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Hydrogen storage materials have aroused great interest in both fundamental and applied research in the past several years. Boron-
nitrogen hydrides (BNH � ) such as ammonia borane, BH � NH � , are one of the most promising hydrogen storage materials because of
their high gravimetric and volumetric densities of hydrogen. In this talk, we will present theoretical results on some H(BH � NH � ) � H (n
= 1-6) oligomers, which might result from dehydrogenation of BH � NH � and BH � NH � materials. Car-Parrinello molecular dynamics
simulations and geometry optimizations have been performed to elucidate the geometries, stabilities, reactivities, and electronic struc-
tures of these oligomers and to compare with analogous hydrocarbons. Support for this work was provided through the DOE Center of
Excellence for Chemical Hydrogen Storage of the Hydrogen Program at the US Department of Energy.


