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Abstract

Understanding of the interaction between Nb and inteastti is helpful for using Nb metallic membrane as Hurification
selective membrane. By first-principles calculations, dtte occupation of H in the interstitials of the bcc Nb ladtis studied, and
the relation between the site energy and the size of thesiittat is discussed. The interaction between interstiiand Nb lattice is
analyzed and the influence of the electronic structure oimtieeaction is discussed. The results show that in additidhe influence
of the interstitial size on the H solution energy, strongding interaction between H-1s and Nb-3d is another impor@ason for
the low H solution energy in Nb lattice. The H diffusion coeiffint in Nb metal is evaluated and results show that it is@pprately
7.8 x 107° m?/s at 500°C, Which is in agreement with experimental observation.
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