincan, C. Daniel, D. Farrusseng, B.
Coasne, A Review on Adsorption in Nanoporous Adsorbents for Gas Decontamina-
tion: Space Applications and Beyond, Ind. Eng. Chem. Res. 63, 19375 (2024). (Invited
Paper)

P202. A. Schlaich, M. Vandamme, M. Plazanet, B. Coasne, Bridging Microscopic Dy-
namics and Hydraulic Permeability in Mechanically-Deformed Nanoporous Materials,
ACS Nano 18, 26011 (2024).

P201. W. Liu, A. Shomali, C. Zhang, B. Coasne, J. Carmeliet, D. Derome, Nanostruc-
ture and Interfacial Mechanical Properties of PEG/Cellulose Nanocomposites Studied
with Molecular Dynamics, Carbobydrate Polymers 343, 122429 (2024).

P200. A. Streb, R. Lively, P. Llewellyn, A. Matsumoto, M. Mazzotti, R. Pini, B.
Coasne, Towards carbon neutral scientific societies: A case study with the Internation-

al Adsorption Society, Adsorption 30, 1291 (2024).

P199. M. Santoro, J. Rouquette, M. Fabbiani, F. Di Renzo, B. Coasne, W. Dong, L.
Glazyrin, J. Haines, Strong Volume Increase and Symmetrization in Siliceous Zeolites
due to Hydrogen Insertion at High Pressure, Angew. Chem. Int. Ed. 63, ¢202406425
(2024).

P198. L. Hua, A. Shomali, C. Zhang, B. Coasne, D. Derome, J. Carmeliet, Anisotropic
deformation in a polymer slab subjected to fluid adsorption, Langmuir 40, 4382 (2024).

P197. S. Dutta, A. Nossov, A. Galarneau, Y. Didi, B. Said, R. Denoyel, V. Wernert, B.
Coasne, F. Guenneau, Apparent Anomalous Temperature Dependence of Self-
diffusion Studied by Pulsed-Field Gradient Nuclear Magnetic Resonance and Thermo-
dynamic Modeling, . Phys. Chem. Lett. 15, 3276 (2024).

P196. N. Ferreira de Souza, L. Fernando Mercier Franco, C. Picard, B. Coasne,
Thermal Conductivity of a Fluid-Filled Nanoporous Material: Underlying Molecular
Mechanisms and the Rattle Effect, J. Phys. Chem. B 128, 2516 (2024).

P195. I. C. Medeiros-Costa, L. Catita, D. Wisser, A. Lesage, V. Lefebvre, A. S. Gay, V.
Rouchon, C. Laroche, J. Perez-Pellitero, B. Coasne, Connectivity Assessment in Hier-
archical Zeolites by Correlating Nuclear Magnetic Resonance, Electron Tomography

and Adsorption Scanning, Materials Chemistry and Physics 315, 128969 (2024).

P194. W. Kellouai, J. L. Barrat, P. Judeinstein, M. Plazanet, B. Coasne, On De Gennes
Narrowing of Fluids Confined at the Molecular Scale in Nanoporous Materials, |.
Chem. Phys. 160, 024113 (2024).

P193. D. Jin, N. Wu, J. Zhong, B. Coasne, Phase stability and nucleation kinetics of
salts in confinement, . Mol. Lig. 394, 123698 (2024).


https://www.sciencedirect.com/science/article/abs/pii/S1385894724085929?via%3Dihub
https://pubs.acs.org/doi/full/10.1021/acs.langmuir.4c02136
https://pubs.acs.org/doi/full/10.1021/acs.langmuir.4c02136
https://pubs.acs.org/doi/full/10.1021/acs.langmuir.4c02136
https://pubs.acs.org/doi/full/10.1021/acs.iecr.4c02052
https://pubs.acs.org/doi/full/10.1021/acs.iecr.4c02052
https://pubs.acs.org/doi/10.1021/acsnano.4c04190
https://pubs.acs.org/doi/10.1021/acsnano.4c04190
https://www.sciencedirect.com/science/article/pii/S0144861724006556
https://www.sciencedirect.com/science/article/pii/S0144861724006556
https://www.sciencedirect.com/science/article/pii/S0144861724006556
https://link.springer.com/article/10.1007/s10450-024-00494-3?utm_source=rct_congratemailt&utm_medium=email&utm_campaign=nonoa_20240609&utm_content=10.1007%2Fs10450-024-00494-3
https://link.springer.com/article/10.1007/s10450-024-00494-3?utm_source=rct_congratemailt&utm_medium=email&utm_campaign=nonoa_20240609&utm_content=10.1007%2Fs10450-024-00494-3
https://onlinelibrary.wiley.com/doi/full/10.1002/anie.202406425
https://onlinelibrary.wiley.com/doi/full/10.1002/anie.202406425
https://pubs.acs.org/doi/10.1021/acs.langmuir.3c03677
https://pubs.acs.org/doi/10.1021/acs.langmuir.3c03677
https://pubs.acs.org/doi/10.1021/acs.jpclett.3c03468
https://pubs.acs.org/doi/10.1021/acs.jpclett.3c03468
https://pubs.acs.org/doi/10.1021/acs.jpclett.3c03468
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.3c07088
https://pubs.acs.org/doi/full/10.1021/acs.jpcb.3c07088
https://www.sciencedirect.com/science/article/abs/pii/S0254058424000932?via%3Dihub
https://www.sciencedirect.com/science/article/abs/pii/S0254058424000932?via%3Dihub
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Benoit Coasne (CNRS Research Director, Section 15)

P192. C. Hadj, B. Dollet, B. Coasne, E. Lorenceau, Soap Film Membranes for
COz/Air Separation, Langmuir 40, 1327 (2024).

2001 - 2023

P191. V. P. Kurupath, B. Coasne, Mixture Adsorption in Hierarchical Nanoporous
Zeolites: In-pore and Surface Selectivity, J. Phys. Chem. B 127, 9596 (2023).

P190. L. Hua, C. Zhang, A. Shomali, B. Coasne, D. Derome, J. Carmeliet, Sorption-
deformation interplay in hierarchical porous polymeric structure composed of slit-pore
in amorphous matrix, Langmuir 39, 11345 (2023).

P189. M. Rescigno, M. Lucioli, F. G. Alabarse, U. Ranieri, B. Frick, B. Coasne, L. E.
Bove, Low Temperature Dynamics of Water Confined in Hydrophilic Zeolite Na-
nopores, [. Phys. Chem. B127, 20 (2023).

P188. A. Sam, M. Barbagero, R. Venegas, B. Coasne, Multiscale Acoustic Properties
of Nanoporous Materials: From Microscopic Dynamics to Mechanics and Wave Prop-
agation, . Phys. Chem. C 127,15 (2023).

P187. C. Zhang, B. Coasne, D. Derome, J. Carmeliet, Adsorption/percolation model
for water diffusion in deformable nanoporous polymers, ACS Nano 17, 4507 (2023).

P186. A. J. Souna, S. R. Cohen,, C. A. Rivera, K. Manfred, B. Coasne, J. T. Fourkas,
The Role of Resonant Coupling in Vibrational Sum-Frequency-Generation Spectros-
copy: Liquid Acetonitrile at the Silica Interface, J. Mol Lig. 375, 121315 (2023)

P185. S. Dutta, A. Galarneau, D. Minoux, C. Aquino, J. P. Dath, F. Guenneau, B.
Coasne, Molecular Diffusion in Hierarchical Zeolites with Ordered Mesoporosity:

Pulsed Field Gradient Nuclear Magnetic Resonance combined with Thermodynamic
Modeling, J. Phys. Chem. C 127, 1548 (2023).

P184. A. Obliger, C. Bousige, J. M. Leyssale, B. Coasne, Mini-review on the develop-
ment of atomistic kerogen models and their applications in gas adsorption and diffu-

sion (Invited Review Paper), Energy Fuels 37, 1678 (2023).
+ ACS Editor’s Choice, https://pubs.acs.otg/page/policy/editorchoice/index.html
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osity of hierarchical porous materials: diffusion experiments and random walk simula-
tions, Chem. Eng. Sci. 264, 118136 (2022).

P182. D. Bauer, Z. Zaafouri, G. Batot, B. Coasne, From Transient to Stationary

Transport in Porous Networks under Various Adsorption Conditions and Kinetics, J.
Phys. Chem. B 126, 6125 (2022).

P181. C. O’Sullivan, C. Arson, B. Coasne, A Perspective on Darcy’s Law across the
Scales: From Physical Foundations to Particulate Mechanics, J. Eng. Mech. 148, 11
(2022).
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Benoit Coasne (CNRS Research Director, Section 15)

+ Editor’s Choice section of the Journal of Engineering Mechanics page in the ASCE Library
https:/ /ascelibrary.org/journal/jenmdt
P180. I. C. Medeiros-Costa, C. Laroche, B. Coasne, . Pérez-Pellitero, Xylene Selectiv-

ity at the External Surface of Hierarchical Zeolites: Experiment and Molecular Model-
ing, Ind. Eng. Chem. Res. 61, 10184 (2022).

P179. C. Pagis, D. Laprune, Lucian Roiban, T. Epicier, C. Daniel, D. Farrusseng, B.
Coasne, Morphology and topology assessment in hierarchical zeolite materials: ad-

sorption hysteresis, scanning behavior, and domain theory, Inorg. Chem. Frontiers 9, 2903
(2022).

P178. W. Kellouai, P. Judenstein, M. Plazanet, S. Baudoin, M. Drobek, A. Julbe, B.
Coasne, Gas Adsorption in Zeolite and Thin Zeolite Layers: Molecular Simulation,
Experiment and Adsorption Potential Theory, Langmuir 38, 5428 (2022).

P177. S. Ghojavand, Benoit Coasne, R. Guillet-Nicolas, P. Bazin, M. Desmurs, L. J.
Aguilera, V. Ruaux, S. Mintova, The role of alkali metal cations on the COZ2 adsorption
behavior of nanosized chabazite, ACS Appl. Nano. Mater. 5, 5578 (2022).

P176. J. W. M. Osterrieth et al., How reproducible are surface areas calculated from the
BET equation?, Ady. Materials, 2201502 (2022).

P175. D. T. Bowron, D. A. Keen, M. Kint, C. Weigel, L. Konczewicz, S. Contreras, B.
Coasne, G. Garbarino, M. Beaudhuin, J. Haines, J. Rouquette, Atomic-Spring Effect
in Amorphous Silica-Helium Composite, J. Phys. Chem. C126, 5722 (2022).

P174. Z. Zaafouri, G. Batot, C. Nieto-Draghi, B. Rotenberg, B. Coasne, D. Bauer,
Impact of adsorption kinetics on pollutant dispersion in water flowing in nanopores,
Ady. Water Res. 162, 104143 (2022).

P173. V. Wernert, K. L. Nguyen, P. Levitz, B. Coasne, R. Denoyel, Impact of surface
diffusion on transport through porous materials, J. Chrom. A 1665, 462823 (2022).

P172. M. Dopke, F. Westerbaan van der Meij, B. Coasne, R. Hartkamp, Surface Pro-
tolysis and its Kinetics Impact the Electrical Double Layer, Phys. Rev. Lett. 128, 056001
(2022).

P171. S. R. Cohen, M. Plazanet, S. Rols, D. J. Voneshen, J. T. Fourkas, B. Coasne,
Structure and Dynamics of Acetonitrile: Molecular Simulation and Neutron Scattering,

J. Mol. Lig. 348, 118423 (2022).
P170. C. Zhang, M. Chen, B. Coasne, S. Keten, D. Derome, J. Carmeliet, Hygrome-

chanics of Composite with Intramolecular Interactions at Fiber-Matrix Interface Inves-

tigated with Molecular Dynamics, Composites Part B 228, 109449 (2022).

P169. A. Schlaich, D. Jin, L. Bocquet, B. Coasne, Electronic screening using a virtual
Thomas—Fermi fluid for predicting wetting and phase transitions of ionic liquids at
metal surfaces, Nature Materials 21, 237 (2022).

+ CNRS communication: https://www.inp.cars.fr/index.php/fr/carsinfo /un-fluide-virtuel-poutr-
simuler-des-liquides-charges-confines
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Benoit Coasne (CNRS Research Director, Section 15)

P168. M. Lions, C. Daniel, B. Coasne, F. Meunier, A. Tuel, D. Farrusseng, The Pivotal
Role of Critical Hydroxyl Concentration in Si-rich zeolites for Switching Vapor Ad-
sorption, J. Phys. Chem. C 125, 22890 (2021).

P167. J. Wolanin, L. Michel, D. Tabacchioni, J. M. Zanotti, J. Peters, I. Imaz, B.
Coasne, M. Plazanet, C. Picard, Heterogeneous Microscopic Dynamics of Water

Nanoconfined in a Ultra-hydrophobic Environment: Neutron Scattering and Molecu-
lar Modeling, J. Phys. Cherz. B 125, 136 (2021).

P166. M. Santoro, M. Morana, D. Scelta, J. Rouquette, K. Dziubek, F. A. Gorelli, R.
Bini, G. Garbarino, A. van der Lee, F. Di Renzo, B. Coasne, J. Haines, Insertion of
Oxygen and Nitrogen in the Siliceous Zeolite TON at High-Pressure, J. Phys. Chem. C
125, 19517 (2021).

P165. C. Zhang, M. Chen, S. Keten, B. Coasne, D. Derome, J. Carmeliet, Hygrome-
chanical mechanisms of wood cell wall revealed by molecular modeling and mixture
rule analysis: Role of components, interphases and hydrogen bonding, Se. Adp. 7, ea-
bi8919 (2021).

P164. T. Rego, S. Spagnoli, M. C. Fauré, C. Allain, B. Coasne, J. Malinge, C. Shen, P.
Fontaine, M. Goldmann, Unexpected order-disorder transition in Diacetylene alcohol
Langmuir film, Langmuir 37, 30 (2021).

P163. Z. Zaafouri, G. Batot, C. Nieto-Draghi, B. Rotenberg, D. Bauer, B. Coasne,
Lattice Boltzmann method for adsorption under stationary and transient conditions:
Interplay between transport and adsorption kinetics in porous media, Phys. Rev. E 104,
015314 (2021).

P162. R. Bey, B. Coasne, C. Picard, Carbon dioxide as a line active agent: its impact
on line tension and nucleation rate, Proc. Nat. Acad. Sci. 118, €2102449118 (2021).

+ CNRS communication: https://inp.cars.fr/fr/cntrsinfo/le-co2-comme-tensioactif-de-ligne-
dans-un-nanopore

P161. . G. Alabarse, B. Baptiste, M. Jimenez-Ruiz, B. Coasne, J. Haines, J. B. Bru-
bach, P. Roy, H. E. Fischer, S. Klotz, L. E. Bove, Ditferent Water Networks Confined
in Unidirectional Hydrophilic Nanopores and Transitions with Temperature, J. Phys.
Chem. C 125, 14378 (2021).

P160. D. Jin, B. Coasne, Reduced phase stability and faster formation/dissociation
kinetics in confined methane hydrate, Proc. Nat. Acad. Sci. 118, €2024025118 (2021).

P159. W. Xu, X. Liu, M. Pena-Alvarez, H. C. Jiang, P. Dalladay-Simpson, B. Coasne,
J. Haines, E. Gregoryanz, M. Santoro, High Pressure Insertion of Dense H2 into a
Model Zeolite, J. Phys. Cheme. C 125, 7511 (2021).

P158. L. Scalfi, B. Coasne, B. Rotenberg, On the Gibbs-Thomson equation for the
crystallization of confined fluids, J. Chem. Phys. 154, 114711 (2021).

P157. P. Judeinstein, M. Zeghal, D. Constantin, C. Iojoiu, B. Coasne, Interplay of
Structure and Dynamics in Lithium/Ionic Liquid Electrolytes: Experiment and Molec-
ular Simulation, J. Phys. Chem. B 125, 1618 (2021).
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Benoit Coasne (CNRS Research Director, Section 15)

P156. C. Bousige, P. E. Levitz, B. Coasne, Bridging scales in disordered porous media
by mapping molecular dynamics onto intermittent Brownian motion, Nature Comm. 12,
1043 (2021).

P155. M. Chen, B. Coasne, R. Guyer, D. Derome, J. Carmeliet, A Poromechanical
Model for Sorption Hysteresis in Nanoporous Polymers, |. Phys. Chem. B 124, 8690-
8703 (2020).

P154. Y. Long, J.C. Palmer, B. Coasne, K. Shi, M. Sliwinska-Bartkowiak and K. E.
Gubbins, Reply to Comment on “Pressure enhancement in carbon nanopores: a major

confinement effect”, Phys. Chem. Chem. Phys. 22,9826 (2020).

P153. M. Chen, B. Coasne, D. Derome, J. Carmeliet, Role of cellulose nanocrystals on
hysteretic sorption and deformation of nanocomposites, Cellulose 27,6945 (2020).

P152. Z. Zaatouri, D. Bauer, G. Batot, C. Nieto-Draghi, B. Coasne, Cooperative Ef-
fects Dominating the Thermodynamics and Kinetics of Surfactant Adsorption in Po-
rous Media: From Lateral Interactions to Surface Aggregation, |. Phys. Chem. B 124,
10841-10849 (2020).

P151. M. Chen, B. Coasne, D. Derome, J. Carmeliet, Coupling of Sorption and De-
formation in Soft Nanoporous Polymers: Molecular Simulation and Poromechanics, J.
Mech. Phys. Sol. 137, 103830 (2020).

P150. C. Hadji, B. Dollet, H. Bodiguel, W. Drenckan, B. Coasne, E. Lorenceau, Im-
pact of fluorocarbon gaseous environments on the permeability of soap films to air,
Langmuir 36, 13236-13243 (2020).

P149. R. Bey, B. Coasne, C. Picard, Probing the concept of line tension down to the
molecular scale, |. Chem. Phys. 152, 094707 (2020).

P148. C. Zhang, A. Shomali, R. Guyer, S. Keten, B. Coasne, D. Derome, J. Carmeliet,
Disentangling Heat and Moisture Effects on Biopolymer Mechanics, Macromolecules 53,
1527 (2020).

P147. C. Zhang, B. Coasne, R. Guyer, D. Derome, J. Carmeliet, Moisture induced
crossover in the thermodynamic and mechanical response of hydrophilic biopolymer,

Cellulose 27, 89 (2020).

P146. A. Monpezat, S. Topin, L. Deliere, D. Farrusseng, B. Coasne, Evaluation meth-
ods of adsorbents for air purification and gas separation at low concentration. Case

studies on xenon and krypton, Ind. Chem. Eng. Res. 58, 4560 (2019).

P145. A. Schlaich, B. Coasne, Dispersion truncation affects the phase behavior of
bulk and confined fluids: coexistence, adsorption and criticality, J. Chew. Phys. 150,
154104 (2019).

P144. N. Ben Abdelouahab, A. Gossard, S. Rodts, B. Coasne, P. Coussot, Drying: a
simple suction process, Exr. Phys. |. E 42, 66 (2019).

P143. M. Chen, B. Coasne, R. Guyer, D. Derome, J. Carmeliet, Molecular simulation
of sorption-induced deformation in atomistic nanoporous materials, Langmuir 35, 7751
(2019).
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P142. 1. C. Medeiros-Costa, C. Laroche, J. Perez-Pellitero, B. Coasne, Characteriza-
tion of hierarchical zeolites: Combining adsorption/intrusion, electron microscopy,
diffraction and spectroscopic techniques (invited paper; special issue J. Patarin), Mzcrop.
Mesop. Mater. 287, 167 (2019).

P141. B. Coasne, D. Farrusseng, Gas oversolubility in nanoconfined liquids: Review
and perspectives (invited review paper), Microp. Mesop. Mater. 288, 109561 (2019).

P140. M. Santoro, V. Veremeienko, M. Polisi, R. Fantini, F. Alabarse, R. Arletti, S.
Quatieri, V. Svitlyk, A. van der Lee, J. Rouquette, B. Alonso, F. Di Renzo, B. Coasne,

J. Haines, Insertion and Confinement of H2O in the hydrophobic siliceous zeolites
TON and MFT at high pressure, J. Phys. Cher. C123, 17432 (2019).

P139. M. Chen, C. Zhang, A. Shomali, B. Coasne, |. Carmeliet, D. Derome, Wood-
moisture relationships studied with molecular dynamics - methodological guidelines,
Forests 10, 628 (2019).

P138. G. Gor, B. Coasne, Editorial overview: Separations engineering — Advances in
adsorption, Curr. Op. Chem. Eng. 24, A4-A6 (2019).

P137. A. Monpezat, G. Couchaux, V. Thomas, A. Artheix, L. Deliere, C. Greau, B.
Coasne, D. Farrusseng, S. Topin, Effect of chlorine-containing VOCs on silver migra-
tion and sintering in ZSM-5 used in a TSA process, Catalysis 9, 686 (2019).

P136. 1. Deroche, C. Picard, T. J. Daou, B. Coasne, Reminiscent Capillarity in Subna-
nopores, Nature Comm. 10, 4642 (2019).
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+ Nature Comm. Editor’s highlight: https://www.nature.com/articles/s41467-019-12418-9
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P135. M. Brun-Cosme-Bruny, E. Bertin, B. Coasne, P. Peyla, S. Rafai, Effective diffu-
sivity of microswimmers in a crowded environment, |. Chem. Phys. 150, 104901 (2019).

P134. M. Bah, E. D. Manga, H. Blasco, P. Da Costa, M. Drobek, B. Coasne, A. Ayral,
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P15. B. Coasne, A. Galarneau, F. Di Renzo, R. J. M. Pellenq, Gas adsorption in mes-
oporous templated silicas: MCM-41, MCM-48 and SBA-15, Langmuir 22, 11097 (20006).

P14. B. Coasne, S. K. Jain, K. E. Gubbins, Adsorption, structure and dynamics of
fluids in ordered and disordered models of porous carbons, Mol. Phys. 104, 3491 (2000).

P13. B. Coasne, K. E. Gubbins, R. J. M. Pellenq, Temperature effect on adsorp-
tion/desorption isotherms for a simple fluid confined within various nanopores, Ad-

sorption 11, 289 — 294 (2005).

P12. M. Sliwinska-Bartkowiak, F. R. Hung, E. E. Santiso, B. Coasne, K. E. Gubbins,
F. R. Siperstein, Effect of confinement on freezing in cylindrical pores, Adsorption 11,
391 — 396 (2005).

P11. B. Coasne, J. Czwartos, K. E. Gubbins, F. R. Hung, M. Sliwinska-Bartkowiak,
Freezing of mixtures confined in a slit nanopore, Adsorption 11, 301 — 306 (2005).

P10. F. R. Hung, B. Coasne, E. E. Santiso, K. E. Gubbins, F. R. Siperstein, M. Sliwin-
ska-Bartkowiak, Molecular modeling of freezing of simple fluids confined within car-
bon nanotubes, J. Chem. Phys. 122, 144706 (2005).

P9. B. Coasne, F. R. Hung, F. R. Siperstein, K. E. Gubbins, Molecular simulation of
gas adsorption in realistic models of silica nanopores, Ann. Chim. Sci. Mat. 30, 375 —
383 (2005).

P8. J. Czwartos, B. Coasne, F. R. Hung, K. E. Gubbins, M. Sliwinska-Bartkowiak,
Freezing and melting of azeotropic mixtures confined in nanopores: experiment and

molecular simulation, Mo/ Phys. 103, 3103 — 3113 (2005).

P7. B. Coasne, K. E. Gubbins, R. J. =M. Pellenq, Domain theory for capillary con-
densation hysteresis, Phys. Rev. B 72, 024304 (2005).

P6. B. Coasne, R. J. M. Pellenq, Grand canonical Monte Carlo simulation of argon

adsorption at the surface of silica nanopores: Effect of pore size, pore morphology and
surface roughness, J. Chem. Phys. 120, 2913 — 2922 (2004).

P5. B. Coasne, K. E. Gubbins, R. J. M. Pellenq, A Grand Canonical Monte Carlo
Study of Adsorption and Capillary Phenomena in Nanopores of Various Morphologies
and Topologies: Testing the BET and BJH Characterization Methods (Invited paper),
Part. Part. Syst. Char. 21, 149 — 160 (2004).
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P4. B. Coasne, R. J. M. Pellenq, A grand canonical Monte Carlo study of capillary
condensation in mesoporous media: Effect of the pore morphology and topology, J.
Chem. Phys. 121, 3767 — 3774 (2004).

P3. B. Coasne, |. Czwartos, K. E. Gubbins, F. R. Hung, M. Sliwinska-Bartkowiak,
Freezing and Melting of Binary Mixtures Confined in a Nanopore, Mo/ Phys. 102, 2149
— 2163 (2004).

P2. B. Coasne, A. Grosman, C. Ortega, M. Simon, Adsorption in non-interconnected
) ) g ) )
pores open at one or at both ends: a reconsideration of the hysteresis phenomenon,

Phys. Rev. Lert. 88, 25602 (2002).
P1. B. Coasne, A. Grosman, N. Dupont-Pavlovsky, C. Ortega, M. Simon, Adsorption

in an ordered and non-interconnected mesoporous material: Single crystal porous sili-

con, Phys. Chem. Chem. Phys. 3,1196 — 1200 (2001).

2. Conference Proceedings with peer-review (20)

A20. A. Sam, B. Coasne, R. Venegas, Towards bridging nanoscale and macroscale
acoustics of porous solids, Proceedings of the Internoise Conference (2022).

A19. D. Derome, M. Chen, C. Zhang, A. Shomali, B. Coasne, J. Carmeliet, Modeling
wood long term performance? The challenge of using natural materials, Poromechan-
ics VI: Proceedings of the Sixth Biot Conference on Poromechanics, ASCE Proc. (Am.
Soc. Civil Enginers), 427-434 (2017).

A18. M. Chen, B. Coasne, R. Guyer, D. Derome, J. Carmeliet, Analysis of Sorption
and Mechanical Hysteresis of Nano-Porous Materials: Upscaling Molecular Simulations
with the Dependent Domain Theory, Poromechanics VI: Proceedings of the Sixth Bi-
ot Conference on Poromechanics, ASCE Proc. (Am. Soc. Civil Enginers), 427-434
(2017).

A17. C. Weigel, A. Polian, M. Kint, J. Rouquette, J. Haines, M. Foret, R. Vacher, B.
Ruffle, B. Coasne, Poroeclastic Theory Applied to the Adsorption-induced Defor-
mation of Vitreous Silica, Poromechanics VI: Proceedings of the Sixth Biot Confer-
ence on Poromechanics, ASCE Proc. (Am. Soc. Civil Enginers), 14-19 (2017).

A16. L. Broussous, M. Lepinay, B. Coasne, C. Licitra, F. Bertin, V. Rouessac; A Ayral,
“Molecular Simulation Contribution to Porous Low-K Pore Size Determination after

Damage by Etch and Wet Clean Processes”, Solid State Phenomena 255, 215 (2010).

A15. P. Billemont, B. Coasne, G. De Weireld, Adsorption of carbon dioxide, me-
thane, and their mixture in porous carbons: effect of surface chemistry, water content

and pore disorder, Proceedings of the International Conference on Coal Science & Technology
2013 (2013).

A14. B. Coasne, “Pressure effects in phases confined in pores: application to in-pore
freezing and mechanical enhancement of porous materials”, ASCE Proc. (Am. Soc.
Civil Enginers) (2013).
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A13. P. Bonnaud, B. Coasne, R. J. M. Pellenq, “Molecular simulation of water con-
fined in nanoporous Ca-silica”, Mat. Res. Soc. Symp. Proc., 1227-]]08-05 (2010).

A12. A. Galarneau, B. Lefevre, H. Cambon, B. Coasne, S. Valange, Z. Gabelica, J. P.
Bellat, F. Di Renzo, Pore shape affects the determination of the pore size of ordered
mesoporous silicas by mercury intrusion, Studies in Surface Science and Catalysis, Elsevier

Science 174, 957 — 960 (2008).

All. B. Coasne, S. K. Jain, K. E. Gubbins, “Adsorption and dynamics of argon in
porous carbons,” Eur. Phys J. Special Topics 141, 121 — 125 (2007).

A10. N. Fekkar-Nemmiche, S. Devautour-Vinot, B. Coasne, F. Henn, A. Mehdi, C.
Reye, R. Corriu, “Effect of surface chemistry on the thermodynamics and conductivity
of water in silica nanopores,” Eur. Phys |. Special Topics 141, 45 — 48 (2007).

A9. S. Bhattacharya, K. E. Gubbins, B. Coasne, . R. Hung, “Molecular simulation of
gas adsorption in mesoporous silicas SBA-15, in Proceedings of the 4” Pacific Basin Confer-
ence on Adsorption Science and Technology (2000).

A8. R. J. —M. Pellenq, B. Coasne, “Testing the validity of small — angle and adsorption
— based characterization techniques by atomic — scale simulation”, Technical proceed-

ings of the 2006 NSTI Nanotechnology Conference 1, 819 — 822 (2000).

A7. F. R. Hung, B. Coasne, K. E. Gubbins, F. R. Siperstein, M. Sliwinska-Bartkowiak,
A Monte Carlo study of capillary condensation of krypton within realistic models of

templated mesoporous silica materials, Studies in Surface Science and Catalysis 160, Elsevier
Science, 153 — 160 (2000).

A6. R. J. M. Pellenq, B. Coasne, R. O. Denoyel, J. Puibasset, “Effect of pore mor-
phology and topology on capillary condensation in nanopores: a theoretical and mo-
lecular simulation study”, Studies in Surface Science and Catalysis 160, Elsevier Science, 1 —

8 (2006).

A5. B. Coasne, . Czwartos, K. E. Gubbins, F. R. Hung, M. Sliwinska-Bartkowiak,
“Confinement effect on freezing of binary mixtures”, Studies in Surface Science and Cataly-

si5 160, Elsevier Science, 667 — 674 (2000).
A4. S. Bhattacharya, B. Coasne, I. R. Hung, K. E. Gubbins, Modeling and characteri-

zation of triblock surfactant templated mesoporous silicas, Studies in Surface Science and
Catalysis, Elsevier Science 160, Elsevier Science, 527 — 534 (2000).

A3. B. Coasne, J. P. Pikunic, R. J. M. Pellenq, K. E. Gubbins, “Comparison between
Adsorption in Pores of a Simple Geometry and Realistic Models of Porous Materials”,
Mat. Res. Soc. Symp. Proc. 790 (2003).

A2. B. Coasne, A. Grosman, C. Ortega, R. J. M. Pellenq, Physisorption in nanopores
of various sizes and shapes: A grand canonical Monte Catlo study, Studies in Surface Sci-
ence and Catalysis 144, Elsevier Science, 35 — 42 (2002).

Al. B. Coasne, A. Grosman, N. Dupont-Pavlovsky, C. Ortega, M. Simon, Adsorption
in ordered porous silicon: a reconsideration of the hysteresis phenomenon in the light
of new experimental observations, Mat. Res. Soc. Symp. Proc. 651 (2000).
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3. Book or Book Chapters (3)

B3. D. Farrusseng, B. Coasne, Solides nanoporeux: de 'utilité des trous en science des
matériaux, Etonante Chimie !, Ouvrage de Vulgarisation, CNRS Editions (2020).

B2. G. Ori, C. Massobrio, B. Coasne, Molecular modeling of glassy surfaces, Molecu-
lar dynamics of disordered systems, Springer (2015).

B1. R. J. M. Pellenq, B. Coasne, P. E. Levitz “Adsorption and Condensation of Xen-
on in Mesopores having a Microporous Texture or a Surface Roughness”, Molecular
Simmulation of Adsorption Phenomena Eds. N. Quirke and D. Nicholson, Taylor and Fran-
cis, London (2005).

4. Invited conferences (57)

I57. L. N. Ho, A. Lesage, A. Rossini, D. Farrusseng, B. Coasne, Gas Oversolubility in
Nanoconfined Fluids: Adsorption and Dynamics Slow Down, Deutsche Zeolith-
Tagung together with Jahrestreffen Adsorption, Erlangen, Germany (2025).

I56. B. Coasne, Les atomes pour quoi faire ? Workshop sur les simulations atom-
istiques pour la R&D en matériaux, Paris, France (2024).

I55. B. Coasne, Confinement of Fluids at the Nanoscale: Adsorption and Transport
in Nanoporous Materials, GDR ISM/SOPHY, ESPCI, Patis, France (2024).

I54. B. Coasne, On De Gennes Narrowing of Fluids Confined at the Molecular Scale
in Nanoporous Materials, US DOE Res. Center for Enbanced Nanofluidics Transport, MIT,
Boston, USA (2024). Visioconference.

I53. B. Coasne, Adsorption and diffusion in nanoporous materials: the view from the
nanoscale (Keynote talk), CPM-9: 9th International Workshop “Characterization of Porous
Materials: from Angstroms to Millimeters”, Delray Beach, FL, USA (2024).

I52. B. Coasne, On De Gennes narrowing for molecularly confined fluids (invited
talk, symposium ‘Liquid and electrolyte anomalies in nano-confinement: structure, dy-

namics, reactivity”’), ACS Meeting 2024, New Otleans, LA, USA (2024).

I51. B. Coasne, Bridging Molecular Dynamics and Macroscopic Transport in Na-
noporous Materials (invited talk), CECAM Workshop “Fluids in porous materials: from fun-
damental physics to engineering applications”, EPFL Lausanne, Switzerland (2023).

I50. B. Coasne, Dynamics in compliant nanoporous materials: Coupling multiscale
dynamics and mechanics (invited talk), Modelling Complexity in Mechanics, Alghero, Sar-
dinia, Italy (2023).

I49. B. Coasne, Oversolubility in nanoconfinement: from adsorption in porous media
to wetting of interfaces (invited talk, symposium ‘Reactivity in nanoconfined interfac-
es”), ACS Meeting 2023, Indianapolis, IN, USA (2023).
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I48. B. Coasne, Reduced phase stability and faster formation/dissociation kinetics in
confined methane hydrate (invited talk), GDR Hpydrates, Rueil Malmaison (Paris),
France (2022).

I47. B. Coasne, Adsorption and Transport in Nanoporous Materials (keynote, collo-
que 10), Matériaux 2022, Lille, France (2022).

I46. B. Coasne, Wetting and phase transitions of ionic liquids at metal surfaces: Elec-
tronic screening using a virtual Thomas—Fermi, CECAM Workshop on lon adsorption and
electrokinetic transport at interfaces, Marcoule (Avignon), France (2022).

I45. B. Coasne, Gas Adsorption in Zeolite and Thin Zeolite Layers: Molecular Simu-
lation, Experiment and Adsorption Potential Theory, 8t Workshop “Prospects & Chal-
lenges in Zeolites and Related Porons Materials”, Cabourg/Caen, France (2022).

I44. B. Coasne, Multiscale diffusion in carbonaceous materials, CECAM Workshop on
adsorption in microporous carbons for a range of societal and emerging applications, Bordeaux,

France (2022).

I43. B. Coasne, Adsorption and diffusion in zeolitic materials, Groupe Frangais des Zeo-
lithes (GFZ), Vogue (Ardeche), France (2022). Keynote Invitation.

I42. B. Coasne, Fluid adsorption and diffusion in zeolitic materials, First International
Edition of the 215t Chinese Zeolite Conference (21CZC), Qingdao, Shandong Province, China
(2021). Visioconference.

I41. B. Coasne, Adsorption and transport in nanoconfinement, Swmmer Workshop
nanoCAFE group (Sapienza Universita di Roma), Siena (Tuscany), Italy (2021). 3 semi-
nars on “Adsorption and criticality in nanoconfined fluids”, “Wetting and phase transi-
tions at metallic surface”, “Bottom up model of dynamics/transport in porous media”

I40. B. Coasne, Fluid adsorption and transport in nanoporous materials, Annual meet-
ing of the German Adsorption Society, Frankfurt, Germany (2021)..

I39. B. Coasne, Adsorption et transport de fluides dans des angstropores, Rencontres
Francophones de I’ Association Frangaise de I’Adsorption, France (2021). Visioconference.

I38. B. Coasne, Fluid adsorption and diffusion in nanoporous materials, US DOE Res.
Center for Enhanced Nanofluidics Transport, MIT, Boston, USA (2021). Visioconference.

I37. B. Coasne, Fluid adsorption and diffusion in nanoporous materials, 2027 Biot-
Bazant Conferenc eon Engineering Mechanics and Physics of Porous Materials, Northwestern
University, Chicago, USA (2021). Visioconference.

I36. B. Coasne, Fluid adsorption and diffusion in nanoporous materials, APS March
Meeting, USA (2021). Visioconference.

I35. B. Coasne, Adsorption and diffusion in porous materials, 70° International Symposi-
um on Heat Transfer, Beijing, China (2024). Postponed 2024 due to COVID-19.

I34. B. Coasne, Adsorption and diffusion in porous materials, §” Workshop NIMS-
UR1-CNRS-SG, Tsukuba, Japan (2019).

I33. B. Coasne, Multiscale adsorption and transport in porous materials, Workshop
Modeles cinétigues pour les milienx: poreux, Bordeaux, France (2019).
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I32. B. Coasne, Atom-scale simulation of adsorption and transport in nanoporous
media (keynote), Symposium on Acoustics of Nanoporous Materials, Salford University, Man-
chester, UK (2019).

I31. B. Coasne, Multiscale adsorption and transport in porous materials, Collogue Maté-
riaux porenx: Synthese, Propriétés, Applications, College de France, Paris, France (2019).

I30. B. Coasne, Hydrocarbon adsorption and transport in realistic molecular model of

kerogen’s structure, 2018 MRS International Materials Research Congress, Cancun, Mexico
(2018).

129. B. Coasne, Adsorption et transport dans les milieux nanoporeux, Journées de la
Matiére Condensée 2018, Molecular liquids under micro/mesoporous confinement, Gre-
noble, France (2018).

I128. B. Coasne, Realistic molecular model of kerogen in gas shales: hydrocarbon ad-
sorption and transport (keynote 30°), Materiaux 2018 — Symposium Matérianx Carbonés,
Strasbourg, France (2018).

I127. B. Coasne, Desorption: drying at the nanoscale?, The Physics of Drying, Marne-La-
Vallée, France (2018).

I26. B. Coasne, Molecular Approach to Adsorption in Multiscale Porous Materials, 757
International GFZ edition, Cabourg, France (2018).

I125. B. Coasne, Oversolubility effects in nanoconfined solvents, 2078 MRS Interna-
tional Materials Research Congress, Cancun, Mexico (2018).

124. B. Coasne, Modeling Adsorption and Transport in Multiscale Porous Materials,
Materials, Characterization, Catalysis, Zurich, Switzerland (2018).

123. B. Coasne, Adsorption and Transport in Multiscale Porous Materials, American
Institute of Chemical Enginers, Minneapolis, MN, USA (2017).

I22. B. Coasne, Poroclastic Theory Applied to the Adsorption-Induced Deformation
of Vitreous Silica (plenary talk), 625 Biot Conference on Poromechanics, Paris, France (2017).

I21. B. Coasne, Molecular Modeling of Porous Materials: Structure, Texture and Ad-
sorption Properties, Energy Materials Nanotechnology Mesoporous Materials, Prague, Czech
Republic (2016).

I20. B. Coasne, Adsorption and Transport in Multiscale Porous Media, Multiscale high-
performance computational modelling, EMPA Topical Day, Zurich, Switzerland (2015).

I19. B. Coasne, Atom-scale modelling of elastic and failure properties of clays and
clay/organic hybrid materials, Reactive Force Fields: From Development and Implementation to
Applications, RSC Faraday Division and CCP5, Manchester, UK (2015).

I18. B. Coasne, Adsorption and transport in hierarchical porous materials, Fowurth
Workshop on Zeolites: Prospects & Challenges, Caen, France (2015).

I17. B. Coasne, Multiscale adsorption and transport in porous materials, 6 Internation-

al Symposinm " Adpanced microporous and mesoporous materials”, Black Sea Coast, Bulgaria
(2015).
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I16. B. Coasne, Adsorption and transport in multiscale porous materials, CECAM
Workshop "Simulation of systems under thermodynamic-like gradients", Zaragoza, Spain (2015).

I15. B. Coasne, Adsorption and transport in multiscale porous materials, Workshop
MultiScale Porons Materials, San Sebastian, Spain (2014).

I14. B. Coasne, Molecular modeling of Amorphous Porous Materials, Eurgpean Re-
search Materials Society — Fall Meeting, Warsaw, Poland (2014).

I13. B. Coasne, Adsorption and Transport in Hierarchical Zeolites: The view from the
NanoScale, 7st International Symposium on Energy Challenges and Mechanics, Aberdeen, Scot-
land (2014).

I12. B. Coasne, A bottom-up model of adsorption and transport in multiscale porous
media, American Society of Mechanical Engineering Annnal Meeting, Montreal, Canada (2014).

I11. B. Coasne, Crystallization in porous materials: the view from the nanoscale, 4%
International Workshop on Crystallization in Porons Media, Amsterdam, Netherlands (2014).

I10. B. Coasne, Chemistry of interfaces between inorganic minerals and porous car-
bons: implications for the mechanical properties of gas shale, Society of Engineering Science
and American Society of Mechanical Engineering Annual Meetings, Providence, RI, USA
(2013).

I9. B. Coasne, “Adsorption, intrusion, and freezing in porous silica: the view from the
nanoscale”. 37 International Conference on Nanotek (Nanotek 2013), Las Vegas, NV, USA.

I8. B. Coasne, “Pressure effects in nanoconfined phases”. 5 Biot Conference on Porome-
chanics, Vienna, Austria (2013).

I7. B. Coasne, “Adsorption and transport in hierarchical zeolites: the view from the
nanoscale”. 27 Worskshop on Zeolites, Caen, France (2013).

I6. B. Coasne, Adsorption and dynamics of ions confined in nanopores: from simple
ions to ionic liquids, CECAM Workshop on Aging of Materials, Zurich, Switzerland
(2012).

I5. B. Coasne, “Surface chemistry and performance of carbon materials”. Surface

Chemistry and Performance of Carbon materials, Budapest, Hungary (2012).

I4. B. Coasne, “Adsorption and dynamics of water and ions in nanopores”. 32% [nter-
national Conference on Solution Chemistry, La Grande Motte, France (2011).

I3. B. Coasne, “Simulation moléculaire de ’'adsorption et confinement de fluides dans
des adsorbants microporeux et mesoporeux’. 26¢ Réunion du Groupe Frangais des Zéolithes,

Presqu’ile de Giens, France (2010).

I2. B. Coasne, "Development of realistic models of MCM-41 materials for gas ad-
sorption studies". CECAM Workshop on Surfactant Templated Porous Materials: Synthesis and
Characterisation, Zurich, Switzerland (2008).

I1. B. Coasne, "Transition de phase dans des matériaux nanoporeux”. Matérianx Hy-
brides Organisés Multifonctionnels (HMOM), La Grande Motte, France (20006).
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5. Oral communications in conferences (178)

0178. N. Ben Amor, D. Bauer, B. Braconnier, B. Coasne, The Physical Chemistry of

PFAS near Surfaces: From the fundamentals of adsorption to Lattice Boltzmann simu-
lations, Journées de I’Association Frangaise de I’ Adsorption, Nantes, France (2025).

O177. L. Ngoc Ho, A. Lesage, A. Rossini, D. Farrusseng, B. Coasne, Impact of Gas
Oversolubility on the Thermodynamics and Transport of Fluids Confined in Nanopo-
rous Materials, Fundamentals of Adsorption 15, Porto, Portugal (2025).

0176. L. Didier, A. Sam, R. Venegas, B. Coasne, Acoustic Response of Fluid Adsorp-
tion in Nanoporous Materials, Fundamentals of Adsorption 15, Porto, Portugal (2025).

0175. S. Gravelle, B. Coasne, Separation of water and ethanol mixtures by nanoporous
organosilica: a molecular dynamics study, French/German Adsorption Conference, Stras-
bourg, France (2023).

0174. L. Didier, A. Sam, R. Venegas, B. Coasne, Molecular simulation of fluid adsorp-
tion in nanoporous matetials, French/ German Adsorption Conference, Strasbourg, France

(2023).

0173. W. Kellouai, P. Judeinstein, M. Plazanet, B. Coasne, Adsorption and Transport
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