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Abstract: Objective To establsh a combinative HPLC/TOF-MS and HPLC/IT-MS" method for quantitative analysis on chemical
constituents in Psoraleae Fructus. Methods Separation was performed on a Phenomenex Luna Cg (5 um) reverse-phase column. The
mobile phase consisted of water containing 0.1% formic acid and acetonitrile was used as gradient elute. The flow rate was 1 mL/min.
A combination of time-of-flight mass spectrometer (TOF-MS) and ion trap tandem mass spectrometer (IT-MS") was applied for
qualitative analysis under positive and negative ion mode. Results Under optimized LC/MS condition, the molecular formulae of 13
components were screened by TOF-MS and all of them were then identified by IT-MS". Conclusion The established combinative
HPLC/MS method could thus be considered as an effective and credible pattern for the analysis on the multi-components of Chinese
materia medica and it also could be used for as the analysis on other complex systems.
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Fig. 1 HPLC-UYV of extract solution of Psoraleae Fructus
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Table 1 Analytical results of chemical constituents in Psoraleae Fructus
&5 fx/ min wEY Tor T
AT [M+H]T  [M—H] MS MS%, MS?
1 18.107  psoralenoside C7H 709 365.0892 365.0 M—H] 202.7 [M—H—glc]
158.8 [M—H—glc—CO,]
2 19.193  isopsoralenoside C7H 709 365.0892 365.0 M—H] 202.7 [M—H—glc]
158.8 [M—H—glc—CO,]
48.634 AMEIEER C;H,0;,  187.0463 187.0 [M+H]" 143.0 [ M+H—CO,]"
4 50704 FAMEIRER CiH,0;  187.046 2 187.0 [M+H]" 143.0  M+H—CO,]"
5 60.191  BiAhE MR E CaoHi9Oq  323.128 0 3232 [M+H]"  267.0 [M—C,H;]"
239.0 [M—C,H,—CO]"
6  61.029 Mg A HiHEH CyoH, 0, 325.1335 3253 [M+H]" 269.0 [M—C,H;]"
7 62449 fHMEIET CyH;,0, 321.1130 321.2[M+H]" 303.0 M+H—H,0]"
8  63.017 FMFNEE CyH,05  337.107 2 3372 [M+H]" 281.1 [M—C,H,]"
9 64.594 FAMEHEEHEH CyoHy 04 325.1433 3253 [M+H]"  269.0 [M—C,H;]"
10 65617 AMEHIEZEFHMIFRE CyHy;0, 339.1744 339.3 [M+H]" 283.1 [M—C.H;]"
11 65972 corylifols A CysHy,0, 391.1848 3914 [M+H]" 267.1 [M+H—C,H¢]"
239.0 [M+H—CoH,s—CO]"
12 68.403  fMEEEEE C, Hp0, 339.158 5 339.3 [M+H]" 283.1 [M—C,H,]"
13 71388  #MENEN) CisHysO  257.1920 255.0 [M—H] 1719 [M-C¢H,,]"
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Fig. 1 Structures of psoralenoside and isopsoralenoside
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Fig. 2 Structures of psoralen and isopsoralen
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Fig.3 Structures of neobavaisoflavone, bavachin, and isobavachalcone
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Fig. 4 Structures of psoralidin, bavachinin, and bavachalcone
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