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Mechanistic study on base-free Suzuki—Miyaura cross-coupling reaction

(‘Grad. Sch. Eng., Osaka Univ., 2RIKEN BDR, *IBB, Tokyo Med. & Dent. Univ.,*OTRI, Osaka
Univ.) OYuta Uetake,' Takashi Niwa,’ Takamitsu Hosoya,z’3 Hidehiro Sakurai'*

To gain further insight into the reaction mechanism on the base-free Suzuki-Miyaura cross-
coupling reaction, synchrotron radiation XAFS measurements were performed. Analysis of
XAFS spectra at Pd-K and Br-K absorption edges revealed the formation of a binuclear cationic
Pd complex connected with Lewis acid through triflate. DFT calculation and electron density
analysis indicated that the cationic Pd complex was stabilized by the electron donation from
the bonding C—H o-orbital of the ligand, and the bromine atom through non-covalent
interaction.
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