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The study included the application of quantum mechanical calculations using the average
neglect method of differential interference to the effect of pressure (pinch or pull stress)
on the electronic properties and the extent of its effect on both the valence band width,
the conduction band width, the lattice constant of the crystal, as well as the energy gap
and the relationship of pressing and pulling stress with ductility, as follows
Increasing the width of both the valence and conduction bands and decreasing the
energy gap in the pressing stress.

Decrease in the width of both the valence and conduction bands and the energy gap in the
pulling stress. The crystal returns to its shape and size after the stress placed on it is
removed as a result of elastic strain or relative strain with the inverse characteristic,
meaning that the pulling or pressing stress is directly proportional to the ductility.
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Electronic SE:H. ¥, (r,R)=E.(R|¥,. (r,R)
Nuclear SE: (T,+V, + E.[R) )Q,(R)=E,L, (R)
V, + E.(R) = potential energy surface (PES)
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Ab Tnitio [48,49]
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