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Analysis and identification of chemical components of Xylaria sp. L1
sporocarps by UPLC-Q-Orbitrap HRMS

WANG Zhihua, LIU Guoqing, HAN Dongjing,
ZHOU Ning, YANG Shaohua, WANG Wenjun
(School of Food and Biological Engineering, Hefei University of Technology, Hefei 230601, China)

Abstract: Xylaria sp. L1 is a high value medicinal fungus belonging to the family of Xylariaceae. It is
found growing in wilds around the abandoned termite nests. In this experiment, the chemical compo-
nents of Xylaria sp. L1 sporocarps extracted with 80% methanol were analyzed and identified by ul-
tra-high performance liquid chromatography coupled with hybrid quadrupole-orbitrap high-resolution
mass spectrometry (UPLC-Q-Orbitrap HRMS) method. Compounds were performed on Welch RP-Cyg
column(150 mm <2, 1 mm, 1. 8 um) with a gradient elution of acetonitrile-water containing 0. 1% for-
mic acid. The data were collected in positive and negative ion modes using electron spray with electro-
spray ionization source(ESI). A total of 41 components were identified including six terpenoids, four
phenylpropanoids, fourteen alkaloids, ten long chain unsaturated fatty acids and seven steroids com-
ponents. Among them, 18 compounds were firstly identified in Xylaria sp. 1.1 sporocarps. The study
has quite completely identified the chemical components in Xylaria sp. 1.1 sporocarps, which may lay

the foundation for further study and utilization of the fungus.
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5 tr/min TR m/z AF R2E/1076 g &Y
1 1.38 [M+H]' 268.103 52 CioHisN; 0Oy +1.8 136.1/119.0 Adenosine
2 2.36 [M+H]T 137.04581 CsHiN,O +1.3  110.0/95.0 Hypoxanthine
3 2.37 [M+H]t 283.091 60 CioHi3Ns50s +0.2 150.0/133.0/108.0 Guanosine
4 3.56 [M—H]T 284.07590 CioHi2N;sOs —0.8 151.0 Xanthosine
5 3.80 [M+H]! 208.121 16  CiiHigN2 O -+0.8 191.1/149.1/103.0/87.0 Pilocarpine
6 3.91 [M+H]T 298.114 50 Ci1 HisN;05 —0.1 150.0/133.0 2'-O-Methylguanosine
7 4,20 [MA+NH,; T 205.096 97  Ci;31 HyNO, +0.9 146.1/170.1/118. 1 Indole-3-acrylic acid
8 4.43 [M+H]! 146. 059 98 o H7 NO +0.4 128.1/118.1/91.1 4-Indolecarbaldehyde
9 5.42 [M+H]T 298.096 59 CiiHisN;0;S +0.8 163.04/136.1/119.0/97.0 5'-S-Methyl-5'-thicadenosine
10 6.93 [M+H]t 194.080 35 CgHijoNsO, +0. 1 138.0 Caffeine
11 7.40 [MA+H]t 146.060 03 CoH;NO +0.4 128.0/118.0 8-Hydroxyquinoline
12 8.21 [M—H]" 155. 045 27 C¢HgN2O; “+6.0 137.0/109.0/93.0/72.9 Imidazolelactic acid
13 9.14 [M+H]JT 162.091 16 CioH11NO +1.1 144, 1/143.1/117. 1 3-(2-Hydroxyethyl) indole
14 9.29 [M+H]t 176.070 40 CioHgNO; +0.8 130.1 Indole-3-acetic acid
15 9.35 [M+H]t 219.173 89 Ci5H20 +2.0 201.1/161.1/145.1/119.0/95.0  Nootkatone
16 10.29 [M+H]" 218.166 60 Ci5sHzO +2.0  201.1/145.1/119.0/105.0/127. 1 Zerumbone
17 11.32 [M+H]t 254.057 70  CisHjoO4 +0.9 225.0/197.0 Daidzein
18 11.59 [M-+H]T 285.07520 CisH20s +1.3  240.0/268.0 Glycitein
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19 12.51 [M+H]*T 207.064 87 Ci1Hi205 +1.4 192.0/164.0 Sinapinic acid
20 12.20 [M—H]" 270. 052 70 Cis H1005 +0.4  241.0/151.0 Genistein
21 12.81 [M+H]J*T 305.210 82 Ci9Has O3 +1.0 287.2/211.2/147. 1 7a-Hydroxytestosterone
22 14.39 [M+H]+ 274.192 83 CigHo 02 +1.6 105.0/133.1/91.0 19-Nortestosterone
23 16.22 [M-+H]J" 162.03140 CoHgO; +2.0 135.0/95.0/105.0 7-Hydroxycoumarine
24 16.24 [M-+H]T 941.508 42 CigH76Ong +1.2  613.3/499.3/435.3 Soyasaponin [[
25 16.35 [M+H]T 942.517 83 CisHrsOng +1.0 615.3/437.3/247.0/205.0/113. 0 Soyasaponin |
26 16.96 [M-+H]J]*+ 255.231 31 Ci6Hs0O2 +2.1 237.2/219.2 Palmitoleic acid
421.3/95.0/107.0/119. 0/
27 17.36 [M-+H]*T 438.348 80 C30His O3 +0.7 Oleanolic acid
159.1/201.1/201. 1
28 17.40 [M+H]" 303. 231 29 CaoH3205 +1.9 285.2/201.1/145.1 16(R)>-HETE
29 17.92 [M-+H]" 303.231 35 Ca0Hz002 +1.8 285.2/267.2/131.0/105.0/91.0  Eicosapentaenoic acid
30 17.94 [M+H]T 314.224 00 Co1 H30 O2 +1.7  109.0/97.9 Progesterone
11(2) . 14(2) , 17(2)-
31 18.16 [M+H]" 30776239  CyHsO +2.7  67.0/81.0/95.0/109. 1 A
Eicosatrienoic acid
32 18.67 [MA+H]It 290.224 00  CigHs0O; +1.8 57.0/69.0/83.0/125.1 5a-Dihydrotestosterone
33 19.21 [M—H]" 277.217 41 CigH30O2 +3.8 259.0/233.2/127.0/83.0 a-Eleostearic acid
34 19.81 [M—H]J"t 303.23057 CaoHs202 +1.3  259.2/177.1/135. 1 Arachidonic acid
35 19.86 [M—H]t 279.282 30 CisHs2 02 +1.4 151.3/59.0 Linoleic acid
36 20.07 [M+H]Jt 287.200 12 Ci9HosOs +1.5 269.2/241.2/211.2/145. 1 11-Oxoetiocholanolone
37 20.21 [M+H]T 428.328 70  CasHus O +0.8 411.3/287.2/69.0/83.0 Ergosterol peroxide
38 20.34 [M+H]J*T 335.293 58 Coo HssO2 —0.4 263.2/95.0/81.0 Docosatrienoic acid
39 20.65 [M—H]T 281.248 47 CigHs1 02 +0.4 166.4/55.8 Oleic acid
40 21.29 [M-+HJ" 429.339 20  CygHyuOs +0.8 411.3/303.2/167.1/149. 1 Nandrolone decanoate
217.1/161.0/127.1/71.0/145. 1/
41 21.93 [M-+HJ*  402.349 00 Ci5H4 05 +1.2 Ageratriol

105.0/93.0
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