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Introduction

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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example of carbon atom
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in simulation: comparison
with classical chamical theory




Results

4
| €
o O C ._— Single bond
@ .

/. C

Triple bond

Double bond

vinylacetylene
C4H4




Results

®
e o C-tc o « Benzol molecule
g ‘- _2%:
. w
Ho Co o H y
|; 1
PO ION O
Tt ST 2



Thank you for your attention
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