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Visualization of Hybrid Orbital using Gnuplot
- Simple Script Drawing Spherical Harmonics Accelerates to Understand
the Relationship between Chemistry, Mathematics and Programing -
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Abstract
Quantum chemistry involves various formulas of advanced mathematics. It is important to
understand the characteristic graph shapes drawn by these formulas. The shapes of atomic orbitals are
visualized based on spherical harmonic functions. There are many examples of graph display using
spherical harmonic functions. However, there are few examples that show the procedure for drawing
the shapes of hybrid orbitals. Hybrid orbitals are displayed as the sum of atomic orbital functions. This
paper shows the drawing the shapes of hybrid orbitals from composed wave functions using Gnuplot.

(Article Written in Japanese)
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