Theoretical investigations on the antioxidant potential of a non-phenolic compound thymoquinone: a DFT Approach
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Figure 1. Total energy changes of TQ along the optimization process in gas phase and water medium
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Figure 2. Structures of radicals after abstraction of hydrogen atom from 3CH, 12CH3, 5CH3 and 6CH3 groups of thymoquinone molecule in gas and water optimized at B3LYP/6-311+G(d,p) level of theory
[image: ]
Figure 3. Structures of anions after removal of proton from 3CH, 12CH3, 5CH3 and 6CH3 groups of thymoquinone molecule in gas and water optimized at B3LYP/6-311+G(d,p) level of theory
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