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Abstract: Aim To smulate the inhalation of the C,; H,,NO and C,, H,; NO, molecules, the effective
camponents of methadone and buprenoiphine, into carbon nanotubes, and discuss the feasibility of the
loading of methadone and buprenomhine into carbon nanotubes M ethods TheMM + force-field based
molecular dynanics (MD) method uasused Resaults The endsopened carbon nanotubeswith diameter
larger than 1 or 1. 25 mm can initiatively inhale the C, H,; NO or Cy H,, NO, molecule, and both two
molecules have higher potential energy at the open endsof the carbon tubes than that at the middle of the
tubes the presnt singlewalled nanotubes are very auitable for the loading of methadone and
buprenomphine Conclusion It ispossible b make sustained-release detoxification agentswith methadone-
or buprenomphine-loaded carbon nanotubes
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Figure4 (a) The centroid distance of C, H,,NO
molecule and carbon tube, (b) the potential energy
change of the C,; H,;NO molecule
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Figure3 The inhalation of the C, H,; NO molecule Figure5 (a) The centoid distance of CyH,NO,
inb (12,12) nanotube molecule and carbon tube, and (b) the potential
energy change of the C,yH, NO, molecule
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Figure 6 The changesof the potential wall E with the
tube-dianeter
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