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Abstract: Objective To establish a rapid qualitative analysis method for fatty acids and esters in Coicis Semen by ultra-performance
liquid chromatography triple quadrupole time-of-flight mass spectrometry (UPLC-Triple-TOF-MS). Methods Agilent ZORBAX-SB
Cis (250 mm x 4.6 mm, 5.0 um) column was used. The mobile phase was acetonitrile-isopropanol (1:1) elution, the flow rate was 1
mL/min, the detection wavelength was 210 nm, the column temperature was 30 ‘C, and the injection quantity was 10 pL. Electrospray

ion source positive ion mode was adopted, and the scanning range was m/z 100—1 500. The sample data were collected by full
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scanning mode, and the fatty acid chemical composition of Coicis Semen was quickly identified according to the information
obtained by high-resolution mass spectrometry combined with secondary mass spectrometry. Results A total of 29 kinds of fatty
acids and esters in Coicis Semen were detected, and the cracking rules of the compounds were analyzed. Through the mass-to-charge
ratio of molecular ion peaks and fragment ions, the Scifinder and Reaxy network databases, and the literature, these compounds were
different under the action of ion source by losing the structure of oleic acid, linoleic acid, palmitic acid, oxidizing oleic acid and the
like. The mass-to-charge ratio of the fragment ions, and the name and structural formula of the 29 fatty acids and their ester
compounds were inferred. Conclusion The method of qualitative analysis of the fatty acids and esters of Coicis Semen established
in this study is accurate, rapid and sensitive, which provides experimental basis for improving the quality control level of Coicis
Semen and further elucidating the pharmacodynamic substance basis of Coicis Semen.

Key words: Coicis Semen; UPLC-Triple-TOF-MS; fatty acid and their esters; qualitative analysis; oleic acid; linoleic acid; palmitic

acid; oxidizing oleic acid
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Fig.1 UPLC-Triple-TOF/MS base peak chromatogram of Coicis Semen in positive ion mode
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Table 1 Identification analysis of each chemical constituent in Coicis Semen
wh e g o e RE g 4R () et
(m/z) mz) (X109

1529 [M#Na" 6394947 6394959 -19  CwHeOs 639.4927,533.2941,375.1985,199.0899 1,3 ZEjfikh

2 619 [M#Na' 6415107 6415115 -12  CwHuOs  641.5103,641.408 4,359.269 9 1 ER-2-TE % Hrih

3 660 [MNa" 6154949 6154959 -1.6  CyHeOs  615.4949,359.2569,313.2725,337.273 0 1-HAR-3-TH3sh R H i e

4 771 [M#Na]" 6435269 6435272 0.5 CyHnOs  643.5263,361.269 8,339.288 4,305.244 9,  1,3-Hit ~ iRk
135.1173, 121.100 9, 83.086 4

5 841 [MNa 9177159 9177205 50  CsiHosOr 917718 4,637.4780,621.4825,319.2243  1-(ME-TRE 2 4%)-2,3- Wi B H e

6 998 [MNa 9197366 9197361 05  CsHiwO7 919.7354,639.494 6,321.239 7 2-HR-1-(HAR-TR 4 03T TR b

71036 [MNa* 9197373 9197361 1.3 CyHiwO7 919.7373,637.480 1,319.224 2, 639.496 6,  1-ER-2-(HR-TRE Z5%)-3- T IR H 3wl
623.5017,601.5196

8 1095 [MNa* 8937206 8937205 0.1  CssHoOr  893.719 4, 637.478 2,319.222 5, 613.477 4, 1-KiHRR-2-GRAR-SRAE L) 3- TEswR H s
597.483 4, 575.501 2

9 1107 [M#Na]" 8997092 899.7099 0.8  CsHwOs  899.700 8, 619.468 3, 621.483 6, 599.501 8, T JARARE & H ik
597.486 3

10 1255 [M+Na* 9217493 9217518 27  CyHinO7 9217518, 639.493 2, 321240 3, 641.511 2,  FR4 i BR W i B H i
623.498 8,601,515 8

11 1359 [M+Na]" 9017250 9017256 -0.7  CsHsOs  901.7262, 621.4857,599.504 0,263.237 3, 123-= (9,12-T \BR ZJ&HR) HiB(4
303.230 1, 319.263 3, 245.226 2, 189.164
5,175.148 0, 133.101 2, 95.087 2, 81.072 0

12 1461 [M+Na]* 8757009 8757099 0.0  CssHoOs 875707 5,876.716 9, 595470 0, 303.226 3, o~ Wi BR-P-FpelAR-or 0 i R FHish s
161.134 2, 81.071 4, 597.483 6, 599.503 5,
619.465 3, 621.486 2

13 1601 [MNa]* 9237665 9237674 -10  CsHiO; 923.766 3, 641.510 0, 625.514 2, 321.239 3, 1-FfATRR-2- T I R-3- K- H s

4773925, 361.270 5, 321239 3, 265.251 1,
121.100 7
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