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௜ܰ ௝ܰ௩ܸௗௐ ௘ܸ௟௘௖

௜,௝ܧܲܫ = ∑ ௩ܸௗௐ(ݎ௜௝)ே೔
௜  + ∑ ௘ܸ௟௘௖(ݎ௜௝)ேೕ

௝≠௜                                                                                  (1)

ωB97XD 



(ݎ)ߩ 𝜆2(ݎ)ߩ 𝜆2(ݎ)ߩ(ݎ)ߩߘ < 0𝜆2 (ݎ)ߩ ≈ 0 𝜆2 (ݎ)ߩ > 0
ܵ = 43(2ߨ3)12 43(ݎ)ߩ|(ݎ)ߩߘ|                                                                                                                   (2)
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௩ܸௗௐ ௘ܸ௟௘௖௜ܰ ௝ܰ
௜,௝ܧܲܫ = ∑ ௩ܸௗௐ(ݎ௜௝)ே೔

௜ + ∑ ௘ܸ௟௘௖(ݎ௜௝)   ேೕ
௝≠௜                                                                                 (3)
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“Analysis of temperature in the CO

approach”, was realized through MD simulations and NCI calculations. The MD 

The second work, “Synergic effect of Ag nanoparticles and deep eutectic solvents 

capture process: a computational approach”, was simulated through MD 
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Trends in atmospheric carbon dioxide (CO₂). 
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