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Chemical constituents in Baihuasheshecao Injection by UPLC-Q-Exactive-Orbitrap-MS
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Abstract: Objective To analyze chemical constituents in Baihuasheshecao Injection by UPLC-Q-Exactive-Orbitrap-MS. Methods
The separation was performed on Waters Acquity UPLC HSS T3 Cis column (100 mm < 2.1 mm, 1.8 wum). The mobile phase was
0.1% formic acid water - acetonitrile for gradient elution. The column temperature was 30 “C, flow rate was 0.30 mL/min, the sample
room temperature was 10 C, and the injection volume was 10 pL. Electron spray ionization (ESI) source was adopted with both
positive and negative ion modes. The chemical constituents were analyzed based on NIST mass spectrometry library, the retention
time, and fragment ion peak of the compounds, as well as comparison with literature data. Results 22 Chemical constituents in
Baihuasheshecao Injection were identified, including 7 flavonoids, 7 organic acids, 3 sugars, 2 terpenoids, 2 purines, 1 eugenin, and 1
phenolic glycoside. Conclusion The established method can quickly, accurately, and efficiently identify various components in
Baihuasheshecao Injection, and provided a reference for elucidating the pharmacodynamic material basis of Hedyotis diffusa.
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Fig. 1 Base peak ion chromatograms of Baihuasheshecao
Injection in positive and negative models
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Table 1 Identification of chemical constituents in Baihuasheshecao Injection
FF5 te/min & A BTRA O UAME EIRME ERR U
1 121 A=k Ci8H32016 [M+Na]* 527.1576 527.1583 527.158 4. 365.104 2. 203.052 7
2 121 FEIFZWE CigH32016 [M+Na]*  527.1577 527.1583 527.158 4. 467.126 7. 365.104 2.
203.051 7
3 188 fRrEng CsHsNs  [M—+H]* 136.0617 136.0618 119.0353. 92.024 8. 65.014 2
4 312 FENES CsHaN4O2 [M+H] * 153.040 2 153.0407 55.029 9. 81.008 8. 110.0351
5 561 AT C10H1004 [M+H]* 195.064 6 195.0652 134.0360. 117.0334. 89.039 1
6 6.75 fHitx CisH1007 [M+H]* 303.0490 303.0499 153.018 0. 229.049 2
7 7.09 R E-3- AR Ca1H20011 [M+H]* 449,106 3 449.107 8 287.054 2. 85.028 6
8 7.0 WLiZEm C15H100s [M+H]* 287.0549 287.0550 153.018 0. 213.054 4
9 752 RAEFEER CoHgO3  [M+H]* 165.0542 165.0546 119.0489. 118.0413. 105.045 1.
91.054 7. 75.0233
10 1.23 Phi 4 C1,H0, [M-H]~ 341.1089 341.1083 119.0330. 113.0229. 89.022 9.
85.027 9. 59.012 3
11 454 physanguloside A CyoHy6015 [M—H] - 4751461 475.1457 221.0650. 161.0439. 151.038 2.
143.034 7
12 4.68 JefAER 5-O-7 % Wi+ Ci3H Oy [M—H]~ 315.0716 315.0722 152.0102. 108.0201
13 475 FUBFHR Ci6H20, [M—H]~ 3731137 373.1140 59.0122. 123.043 8
14 482 BRFHETH Cy;H,,04 [M—H]~ 403.1252 403.1246 127.0385
15 5.31 4-O-D-Miiaiit-i#& G CsH g0 [M+HCOO]™ 371.0985 371.0983 163.0389. 119.0487
16  6.04 ETFTWTEY CigHigOy [M—H] - 353.0874 53.0878 191.0547. 135.0438
17 6.55 ANHEEER CHO, [M-H]~ 179.0341 179.0350 89.038 0. 135.044 9
18 6.74 THEER A CyyHi05 [M+HCOO] 787.2691 787.2666 417.1534. 181.049 4
19 6.76 M ER-34-“HIE MR CyuHyOpy [M—H] - 625.1398 625.1410 65.140 1. 463.083 0. 300.0255
20 7.05 3-PRiAAMEHEISEIEM R CueHyO [M—H] - 595.1306 595.1305 300.0254. 271.024 8. 255.028 8
21 7.1 (iZERy 3-O-FibEE CyH3046 [M—H]~ 609.146 7 609.146 1 284.032 0. 609.147 2
22 835 JTHALHER CyH1s0y [M—H]~ 445076 8 445.0776 269.0457. 85.027 9
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Fig. 2 Secondary mass spectrum and proposed fragmentation pathway of melezitose
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Fig. 3 Secondary mass spectrum and proposed fragmentation pathway of trans-caffeic acid
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