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Identification of Chemical Components of Jinshuiliujun Decoction by UPLC - Q - Orbitrap HRMS
LI Hongliang ,JIN Sicen

(Chongging Taiji Industry <Group> Co. .Lid. ,Chongging.China 401123 )
Abstract: Objective To establish an ultra — high performance liquid chromatography — quadrupole / electrostatic field — orbital — trap —
high resolution mass spectrometry (UPLC — Q — Orbitrap HRMS) method for the analysis of various chemical components in
Jinshuiliujun Decoction. Methods The chromatographic column was Thermo Scientific Accucore™ C, column (100 mm X3 mm,2. 6 pm),
the mobile phase was 0.1% formic acid aqueous solution — 0.1% formic acid acetonitrile solution (gradient elution),the flow rate
was 0.3 mL/ min,the column temperature was 30 °C,and the injection volume was 3 L. The electrospray ion source (ESI) was
adopted with the positive and negative ion full scanning/ data dependent secondary scanning (Full MS/ dd — MS?*) mode. The
A total of 63 chemical

components were identified, including twenty — two flavonoids, nine alkaloids, six lactones, three coumarins, six aromatic series, five

chemical components were identified by database, literature comparison and reference materials. Results

organic acids, four amino acids,two nucleic acids,two carbohydrates,and four other components. Conclusion The established method
can systematically, accurately and rapidly identify various chemical components in Jinshuiliujun Decoction, and provide a basis for
its quality control.
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Tab.1 Characterization of chemical components of Jinshuiliujun Decoction

F% RBEE (min) i/ﬁ%%(m/z) (£)ESI-MSn(m/z) ~ 8(x10°) 12X BHER kR (4
1 1.74 11890 [M+H]* 158.092 32,130.097 6 -0.17 CHNO, #HaE £7° AAB
2 1.75 10741 M+ H]Y 104,107 37,60. 081 47 485 CHNO e# FR L8,
3 1.89 1006046[1\/[ H]* 110.0603 387 CHNO  3-#K-2-Phai L8,
4 2,04 13606189 [M+H]® 136.061 92,119, 086 0.8 CHN, B FR A R
5 215 52715826 [M+Nal® 383.1196,341.109 5 0.08 CH0, #EZH wEY i
6 2.3 3110970 [M+Nal® 179.055°5 -0.31 CH0, Fi# wEY wE
7 2.3 144.10191 [M+H]* 14410191 0.06 CHNO, DL-RH% wE E2))
8 241 26810391 [M+H]® 136,061 1,119.035 3 0.65  C HNO, B3 FERET B
9 275 123.05563 [M+H]* 106.02947,78. 034 72 280 CHNO 1R £ LT
10 293 13005013 [M+H]* 108. 274 06,84, 045 01 198 CHNO, L-EB&ER - AR
11 409 144.04880[M+H]' 126.03732,113.029 6 170 CHNOS  4-%H-5-% 0B - e
12 410 169.07626 [M+H]* 169.076 13 L4 CHYN, % - LT
13 481 15301865 [M-H] 109. 028 64,64. 997 84 -445 CHO,  23-Z2AX9H - $h#%
14 5.36 114.091 61 [M + H]* 96.081 21,79.054 79 24 CHNO  TABEE - L2
15 8.08 2L 1412[M+H]" 183. 14929, 155. 154 22 0.4 C,HN0, cyclolleucylprolyl) £ AR
16 8.45  193.04982 [M+H]* 178.026 06, 165. 054 66, 1.4 CHO, FEEZ SR Ai%
149,039 60,133. 028 37,
119.018 90,105. 033 74
17 8.90  257.08069[M+H]* 147.04391,137.0333  -0.58 CH0, FHiEE HE2 #H
18 8.91  417.11945[M-H] 255.066 16,153. 018 6 0.18 CH,0, HEH} 3 1
19 9.35 193, 05017[M H]- 178. 026 66,149, 023 71 -2.61 CH0, FHHR L B
2 9,61 1765 [M+H] 179. 106 86,161, 096 24, 207 CHO, ZxEmE - s
133,101 41
2 9.64 24512851 [M+H]* 217.13399,154.073 79 0.13 C,HN0, cyclo(phenylalanyl - prolyl) - AR
n 0.76  273.07553[M+H]* 171,028 72,153.018 19 0.50 CH0, HkE g™ £
3 9.76  579.17200 [M-H]- 271,061 1,151.002 85 0.27 CH0, MEF BE™ 48
g 9.89  623.1904 [M-H] 461. 165 47,161,023 82 143 CyH,0,  2-(3,4~ dihydroxyphenyllethyl3 - 0= (6- deoxy -p-L-  #H™ 4
mannopyranosyl) = 6 = 0= [(2e) = 3 - (3,4 - dihydroxyphe-
nyl) - 2 - propenoyl ] - B - D - glucopyranoside
2 9.95  193.05013 [M-H]" 178.02660,149.06009,  -1.07 C,H0, Mk SEY A AR
134,036 48,123. 044 78
2% 10.07 20706519 [M+H]* 192. 041 72,179. 040 16, 0.00 CHO0, E&hE 4 52k
151,075 36
7 10,30 465.13922 [M+H]* 303.086,177. 054 52 0.9 C,H,0, 4'-methoxy-7-0-B~D-glucopy ranosyl - 8,3 - dihy- ~ FEi™ £
droxyflavanone
2 10,32 303.08649 M +H]* 177.054 82,171,028 95 0.57 CH0, BEE BE™ 4
29 1.2 61119733 [M+H]* 303. 08640, 177.054 82, 0.2 CH0, HEF BE 4
153.018 40
30 10,60 15103949 [M-H]- 135.00803,109.00852  -4.80 CHO, HEZB-CHE - $h#%
31 1075 433.11420[M-H]" 433113 5,271.061 22 0.73  CyH,0, 7-hydroxy-2- (4= hydrosyphenyl) -4 - ox0-3,4 - dibydro - %% 8
2h - chromen - 5 -yl 8 - D) - glucopyranoside
R 11.80 549.16150 [M-H]" 255.066 16,153. 018 57 0.20 CyH,0, liguiritigenin=7-0-B-D-apiosyl -4 = 0 -~ D= gluco- ~ HE™ K
side
3 1,03 43113406 [M+H]® 269. 080 87,254, 057 34 0.92 CH,0, EHLF HE #H
34 1238 417.11193[M-H] 297.077,255. 066 19 0.75 CH,0, FHEF H3 i
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Continued Tab.1 Characterization of chemical components of Jinshuiliujun Decoction
B5 B (min) ElfBF(ml2) (£)ESI-MSn(m/z) — 8(x10°) f&K SHER AR E3
3 12,68 187.00706 [M+H]® 125.0932,97.06489  -2.04 CH,O, L& BT Hinek
36 12,80  255.06633 [M-H]" 153.01857,135.00792  -0.14 CH0, #EF HEY #®
37 315 4713303 [M+H-H0]"  219.1389,204. 1149 -0.09 CH0, (£)- S AR
38 1348 595.20190[M+H]* 397.126.68,287. 091 1 0.20 CH,0, HEE B 8
39 13,97 285.07620[M+H]® 268.03778,211.039 1 108 C M0, #ikE FE *H
40 1410 49318390 [M+Nal* 493,182 164 C M0, HEEE BEY G
41 1447 255.06522 (M +H]* 255. 065 06 0.3 CH0, xiF £ #
) 15. 16 0107498 [M-H]" 286. 047 18,257.080 75 0.7 CMH,0, 5,7~ dihydroxy - 2~ (3 - hydrosy - 4 - methoxypheny]) - 2%

chroman - 4 - one
8 16. 18 189.09102[M+H]* 171.08037,133. 028 46 0.64  C,H,0, 5~ phenylcyclohexane - 1,3 - dione - £
4 6.4 256.26373[M+H]* 238, 1824,88. 076 25 0.5 CMHNO stk FR L,
4 17.06 76723175 [2M+Na]® 373.12799,343. 081 05 138 C H0, 4hf 3 #H8
46 1.3 205.08667[M-H]" 161.09651,138.031 62 =011 C,H,0, 4= hydroxy =3~ (3~ methylbut - 2 - enyl) henzoic acid - FhH%
41 1744 299.056 18 [M-H]- 284,032 71,255. 030 04 0.5 CMH0, HENE - # 8
48 17.57 260, 03093[ M+H] 254.05721,237.054 61 0.260 CM0, EwiFEE HES 48
49 17.58 113043 [M + Na* 249, 14865,213.1275 0.05 C.Hy0,  (3aR,8R,8aR,90R) - 8 - hydroxy - 8~ methyl - 3,5 - bis - Gk
(methylene)decahydronaphlho[Z,3 ~b] furan - 2(3H) - one
50 17.68 193, 12250[M+H} 175. 11170,147. 116 8 0.9 CHO, FNEAEA e M
5l 18.08 110695 [M+H]* 173.096 12, 145. 101 1 0.30 CH0, ETAKE S s
5 18.36 27717920 [M+H-HO0]*  172.00097,145.06476,  -0.40 C.H,0, 6-%%% 4D -4
53 18.61  329.23386[M-H]- 209, 14432,211. 1336 126 C,H,0,  (152)-9,12,13 - trhydroxy - 15 - octadecenoic acid - il
54 18.88  355.09976(M+Na)* 343, 1175,313.070 47 0.57 C,H0, 6-+7ALBAE g #8
55 18.89  137.05984 M+H]* 122.036 51,94. 041 86 -0.10 CHO,  4-FAARTE - A
56 19.07 403,138 64[M+H]* 388. 1155,373. 091 98 -0.29 C,H0, NHEE BE *8
57 19.90 19110670 [M+H]* 173,096 08, 135. 044 07 0.15 CH,0, HANE e A
58 209 31508643 (M +H]* 298, 048 46,283,025 12 0.3 CHO, #EEMEE - *H
59 246 27718024 [M+H]* 137,059 77,122. 036 46 169 CH0, Ehis L= 3 Fhk
60 247 13705997 [M+H" 122.03639,94.04182  -0.10 CHO, 3-FRAXTE - A%
61 2.8 35 14404[M+H] 305.21219,201. 091 87 .82 CH,0, HHER HET 48
62 26,06 298.31042 [M+H]* 0176,71.08624  -0.04 C,H,NO +=%sk - L2
03 .79 33834152 [M+H] 321.31503,303. 304 38 0.11 CHNO s Sy LX)
eI

Note:— refers to unknown.
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