[bookmark: _GoBack]Iopamidol is one of contrast agents. Quantum chemical calculations aid the understanding of the structure– property relationship of molecules. Therefore, the molecular structure of Iopamidol was calculated by Gaussian program for the first time. First order hyperpolarizability (βtot), the dipole moment (µ) and polarizability (α) and anisotropic polarizability (∆α) of the molecule have been reported.
