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Chemical constituents in different parts of Schisandrae Fructus based on
UPLC-Q-TOF/MS
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Abstract: Objective To analyze the difference of chemical constituents in the different parts of Schisandrae Fructus (SF) for
researching regularities of their distribution and try to provide the basis for reasonable application of different parts of SF. Methods
An ultra-high performance liquid chromatography coupled with time of flight mass spectrometry (UPLC-Q-TOF/MS) was carried out
to acquire the chemical constituents information in samples with different parts of SF. High precise mass data were processed by
multivariate statistical analysis techniques to discover and identify the constituents with significant difference. Results A total of 29
compounds were identified and 23 compounds were lignans. The differences of chemical constituents among the three parts of SF
could be obviously observed by the method of OPLS-DA in positive mode. There were 14 chemical ingredients of lignans with
significant differences identified by comparison with retention time and mass spectra. Conclusion The chemical constituents of
lignans are mainly distributed in the seed and this study provides the basis for clinical reasonable application of different parts of SF.
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Fig.1 Total ion chromatogram of different parts of SF
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Table 1 Results of identification about chemical constituents of SF

Y5 WwEY TR AN o1 o fr/min AR (miz) SEBRMH (m/z) fmZE (X 10_6)
1 B-TE M7 T C,sH,,0, 234.162 0 13.186 2351693  235.1702 3.827 015
2 KX CaH,506 388.188 6 9.453 389.1959  389.1958  —0.256 940
3 FkF Cy4H3,0, 432214 8 8.606 4332221 4332225 0.923 313
4 HRFEE L Cy3H,50; 416.183 5 9.718 417.1908  417.1892 —3.835 190
5 ok CaH;006 390.204 2 10.714 3912115 3912114  —0.255 620
6 Ky H CosH3605 500.241 0 10.664 501.2842  501.2843 0.199 488
7 LBt RoKE P CagH3400 514.2203 13.876 5152276 5152278 0.388 178
8 KRR H C30H3405 5222254 11.178 5232326  523.2326 0
9 AWK Q CaoHi500 530.251 6 9.187 531.2208 5312209 0.188 246

10 LR C30H3,04 536.204 6 13.253 5372119  537.2114 —0.930 730

11 TR IR T C,oH2400 520.173 3 18.115 5431626  543.1655 5339073

12 Kk K Ca3H;006 402.204 2 12.423 4032115  403.2133 4.464 138

13 XKEE CasH3400 514.220 3 13.916 5152276 5152287 2.134 974

14 kLI CaH,606 386.172 9 13.551 387.1802  387.1803 0.258 278

15 K CisHy, O 218.167 1 15.725 219.1743  219.1752 4.106 304

16 TR Cy,H3,04 416.2199 15.443 4172272  417.2292 4793 528

17 - LR Ca3H,506 400.188 6 16.754 401.1959  401.1979 4.985 071

18 KXAKFEO Cy3H,50; 416.783 5 15.476 417.1908  417.1880  —6.711 600

19 kT % Ca3H,506 400.188 6 16.854 401.1959  401.1979 4.985 071

20 hRTNE Cy,H,404 384.157 3 17.600 385.1646  385.1651 1.298 145

21 HRE S oK O CagH3405 498.225 4 18.065 5212170 5212146  —4.604 630

22 nigranoic acid C30Hy604 470.339 6 19.960 4713469 4713471 0.424 316

23 neoisostegane Cy3Hy604 414.167 9 8.621 415.175'1 415.178 9 9.152 681

24 plaunol CH,,05 416.147 1 9.650 417.1544  417.156 0 3.835 496

25 gedunin CasH3,0, 482.230 5 11.126 4832377 4832398 4.345 669

26 XKER CH,,0; 400.152 2 11.786 401.1595  401.159 7 0.498 555

27 schisantherin B/C CasH3400 514.2203 13.881 5152276 5152271  —0.970 450

28 merulinic acid A Ca4Hs50, 390.227 0 27.024 391.2843  391.2855 3.066 814

29 schinsanlignone A Cy4H3004 430.199 2 11.525 431.206 4 431.208 0 3.710 506
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Fig. 4 Contents of chemical constituents in different parts of SF
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