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Instructions

In these exercises we will analyze non-covalent 
interactions in real molecules, following the models 
done in Jupiter. 

You will be able to do it via our web server NCIweb at:

https://lct-webtools.sorbonne-universite.fr/nciweb/index.php

You can download the exercises here:

https://www.lct.jussieu.fr/pagesperso/contrera/nci-

exercises.html#label2025

https://lct-webtools.sorbonne-universite.fr/nciweb/index.php


• Exercise 1



Loading a file



Loading a file



Water dimer

• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/679cd3cebfba4/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/679cd3cebfba4/


Benzene dimer

• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/664d9f295f958/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/664d9f295f958/


• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/679cd49623af1/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/679cd49623af1/


• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/679cd3ea0080f/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/679cd3ea0080f/


• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/679cd4d99a655/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/679cd4d99a655/


• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/679cd4b4c305b/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/679cd4b4c305b/


• Exercise 2



• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/679cd51bbd2 5b/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/679cd51bbd2%205b/


• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/679cd50b3ce6f/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/679cd50b3ce6f/


• Exercise 3



• 3NIR



• 3NIR







• https://lct-webtools.sorbonne-
universite.fr/nciweb/examples/679ca6dea55d4/

https://lct-webtools.sorbonne-universite.fr/nciweb/examples/679ca6dea55d4/



