


Welcome words 
 

Journées de Chimie Supramoléculaire  is a part of 
the scientific activity of the Supramolecular Chemistry Group (Supr@SCF) 
of the French Chemical Society (SCF). Starting from 2019, the moment the 
Supr@SCF group has been created, scientific meetings bringing all the 
chemists sharing an interest for various aspects of supramolecular 
chemistry are organized every year. 

The next meeting, JSC2025, will be held in Strasbourg in May 22-23, 2025, 
at the European School of Chemistry, Polymers and Materials (ECPM). The 
event is organized by the Supr@SCF group together with the Foundation of 
Jean-Marie Lehn from the University of Strasbourg. 

There will be four invited lectures. Additionally, oral communications (12) 
as well as flash communications (15) will be proposed to young scientists, 
post-docs and PhD students. A poster session will be also organized. 

This event is an opportunity for the supramolecular chemistry 
community to meet and share their results. As supramolecular chemistry 
is highly interdisciplinary research area, we hope that each of you will 
find a lot of inspiration and enjoy this event. 

We look forward to meeting you in Strasbourg, the capital of Europe. 

Iwona Nierengarten, Henri-Pierre Jacquot de Rouville, Giulio Ragazzon, 
Aline Nonat 
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Venue 
Ecole Européenne de Chimie, Polymères et Matériaux (ECPM) 

 

By Public Transportation 

From the city center, ride Bus line G from Gare Centrale to Arago bus 
stop (bound to Espace Européen de l'Entreprise) 

Plus d'informations sur le site de la compagnie des transports 
Strasbourgeois (https://www.cts-strasbourg.eu/fr/) 

 

To know more on EPCM 

https://ecpm.unistra.fr/ 
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Computational study of fluorinated organocatalysts 

for hydrosilanes’ activation through non-covalent interactions 

and applications in catalytic hydrosilylations 
 

Geetika Singh,[a] Akash Ubale,[b] Kumar Vanka,*[a]  Christophe Michon*[b]   

 
[a] CSIR-National Chemical Laboratory , Physical and Materials Chemistry Division , Pune, India.  

E-mail:g.singh@ncl.res.in  
[b] Univ. Strasbourg, Univ. Haute-Alsace, ECPM, CNRS, LIMA, UMR 7042, OMCAT team, 

Strasbourg, France. Email: cmichon@unistra.fr 

 

The reduction of organic functional groups bearing one or more unsaturations C=X (X being an 

heteroatom) like carbonyl, ester, amide, imine... can be performed through catalytic hydrosilylations 

using main-group or metal based catalysts1 as well as organocatalysts2 or bases.3 Our study aims to 

develop a new and original concept of hydrosilane activation through non-covalent interactions between 

the C-F and Si-H bonds of a fluorinated species and a hydrosilane.4 A comprehensive quantum chemical 

investigation for hydrosilane activation has been done on different aldimines and ketimines, employing 

density functional theory (DFT) calculations. The free energy barrier values (G) in hydrosilane 

activation are reported for different imines in the presence of the NaBArF24 catalyst. This transition state 

elucidates the distinct contributions of the ion pair components of the catalyst: the sodium cation 

stabilizes the nitrogen of the imine, a behavior also observed in molecular dynamics simulations using 

the semiempirical GFN2-xTB method, while the phenyl ring of the BArF anion stabilizes the phenyl 

group of PhSiH3 through π-stacking interactions. A comprehensive analysis by various computational 

tools such as Bader’s theory of atoms-in-molecules (AIM), natural bond orbital (NBO) analysis and non-

covalent interaction (NCI) plots is also done to prove the hypothesis.  

 

Acknowledgements. Financial supports from CEFIPRA-IFCPAR and CNRS IEA are gratefully 

acknowledged. 
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Thank you for coming! 


