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In calculations by a method of molecular dynamics, with reference to adsorption in a modelling pore, the atom-nuclear potential in the form of the universal power fields OPLSAA and MM3 has been used. Modeling pore in radius r =1.7 nm and various width of a slit d =0.7-1.6 nm  (adsorption  phase), was located in the center of a cell in the form of a parallelepiped 8×8×d nm with periodic boundary conditions. Thus, during numerical experiment the molecules could be both in adsorption and in surface (adsorption on a face surface of a pore) and gas phases. In such system at constant temperature the certain (different) quantity of molecules was placed and calculation of their trajectories was carried out.               

The following are analyzed in detail:
   -The technique of carrying out of interphase borders and obtaining equilibrium numbers of molecules in phases. 
   -The technique of a finding of an active modeling pore width, providing agreement between calculated and experimental isotherms for one (standard) adsorptive at one temperature.

   -Opportunity a priori calculation of adsorption isotherms on same active carbons for others adsorbtives in a wide range of temperatures with use of the found active width of a pore. The developed method can be widespread to calculations of adsorption isotherms of components of binary or multicomponent mixes.

    -The new method, developed by authors, of quantitative characteristics obtaining adsorbates and corresponding liquids (solutions) supramolecular structures at molecular dynamics calculations, based on the graph method. The special computer program allows “to pull out” and remember structures (for example, in case of alcohols the supramolecular structures formed by hydrogen bonds, length 1.5–2.6Å), observable in each instant picture to average all data for such 500–1000 pictures, representing thus the “average” concentrations supramolecular structures (percentage of dymers, trimers, etc.) and then to define structural characteristics (bond lengths, angles, etc) each of  isomeric structures in each group. 
The program can work with any programs used in molecular-dynamic calculations, and carry out the supramolecular structures topological analysis for various substances and solutions in the adsorbed or liquid state.

