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Figure 1 Energy profiles of normal vibrational mode
dynamics and dynamic reaction coordinate method for
ethane. Simple harmonic motions based on the normal
vibrational mode analysis have been used for the beginning
of motion for both dynamic simulations: (a) C-C stretching
977 cm?, (b) H-C-H angle bending 922 cm?, and (c)
H-C-C-C torsional libration 327 cm™.




