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93%/80% yield (batch, Ni/Fe)
2.78x10° kg/m* day (TSE, Ni cat.)
E-factor 5.5 (Ni cat.)

64% yield
gram scale 1.1g
E-factor 2.92/15.65

43% yield (batch)
1.32x10% kg/m*day (TSE)
E-factor 5.96/11.27
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Modeling mechanochemistry: pressure dependence
of Diels—Alder cycloaddition reaction kinetics

Nicholas Hopper, Frangois Sidoroff, Juliette Cayer-
Barrioz, Denis Mazuyer, Bo Chen and Wilfred T. Tysoe*

Cyclopentadiene Dimerization
T\

Initial State

L* e1eis uopisuesy

000 005 010 015 020 025 030
Pressure/GPa

A hybrid density functional study on the
mechanochemistry of silicon carbide nanotubes
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