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Single crystal X-ray structure analyses of 3-Hydroxyl-1,7,7-

trimethyl-3-[5-(4-methyl phenyl)-1,3,4-oxadiazol-2-yl]bicycle

[2.2.1] heptan-2-one was performed. In addition, the

computational investigations such as optimization energy,

infrared spectra, the frontier orbitals of HOMO, LUMO, HOMO-

1, and LUMO+1 analysis, molecular electrostatic potential plots,

heat capacity, entropy, and charge distribution were performed

on the products at DFT/B3LYP methods. The comparison

between the experimental and theoretical results demonstrated

that these two results are in good agreement.
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