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1. Analytical method 

The progress of the reaction was monitored on GC using Thermo Scientific Trace 1110 equipped 

with FID detector using TG5 capillary column. The GC method was started at 70 ºC with a hold 

time of 2 min and increased to 140 °C with ramp rate of 15°C/min, further increased to 260 ºC 

with a ramp rate of 17 ºC/min. The injector and detector temperature were set at 280 ºC, and the 

carrier gas nitrogen was kept a flow rate of 1 mL/min. The product confirmation was done using 

GCMS (Thermo Scientific Trace 1300 ISQ LT).  

 

 

2. Arrhenius plot  

 

 

Figure S1. Arrhenius plot 
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3. Parity plot  

 

Figure S2. (a)  Parity plot of calculated rate vs. experimental rate 

 

Figure S2. (b)  Parity plot of calculated rate vs. experimental rate 
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