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Introduction & Objectives

Conclusions

❑ Can lithiated B, N doped γ-graphyne nanotube and nickel adsorb C12N12 nanocluster

adsorb hydrogen molecules?

❑ Do the associated thermochemical parameters indicate them to be a possible hydrogen

storage materials?

❑What are the bonding situations therein?

❑ Can γ-GNT also be used to trap Carbon monoxide?

Optimized geometries

Aromaticity

EDA

NBO charges

➢ Each OLi2 and Ni groups can adsorb upto

eight and three H2 molecules, respectively

➢ Different Ni bridging on C12N12 can tune

the H2 adsorption

➢ Aromaticity increases on Ni doping in a

systematic and symmetric fashion

➢ The lithiated B, N doped γ-GNT can also

trap upto three CO molecules
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