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Fig 1 (BN)zand itsHG Fig 2 (BN)ws, (BN)sstheir HG
(A), (B) o boron atom, e nitrogen atom; (C) shovstheHGof (A), (B) o boron atom, e nitrogen atom; (C) the HG of
gmmetryMOs (D) theHG of dissmmetryMOs (BN)15; (D) the HG of (BN)szs, A means anti-gymmetry, S
means ymmetry.

Tablel The A of (BN), (BN)wand (BN)ss

M olecular formula A
(BN) 12 £13), £ 14 2)(@®, 4 3(2, %3
(BN) 16 +0(6), 02892 * 1(3), + 1 5616(3), +2, +24893, +25616(3), +2 7785
(BN) 36 +03146(2), £+03183, £04450(3), £+ 08794, £ 0903, £0Q9097, +1(2), + 1 1885(2),

+ 12026, £12294, +12470(3), £13473, £ 16071, +17425(3), + 1 8019(3),
+20389(2), + 2303, +23392(2), +23403,+ 25321, +26568 +28035 +2 9639

* The value of degeneracy.
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Fig 4 Theband gap energy of (n, n) BN nanotubes
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A Study of (BN)n Fullerene and BN M ono-layer
Nanotubes by Graphic Theory

KE HongW ei, ZHANG Q ian-Er’

(State K ey L aboratory of Solid Surf ace, D epariment of Chemistries, X ianen U niversity, X ianen 361005, China)

Abstract The stabilitiesof (BN )12, (BN)1s and BN nanotubesw as studied by graphic theory and density
functional theory OFT). The resultsof the wo methods both show that BN nanostructures aremore sta-
ble than the sane structure of C So it is significant that BN nanostructures are studied qualitatively by
grephic theory.
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