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Abstract:

The reaction of terbacil with OH radical is studied by using electronic structure calculations.
The reaction of terbacil with OH radical is found to proceed by H-atom abstraction, Cl-atom
abstraction and OH addition reactions.The initially formed alkyl radical will undergo atmospheric
transformation in the presence of molecular oxygen leading to the formation of peroxy radical. The
reaction of peroxy radical with other atmospheric oxidants, such as HO, and NO radicals is studied.
The rate constant is calculated for the H-atom abstraction reactions over the temperature range of 200
to 1000 K. The results obtained from electronic structure calculations and kinetic study show that the
H-atom abstraction reaction is more favorable. The calculated lifetime of terbacil is 24 hours in
normal atmospheric OH concentration. The rate constant calculated for H-atom abstraction reactions

is 6x10'12, 4.4x107"% and 3.2x107"2 cm3molecu1e'1s'1, respectively which is in agreement with the

previous literature value of 1.9x10™"* em’molecule™s™.
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