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Analysis on chemical constituents of Xionggui Decotion by HPLC-TOF-MS
LU Yanan,TAN Guangguo(No. 22 Hospital of PLA,Golmud 816000, China)

[Abstract] Objective

liquid chromatography-time of flight mass spectrometry (HPLC-TOF-MS). Methods

To analyze chemical constituents of Xionggui Decotion by rapid-resolution Chigh performance)

A Shelloseido column (100 mm X 3. 0

mm, 3 pm)was used to separate. The mobile phase consisted of water containing 0. 1% methane acid and acetonitrile was used

as gradient elute. The flow rate was 0. 4 ml/min. TOF-MS was applied for qualitative analysis under positive ion mode.

Results Under LC/MS condition,47 major constituents in Xionggui Decotion were identified by time of flight mass spectrome-

try and structure-relevant fragment ions. Conclusion A simple and reliable method using HPLC-TOF-MS was established to i-

dentify the chemical constituents of Xionggui Decotion.
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1# 2.42 mint furanone CioH11O2 167.090 8 167.107 2 1.73 189. 089 2
28 4.48 3-butylidene-7-hydroxyphthalide Ci2H1203 205.099 4 205.086 5 —2.13 227.068 4
38 5.14 2H-ligusticum lactone CizH1s0 177.128 2 177.127 9 —1.98 199.109 9
4ab 5.71 E-butylidenephthalide Ci2H1202 189.094 3 189.091 5 3. 56 211.073 5
5@ 5.84 ethyl 2-hydroxy-(1-hydroxymethyD)-9,12-octadecadienote ~ Cz1 H3s Oy 355.104 6 355,284 8 —1.13 377.266 8
6 6.54 isopropyl phenyl ketone CioHi120 149.096 9  149.096 6 1. 89 171.078 6
78 6.59 1-hydroxy-1-(3-methoxy-4-hydroxyphenyl) ethane CoH120;3 169.053 3 169.086 5 —1.63 191. 068 4
8 7.10 caffeic acid CyHg Oy 181.050 3 181.050 1 1. 60 203.032 0
9a-b 8. 36 tridecane Ci3Hos 185.226 4 185.226 9 2.32 207.208 9
10* 9.24 ferulic acid CioHi100y4 195.067 3 195.065 7 0.24 217.047 7
112 9.69 senkyunolide J Ci2Hi504 227.137 1 227.128 3 —0.52 249.110 3
127 9.94 linalool oxide Ci1oHi502 171.139 2 171.138 5 3.67 193.120 4
13a-b 10. 31 limonene epoxide CioHisO 153.127 6 153.127 9 1.23 175.109 9
142 10. 47 2-methyl-2-chlorinated-1-(4-bachphenyl)-1-acetone Ca2His 211.136 3  211.089 2 —1.33 233.071 2
152 11.21 senkyunolide H Ci2Hi6 04 225.112 7 225.1157 1.92 247.094 6
16* 11. 86 (3S)-chunxiongol Ci12H11 03 207.103 6 207.102 1 1.5 229.084 1
17* 12.66 nerol acetate Ci2H2002 197.0854 197.154 2 0.72 219.136 1
182 12.68 1,3-cyclohexadiene-1, 2-dicarboxylicanhydride CsHg O3 151.039 4 151.039 5 —0.35 173.021 5
19° 13.74 methyleugenol Cii1H1, 02 179. 107 179.107 2 0.67 201. 089 2
20* 15. 48 Z-butylidenephthalide Ci2H1202 189.094 5 189.091 6 1. 65 211.073 5
21b 16. 95 senkyunolide G Ci12Hi503 209.117 8 209.117 8 0.01 231.099 7
22 17.78 2,4-undecadienal CiiHisO 167.133 8 167.133 6 0.67 189.115 5
23* 18. 06 safrole Ci1oH1002 163.079 9 163.0759 3.43 185.057 8
242 18.74 3-phenylmethyl-2-propenoic acid CioH1002 163.076 5 163.075 9 —2.16 185.057 8
258 19. 42 senkyunolide F Ci12H1,03 207.102 6 207.102 1 1.78 229.084 1
26° 21.43 ring cetane Cie Haz 225.1950 225,258 2 —2.47 247.240 2
27b 21.92 senkyunolide T Ci2Hi504 225.113 6 225.113 2 1. 67 247.094 6
28% 23.98 3-butylidene-7-hydroxyl-phthalide Ci12H1505 206.094 2 206.094 3 0. 89 228.076 2
292 25.56 (E)-senkyunolide Ci2Hi502 193.145 7 193.122 9 —0. 37 215.104 8
300 26. 62 E-ligustilide Ci2H11O2 191.107 4 191.107 2 —1.28 213.089 1
312 27.62 3-butylidene phthalides Ci2H12:0 173.096 0 173.096 6 2.21 195.078 6
322 29. 24 neocnidilide Ci2Hi502 195.1414 195.138 5 2.56 217.120 4
33 29.89  Z-6,8',7,3'-diligustilide CosHogOs  381.209 9 381.206 6 4.57 403.188 5
34 29. 89 Z-ligustilide Ci2H11O2 191.107 3 191.108 6 1.35 213.125 5
35 31. 35 1,2,2-dibutyl malonate Ci2H24 Oy 233.1759 233.175 3 2.35 255.157 2
36° 32.24 wallichilide Ca5 H32 05 413.230 3 413.230 8 1.24 435.214 7
37b 33.49 spathulenol Cis H24 O 221.1909 221.1905 1.23 243.172 5
38 34. 64 a-curcume Ci5Ha2 203.179 8 203.179 9 —1.67 225.161 9
398 35.18 senkyunolide M Ci6 Hz2 Oy 279.233 7 279.159 6 —2.77 301.141 6
40* 36. 67 senkyunolide P Ca4 H30 04 383.223 1 383.222 2 2.19 405. 204 2
41 37.01 sucrose Ci2H22011 343.124 1 343.124 0.98 365.105 9
42* 37.96 verbenone Ci5 H22 O 219.174 6 219.174 9 1. 86 241.156 8
438 41. 66 dinonylPhthalate Ca Hiz Oy 419. 316 419.316 1 0.78 441,298 1
442 44. 66 heptacosane Ca7 Hss 381.446 4  381.446 1.78 403.427 9
45% 45.70 17-octadecadienol CisHz2 09 393.244 2 393.2125 3. 56 415.194 4
46* 47. 30 carotol CioHs6 02 569.435 6 569.4359 1.67 591.417 8
472 49. 44 9, 12-octadecadienoic acid CisH3202 281.247 3 281.248 1 4. 67 303.230 0
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