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Abstract: It has some encouraging results to use ozone in medicaments, treatments and so on. It is the key
matter in use of ozone commonly or conveniently that the carrier material and preparation response
conditions are studied to make the bond strength between ozone and carrier to be felicitous and with the
proper velocity to release ozone from the ozonic compound. In this paper, the design of carrier material, the
interaction between ozone and carrier, and the stability of the ozonic compound is studied with the first
principle method. It is proposed that the velocity to release ozone from the ozonic compound are controlled

felicitously.
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Figure 1 Schematic figure of orbitals: (a) LUMO of ozone;
(b) HOMO of ethylene; (c) HOMO of thiophene
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Table1 Populations and energy levels of LUMO and HOMO
%£1 LUMO §1 HOMO HIRE F#H EFnaee

" BT (%)
v 1 B eV iF X
el Mg BEZ(eV) br oct) () c S H
o HOMO 4a, -6.5990 2 34.75 65.25
: LUMO 2b, -4.5233 0 35.05 64.95
HOMO b1 -6.6702 2 100
C2H4
LUMO 1bs, -0.7108 0 100
HOMO la; -5.4500 2 100
C4SH4
LUMO 3b, -0.5764 0 74.36 25.64
HOMO 15a -5.3662 2 25.30 31.19 43.46 0.05
[C2H4]O;
LUMO 16a 3.1010 0 2522 50.76 19.37 465
HOMO 21a -5.3360 2 14.50 4324 40.81 1.43 0.02
[C4SH4]O;
LUMO 22a 47914 0 0.15 41.56 28.89 29.18 022
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