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An algorithm and a program for calculating the statistical sum of non-ideal systems using semi-empirical potentials of

intermolecular interaction have been developed. To compare the results of the calculation, the methods of molecular dynamics and

Monte Carlo are used. Algorithms for the implementation of these methods have been developed, a program has been drawn up and

computational experiments have been carried out to determine the parameters of the system (coordinates, velocities, energy). The

example of energy shows that both methods give similar results.
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·108 ·1016

– IM 26,8
I . 30,2

RM 2,305 52,1
I 3,4

A
IN(H) 7,9 I(H) . 2,9 RN(H) 10,011

p 1,29
IP(H) 18,9 I(H) . 3,5 RP

(RP(H))
3,503

B
IN 14,1 I . 2,5

IP 12,7 I . 4,2 RN 4,068
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By transforming the macroheterocyclic porphin molecule into the corresponding equivalent electrical circuit, the electron 

density redistribution was estimated by analyzing the distribution of ring currents in pyrrole and pyrrolenine rings. Calculations of 

global and local diatropic and paratropic ring currents were carried out by compiling and solving a system of linear algebraic

equations from the integrated values of current densities.
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