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Identification of major chemical constituents in Ixeris chinensis and Sonchus
brachyotus by UHPLC-Q Exactive Orbitrap-HRMS
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Abstract: Objective To identify the similarities and differences of the main chemical constituents between Ixeris chinensis and
Sonchus brachyotus by UHPLC-Q exactive orbitrap-HRMS. Methods The analysis was performed on an Agilent Poroshell 120
reverse phase column (100 mm X 3 mm, 2.7 pm). The mobile phase consisted of methanol and 0.5% acetic acid, which was used for
gradient elution, and the flow rate was 0.3 mL/min. Q exactive orbitrap-HRMS spectrometry was applied for the qualitative analysis
under positive and negative ion modes, and ESI ion source was used for mass spectra. Results The results indicated that nine
compounds from the ethanol extract of 1. chinensis and ten compounds from the ethanol extract of S. brachyotus had been identified by
direct comparison in both positive and negative ion mass data, the element compositions analysis, and the data of the literature. Among
them, there were nine compounds are the same, which were seven organic acids and two flavonoids compounds. Conclusion The
efficient separation ability of UHPLC and high sensitive detection of MS were used in this study, which will provide the evidences for
evaluating the quality of 1. chinensis and S. brachyotus and stabilizing the curative effect in clinic.
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VKEETR K (B).o BRFESENL: 0~3 min, 10%~18% A;
3~5min, 18%~20% A; 5~7 min, 20%~25% A;
7~14 min, 25%~35%A; 14~18 min, 35%~40%
A; 18~26 min, 40%~45% A . /K FHIA § 0.3 mL/min;
FEIR 30 °C; HEFEER 1 pL.
2.1.2 M BT (BSD; 1E. S THIH
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Fig. 1 UHPLC-Q Excative Orbitrap-HRMS chromatograms of extract for 1. chinensis
# 1 UHPLC-Q Excative HliBEME N HRITEEPLESTIERINUER S
Table 1 Characterization of chemical constituents in . chinensis by UHPLC-Q Excative Orbitrap-HRMS
WS (REAN Fmin st mz TR REX109 MS/MS et
1 5.18 [M—H]" 31104010 CisHi09 1.098 179, 149, 135 WM R
2 8.71 [M—H]" 35308603 CigHisOs  -1922 191,173 S-UMHEREE TR (4RBRRD
3 10.50 [M—H]" 48520081 CxuHuOn  —1913 425,343,310, 263 —
4 1222 [M—H]" 47307001 CxHisO  -3.049  311,293,272,219, 191, 179, 149, 135, 112 HER
5 13.16 [M—H]" 47306976 CxHisOr  -3.577  311,293,219,191,179, 149,135,112  HERRHE
6 1521 [M—H]" 48708582 CxHnOn  —2.633 325,293,193, 179, 149, 135 W o R R
7 18.55 [M—H]" 51511688 CxsHuOn 2956 353,191,179, 161, 135 35-CUMHERE TR (R A)
8" 18.97 [M—H]" 447.09116 CoHuOn  -2299 285 ABEZ-7-0ERHT CREEH)
9 21.61 [M—H]" 51511688 CxsHuOn 2956 353,191,179, 173, 155, 135 4.5-ZIMHERE R TR (RERR O
10 21.98 [M+H]" 433.11096 CuHawOw 4533 271,164,153 FRR-7-OR G R
11 24.13 [M—H]" 55719983 CoHuOn  -3.425 488,395,217, 199, 184, 151, 133 —
12 24.71 [M—H]" 533.09100 CuHnOn  -2.854 489,447,297, 285,277,199, 151 —
13 25.62 [M—H]" 52321576 CaHOn  —3.112 495,423,358, 199, 149, 117 —
14 26.48 [M—H]" 55719995 CxoHuOn — -3.209 423,395,199, 179, 151, 133 —

TEXSHEERT, R

“indicates comparison with reference substance, same as below
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Fig. 2 UHPLC-Q Excative Orbitrap-HRMS chromatograms of extract for S. brachyotus
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#* 2 UHPLC-Q Excative HLEM SN PRIELEEEFIRPHIUF RS
Table 2 Characterization of chemical constituents in S. brachyotus by UHPLC-Q Excative Orbitrap-HRMS

W5 (REAN /min  Hx mz R RE (X109 MS/MS EY

1 518 [M—H] 31103943 Ci3HInOy  -1.152 179,149,135 ISR RTVEYEA

2 871  [M—H] 353.08603 CiHisOs  —-1.922 191,173 S-UMHERE TR (SRIERD)

3 1222 [M—HJ 473.07001 CxHisOr2  -3.049  311,293,272,219,191,179, 149,135,112 %ER

4 13.16  [M—H] 473.06976 CnoHisO12  -3.577 311,293,219, 191, 179, 149, 135, 112 FER Rk

5 1357 [M—H] 48520074 CsHsOn — -2.057 425,263,179, 161, 119 —

6 1443 [M—H] 457.07440 CxHisOn  —4.677 311,295,277, 179, 163, 135, 113 —

7 1509 [M—HJ 487.08582 CsHxOnn  —1442  325,293,299,219, 193, 179, 149, 135 ISR T R

8 1825  [M—H] 46107047 CuHisOz  -2.130  285MS*[285]:257 12 H)-3-B- A H B R

9 1852 [M—HJ 515.11688 CasHuO12  -2.956 353,191,179, 161, 135 35-CIMHEBEE TR (REER A)
10° 1895  [M—H] 447.09116 CaiHxOn — —2.299 285 ABEZE-7-0HRET ORBE)
11 1905  [M—H] 593.148 74 CyHxO1s  -2.287 523,285,256, 175, 151 —

12 2128 [M—H] 44507559 CoHisOu — -2.129 269,175 —

13* 2155 [M—H] 515.11688 CasHuOrn  -2.956 353,335,191, 179, 173, 155, 135 4,5-ZIMHEBE R TR (REER C)
14 2071 [M—H]" 559.21588 CyHsOu — -2.661 486,407,196, 151, 121, 107 —

15 2198 [M+H]" 43311096 CoHaOro  —4.533  271;MS¥[271]:164, 153 FERR-T-0E T
4 g HRMKAE, JFoArh e SR S B RS H] T VA

AsEEa A UHPLC-Q Exactive Orbitrap-HRMS
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