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In recent years, molecular dynamics simulations on water-based 
deep eutectic solvents (DES) have increased. Most of these
studies highlight the fact that to faithfully reproduce the dynamic 

properties of the latter using an atomic force field (TIP3P,

Mulliken and SPC / E) at a fixed charge, it is necessary to resort 

to updating. scale of the load. In this work, we propose an

alternative to the scaling of the charges on the complex (-OH,

H3O
+) and show that the only refinement of the LENNARD-

JONES parameters of oxygen and hydrogen of the hydroxyl

function in TIP3P and SPC / E, allows an accurate description of 

the static, dynamic and structural property parameters of two 

commonly used DES. Various physicochemical properties

calculated for mixtures with our modified version of TIP3P and 

SPC / E are in good agreement with the experimental data.

Finally, the calculated radial distribution functions correspond to 

those reported in the literature.
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