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Pathways for H2 release from dimer (LiN2H3BH3)2
As the interaction between the two monomeric units of

LiN2H3BH3 may lead to lower energy pathways, we have

considered the possible reaction pathways generated from the

dimer and constructed the corresponding potential energy

surfaces (PESs) depicted in Figs. 6 and 7 respectively. We have

found the two stable dimers of LiN2H3BH3 namely d1 and d2

respectively. The dimer d2 has complexation energy of

�16.6 kcal/mol and is formed mainly due to the interaction of

one lithium of one monomer with the two Hs attached to

boron of othermonomer. On the other hand, dimer d1 is found

to be more stable due to its more negative complexation en-

ergy (�45.5 kcal/mol) compared to dimer d2. Lithium of each

monomeric unit in dimer d1 interacts with the nitrogen of

another monomer, thereby forming a stable ring structure

with the N backbones and the two lithium atoms. It is note-

worthy that the monomeric unit present in these two dimers

is R1. The possible H2 release pathways from these two iso-

mers are detailed in the following section.
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