
Investigating the Molecular Interactions of Thymol and 
Menthol as Green Solvents Using DFT Methods

•M. Hammar1,2 , N. Benbrahim1  & A. Negadi2,

•1 Laboratory of Advanced Materials and Physicochemistry for Environment and Health, Djillali Liabes University, 
Sidi Bel Abbes, Algeria.

•2 Laboratory of Thermodynamics and Molecular Modeling, Abou Bekr Belkaid University, Tlemcen, Algeria. 

https://sciforum.net/event/ecsoc-28

INTRODUCTION & AIM RESULTS & DISCUSSION

CONCLUSION

METHOD

This work investigates Thymol and Menthol mixtures'
conformational stability and interaction energies to
improve our knowledge of green solvents.
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• Thym_Ment_1, featuring a strong O-H...O-H hydrogen bond,
exhibited the highest stability, with the lowest electronic and
complexation energies, as well as a higher chemical reactivity.

• The dimeric form 1:1 Thymol:Menthol probably exists under
the form Thym_Ment_1. It remains to be confirmed by
calculations in solution and/or liquid form.


