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Magnetic Susceptibility and Aromaticity in the Excited States of Pyrene
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A numerical method for obtaining the change in energy due to a magnetic field of given strength is applied to
calculations of m-electronic delocalization susceptibilities of the low-lying excited states of pyrene. It is found that

the delocalization susceptibilities of the excited states of pyrene are quite different from that of the ground state.

On the basis of the calculated results, the aromaticity of the excited states of pyrene is discussed.
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Fig. 1. Calculated C-C bond lengths (A) of Pyrene (Da,).
The other bond lengths are given by use of the C, rotations.
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Table 1. Calculated Magnetic Susceptibilities (K,) of Excited States of Pyrene
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