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Identification of chemical constituents in Ophiocordyceps xuefengensis sp. nov.
by HPLC-Q-TOF-MS/MS
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Abstract: Objective Using the HPLC-Q-TOF-MS/MS to analyze and identify the main components in the ethanol extract of
Ophiocordyceps xuefengensis sp. nov. Methods The ethanol extract of O. xuefengensis sp. nov. was preparaed by using the ultrasonic
methods, the main components in the extracts were separated by using the gradient elution method with RP-HPLC, Yuexu AQ-Cg
column (250 mm x 4.6 mm, 5 pm); The positive and negative electro spray ionization (ESI) source was used for determine the
chromatographic effluent, the main chromatographic peaks are assigned by Q-TOF. Results Based on the standards of MS/MS and
compared with the reference results, 28 compounds, containing mannitol, adenosine, ergosterol, sitosterol, amino acid, fatty acid, and
sugar, were identified. Conclusion HPLC-ESI-TOF-MS/MS method can qualitatively analyze the main components in O.
xuefengensis sp. nov. from the retention time, UV spectrum, precious relative molecular weight, formula, secondary fragment ions, and
so on. It is an effective and fast analysis method for determining the active compounds in O. xuefengensis sp. nov.
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Fig. 1 HPLC-Q-TOF/MS total ion chromatogram of positive
ion (A) and negative ion (B) of O. xuefengensis sp. nov.
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£1 ZFIEHE HPLC-Q-TOF-MS SR
Table 1 Analysis results for O. xuefengensis sp. nov. by HPLC-Q-TOF-MS
S e — LR SR T WE AT e
S Mg
2478 [M+H] 147.112 0 147.1128  130.086 4,101.070 9, 84.080 9 544 CHLN0,  HER
2620 [M+H] 175.118 8 175.1190  158.091 8, 130.093 2, 116.069 9, 114 CHwN,0, KE®
84.081 1

2754 [M—H] 154.061 4 1540622  137.0362,93.046 1 519  C¢HyN;0, R

3117 [M—H] 118.050 6 118.0510  100.039 0, 74.025 8 339  C4HyNO; piXAN

3175 [M—H] 132.029 9 132.0302  115.003 4, 88.040 8, 70.014 5 303 C4HNO, RIVAH

3346 [M+H] 118.085 8 118.0863  102.053 4, 74.060 8, 59.073 6 423 CsH;NO, SR

3487 [M+H] 148.059 8 148.0604  130.049 3, 102.054 8, 84.044 8 405  CsHoNO, BB

3504 [M—H] 181.0723 181.0718  163.0599, 101.024 3, 89.024 7 276 CeHy404 H &

3584 [M—H] 114.0559 1140561  85.027 7, 68.996 0 1.56  CsHNO, AN

3768 [M-+COOH] 387.1147 387.1144  285.1164,119.028 6 077  C;pHpOy TR

4805 [M+H] 136.061 1 136.0618  119.0350 514 CsHsNs IR

5541  [M+H]" 152.056 2 152.0567 1350294, 110.034 6 329  CsHNsO ENEE

5906 [M—H] 111.0197 111.0200  41.9993 270 CHN,0, PRWEIE

6.689 [M+H]" 132.101 3 132.1019  86.096 6, 55.055 1 454  CeH;3NO, SR

9366 [M—H] 180.066 4 180.066 6 163.0380,119.048 6 1.11  CoH;NO3 LN

9399 [M—H] 135.030 9 135.0312  92.0250, 65.014 6 220  CsHN,0 RTINS
11276  [M+H] 153.040 2 153.0407  136.0135,110.034 8 327 CsHN,O, TGN
12243 [M—H] 243.062 2 243.0623  110.021 5,41.998 6 042  CHpN,Oy  JRH

18.647 [M+H]" 166.085 3 166.0863  149.059 6, 131.049 1, 120.080 1 6.02  CoH;NO, RNA
18.805 [M+H] 268.1029 268.1040  136.061 1 410  CH;NsOp IR
22983 [M+H] 252.107 6 2521091  136.0613 595  CiHpNsO;  HEER
64.593 [M—H] 315.253 7 3152541  / 127 C5Hy04 9,10- % IEMT iR
69.626 [M—H] 2772168 2772173 163.1126,96.956 7,79.957 6 1.80  CysHz00, W FRAR
70480 [M—H] 279.2323 2792330 228203 3,44.999 3 2.51  CiHpO0, BRI
71272 [M—H] 2552325 2552330 / 196  C¢Hs0, FRHER
73562 [M—H] 283.263 3 2832643 / 350 CygHs0, ff NG
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Fig. 2 RP-HPLC of reference substances (A) and O.
xuefengensis sp. nov. (B)
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Fig. 4 MS? fragmentation pathway of guanine and uracil
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