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TS1 TS2 2ndSP

Vibrational modes for lowest imaginary frequencies of transition states TS1 
and TS2 as well as the second-order saddle point 2ndSP



Idealized rotational model (the one-way rotations) of 1A, 2A and 
working rotor model of 2A 

1A 2A Working rotor model of 2A

Note: click the picture to view corresponding video if it does not automatically start



Selected structural evolution in BOMD trajectories of 1A
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Note: click the picture to view corresponding video if it does not automatically start
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Selected structural evolution in BOMD trajectories of 2A
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