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i\i;ﬂék%ﬂl%—"ﬁv/\%iﬂim iﬁw&/ F oA BAE (SMLXC) s &BRKELT X (AGA)

R RS, FHMESMLXC ¥ 34 ik 5694 i i TCMSPA#BATMAN-TCM#k 4% &, FREC
SMLXC“F’ % ﬁé’a EMR S, BB ETCMSP, Swiss Target Prediction, STITCH#K 4% B 3t 473 & T
12 FJOMIM. GeneCards# ¥ & & HAGAK 7328 &ﬁ_Venny 2B A T 15k mx e Fe gk I Y 0 AR
ASMLXC#% 77 AGA#VE R 2.5, i@ David 48 E # 1 TGOMKEGGE £ 457, @il e s WA 5, FH&
H8 Kk B0 B ¥ s 4E A Discovery Studio#t 474 F AF4E, Jhd KBSy, @il FaokAE €% RN
TR PINBRLS W SZ, i ik 55 SMLXCAH 5 89 7& AL A 1024, 25448 % 32,5239/ ; SMLXC
5AGA# R 325304 ; GOF % SR, SMLXCEF AR EZL @il e EhiAE, XERBSF
1094 A M A2 H £ ; KEGGE EH M ET, SMLXCT it TNF, NLRsFTLR %12 5 i858 57 54 K ;
TS 7, PTGS2. MAPK14, MAPK1, IL—-6512/ 32,5 T 46 2 SMLXCi8 77 AGA#) K 4E¥e s ; o
FHBERI T, PEB. EHBEFEFANESHEPTCS2A RFH &R, 4% 2@'1%?%\%%%%,
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Abstract Objective: The potential effective ingredients of Simiao Liangxue capsule (SMLXC) against acute

gouty arthritis (AGA) were to be screened by network pharmacology and molecular docking, and the content
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of three anti-inflammatory components in SMLXC was to be determined. Methods: The active compounds
of SMLXC were obtained from TCMSP and BATMAN-TCM databases, and target prediction was performed
by retrieving TCMSP, Swiss Target Prediction and STITCH databases. The AGA-related disease targets were
retrieved by OMIM and GeneCards databases. The intersection of ingredient targets and disease targets screened
by Venny 2.1 software was taken as SMLXC therapeutic targets against AGA. GO and KEGG enrichment
analyses were performed by DAVID database. Through target network analysis, the key targets of related
pathways were found. The anti-inflammatory core components were screened by Discovery Studio to conduct
molecular docking, and the content of three components in SMLXC was determined by high performance liquid
chromatography. Results: A total of 102 active compounds related to SMLXC, 239 drug-related targets and 30
shared targets of SMLXC and AGA were screened. GO enrichment analysis indicated that the SMLXC treatment
for gout might be related to 109 biological processes, such as the active regulation of cytokine and inflammatory
response. KEGG enrichment analysis also showed that SMLXC might treat gout through signaling pathways,
including TNF, NLRs and TLR. Visualization analysis indicated that 12 targets, including PTGS2, MAPK14,
MAPKI, and IL-6, might be the key targets for SMLXC treatment of AGA. The results of molecular docking
showed that five compounds including berberine and astilbin, etc. had good docking activity with PTGS2. The
results of the content determination showed that the content of berberine in SMLXC was the highest (2.0008
mg - g"), followed by astilbin (1.6583 mg - g") and kaempferol (1.5428 mg - g"). Conclusion: SMLXC might
achieve the therapeutic effect against AGA by intervening in inflammation, active regulation of cytokines and
other related pathways, and an accurate and stable content determination method of SMLXC was established,
which may lay an experimental basis for controlling the quality of SMLXC.

Keywords: Simiao Liangxue capsules; acute gouty arthritis; network pharmacology; molecular docking; quality

control

SR AR R (Acute Gout Arthritis,
AGA ) 2l R H DL ARAE R AT BR L e PRAF N
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WHAEAR . Bl Kek o IFEEE . B REESE
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IRAPZSALN, XAGAVRITRCR W . U LR %
J7 & RS v L0k ( Simiao Liangxue Capsule,
SMLXC) o R824 SMLXCHY & T 247 T
PEARBZE, AR AR PB4 ol ot A A T R
GWEoE . i F 4 25 B2 05 kg vh 2 i o3 i A7
RESHT, IFES &SRO sk (HPLC) #E17
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B, S H AT AR HIk, AR SR
FH IR 45 245 B 2% 7 15 i 40007 5 145 1 - S HLA
K BT ERIRLEL, H8 SR e S ailE , Wl
SMLXCIAYT AGARIVE FHAIL R LA K 47 ) 550 174 Joa 45
RSB AKTE .
1
1.1

LC-20A RSO AH AR ( HAREHAF )
PRACTUM224-1CNHLF 7047 KF- (FEZ Rl
INESERRAT] ) 3 TCL-16GE.OL (i 2esifle
IERTT) 5 KQ3200BHE ey (R ILTi#frs (U ae
HBRAT ) 3 GZX-9420MBE H, HAVIE Y 5 XU TR 46
( BRI A RA R ERITRST ) .
1.2

SMLXC ( Ut 2H #4508 T 20k 45, A8
20 g/4%, H1t520200401, 20211101, 20211102,
20211103; BA ., B, EAEIT. FB. &8
R FiRE . BRM. wE . P BAE . K
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5, B giyon, W AR T FHEL DT I A
AIRAF YR X HE/NGE (5110715~
201821) | Hit R (HL5100081-201610) | EA
F ('5110715-201821) | iz (H#5110861-
202013) | BUEAER (H5111514-201706) | 7557
AHF (HE5111798-201805) , I [ vh E A i 2
A kENT TR s O BN @i, WA KE
TEDIAIHI A 7] (AS1122-801) . AKChiglik, H
(ARl WSEs K TEC I
13

Traditional Chinese Medicine Systems
Pharmacology Database and Analysis Platform
(TCMSP, http: //temspw.com/tecmsp.php )
Bioinformatics Analysis Tool for Molecular mechanism
of Traditional Chinese Medicine ( BATMAN-TCM,
http: //bionet.ncpsb.org/batman—tcm/ ) , Swiss Target
Prediction (http: //www.swisstargetpredrction.ch/)
Stitch (http: //stitch.embl.de/) , Unified Protein
Database ( UniProt, https: //www.uniprot.org/) ,
Online Mendelian Inheritance in Man ( OMIM,
https: //www.omim.org/ ) , GeneCards (https: //
www.genecards.org/ ) , Venny (version 2.1, https:
/Ibioinfogp.cnb.csic.es/tools/venny/index.htmL ) ,
String (version 11.0, https: //string—db.org/) ,
Cytoscape (version 3.6.1 ) , David ( version 6.7,
https: //david—d.nciferf. gov/home.jsp ) , Protein
Data Bank ( PDB, http: //www.resb.org/ ) , Discovery
Studio Client ( version 16.1.0) .
2
2.1

I TCMSPHIBATMAN-TCME R, LA E AR
HWI R EE (Oral Bioavailability, OB) =30%. 2§
2tk (Drug—likeness, DL) =0.18F MibE Wi
WA, KR 122G TP TR EAL G . 7ETCMSP
FIBATMAN-TCMAFHHE v, X Brig 21y fe &
Yyt AT R AT, R Uniprot B0 2 X BT A 8 6
PEATHE R A MRS BAE, IR “Homo
Sapiens” BRI, AT EEM, MBS
Yo A FHEE A
2.2

PA “Gout Arthritis” XA KR OMIM
GeneCards BHEEAF 205, 38 4 UniProtB ¥ FEA#S
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ERNLZ, AIFLE, RSHERHN . R Venny
225 BURL, PRI A3 55 R A G A B 8 1 1 28
8, VERLEYRIT AGARYVEHIHE &
2.3 GO/KEGG

i 3t Davi d B8 X VR A A E A7 2 R AR {4
& (Gene Ontology, GO) EEHEMHr. AR
FHEHAR2N ( Kyoto Encyclopedia of Genes and
Genomes, KEGG ) 15518 M= HE7HT -
2.4

P IR AE P R N, BD SR E S
ASTRINGE#EFE, wEEHAMIEHN “Homo
Sapiens” HARA HEAEHIE X E N “Medium
Confidence (0.4) 7 , BB HECLS, HASHE
N, RIS EAERR, RAFATSVIER SO, =
A Cytoscape P AL FHFMNH 4 .
2.5

M PubChem% 4 P T 24k 5 9 B SDF A% 2 C
o INPDBEHE e v F 28 T S AT PDBAS 23
4, HiDiscovery Studio ClientZf4:%f & H AT
KL AR, e R R R ECAR ) AR bR R % R
B O£/ R EE ¥ VA WM i/ e V. £ < < e
A fE (Binding Energy ) o Z5 & REMEEERAE,
TSR0 A AR 5 A2 AR 5 R, TR 2 B
A PIVE PR IE RO LSY
2.6
2.6.1 st
2.6.1.1 JEHIICOT Ok A

3% 45 . Shim-pack GIST C A 3EH: (4.6
mm x 250 mm, 5 wm) ; M LHNE-0.1%B5%R
=15 : 85; Wid: 1 mL - min~'; FElE: 30 C;
WP 291 nm; PR 10 plo
2.6.1.2 Lzl At

34 . Shim—pack GIST C 0%+ (4.6
mm x 250 mm, 5 wm) ; WA HEE (A) -
0.4%f2 (B) , 0~23 min, 10%B~30%B; 23~78
min, 30%B~55%B, ##: 0.7 mL - min~'; F&:
35 °C; KPS . 371 nm; JFFERE: 10 L.
2.6.1.3 /NEEGH A SR

iR . Agilent ZORBAX C 854 (4.6 mm x
250 mm, 5 wm) ; VB OME-0.3%W (B
100 mLINA + ZhE B AR £10.08 g) =50 : 505
W 1 mL - min~'; HE: 30 C; MK

INVICIEETS P 6 & P
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345 nm; #EFEE: 10 pL,
2.6.2 ¥R SIAB A H

Ay ICHEET AT LAy /NN R
i, REERRE, I R NS0 pg - mL
INZSH40 g - mL™ . EHIEHF100 pg - mL 7 AXF
MR, BIAS.
2.6.3 LA Y i A

SMLXC (#520200401 ) 45 o, K5
E, BH100 mLEih, MY BERZIE, KH,
AL (40 kHz, 100 W) 40 min, ¥,
FRRFRE, FH RN RBR MR, 25, B0
(12000t * min~') 10 min, B VAW, HIf5.
2.6.4 [T BRI 2%
2.6.4.1 JEB I PR BRI

Fi by m B R AR ZE B 2R R, K A,
PR, BHRL b, SR 10M55K, 55 Roff
HHPIRBIEW, W48 (60 C) EHNHE1.08
o, KIBZET, B3 g, % “2.637 WHE
il TR BT A B X BRIV
2.6.4.2 1L BT BRI

Fi b T BB R AR R 2R R, oK
RIEMK, BIK1 h, H—KI10M5EK, 5 ok
i, BIFPIREER, Wi (60 C) ZAHXHE
F108J5, KBZET, WTE3 g, # “263" T
5 S L 2% M A T R R
2.6.4.3 /NEEGR I T B

Foehb Ty B R B A TP 2GR L oK RIE Y
W, FIRL b, FHRI055EK, B RER, &
FJEMYRFIE W, Wi (60 C) BAHXBE H1.08
o, KIBZET, B3 g, % “2.637 WHE
LG/ DN B P Yo RSV
2.7
2.7.1 LIEMAE

gy 9 Bt R A (iS5 20200401

Xt M AR L B ME X MR OB W E R, o i AR
“2.6.1.17  “2.6.1.27 “2.6.1.3" W(aih&iF ik

FEMAE .
2.7.2 ZMEXFRFEE

RO Rt 3 i, 40 o0 BE AR B R BT 1A T
0.0320. 0.2020. 0.3535. 0.5050. 0.7575.
1.0100 mg + mL™ AT B S A 1LZ370.0140
0.0560. 0.0980. 0.1400, 0.2100. 0.2800 mg * mL™

V@ORTR Y i\ ARVACEUTICAL A

X BRI U s P B R /N BERK0.0350 . 0.1400 .
0.2750, 0.4250. 0.5500. 0.7500 mg * mL ™" Y%} IR

W A RIE “2.6.1.17 “2.6.1.27 “2.6.1.3”
AR SRR E LA 0 T AR R 9N A AR

(Y) , #EFEENEIARER (X) HEFTEbERIA,
2.7.3 WE I

B “2.6.27 9 R SIE®, o 0lHE
“2.6.1.17 “2.6.1.27 “2.6.1.37 Yok sk
SEUEREOYR, ICSRVERIAH . ILZEEy . /NEERK UG
A, HHARSDIA.
2.7.4 fErm

B“2.6.37 47 F AR A R (LS
20200401 ) , 497 “2.6.1.17 “2.6.1.27
“2.6.1.37 R AGESME, FE0. 2, 4. 6, 8, 12,
24 hifERE A, A3 BICSRIE BT . ILZsmy . /NVEE
BRI TR, THERSDIE.
2.7.5 HEMIAR

6y “2.6.3”7 TR R (S
20200401 ) , 4 9I4E “2.6.1.17 “2.6.1.2”7
“2.6.1.37 TN EARE SR IEREIE , S ilic s R
IEFE . I Ey . /NEER AT AL, THERSDIA.
2.7.6 [ISCRIAES

O A ESMLXC (4520200401 ) 9157,
BRFRI g, MEEFRE, 0ES0 mLEIEHIEIHR
W, A3, A B 2 T A A RS B
FI50% . 100%F1150% TR A % I8 5% 00E =

i “2.6.1.17 “2.6.1.27 “2.6.1.3" T F @M%
AT , TSR TR INRE [

3

3.1

il 2 TCMSPHIBATMAN-TCMEHE 146 %R
RE102MMEE Y, HAh AR 4201,
w374, EAEIT2A, LR 144, HE
WA, BRANTAS, PHETAS, RE13A, &
294, Whod, BLHFON, WFRIPR, I
K 21420 S WAL R0, A Uniprot ¥l 1
e SR N E R, £8E, 552391
WEMEHE S . B AMOMIM, GeneCards%f
AT BIAGAPIRHE 51834, K SMLXCHY239
AT TE AR AL 5 98 KU R A 1834 i 3 A
Bioinformatics & Evolutionary GenomicsHU3Z4E, i
AR BIHTR R Nk b5 2 ( Prostaglandin—
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endoperoxide Synthase 2, PTGS2) . —&H IR S ﬁiy ( Peroxisome Proliferative Activated Receptor,
fitf2 ( Nitric Oxide Synthase 2, NOS2) | Fi#Ilt  Gamma, PPARG) Z530M4E A HSMLXCHIAGA
ENL AW A ( Prostaglandin—endoperoxide AOVEFRE S, PR

Synthase 1, PTGS1) | iAWy iAYE A= 3405 2

1 SMLXC 102 OB DL
i &Y OB/% DL S
MOL000173 Wogonin 30.68 0.23 AR A
MOL000179 2-Hydroxyisoxypropyl-3—hydroxy—7- 45.2 0.2 FEV/N

isopentene—2, 3-dihydrobenzofuran—5—carboxylic

MOL000184 NSC63551 39.25 0.76 HAR
MOLO000186 Stigmasterol 3—O—beta—D—glucopyranoside_qt 43.83 0.76 TR
MOL000188 3 B —Acetoxyatractylone 40.57 0.22 HA
MOLO000085 Beta—daucosterol_qt 36.91 0.75 e NN 3
MOL000088 Beta—sitosterol 3—O—glucoside_qt 36.91 0.75 HAR
MOL000092 Daucosterin_qt 36.91 0.76 TR
MOL000094 DaucostOerol_qt 36.91 0.76 BA
MOL001454 Berberine 36.86 0.78 BN, IR
MOL001458 Coptisine 30.67 0.86 WAL, A
MOL002641 Phellavin_qt 35.86 0.44 Gt
MOL002636 Kihadalactone A 35.86 0.44 AT
MOLO013352 Obacunone 43.29 0.77 A
MOL002643 Delta 7—stigmastenol 37.42 0.75 WAL, A
MOL002644 Phellopterin 40.19 0.28 HHA
MOL002651 Dehydrotanshinone 11 A 43.76 0.4 WA
MOL002652 Delta7-dehydrosophoramine 54.45 0.25 A
MOL002656 Dihydroniloticin 36.43 0.81 A
MOL002659 Kihadanin A 31.6 0.7 A
MOL002660 Niloticin 41.41 0.82 WA
MOL002662 Rutaecarpine 40.3 0.6 HHA
MOL002663 Skimmianin 40.14 0.2 A
MOL002666 Chelerythrine 34.18 0.78 A

zhgysh SE PHARMACEUTICAL AFFAIRS ’?7 AR 2
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1
Y5 a2/ OB/% DL S
MOLO002668 Worenine 45.83 0.87 A
MOL002670 Cavidine 35.64 0.81 I
MOL002671 Candletoxin A 31.81 0.69 Y
MOL002672 Hericenone H 39 0.63 i
MOL002673 Hispidone 36.18 0.83 i
MOLO000358 Beta—sitosterol 36.91 075 w1, B
MOL000622 Magnograndiolide 63.71 0.19  #HA
MOL000762 Palmidin A 35.36 0.65 i
MOL000785 Palmatine 64.6 0.65  EHf
MOL000787 Fumarine 59.26 0.83 I
MOL000790 Isocorypalmine 35.77 0.59 B
MOL000449 Stigmasterol 43.83 076  EAREIT. HHRE . 48
R, B
MOL000098 Quercetin 46.43 028  EARAT. LIRE. 4K
B, FHEZ
MOL001131 Phellamurin_qt 56.6 039 By
MOL001455 (S) —Canadine 53.83 0.77 A
MOL001771 Poriferast—5—en—3beta—ol 36.91 0.75  #Hf
MOL002894 Berberrubine 35.74 073 HH
MOL005438 Campesterol 37.58 071  EHf
MOL006392 Dihydroniloticin 36.43 0.82
MOL006401 Melianone 40.53 0.78  HHf
MOL006413 Phellochin 35.41 0.82 I
MOL006422 Thalifendine 44.41 0.73  Hhf
MOLO013117 4, 7-Dihydroxy—5-methoxyl-6-methyl-8—formyl— 37.03 028  EIKE
flavan
MOL013118 Neoastilbin 40.54 0.74  +IRE
MOLO13119 Enhydrin 40.56 0.74  HARE
MOLO013129 (2R, 3R) —2—- (3, 5-Dihydroxyphenyl ) -3, 5, 63.17 027 +IRE
7—-trihydroxychroman—4—one
zhgysh
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1
Y5 a2/ OB/% DL S

MOL001736 (=) =Taxifolin 60.51 0.27 TR

MOL000358 Beta—sitosterol 36.91 0.75 AR AR RN

MOL000359 Sitosterol 36.91 0.75 AR PR B

MOL004328 Naringenin 59.29 0.21 TR

MOL004567 Isoengelitin 34.65 0.7 =S

MOL004575 Astilbin 36.46 0.74 TR

MOL004576 Taxifolin 57.84 0.27 T HR%E

MOL004580 Cis-Dihydroquercetin 66.44 0.27 F A%

MOL000546 Diosgenin 80.88 0.81 4 B

MOL005603 HeptylPhthalate 4226 0.31 B

MOL002372 (6Z, 10E, 14E, 18E) -2, 6, 10, 15, 19, 23~ 33.55 0.42 LR

Hexamethyltetracosa—-2, 6, 10, 14, 18, 22—hexaene

MOL005594 ClematosideA'_qt 37.51 0.76 A
MOLO005598 Embinin 33.91 0.73 Ja A
MOL001663 Oleanolic Acid 32.03 0.76 R
MOL000211 Mairin 55.38 0.78 P
MOLO000492 ( 4+ ) —Catechin 54.83 0.24 PRz
MOL000422 Kaempferol 41.88 0.24 PHEE AR
MOLO007374 5-[[5- (4-methoxyphenyl ) —2~FurylJmethylene] 43.44 0.3 P

barbituric acid

MOLO000874 Paeonol 28.79 0.04 FFRz
MOL001006 Poriferasta—7, 22E~dien—3beta—ol 4298 0.76 g
MOLO12461 28-Norolean—17-en-3-ol 35.93 0.78 Ly
MOL012505 Bidentatoside, ii_qt 31.76 0.59 44
MOL012537 Spinoside A 41.75 0.4 g
MOL012542 B —Ecdysterone 4423 0.82 A i
MOLO002776 Baicalin 40.12 0.75 i
MOL002897 Epiberberine 43.09 0.78 i

zhgysh SE PHARMACEUTICAL AFFAIRS ’?7 AR 2
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1
i &Y OB/% DL b3/
MOL002714  Baicalein 33.52 0.21 4
MOL003847  Inophyllum E 38.81 0.85 NS
MOL004355  Spinasterol 42.98 0.76 S
MOL000275  Trametenolic Acid 38.71 0.8 RE
MOL000276 7,9 (11 ) —Dehydropachymic Acid 35.11 0.81 s
MOL000279  Cerevisterol 37.96 0.77 A
MOL000282  Ergosta—7, 22E—dien—3beta—ol 4351 0.72 A
MOL000283  Ergosterol Peroxide 40.36 0.81 IRE
MOL000287  3-Beta—Hydroxy—24—methylene—8-lanostene—21—oic 38.7 0.81 R
Acid
MOL000289  Pachymic Acid 33.63 0.81 REs
MOL000290  Poricoic Acid A 30.61 0.76 %
MOL000291 Poricoic Acid B 30.52 0.75 R
MOL000292  Poricoic Acid C 38.15 0.75 s
MOL000296 Hederagenin 36.91 0.75 R
MOL001323  Sitosterol Alphal 43.28 0.78 wREE
MOL000300 Dehydroeburicoic Acid 44.17 0.83 R
MOL001494  Mandenol 42 0.19 1
MOLO008121  2-Monoolein 34.23 0.29 e
MOL000953  CLR 37.87 0.68 1
MOL001323  Sitosterol Alphal 43.28 0.78 e
MOL002372 (67, 10E, 14E, 18E) -2,6, 10, 15, 19,23 33.55 0.42 ET
—Hexamethyltetracosa—2, 6, 10, 14, 18, 22—hexaene
MOL002882 [ (2R) -2, 3-Dihydroxypropyl] (Z) —octadec—9— 34.13 0.3 i
enoate
MOL000359  Sitosterol 36.91 0.75 FET
MOLO008118  Coixenolide 32.4 0.43 ET
zhgysh
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3.2 GO KEGG

GOIfigm &t s, 30 = A F109
M H, WA ET A B 3T 00, WnE2 T
No Hor, AV AR ( Biological Process, BP) HE
A SEHTR AN RO PR . AR A R
R AR RN A s AR LSBT ( Cellular
Component, CC) FEEETEAMIMEPL . ANHEAZ
g2t R0 DO 1 P N 151D O -4 S D=1 Vi v 4 B 9D T
4 FIEE (Molecular Function, MF) FEALFE4

ligand-dependent nuclear receptor,
heme binding
chrematin binding

evtoking activay |
ol o binding [

—— 4

-

prote inaceous extrace lular matrix
extraceliular matrix
mum! —— ']
nucleus 9
exdracelular space

w

cellular response to tumor nECrosis facter  e— <
cellular response 10 interlevkind]  i——
lipopolysaccharide -mediated SPaIN] . e———
inflammatony responst e——
positive regulation of transcription from... 9

1] 1 4 [ B 10 1

B Celuler Component B Molecular Function B Biological Process

JBETEE . N TEN . MRS e
B . BCHAAT A% A2 A SRS T . LA
PAE R /NEIRFI% T 2038 H, 25 5 &2 fir
o HP 5 AGAM A Mg IRIEH F ( Tumor
Necrosis Factor, TNF) . NODFESZ/& ( NOD-
like Receptors, NLRs) . TollFEZ R ( Toll-
Like Receptor, TLR) {5 5@, LFiRg5HRE
B, SMLXCIRYT AGAREHIHLEE 5 58 4 5y
TAHK,

Top 20 of KEGG Enrichment

[
HIF 1 gl Pty

b pleriusie Uy roee ettt [MAFLD .
NF-hscna B agraling patrway
Hepaiia C L
Proteogiyiiie © CanoH [ ]
L™
GeneNumber
Airsumaices arrss L] i
PaFrwan © cancer [ ] L
»
Saimarals hecton . -
e
E P .
= At . pvalue
o
Hepats B
e 15008
Ot Ry [ ] T
Pt L =
Wi A [ ]
Leanmarans .
i DR SR Pt L]
NOD-iine recepacy Snaling pahway .
TNF dejriale' abtPowity L ]
P Bt | Areran brypaeasmait) [ ]
B30 o8 OW GBS A

2 GO KEGG

3.3

B AGAZ VIR F 5@ FETNF . NLRs .,
TLRIEAT R 5E F0 A M 2% A0 40 B, DA 42 A 2]
— N EM M (Degree ) HEA A 12058 5 5
PTGS2 (12) . MAPK1 (11) . MAPK14 (11) .
IL.-6 (10) . CCL2 (10) . TNF (10) . MMP9
(10) . RELA (9) | IL-1B8 (10) ., MMP3

zhgysh

(9) . CXCL8 (10) . PIK3CG (2) , 55 MN%
{HEDegreeft, ¥ H: 5 ASTRINGHUE 4 8 7. 5K 1
HAEMZE, EBFTR. HEBATA, %NS E
2R 5655 KRS, B ECh16, T
N33, JRERERIE R ECH0.957, HHPTGS2
R R, STREVIMI,
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3
3.4 MY, oI E . W ER L OBt e

FIREERFH, SMLXCIAITAGARIVEF] 5%
iE G RE T A G, AR ST REJEPTGS2, R
AEH§2 ( Cycloocy Genase, COX2) . TEZjHi2E |,
lcoX2M T LRI RVEM . ik, ARGl
I3 FRHER AR R RH R COX2A I, 1 NPk
PGPy, LIS 5 F — 2 SMLX C il 77 i) 75 1t
ME TAE, EEPTGS2 (PDB: 4RS0) fER4rF*t
ez, 30 B A5 ME A nT LIXHES]
PTGS2 7% M 1 48 b 5 PTGS245 4 AE S 3E5m U RiT 5

RN ZR . /NEERR. UL, BSEPTGS243 51 5 1L 4%
Wy, MR ISR RN ER | NS T 43
FaHE, HARZEE LR 2K 4,
3.5
3.5.1 Llmtilsm

LR PRI R WK 5-7, AL, &0k
WY o B AT, SIS RE BT . LA
Wy ZNBER TSI T 3000, FIEETCTHE,

2 PTGS2
EY CAS 5 454588 1 (keal - mol™)
ITEASE} 520-18-3 — 415.6078
it & 117-39-5 — 390.4876
A 29838-67-3 — 384.4207
TEHERAZR 480-18-2 — 366.5459
/INEER 2086-83-1 — 125.1678
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352 LMK RFEEK

ORI L L s By R /N BE G A A v
AR Y=2x10°X+8276, R’=0.9999;
Y=2.345x 10*'X+653.63, R’=0.9997; Y=
4 x 10°X+2560, R’=0.9999, 5B KW, &5
L Ll T N BE e A R 23 1 7E0.320~10.10
wg. 0.140~2.800 pg. 0.350~7.575 p giti BN Sk
BRI
3.5.3 KHEIAE

AT . A Ey . /N EERR I AL RSD 43
BWN1.2% ., 1.5% ., 0.9% (n=6) , FHJ7PH%
FER AT,
3.5.4 faEtkidm

H1.8% . 12%. 1.7% (n=6) , FWZKWI1E24 h
WEAE .
3.5.5 HEMIAK
FAIATE . AW, NBEGR B A RSDAE 43 5]
F1.5%. 1.2%. 0.9% (n=6) . H5HFH], %l
Ik EE R
3.5.6 JInkEEIMCE
DASIE R IAF . 2l . ZNBEF- 2 [EioR
2 k97.2% . 98.50% . 101.2%, RSDIJAE T
2%, FW I UERG R R4
3.5.7 VEHTIATY . Iz A/ NEEGR 5 A il
Oyl <2127 R rkal AL, o
M “2.237  “2.347 RN IEMNEFE A,

FORTATT . LAl NEERE TR ALIRSD A B AWy . ANEERR S R, AR ILRS.
3 SMLXC 3 n 3 mg- g’

i TR LthZ= /NBER,
20211101 1.2400 1.2451 1.6580
20211102 1.7214 1.7776 2.1683
20211103 2.0135 1.6057 2.1761
FHIE 1.6583 1.5428 2.0008

4

AT 5 3B FH 24 265 B2 18 7 v 0 1 HH SMILX.C
PG A 1024, ERE 2390, GO 45
Mrigsn, SMLXCYARYT IR R 2255 20 Jif X5~ 19 3 P
P WA RIEERN . A R N 55 A
X3 KEGGE 4 i /mSMLXCH] g i TNF
NLRs. TLREE{5 553 6 2ot i WUE 0 R kAT
+i

GEAE F 55 285 43 Hr AN AT 44K (7R ik — % I
HRZ O S AT PTGS2 . MAPK14, MAPKL, IL-6.
TNF. IL-18 . CCL2%5 . 2227 1k & Wil
( Mitogen—Activated Protein Kinase, MAPK ) AT £
Tt S A PR F- T TG A2 0 S AE ERR I & R, Fp38
SV TR X6T 48 i 44 A L 1 i 7 (BB /=, p38MAPK -
siRNAREFR? 5 PEA 6l p38MA PKAF 538 % 1 i 1k,
FEARAE S R AE R FIL-6, TNFAYFEIKAKF, M
KAEPLRAE A TL-6J&—Fh) 12 M R ek
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T, HEZLE R E N R, 7S A0 R oy
T, P-selectinE—selectinfI 335, F(d (40K
HRE . FH, NS5 REHE N, TNFE
BT Z BN R, ALFE 2R R R T 7= A LA
Ko 15 W 240 B ) 9846 B A NF - w Bags 4% i A7 2R
FH TL-1 8 J8 TR RIEN, REfEdE 4/ MARY
WAk, FERESORE R &4 G SR Wi T . PTGS2
MFRAECOX2IEA , %3 HRER: 48 A DU BRI 1k
FIFIARZEH2 (PTGS2) ", PTGS2n] 52040 i 2 B
HEn ., FR . PuTo& . BE T2 (cer2)
ENERURDE SRt 3 n: il oW (I R o TR I R 3
J . IR A e AR A R A, ST LA A
AR FRNL-2 , TL-6E% 40k Tag A,
I WU T IR IR SR e R N it O, T &
RAEMML . RAEH 755, PECEMECT RIAE,
M SMLX C H A BT 9 A% 0o A6 & 9 7l il 2l o T 73
TNF. NLRs. TLRZ5 RAEAHICHYEHE, M50
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PTGS2, IL-6. TNF, IL-1B 2% I FIKF,
IRENHTRE KU E

T8 3 R R R R FUTR R COX2 1 4 571
PEHPT R A O S PTGS2 ( Degreeftifie K ) 1E M43
TR, SRR, SPTCS245 G Re I HR 1)
RISMNMEA WA A LAy . Wi R . 5B
TEHEME . SR DUESE . JLERER . /N

FHFFE RN, A EINF - « Bf55 %
TRIT AR OGN R G RAESNR , [FIA -t mf L@
S AR R R - B Rgh g HZUE K T3
5L PR R AT PG E2 AT B AR B s 1
ZS M i 0 27 S EECOX2FINOSHY F Ik, AT
/D LPSIFE S IRAW 264. 721 o 2 HE = PGE2 FI
NOBA s /NBERS T 3 98 M PR 7 A L m B S
I AR B A EAERES (TXNIP) 4+ 5
NLRP3RMEAHAL, ITXNIP, IL-1B Z5AYmRNA
FIZERPEAME], IR EEMSU S AE S 10 K BB 2
FE'Ys MR L DURAR | AR TR M
COX2KRAEPLRIGHE", HHTEHFRELRD, AL
PIAFIE B R, HOEBESMLXCHR/NEERS . V58
L I3 ME A YE HSMLXCIAYT e KB AE 1Y
ARACEY), FFIE X34 LA 1

ARG B 2 25 B4 1 7, BRRSMLXC
TWAGA “Z -2 WE-ZEE” ML
%, RWTINF. NLRs. TLR=%/{5 5% 5SMLXC
P RAES YA SE, JFHMPTGS2, MAPK14
MAPK1 ., TL-65F3L 120085, SR )5 & Bh o+
Xof 2% HE FUO e A5 BT AE A COX2 Mk ), 4y i
T /NEERR . LR A, A S 0RO T
SEHA R, AT LA SMLXC 1 J5T 458 ] 45 1 52 58
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