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Abstract

The research project is aimed at studying the molecular recognition of convex Cgq
with planar polycyclic aromatic hydrocarbons (PAHs) that have different sizes
(naphthalene, anthracene, and coronene) by means of X-ray crystallography. This
method comprises three steps, i.e., crystallization, X-ray diffraction, and data processing.
Although several efforts were put into crystallization of the Cgy-PAHS complexes using
different solvents, but it failed to obtain the desired crystals. This is probably due to the
low surface contacts between Cg, and PAHSs, resulting in a few numbers of 7m-m
interactions and the molecules do not cocrystallize to be a stable complex in crystalline
state. By contrast, Cg; and PAHs tend to crystallize separately. However, during this
project we did crystallization of the inclusion complexes between [3-cyclodextrin and
carboxylic acids (benzoic acid, formic acid, and acetic acid), providing high quality
Crystals, along with good X-ray diffraction data sets and new crystal structures. This

enabled us to conduct a complete crystallographic research. In addition, these crystal

structures have been accepted for publication in the international journals. The structural

details are described as attachments to the appendix.
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