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Abstract

We have developed a powerful matlab toolbox
for semiempirical charge-transfer exciton
calculation based on Pariser-Parr-Pople model.
The codes are easy to modify and extend for
various applications including standard
electronic calculations, linear and nonlinear
optical response functions, small molecules or
systems with translational symmetry. Currently,
we have applied this method to two classes of
systems: the unusual exciton coupling in the
excited states of biphenylene dimers; the
excitonic spectrum of semiconducting
single-wall carbon nanotube, particularly the
dependence of excitation on the diameter and
chiral-vector.
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