
Alexey Sokolov, 

Advanced Problems in Mechanics 2013,

St. Petersburg, Russia.

Computer modelling of interatomic interactions



Atom representation:
• We represent atom as a number of material points one of them 

representing center of mass of nucleus, others representing centers of 
mass of electron clouds  

• Electron clouds of one atom repells;
• Nucleus of different atoms repells;
• Electron clouds of different atoms attracts
      bond between them is saturated
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• Benzol molecule

C6H6



Thank you for your attention


	Slide 1
	Slide 2
	Slide 3
	Slide 4
	Slide 5
	Slide 6
	Slide 7

