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Optimized transition state 1

                   Figure S1: Optimized transition state 1                            E(RPM6) = -0.04357821 a.u.

Optimized transition state 2

                 Figure S2: Optimized transition state 2                            E(RPM6) = -0.09078025 a.u.

Predicted transition state structures have been shown as Figure S1 and Figure S2. The proposed 

mechanism is in agreement with computational studies.  The predicted energy of transition state 1 

is E(RPM6) = -0.04357821 a.u., transition state 2 is E(RPM6) = -0.09078025 a.u. Reaction 

pathways are supported by a number of energy states.  IRC calculations were done and the results 

are shown in graphs.                                                                                                
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Figure S3: Optimized Product
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