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Geometric structure and electronic characteristics of
NaB,, (n =1—79) clusters
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Abstract

The geometric configurations, electronic structures,atibnal frequencies, and average binding energies of {laB= 1—9)
clusters are studied using the B3LYP DFT method at 6-311}8¢el. The stabilities of the ground states of NgB = 1—9) clusters
are analysized by means of energy gaps, and secondary etfiffeggnces between the ground state structures. And tlagipations

are studied.
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