K3-4pm-01 BALSS E1025FES (2022)

EIXHBRAIILARZIVERIGIZEDEO075—L Vi8R
DIEELT
GRURALEF) OEF: B - 1)1 £k - FE #RER

Structural  Transformation of Cage-Opened Fullerene Derivatives by Reductive
Decarbonylation (Institute for Chemical Research, Kyoto University)
(OShumpei Sadai, Yoshifumi Hashikawa, Yasujiro Murata

The water-mediated decarbonylation of a cage-opened Ceo derivative was examined by the
use of a single-electron reductant. During the reaction, the ring-atom count of the orifice
changed from 13 to 14, which enabled the spontaneous encapsulation of an H,O molecule
inside the cages. From theoretical calculations as well as crystallographic analysis, the orifice
shape closer to a circle was found to significantly contribute to the decreased activation barriers
for the H,O encapsulation.
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