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Identification of the Components in Shugan Powder by UHPLC - Q — TOF - MS
LIU Xiaojun',ZHANG E’,DONG Lirong' ,YANG Ruqi',ZHAO Yanli’
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Abstract: Objective
spectrometry (UHPLC — Q — TOF — MS) method for the identification of the components in Shugan Powder. Methods The
chromatographic column was Agilent InfinityLab Poroshell 120 EC C column (50 mm X 2.1 mm, 1.9 pm),the mobile phase was

3. Z A KA

To establish an wultra — high performance liquid chromatography — quadrupole — time - of - flight mass

acetonitrile 0. 1% — formic acid aqueous solution (gradient elution) , the flow rate was 0.25 mL/ min,the column temperature was
35 C, the injection volume was 5 wL. The data were collected by electrospray ion source and positive and negative ion modes.
Results A total of 22 compounds were identified, including seven terpenoids (geniposide, paeoniflorin, crocin, etc. ) , six flavonoids
(catechin, chevroside, isoliquiritigenin, etc. ) , five phenolic acids (protocatechuic acid, caffeic acid, and rosmarinic acid, etc. ) , three

organic acids (citric acid, linoleic acid, 16a — hydroxydehydrotrametenolic acid) , and gingerglycolipid B. Conclusion This method

can quickly and accurately identify multiple components in Shugan Powder.
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Tab.1 Identification of chemical components in Shugan Powder
A4 ﬁ‘(iiﬂ:ﬂ i ";;ﬁ - P ERBE BT R R

1 0.81 191.0201 191.0197 -0.2 CHO, 129.0191,111.0087,87.008 7 AR
2 1.04  153.0193 153.0193 -0.1 C,H0, 109.0453,109.029 6,81.034 7,65. 003 3 RILKER
3 .43 289.0722 289.0717 -0.2 C,H,0, 245.0823,203.0716,151.0402,125.024 5,123.0452,121.029 6,109. 029 6,95.050 1 JLE%
4 1.89  179.0353 179.0348 -0.8 CH,0, 135.0450,134.0372,107.0495,89.040 1 vhedf AR
5 2,07 387.1302 387.1297 0.1 C,H,0,, 341.1094,225.077 1,223.060 1,207. 102 4,207. 066 0,123. 045 3,101. 024 5 w3
6 2,62 563.1410 563.1405 -0.2 C,H,0,, 473.1084,383.077 1,365.065 5,353. 066 3 B
7 2,63 479.1564 479.1557 -0.4 C,H,0, 327.1081,165.0556,121.0294,77.0397 GRS
8 3.02 515.1191 515.1199 0.7 CyH,0,, 353.0874,335.0874,335.077 6,179. 034 8,135. 044 9,93. 034 3,4 - ZopuE AT R
9 3.06  975.3710 975.3715 0.1 C,H0, 652.2699,651.2652,327.1601,323.098 4,283.170 2 B
10 313 359.0773 359.0775 0.7 C,H, 0, 197.0456,161.0247,133.0295,72.9932 KE AR
11 3.51  255.0663 255.0660 -0.1 C,H,0, 135.0087,119.0503,91.0191 FHEL
12 3.75  271.0610 271.0611 -0.4 C,H,0, 177.0195,151.0039,135.0454,119.0504,65.003 2 )&
13 3.88  315.0512 315.0510 0.5 C,H,0, 300.0275,227.0355,164.0117,151.003 6 *REE
14 4.14  779.4594 779.4579 -0.1 C,H40,, 618.4091,617.4049,161.0456 R LHB,
15 4.34 193.0505 193.0510 -0.5 C,H,0, 178.0274,134.0373,106.0422,89.0397 G4
16 4.87  323.1293 323.1286 -0.8 C,H,0, 279.1385,213.0919,201.0919,187.0764,187. 1125,135.0451,135.008 8,91.0553 XHHE %
17 5,02 723.3810 723.3802 -0.9 C,H0, 677.3739,515.169 8,415.1450,397. 134 8,279. 232 6,235. 082 3 EX
18 5.69  469.3321 469.3319 -0.8 C,H,0, 469.3313,425.3418 160 - B R
19 5.97  467.3173 467.3162 -0.8 C,H,0, 467.3156,423.3262 FZHDM
20 6.35  527.3732 527.3740 -2.0 C,H,0, 481.3687,467.3528,221.1991,59.0139 ¥S
21 6.52  455.3534 455.3525 -1.3 C,H,0, 455.3525 ERBR
2 6.84  279.2330 279.2326 -1.4 C,H,0, 261.2219,59.0137 T i
SR/ cps o L OH l
1400 000275 Ho__ Q\/@"OH Ho_ ové'o”
T 1L X
1200 R g
I 2315127 1 m/z300.027 5
1000 |
800 l i t /A\,J__.GHT
" .. HO,_ : /IOH HDIC?/
OH OH O
400 1510036 m /151,003 6 m/z283.0247
200 us.oie] o 2550205710238 | i l --
Lt i b LT o o o Do
80 120 160 200 240 280 320 \Ej\jg;
oH O m/z271.0238
A B
A ZBRER B, ALkz
2 RERFR-HRIEERTRHRBER
A. Secondary mass spectrogram  B. Pyrolysis pathway
Fig.2 Secondary mass spectrogram of isorhamnosin and its possible pyrolysis pathway
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Fig.3 Secondary mass spectrogram of rosmarinic acid and its

possible pyrolysis pathway
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Fig.4 Secondary mass spectrogram of gniposide and its possible

pyrolysis pathway
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A. Secondary mass spectrogram B. Pyrolysis pathway
Fig.5 Secondary mass spectrogram of paeoniflorin and its possi-

ble pyrolysis pathway
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Fig. 6 Secondary mass spectrogram of tuckaholic acid and its

possible pyrolysis pathway

3.3 LEYEIE

FFIHCH Z2 0 05 L2 0 5 2% ARG TR IR
K F UHPLC - Q — TOF — MS B4 Hr &7 JF 8 b A8 32 2 h
53, 38 3 B 1 o e O 2% | R ZR A3 A DRI L 43X
AR IRE , 456 9T A R DL C M Ak S ) 2 i
A AT, B0 Hh 22 Fh A& W) SRR L 454, 1y 2
TR RS S A HLRR S I, 5 R R R
SRR NI, B R ZRIE T &,
SRR TS, RAPLR 8524 HAE
FHU2 =130 BT BR M ok 35 A T O T 1R 2 1 5, BT 2 1
P5F 7 v I9 , 2R 2k A R R R T O rh oA, B B
Fe YU SR FAE - SRR IE TR B
758 fift WG IR P A% A 2 B TS AT 25 A R VR T
AT AP e, B B AR R g S 2 AR
IRZE TR KR TARE , HAG G ) i 7 m el e R M
PR A 2 AR RS AR IR T th 2 A 2
ML B i EAEEH R HER RREER.
BT BRI oK 15 7 IR S5 Ak G W X i URTE T I Bl

51



SVAN A M
B, '?Ifl % 20234E5 A5 H 4532 %5 9 )
Pharmacy Articles China Pharmaceuticals Vol. 32,No. 9, May 5,2023
| o
BRIE / cps 87.008 7
7000 +
on T on
111.008 7
6000 -
m/z129.0191
5000 1
85.0296
4000 - =
J57.0347 o\ —‘
3000 67.0190
2000 1 o | on
1000 J 191,055 8
9. 015 9 129.019 1 m/z87.008 7 m/z111.0087
0 - ke -l pliiy e e T T T ™ m/z
60 80 100 120 150 170 190 4" 3
}.OH
m/z59.0139

A ZBUREE B AR
B7 irRBRRFEER TR REREE

A. Secondary mass spectrogram  B. Pyrolysis pathway

Fig.7 Secondary mass spectrogram of citric acid and its possible pyrolysis pathway
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