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Structure Hunting of Annelated Molecules by a Molecule Generation Program and their
Synthesis. (*Department of Chemistry, Graduate School of Science and Engineering, Saitama
University; 2MI-6 Co., Ltd.) OMisato Yokota,' Shunsuke Furukawa,' Seiji Sasaoka,” Mitsuru
Irie,”> Masaichi Saito'

The molecular designs for m-conjugated molecules have generally been based on the
knowledge and intuition of researchers. However, by applying a computation program to find
molecules, we chemists would meet new frameworks beyond the scope of human thought. In
this study, we carried out an exhaustive search of new m-conjugated skeletons by using our
original molecule generation program.

We set restrictive conditions to generate molecules, "a simple structure with high symmetries",
to avoid complicated molecular structures that are difficult to synthesize. This search found
141 new molecules, and the mouse-like molecule 1 was selected as the synthetic target. We
succeeded in synthesizing the target molecule 1 and elucidating its molecular structure (Fig. 1).
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a: CH;CN/ACOEt
b: CH,Cl,

62% 1a: X = BF, 38%
1b: X = B(C,Fo), 79%
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