£

Chinese Traditional and Herbal Drugs 41 7 2010 7 ° 1139 -

[4]

[3]

[el

[7]

1893-1897

, 2005

2008, 66(32): 2533-2538

B

’

’

’

ig‘]‘

s

:R285 51

’

»

’

’

’

2001, 17(5): 430

, 2006, 37(2): 205209

A

[J]-

’

/],3—‘1.,2

. Xl

, 2007, 38(2): 193196

, 2009, 40(12):

, 2002, 27(5): 393
[8] , ) ,

2008, 38(6): 487491

[9] KongW J, Wang J B, Jin C, et al. Effect of emodin on
[ WT BX] Candida albicans| WT BZ] growth investigated by
microcalorimetry combined with chemometric analysis [J].
Appl Microbiol Biotechnol, 2009, 83: 1183

[10] Fan D L, Xiao X H, Ma X }J Calorimetric study of the effect
of protoberberine alkaloids in Coptis chinensis Franch. on
[ WT BX] Staphylococcus aureus| WTBZ] growth [J]. T her—
mochimic A cta, 2008, 480: 49-52

[11] Zheng D, Liu Y, Zhang Y, et al. Microcalorimetric invest+
gation of the toxic action of Cr ( VI) on the metabolism of
[ WI'BX ] Tetrahymena thermophila[ WTBZ] BFS5 during
growth [J]. Environ Toxicol Pharmacol, 2006, 22: 121

[12] ,

[J]- , 2000, 58( 11): 1463

1466

’ [13] R s .

[J]- , 2010, 33(1): 39-42

FOBAAT R MY R kI A Ak

300070; 2

26

9

, 300193)

Schrodinger s

:0253-2670(2010) 07113904

Virtual evaluation on activities of flavonoids from Scutellaria baicalensis

SHANG Qian"’, LIU Wei', XU Wei-ren’, LIU Peng’, LIU Bingni’, HAN Yingmei’, TANG Lida’
(1. Basic Medical College, Tianjin Medical University, Tianjin 300070, China; 2. Tianjin Key Laboratory of M olecular Design

and Drug Discovery, Tianjin Institute of Pharmaceutical Research, Tianjin 300193, China)
Abstract: Objective
(CMM), the potential action mechanisms of flavonoids from Scutellaria baicalensis were studied by doe

king calculation. Methods

baicalensis| W TBZ] were selected as ligand. The crystalline structures of targets related to common disea

To explore the investigation method of complicated Chinese materia medica

In total, eight flavonoids ( aglycones and their glycosides) from [ WI'BX]S.

ses were used as the receptors for calculation. The calculations were conducted with Schrodinger software

package. The grading standard of selectivity was developed according to G-score between ligands and re
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ceptors. Results T he total number of reported pharmacologic actions was 26. Among all effects in litera

tures, nine of them can be deduced from the docking calculation of aglycone. Form of glycosides with grade

+ + , 25 reported effects can be estimated from calculation. Apparently, the target selectivity of aglycones

and their glycosides were different form the virtual evaluation. The virtual evaluation results of glycosides

were more close to the reported effects. Conclusion T he proposed virtual evaluation method seems an ef

fective way to investigate the complicated system of CM M. It suggests that aglycones may be effective as

the form of glucoside [ WTBX] in vivo| WT BZ], and metabolism is a very important factor for virtual evat

uation.

Key words: Scutellaria baicalensis| WT BZ ] Georgi; flavonoids; virtual evaluation
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