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Table 1: Electronic excitation gap and singlet-triplet gaps in eV for PAH molecules. Num-
bers in the bracket are experimental gaps obtained from references shown as superscript.

Molecule Optical gap | singlet-
(Expt gap) |[triplet gap
Naphthalene | 6.01 (5.63)l1] 2.52
Anthracene 3.70 (3.31)[2} 1.71
Phenanthrene| 4.28 (3.60)%| 2.54
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Figure 1: Bond orders for the lowest singlet (blue in colour) and triplet states for (a) naphtha-
lene, (b) anthracene, (c) phenanthrene and (d) biphenyl (red in colour).



0.04

0.06 0.06

(b)

.1
0.16 0.10

0.01 0.11
(c) (d)

Figure 2: Spin densities of the lowest triplet states for (a) naphthalene, (b) anthracene, (c)
phenanthrene and (d) biphenyl.
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