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R1, R2 = NO2 Unperturbed + R/S 0.1 V Å 1

Reactant Transition State Product
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R1, R2 = NO2 Catalytic 0.1 V Å 1 0.0 V Å 1
log(k)=-10.339
Barrier=132.7 kj/mol

0.1 V Å 1 S selective
log(k)=-12.838
Barrier=146.9 kj/mol

0.1 V Å 1 S anti-selective
log(k)=-11.222
Barrier=137.8 kj/mol

0.1 V Å 1 Catalytic
log(k)=-5.301
Barrier=103.9 kj/mol


