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Fig. 1. Unit cell of the pentagonal coaxial Fig. 2. Potential energy curves along the
Al nanowire with H species for the adsorption process of the H, species. Dashed line
first-principle calculations denotes the energy curve where the distance

between H atoms is fixed to 0.79 A, and solid

line denotes the energy curve with the relaxation
of the H-H distance.

Table 1. Static wind charge tensor densities Table 2. Dynamic wind charge tensor

of the H atom on the Al nanowire. densities of the H atom on the Al nanowire.
E.,: z direction E.: z direction
i (A) Z, A Z ri (A) Z Z, Z
3.70 —0.0183 0.0000 0.0000 3.70 —0.1752  0.0000  —9.4900
3.08 0.5083 0.0000 0.0167 1.07 1.2410 0.0000  —0.0197
1.85 —-0.1650 0.0000 0.0700 Eex: x direction
1.17 0.7083 0.0000 —0.0150 ru (A) Z, Z, Z,
Eexe: x direction 3.70 —0.5767  0.0000 0.0000
ru (A) Z, Z, Z 1.07 0.0226  0.0000  0.0000
3.70 -0.5100 0.0000 0.0000
3.08 0.3617 0.0000 0.0000
1.85 —0.5083 0.0000 0.0000
1.17 0.4533 0.0000 0.0000
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