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One of the most popular areas of modern molecular science is the study of the electronic structure 

and reactivity of biologically active compounds by the modern method of quantum chemistry-the 

theory of density functional (DFT). The researches of Professor Jumber Kereselidze's in this area is are 

very successful and topical. In particular, a formula was constructed for the propensity of amino acids 

to form a peptide bond. 

 

𝐊𝐩 =
∆𝐪 ∙  𝐑𝐍𝐇 ∙  𝐑𝐂𝐎

𝐏𝐍𝐇 ∙  𝐏𝐂𝐎 ∙  ∆𝐄#
 

 

Where Δq is the difference between the charges of carbon and nitrogen atoms of the peptide bond, 

RNH, RCO and PNH, PCO are the lengths and orders of NH and CO bonds. ΔE# is the activation energy for 

the formation of peptide bonds. 
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𝒔𝒆𝒄
𝟑𝟑𝟎𝟎𝒄𝒎−𝟏 = 𝟏𝟎𝟏𝟒𝒔𝒆𝒄−𝟏,

𝒕 =
𝟏

𝝂
𝟏𝟎 ∙ 𝟏𝟎−𝟏𝟓𝒔𝒆𝒄 = 𝟏𝟎𝒇𝒆𝒎𝒕𝒐𝒔𝒆𝒄 
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