Mechanism Speculation XVIl Recommended by Zheng Liu

Ring Expansion via Palladium-Catalyzed Aryne
Insertion into C-C Bonds of Benzocyclobutenones

m Pd(OPiv), (10 mol%)

B P(2-furyl); (10 mol%)

/
Yo
o
/
\
o

\

K,COs
THF, 100 °C
81% yield

Wagner, C. J.; Dong, G. Angew. Chem. Int. Ed. 2025, 64, €202500148




Mechanistic Studies

\_/

) OTf Pd(OPiv), (10 mol%)
TMS P(2-furyl); (10 mol%)
+ >
CsF, THF, 100 °C, 36 h
0 OTf
2 CsF
N TMS N .

N\
THF, 100 °C, 36 h

\_/

@)

28% yield

0]

+

+

3% yield




Mechanistic Studies

Y

i %_%
X O._© BuOK
|| + B Br, PCys
% b4 THF, 100 °C, 36 h
\PCy3

59% yield

O

PC
0 | Y3
" Pd—PCys ‘BuOK
THE, 100 °C, 36 h O

24% yield

\_/
v,
Y




Mechanistic Studies

Ph,P, Bpin
2\ _PPh,

Pd~ Br BuOK = |
+ +
O THF, 100 °C, 36 h AN | N
G

74% yield 12% yield




Proposed Mechanism
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