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Magnetic Susceptibility and Aromaticity in the Excited States of Anthracene

Masahiro Kataoka

(Received November 21, 2007)

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 anthracene. It is found that the delocalization susceptibilities of the

excited states of anthracene are quite different from that of the ground state. On the basis of

the calculated results, the aromaticity of the excited states of anthracene is discussed.
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Fig. 1. Choice of axes in anthracene (Dan) and calculated C-C bond lengths (A).
The other bond lengths are given by use of Ce rotations.
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Table 1. Calculated Magnetic Susceptibilities (Kx)

State Symmetry Kx/IKu(S0) |
SO Ag —3.00
S1 Bau 72.8
S2 B —77.0
S3 Bsg 52.2
S4 Bag 0.87
S5 Bou —2.91
T1 B 0.83
T2 Bsg —0.55
T3 B —1.12
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