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Abstract. 
2-mercapto pyridine (2MP) is a heterocyclic compound containing a pyridine ring and a thiol group (-SH). 2MP has been investigated for its potential as a nonlinear optical material due to its high molecular hyperpolarizability and strong electronic absorption in the near-infrared region.  The second harmonic generation properties of 2MP have been studied experimentally, and it has been shown to exhibit efficient second harmonic generation in the visible region, with a high conversion efficiency of up to 1.8%.  The mechanism of second harmonic generation in 2MP involves a combination of electric dipole and electric quadrupole contributions. The thiol group in 2MP is responsible for the electric dipole contribution, while the pyridine ring contributes to the electric quadrupole contribution. Overall, the optical second harmonic generation in 2MP can be attributed to the high nonlinear optical properties of the molecule and the specific orientation of the molecule in a non-centrosymmetric crystal structure.
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