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Synthesis, structure, and DFT calculation of tetraoxacalix[4]arene derivatives (Shibaura
Institute of Technology) OYuto Yasui, Yuki Ishida, Gary J. Richards, Akiko Hori

Oxacalix[n]arene derivatives are composed by aromatic rings, which can be easily
functionalized by chemical substituents, intriguing many researchers.” However, the basic
orientation and physical properties of tetraoxacalix[4]arene (1a) and the corresponding
derivatives are still in investigation by crystallographic and theoretical studies.>? In this study,
compounds 1b and 2 (Fig. 1) were prepared to compare with the structure of 1a and to develop
further reactions. The X-ray single crystal structure analysis of 2 shows polymorph crystals, I
and II, which are monoclinic, P2:/c and P2i/n, respectively (Fig. 2). Polymorph crystals are
also observed for 1a.> The compound 1b was prepared by Ullman coupling reaction from
resorcinol and 1,3,5-tribromobenzene and characterized by GC-MS; the isotope pattern of
dibromo compound was observed at 526 m/z (calcd. 525.92 m/z for 1b).
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