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Abstract
The reaction mechanism for the formation of N-(carbomylcarbamothioyl)benzamide has been

 successfully computed with the B3LYP/6-31g(d) functional and basis set and compared with

 1H NMR monitoring of the progress of the reaction with time. The reaction is proposed to 

proceed through two transition states:  Ts1 (the rate-determining step) with highly 

unstable species (with a requisite orientation for the reaction to proceed), and Ts2 with a lower energy leading to the product. Computation of the reaction pathway was also carried out using the B3PW91/6-31G(d), M06/6-31G(d) and Wb97XD/6- 31G(d) functionals and basis set. These results do not present a clear reaction pathway
 compared to that given by the B3LYP/6-31G(d).

Povzetek (Scientific paper)
S teorijo gostotnega funkcionala smo z uporabo  B3LYP / 6-31g (d) funkcionalnega in baznega seta preučevali mehanizem tvorbe  N- (karbomilkarbamotiioil) benzamida in rezultate primerjali s podatki, dobljenimi iz časovnega spremljanja poteka reakcije z 1H NMR spektroskopijo. Ugotovili smo, da za potek reakcije lahko predlagamo dve prehodni stanji: 
Ts1 (stopnja, ki določa hitrost reakcije) z izredno nestabilnimi delci, ki za nadaljevanje reakcije zahtevajo določeno orientacij in Ts2 z  nižjo energijo, ki vodi do produkta. Računanje reakcijska pot je bila izvedena tudi z uporabo B3PW91 / 6-31G (d), M06 / 6-31G (d) in Wb97XD / 6- 31G (d) funkcionalnih in baznih setov, a dobljeni rezultati ne dopuščajo zanesljive napovedi  reakcijske poti.
