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sinensis by theoretical docking calculation. Methods Eleven components of phthalides and terpenoids were
selected as ligand. The crystalline structures of targets related to common diseases were used as the recep
tors for calculation. The calculations were conducted with Schrodinger software package. The grading
standard of selectivity was developed according to G-score between ligands and receptors. Results In addi
tion to the medical treatments reported in the literature, the study also indicated that these two classes of
compounds may be used for the treatment of tumor, diabetes, rheumatoid arthritis, dermatosis, leukemia,
liver cirrhosis, and nephrotic syndrome. According to the docking results, the effects of phthalides and
terpenoids may not be so strong. Conclusion T he effects of phthalides and terpenoids on diseases founded
through virtual evaluation accord greatly with those reported in the experiment and clinic. Although the
study provides potential treatments of volatile oil in phthalides and terpenoids from A. sinensis, it also
needs futher experimental work to be confirmed. T he combination of computer-aided drug evaluation tech-
nique and experiment is definitely an important and fast way to investigate the effects and mechanisms of
Chinese materia medica.
Key words: Angelica sinensis (Oliv.) Diels; phthalides; terpenoids; virtual evaluation
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Fig. 1 Structures of phthalides and terpenoids in A. sinensis
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