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time—offlight mass spectrometry, UPLC-Q-TOF/MS) & o471 135 T 4 ik | A i, h H b7 F & WUEAn a5 3R 205 by 4y o S b
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Chemical composition analysis of Fuke Qianjin Capsule based on UPLC-Q-TOF/MS technology

LIAO Yingyan*2, WANG Yuxin!, QIN Siyu', XIA Bohou'**
(1. College of Pharmacy, Hunan University of Chinese Medicine, Changsha, Hunan 410208, China; 2. Key Laboratory of Hunan
Province for Quality Evaluation of Bulk Medicinal Materials Produced in Hunan Province, Changsha, Hunan 410208, China)

(Abstract]) Objective To analyze the composition of Fuke Qianjin Capsule by ultra performance liquid chromatography
tandem quadrupole—time—of—{light mass spectrometry (UPLC—Q-TOF/MS) system and to provide scientific basis for the material
basis and mechanism of treating uterine fibroids and pelvic inflammatory disease. Methods The samples were prepared on a
KROMASIL 100-5-Cjs column (4.6 mmx250 mm, 5 pm) with the mobile phases of acetonitrile (A) and 0.1% formic acid aqueous
solution (B) in gradient elution with the flow rate of 0.300 mL/min, the column temperature of 30 °C, and the injection volume
of 10 pL. The samples were detected in positive and negative ion modes by electrospray ionization (ESI. Online chemical
composition database was used to establish chemical composition database of Fuke Qianjin Capsule, including compound name,
molecular formula and accurate relative molecular weight. The compound information scanned by UPLC-Q-TOFMS was compared
with the database, and the structure of the chemical composition in Fuke Qianjin Capsule were identified by combining the

mass spectrometry data, relative retention time and literature references. Results A total of 35 compounds were identified from
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Fuke Qianjin Capsule, including 10 alkaloids, 7 terpenoids, 3 phthalides, 8 flavonoids, 6 organic acids and 1 glycoside. Conclusion

UPLC-Q-TOF/MS technology could quickly and comprehensively analyze the chemical compositions of Fuke Qianjin Capsule,

laying the foundation and providing scientific basis for further study of its pharmacodynamic substance basis.

(Keywords) Fuke Qianjin Capsule; chemical composition; UPLC—Q-TOF-MS; alkaloids
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F1 ANTERERLERSH UPLC-Q-TOF/MSE £E 4R
WS Rumin - 3 EEET O HRE TIME EREME M &4 TR H
1 0.546  C4HsNO, [M+H]"  124.039 3 124039 1  -1.6  JHERY 106.027 6 e
Nicotinic acid 80.047 0
2 0912 CieH 509 [M+H]* 355102 4 355101 3 -3.1  &EJFAERS0 312.082 4 0
Chlorogenic acid 225.084 6
163.037 3
3 1.022 CysH,404 [M+H]" 291086 3 291.086 0  -1.0  (-)-JLEZE"(-)-catechin 139.038 6 SHER
4 1354 CyHuNOS [M+H]" 342170 0 342168 9 32  A2Z{EH7 342.168 9 TR T3 AR
Magnoflorine 297.111 8
265.087 8
5 1.601 CaoH305 [M+H]" 351216 6 3512158 23  ZELIENEEY 333.206 6 FE
Andrographolide 315.191 7
297.185 1
285.182 9
269.148 7
257.151 6
242,123 2
6 1.671 CyiHa0s [M+H]* 417118 0 417.116 8  -2.8  KGH® 417.113 2 T R4 9 i
Daidzin 255.063 9
7 1.867  CuHuNOy [M+H]" 314175 6 314173 8 =57  AKZHEFH" 269.115 8 GINTTEa
Magnocurarine 192.103 0
107.049 0
8 1.957 C,HoNO, [M+H]" 200070 6 200070 2 2.0  [I&EGHD 142.064 7 GINTTEa
Dictamnine
9 3.066 CisH 05 [M+H]" 271060 1 271059 2 -33  JukbRXK® 215071 6 TR Y I g
Genistein 213.054 2
197.054 6
169.061 9
153.015 7
91.054 4
10 4.039 CoHx0s  [M+COO|  441.176 6 4411757 2.0  se54dfm 305.124 1 w5
Lobetyolin 215.108 0
185.095 9
179.055 1
11 4528 CyoHz0s5 [M+H]* 353232 3 353231 1  -34  12,13-3EA S0 HA 317.207 0 0
12,13-Dihydroandrographolide 299.198 8
287.200 0
12 4872 CyHWNO, [M+H]* 338138 7 338.137 7 -29  dAEMipicm™ 323.117 2 Yigi AR
Columbamine 322.106 7
294.113 4
13 5065  CxHNO, [M+H]* 338138 7 338137 7  -2.9  Z4iRm™ 323.111 2 IE7N
Jatrorrhizine 322.105 8
294.111 8
14 5425  CyxHoN,Og [M+H]" 623311 6 623308 9 -43  SHpicm™ 592.273 4 Yigi AR
Isotetrandrine 580.257 2
15 6879  CyHANO, [M+H] 336123 0 336122 1  -2.6  /|NGEGE™ 320.090 1 A
Berberine 292.095 8

278.081
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18 7.879  CyH-NO,  [M+H] 348123 0 348.121 8 -34  PHHAGHD 332.093 8 HTEE
Nitidine chloride 301.842 0
19 7955  CyHy0, [M+H]* 335221 7 3352207 -3.0  JRAZOENERN 317.201 7 Z0E
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20 9315 CuHsNO,  [M+H]  260.091 7 260.090 5 -46  BFER 260.091 9 ENTiEA
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230.044 5
21 12369  CxHyOs  [M+NH,® 481279 6 481277 7  —40 B OENERM 319.225 8 I
Neoandrographolide 301.215 8
22 12735 CyHp0, [M+H]"  269.080 8 269.079 9  -33  TEAEHEEM 237.055 1 X 1M
Formononetin 213.091 3
197.057 8
181.061 2
23 13180  CyHyOs [M+H]" 496289 5 496289 1  -08  3-EKEBIKFLEN 317.208 6 FLTE
3—De()xyandr()graph()hde 299.199 0
287.199 4
24 16459  CysHxOs [M+H]  423.180 2 423.178 4 -43  ZHTTKZE D 404.348 9 Tk
Flemichin D
25 17.173  GIHpNO,  [M+H] 352,154 9 352153 3  —45  [HIhyTm 352.156 0 DIEN
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322.105 9
308.126 6
294.110 1
26 20405  CpHu0, [M+H]*  189.091 0 189.090 5  -2.6 T /wXLBEAKHER" 128.061 8 B E|
Butylidene—phthalide
27 22120  CpHu0, [M+H]"  191.106 7 191.105 9 -42  3-TIEAERHL 116.060 9 R
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28 23467  CpHu0, [M+H]"  191.106 7 191.106 4 1.6  BHAPERY 173.09 5 R
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