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Optimization of Inclusion Technology of Breviscapine Cyclodextrin by Using CAChe6.1 Simulation Software
LIU Mei-hui,ZHU Jin-hua(Jiangsu Jiankang Vocational College, Nanjing 210029, China)

ABSTRACT OBJECTIVE: To optimize the inclusion technology of breviscapine cyclodextrin by using CAChe6.1 simulation soft-
ware. METHODs: The optimal cyclodextrin of breviscapine was optimized using energy change data of breviscapine and different
cyclodextrin inclusions as index. RESULTS: The inclusion effect of a-cyclodextrin was the best, the energy variation is 14 k/mol.

CONCLUSIONS: The simulation software optimizes the technology to save a lot of time and optimizes the specific trials.
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Tab 1 Energy results of several breviscapine cyclodextrin in-

clusions
CD%A Mg, REmEC  BMEC  MRES BEEE kol
f-CD 57567 12.06 4.074 -4.978 16
H3Ep-cD 89.517 18.640 5758 -6.144 88
iél%ﬁ—CD 96.122 15.148 -0927 -6.759 -128
RINEES-CD 74.138 20.510 1.654 -7303 114
o-CD 43783 13.387 5326 -6.137 14
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Fig1 Energy results of Several breviscapine cyclodextrin in-

clusions
A.p-CD inclued breviscapine; B. Methyl-$-CD inclued breviscapine; C.
Ethoxyl-4-CD inclued breviscapine; D. Hydroxypropyl-f-CD inclued
breviscapine; E.a-CD inclued breviscapine
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Tab 2 Results of several breviscaphe cyclodentrin inclusions

AR AR g WADEE, % AAMREML %
f-CD 1.008 8 34,08 1861
MHp-cD 26721 788 14.16
HIFHE-CD 33055 95.12 12,56
a-CD 25788 99.18 429
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