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Identification of chemical components in Ganmao Jiedu Granules by UPLC-Q-
TOF-MS method
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Abstract: Objective To identify the chemical components in Ganmao Jiedu Granules using UPLC-Q-TOF-MS technology. Methods
UPLC-Q-TOF-MS technology and Peakview software were used to collect and process data in Ganmao Jiedu Granules. The chemical
composition in Ganmao Jiedu Granules was identified by combining relevant literature and reference material secondary mass
spectrometry libraries at home and abroad. Results The structures of 50 compounds were identified or inferred, including 20
coumarin compounds, 17 flavonoids, 3 phenolic acid compounds, 3 glycoside compounds, 1 quinone, and the remaining 6 types
comprising lignans, organic acids, and terpenoids. Conclusion The method is simple, efficient, and highly accurate, providing a
means for the identification of chemical components in Ganmao Jiedu Granules.
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Table 1 Ingredient structure information in Ganmao Jiedu Granules

S5 wm/min BT WEE miz BIRAE m/z RE FE PR ST m/z WA ey aE gt
1 142 [M-+H]* 203.0327 203.0339 —5.7203, 175, 159, 147, 131 T HERHK
2 58 [M-+H]* 409.1466 409.1493 —6.6409, 247,229, 213, 187, 175, 159 E VI RES HERHK
3 6.1 [MA4H]" 453.1726 453.1755 —6.5453,291,273,245, 243,231,219, 203 5-0- F 5 2 1y B v 2

K
4 137 [M-+H]* 191.1051 191.1067 —8.0191, 173, 145, 129, 115, 103 BN HERHK
5 143 [M-+H]" 271.0956 271.0965 -3.3271,203,175, 147,159, 131, 119 FERRATEH R FEERK
6 77 [M-+H]* 373.1619 373.1646 —7.1373,337,305, 177, 151, 137 FEEFH T UNIEEES
7 113 [M-+H]" 403.1363 403.1387 —6.2403, 388,373, 358, 345,335,330, 301, 211, 183 JI|f i & EES
8§ 123 [M+H]" 193.1219 193.1223 —2.1193, 147, 137,119, 107, 91 HINENRA  HEERHE
9 48 [M-+H]" 469.1670 469.1704 —7.4469, 307,290,261, 235, 189, 159 FHRRRH EES

10 7.4 [M-+H]® 247.0949 247.0965 —6.3247,229,213,175, 147,119, 103 FEAHNRE FEERHE
11 112 [M-+H]® 287.0904 287.0914 -3.5287,203, 175, 147, 159, 131 FALTTA R HERHK
12 7.6 [M-+H]" 5522401 5522439 -7.0552,373,355,337, 305,237,177 BB NIEEES
13 58 [M-+H]" 307.1157 307.1176 —6.2307, 289, 259, 235, 221, 189, 177, 161 FEIRZE EES
14 123 [M-+H]" 373.126 7 373.1282 —3.9373,358,343,328,325,297,271,211, 183, 135 A jz % EES
15 7.8 [M-+H]" 305.1004 305.1020 -5.2305,203, 175,159, 147, 131 KEFMTTIHE FEERHE
16 6.4 [M-+H]" 303.0848 303.0863 —5.1303,177, 153,117 i34 B
17 9.9 [M-+H]" 217.0486 217.0495 -4.2217,202, 174,146, 118 HFH N s TEORE
18 169 [M-+H]" 381.2056 381.2060 —1.1381,191, 173, 149, 135 BCUIHNEE A FEERHR
19 107 [M-+H]" 285.0745 285.0758 —4.3285,270,253,225,213,197, 137 EE R L GES
20 107 [M-+H]" 471.1987 471.2013 —5.7471,425,367,213, 161 e R TEORRE
21 89 [M-H]" 4553493 4553520 —5.8455,437,409, 391, 327 ¥ B B TR ENES
22 59 [M-+H]® 273.0744 273.0758 -4.9273,153, 147,119 SN EAGEN
23 7.6 [M-+H]® 287.0533 287.0550 —5.8287,241, 161,153,135 RBEER EAENS
24 6.0 [M-+H]" 341.1372 341.1384 -3.3341,291,248, 211,187, 137 INIEEN FEORRE
25 87 [M-+H]" 187.0384 187.0390 -3.3187,159, 143,131, 115, 103 WERRER FEOERRE
26 10.0 [M-+H]" 247.0593 247.060 1 —3.2247,232,217,189, 171, 161, 133, 105 ST T A R FEOERRE
27 11.6 [M-+H]® 257.0791 257.0808 —6.8257, 173,153,131, 103 TR & EAGENS
28 87 [M-+H]" 271.0596 271.0601 -2.0271,153,145,119 FRER EAGES
29 163 [M-+H]® 421.1646 421.1646  0.1421,365, 347, 332, 311, 295, 311 S A R IEN
30 183 [M-+H]" 203.0335 203.0339 -2.0203, 175, 159, 147, 131 - EER FERLE
31 88 [M-+H]" 189.0896 189.0910 —7.6189,171, 161, 143,133, 128 ERGE % {0 HEFEE
32 160 [M+H]* 219.1731 219.1743 -5.8219, 163, 145, 123, 111, 105 o~ B (RRaEN
33 53 [M-+H]" 193.0489 193.0495 —3.4193,178, 165, 161, 150, 137, 133, 122, 105 ZR B 75 A g HEFEE
34 51 [M-+H]* 187.0385 187.0390 -2.7187,159, 143,131, 115, 103 FEANE R ER HEFEE
35 5.2 [M-+H]" 303.0494 303.0499 -—1.9303,274,257,229, 153, 137 RMOEK e
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Y5 w/min BT WEHE miz BRE miz RE FE G ET m/z AW Eay ARt
36 153 [M-+H]" 297.1477 297.1485 —2.8297, 282,279, 264, 254, 236, 208, 193, 180 K& )12 Fig 2k
37 120 [M-+H]" 231.1006 231.1016 —4.2231,175, 147,119 ERPRIEME FERE
38 1.6 [M+H]" 268.1031 268.1040 -3.4268, 136,119 JiR S
39 55 [M+H]" 595.1625 595.1658 —5.5595,433,271,215, 127 1y 25 Wy -3-0- 35 7 S

LR

40 5.1 [M-H]® 433.1101 433.1129 -6.6431,379, 337, 313, 283, 165 S PR
41 15 [M—H] 359.0780 359.076 1 5.0359,197,179, 161, 135 HRIEAFR ifives
42 69 [M—H] 193.0499 193.0495 1.6193,178,161, 133, 105 Rl 2RI ifives
43 13 [M—H] 515.1234 515.1184 9.7515,353, 179, 135 SRR B S
44 85 [M—H] 267.0667 267.0652 5.7267,239,209, 161, 131 & S HEEEL
45 34 [M—H]" 191.0561 191.0550 5.9191, 171, 127, 109 ETR EERINiES
46 4.0 [M—H] 593.1549 593.1501 8.1593, 503,473, 353, 325 HERT-2 HE
47 54 [M—H] 447.0956 447.0922 7.7447,327,285,256,151 KRB EH EES
48 3.1 [M—H] 567.1752 567.1708 7.8567, 405,243, 225 REH A HHE

49 27 [M—H] 375.1305 375.1286 5.0375,213, 169, 151, 113, 107 LR [EES
50 55 [M—H] 477.1419 477.1391 5.7477,315, 161, 133 KERLIEH B HH
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BT, B RZE COox AT HLO, ﬂ%ﬁfc 107 [M—H—
CeH100s—CO—HOT W B, 56 2 2R3 MkAE
213 [M+H—CeHi0Os]"# B 2k 2 CioHsO2 TE %
113 [M—H—CgH100s— C1oHsO2 1 7 & ¥, L2 (3]
AH IR 53 SCHR S 1% HR-MS/MS Spectral Library 1.0
ISR, HEWZAL SV SRR, R RE

BREIE 4,
0. GH
HO go

10H1305 m/2213 C9H1303 miz 169 C9H11027WZ 151

BT

OH —>

OH Y ~ Y
C16Hp302” m/z 375 OIOH f{‘\\j 7
5 5 O

—0
CsHsO03™ m/z 113 C/H,0 m/z 107

El4 DHEEBRATRENRFRRE
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Fig.7 Possible cracking pathway of rosmarinic acid
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