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Screening of PPAR-y Agonist Active Ingredient of Flavonoids from Artemisia ordosica by Molecular Do-

cking Technology

XIAO Yin', XIAO Bin’, ZHAO Na’, ZHANG Na’, WU Xinliang’, SU Yixin’(1.Dept. of Pharmacy, Haikou People’s

Hospital,

Haikou 570000, China; 2.Dept. of Pharmacy, Erdos College of Clinical Medicine, Inner ma

Medical University, Inner Mongolia Erdos 017000, China; 3.Dept. of Pharmacy, People’s

Baodi District, Tianjin 301800, China)

ABSTRACT OBIJECTIVE: To screen the agonist active ingredients of perox1
flavonoids from Artemisia ordosica, and provide reference for findi agen

PPAR-y agonist rosiglitazone as positive control, molecular do
noids and PPAR-y targets obtained from A. ordoszc
PPAR-y targets, and the possible P

ients in

Qﬂd receptor-y (PPAR-y) in

8 in 4. ordaswa METHODS: Using known

as conducted for docking one by one for 18 flavo-

tlae

d with binding affinities and binding modes of compounds and

x 1st . ordosica were screened. RESULTS: 5 flavonoids showed good
, 4’ -trihydroxy-7-methoxyflavone) showed the highest ( —8.3 kcal/mol). Docking

docking affinities, in which, coﬁ
mode analysis show, oxygen on ring A and ring B of the flavonoids with LBD active site of PPAR-y formed one

that flavonoids (mostly containing multiple free phenolic hydroxyl groups) in can easily form good docking mode and high affinity

with PPAR-y, showing potential antidiabetic activity. The study can provide reference for further research of chemical ingredients

for the treatment of type 2 diabetes.

KEYWORDS Artemisia ordosica; Molecular docking technology; Flavonoids; Peroxisome proliferator-activated receptor-y; Af-

finity; Antidiabetic
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1.5.3(National Institutes of Health, USA) ; 52 E LA %
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Fig1 Pharmacophore of rosiglitazone

PPAR-y LBD U {5 — N KMZE G M4%, il 5N A A
BC AR A TR B 2 48 G2 DA T 20 B AR -2 AR 52 500
%K% 5 B 2805 53 3k 38 (Head ) | 3% $ 5E (Linker ) Fl1
#B(Tail) o PPAR-yIABN 2540 5 A — A B KM 3L Head,
W — A R S BRI R A . KMk
P AT o A R R EOR I AR (4D, R RN
2, 4-BEMR b i) , 7] 5 PPAR-y LBD (1) 56 5t 28 KLFR 7% Jk
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Fig2 Structure of 2PRG
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Fig 3 Interactions of rosiglitazone with chain A and
chain B
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Hed 2 5 AR A B i A S ) GEAN) 48 X BT
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Tab 1 Results of virtual screening of PPAR-y agonist
active ingredients from A. ordosica
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Fig 4 Docking modes of rosiglitazone, compound 3
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Content Determination of 3 Components in Li’ ermian Capsule by HPLC
WANG Lei, YU Rong(Dept. of Pharmacy, Shanxi Cardiovascular Hospital, Taiyuan 030024, China)

ABSTRACT OBJECTIVE: To establish a method for simultaneous determination of 3 components in Li’ ermian capsule, includ-
ing berberine hydrochloride, palmatine hydrochloride and cinnamaldehyde. METHODS: HPLC method was adopted. The determina-
tion was performed on Agilent Zorbax SB-C;s with mobile phase consisted of acetonitrile-0.05 mol/L potassium dihydrogen phos-

hydrochloride, palmatine hydrochloride) and 290 nm ( >20-30 min, cinnamaldehyde), and column temperature

phate solution (23:77, V/V) at the flow rate of 1.0 mL/min. The detection wavelengths were set at 345 nm (0-20 mmﬁ‘
eltyde were

sample size was 10 pL. RESULTS: The linear ranges of berberine hydrochloride, palmatine hydrochlorid, and@
0.036 80-0.736 0, 0.016 76-0.335 2, 0.004 140-0.082 80 pg (#=0.999 5). The limits of detectl 0.
ng, and the limits of quantitation were 0.368 0, 0.167 6, 0.414 0 ng, respectlvely

ducibility tests were all lower than 2.0% (n=6). The recoveries were 96

SIONS: Established method is simple, reproducible and suitable

hydrochloride in Li’ ermian capsule.
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