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The following data report the cartesian coordinates for all the stationary points identified 
in the Potential Energy Surface, including minima, transition states, reactants and 
possible products, evaluated at the B3LYP/aug-cc-pVTZ level of theory. Together with the 
xyz cartesian coordinates of all the stationary points, the geometries are reported 
including the values of bond distances (in Å, in black) and angles (in °, in red). 
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S1: Structures of the stationary points identified in the PES for the 
C2H3CN + CN  reaction 
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S2: Structures of the stationary points identified in the  PES for the 
C2H3CN + NC  reaction 
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