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A Molecular Dynamics Simulation of Hydrogen Storage in Single Walled Carbon Nanotubes
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Fig. 1 Structure of (10,10) SWNT.

Fig. 2 Bundle of SWNTSs.
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Fig. 3 Initia Configuration.
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(i) 500 ps
Fig. 4 Adsorption of hydrogen moleculesin-between each SWNT.
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(iii) 1300 ps

(i) No intrusion, a = 1.0, Fig. 5(8); (ii) During intrusion, a = 0.001,

Fig. 5(b); (iii) Stable absorption in-between SWNTSs, a = 0.25, Fig. 5(f); (iv) After pushing out hydrogen molecules, a = 0.5, Fig. 5(9).
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Fig.5 Adsorption in-between SWNTSs for about 5 MPahydrogen
(@ a=1.0, T: const, (b) d=0.001, (c) a=0.001, T:constfor
200ps, (d)a=0.01, (¢ a=01, (f)a=0.25 (g) a=0.5.
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Fig. 6 Adsorption for about 10 M Pa hydrogen.
(@ a=1.0, T: const for 500 ps, (b) a =0.001,
(c) a=0.001, T: const for 200 ps.
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