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A comparative study on the nature and strength of O-0O, S-S, and

Se-Se bond
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6. Conclusions

In the present study, a number of theoretical
methods have been employed to understand nature,
strength and reactivity of dihydrogen dichalcogenides
(chalcogen = O, S, Se) and their methyl and amino
derivatives. The X—X rotational barriers through TSI
decrease in the order of X as O > S > Se. The barrier
to rotation through TS2 is smaller than the values for
similar rotation through TS1. The difference in the
rotational barriers has been assigned to repulsive
interactions of lone pairs and bond pairs in eclipsed
orientation. The X-X BDE values decrease in the
order S-S > Se-Se > O-0O. The X-X BDE increase in
dimethyl dichalcogenides while the values decrease in
diaminodichalcogenides.
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