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Rapid Identification of Chemical Constituents in Danshen-chuanxiongqin Injection by
Using UPLC-LTQ-Orbitrap Mass Spectrometer
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[ Abstract | Objective; To quickly analyze and identify the chemical constituents in Danshen-
chuanxiongqin injection by using UPLC-LTQ-Orbitrap mass spectrometer. Method: The separation was performed
on ACQUITY UPLC BEH C,; column (2.1 mm X 50 mm, 1.7 wm) with acetonitrile (A) and 0. 1% formic acid
solution (B) as the mobile phase for gradient elution. The sample size was 5 L. Electrospray ion source (ESI)
was applied for qualitative analysis under the negative ion mode. The flow rate was 300 wL-min 'and mass scan
range was m/z 100-1 000. Result: Fifteen chemical compounds were identified from Danshen-chuanxiongqin
injection. Conclusion: UPLC-LTQ-Orbitrap method be used to quickly identify the chemical components of
Danshen-chuanxiongqin injection, laying a foundation for further studying the pharmacodynamics substances of
Danshen-chuanxiongqin injection.
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Table 1 GC and MS of chemical component of Danshen-chuanxiongqin injection
A Sz 15 4 .
No. ‘" i i S 2 }}¥ﬁ, MS .
m/z m/z /ppm [M-H]
1 3.70 197.0444 197.0450 2.8 CyHy O, MS? [197]: 179.034 6 (100), 135.044 7 (8), FZS%E
153.055 4(3), 123.044 5(2)
MS*[179]: 135.044 9 (100), 107.050 1(5)
2 3.92 153.0182 153.0190 5.0 C,H;0, MS*[153]: 109.029 1(100) JFLAS R
3 4.95 137.0233 137.0240 5.0 C,H 0,4 MS?[137]: 109.028 9(100) JR LS
4 595 193.0495 193.0501 2.9 C,H,0, MS?* [ 193 ]: 178.026 4 (100), 134.037 0 (98), SbIELE
149. 060 3(23)
5 7.22 493.1129 493.1150 4.2 CyHy 0,y MS?[4937:295.060 5 (100) PR A [6) 5 R
LOEES
6 7.58 417.0816 417.0832 3.8 CyH,; 0y MS? [417 ]: 373.091 0 (100), 175.039 4 (85), F+H#& D
197. 044 8(32), 399.070 4(18)
MS* [373 ] 175.039 3 (100), 197.044 6 (40),
179. 034 2(20)
7  7.70 551.118 4 551.1207 4.1 CyHy; 0., MS2[551]: 321.040 1(100) £ TR B T g
8 7.81 717.1450 717.1476 3.6 CyHyO0s  MS?[717]:519.090 6 (100),321.038 1(23) FHB 2 B
MS*[519]: 321.038 5 (100),339.049 3(60)
9 7.93 359.0761 359.0776 4.2 CgH 504 MS?[359]: 161.024 0 (100),179. 034 8(50) k1% R
10 8.04 717.1450 717.1476 3.6  CyH, 0,  MS?[717]: 519.090 6 (100),321.038 1(18) PR E
MS*[519]: 321.038 7 (100),339.049 3(20)
11 8.15 253.0495 253.0508 5.0 C,sHy0, MS?[2537: 225.055 0 (100) 1,5- =33 Jk-3-H
JL B R
12 8.15 269.0808 269.0820 4.3  C,H,,0, MS?[269]: 254.057 3 (100) ,159.044 7(52) S BRHTHI R
MS*[254]; 145.029 1 (100)
13 8.27 493.1129 493.1143 2.9 CysHy 00 MS?[493]: 295.060 4 (100) FEBY R A
14 8.61 565.1340 565.1353 2.2 CyoH,50,, MS? [565]: 321.040 1 (100), 367.080 6 (90), W _HME
339.049 6(20)
MS® [321]: 277.049 3 (100 ), 249.054 5 (80),
293.044 2(30)
15 9.09 491.0972 491.0990 3.6 CoeHigO01p  MS?[491]: 293.044 0 (100) ,311.054 4(35) FrE R C
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