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INTRODUCTION & AIM RESULTS & DISCUSSION

This work investigates Thymol and Menthol mixtures’
conformational stability and interaction energies to
improve our knowledge of green solvents.

Eigure 1: Thymol-menthol 1:1 Calculated Dimers.
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Table 1: Electronic Properties Of Thymol-menthol 1:1 Calculated Dimers.

Relative Energy (kcal/mol) Corrected Complexation Energy Gap
(kcal/mol) (eV)
0.0 5.840

-10.4

METHOD

Thym_Ment_1
Gaussian 09 Software Thym_Ment 2 50 74 5944
Thym_Ment_3 85 -73 5.963
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Density Functional Theory (DFT):
Table 2: Electric Properties Of Thymol-menthol 1:1 Dimers.

S S
(Debye) {keal/mol)

Thym_Ment_1 323 138853.4
Thym_Ment_2 279 1342845
Thym_Ment_3 264 134151.5

Figure 2: The HOMO and LUMO of the Thym_Ment_1 dimer.

( J

Geometry
Optimization

Thym_Ment_2 v Thym_Ment_3 CONCLUSION

Thym_Ment_1 * 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.
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* 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.
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