
Table S3: The high-resolution MS/MS spectrum of dereplicated metabolites of Aspergillus annui sp. nov. 
and Aspergillus saccharicola sp. nov 

Network clusters 

 

 

Compounds name 

 

 

Molecular 

Formula 

 

 

m/z 

 

 

Mass 

(MFG*) 

 

 

Species 

Aflatoxins 

aflatoxin M1 C17O7H12 329.0657 328.0583 A. saccharicola 

aflatoxin G2 C17O7H14 331.0809 330.0739 A. saccharicola 

aflatoxin G1 C17O7H12 329.0655 328.0586 A. saccharicola 

aflatoxin B2 C17O6H14  315.0864 314.0790 A. saccharicola 

aflatoxin B1 C17O6H12 313.0708 312.0633 A. saccharicola 

 sterigmatocystin C18O6H12 325.0703 324.0633 A. saccharicola 

 O-methylsterigmatocystin C19O6H14 339.0872 338.0790 A. saccharicola 

Cyclopiazonic acids Cyclopiazonic acid  C20N2O3H20 337.1552 336.1480 A. saccharicola 

Tenuazonic acids 
Tenuazonic acid C10NO3H15 198.1128 197.1055 A. saccharicola 

Valine-tenuazonic acid C9H13NO3 184.0964 183.0891 A. saccharicola 

 
aspergillic acid C12N2O2H20 225.16 224.1527 A. saccharicola 

 
desertorin A C22H18O8 411.1075 410.1002 A. saccharicola 

 
ergokonin B C28H42O5 481.2924 458.3032 A. saccharicola and A. annui 

 Nidulanin X3 C28H36N4O6 525.2678 524.2634 A. annui 

 Nidulanin X5 C28H36N4O5 509.2744 508.2685 A. annui 

 Nidulanin X6 C29H37N5O6 552.2813 551.2743 A. saccharicola 

 
Kojic acid C6O4H6 143.0338 142.0265 A. saccharicola and A. annui 

 
Phytosphingosine C18H39NO3 318.3001 317.2928 A. saccharicola and A. annui 

  Chrysogine C10N2O2H10 191.0816 190.0743 A. saccharicola 

 Flavin C12H10N4O2 243.0874 242.0804 A. annui 

 
Parasiticolide A (find by formula) C26O8H30 493.1838 470.1946 A. saccharicola 

 Anthranilic acid C7H7NO2 138.0550 137.0476 A. saccharicola 

 erythroglaucin C16H12O6 301.0677 300.0634 A. saccharicola 

 Pantothenic acid C9H17NO5 220.1179 219.1106 A. annui 

      

 

 

 



Top: the high-resolution MS/MS spectra of dereplicated metabolites; middle: the 
comparison between MS/MS spectra of certain metabolite and standard; bottom: the 
MS/MS spectra of standard compound in the in-house library. 
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Cpd 152: +ESI Product Ion (rt: 4.247; 4.419 min, 2 scans) Frag=120.0V CID@20.0 (329.0656[z=1] -> **) XHW_41516.d 
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Cpd 152: +ESI Product Ion (rt: 4.247; 4.419 min, 2 scans) Frag=120.0V CID@20.0 (329.0656[z=1] -> **) XHW_41516.d 
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S249-Aflatoxin-M1 C17H12O7 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb
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301.0707259.0604
283.0615

Counts vs. Mass-to-Charge (m/z)
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Aflatoxin M1 

Aflatoxin G2
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Cpd 185: +ESI Product Ion (rt: 4.608; 4.646 min, 2 scans) Frag=120.0V CID@20.0 (331.0805[z=1] -> **) XHW_41515.d 
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313.0711285.0771 303.0828243.0644

2x10

0

Cpd 185: +ESI Product Ion (rt: 4.608; 4.646 min, 2 scans) Frag=120.0V CID@20.0 (331.0805[z=1] -> **) XHW_41515.d 
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S4-Aflatoxin G2 C17H14O7 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb
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313.0697285.0745 303.0857

Counts vs. Mass-to-Charge (m/z)
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Cpd 210: +ESI Product Ion (rt: 4.924; 4.962; 5.000; 5.044 ... min, 5 scans) Frag=120.0V CID@20.0 (329.0655[z=1] -> **) XHW_41515.d 

329.0660

311.0547243.0649 283.0597 301.0698215.0699 270.0521255.0648233.0805
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Cpd 210: +ESI Product Ion (rt: 4.924; 4.962; 5.000; 5.044 ... min, 5 scans) Frag=120.0V CID@20.0 (329.0655[z=1] -> **) XHW_41515.d 
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S3-Aflatoxin G1 C17H12O7 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb
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Counts vs. Mass-to-Charge (m/z)
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Aflatoxin B2
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Cpd 205: +ESI Product Ion (rt: 4.890 min) Frag=120.0V CID@20.0 (315.0858[z=1] -> **) XHW_41515.d 
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S2-Aflatoxin-B2 C17H14O6 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb

315.0865

287.0911

Counts vs. Mass-to-Charge (m/z)
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Aflatoxin B1
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Cpd 211: +ESI Product Ion (rt: 5.181; 5.220; 5.258; 5.296 min, 4 scans) Frag=120.0V CID@20.0 (313.0713[z=1] -> **) XHW_41516.d 

313.0710

285.0758 298.0470270.0519257.0800243.0649229.0858214.0616

2x10

0

Cpd 211: +ESI Product Ion (rt: 5.181; 5.220; 5.258; 5.296 min, 4 scans) Frag=120.0V CID@20.0 (313.0713[z=1] -> **) XHW_41516.d 
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S1-Aflatoxin B1 C17H12O6 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb
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Counts vs. Mass-to-Charge (m/z)
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Cpd 269: +ESI Product Ion (rt: 6.634 min) Frag=120.0V CID@20.0 (325.0703[z=1] -> **) XHW_41516.d 
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S153-Sterigmatocystin C18H12O6 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb
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Counts vs. Mass-to-Charge (m/z)
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Cyclopiazonic acid 
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Cpd 292: +ESI Product Ion (rt: 7.070; 7.113 min, 2 scans) Frag=120.0V CID@20.0 (337.1541[z=1] -> **) XHW_41516.d 

182.0810 196.1114

337.154198.0589 140.0688 168.0798154.0652

2x10

0

Cpd 292: +ESI Product Ion (rt: 7.070; 7.113 min, 2 scans) Frag=120.0V CID@20.0 (337.1541[z=1] -> **) XHW_41516.d 
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S44-Cyclopiazonic acid C20H20N2O3 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb

196.1126182.0816

337.1549

Counts vs. Mass-to-Charge (m/z)
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Valine-tenuazonic acid
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Cpd 131: +ESI Product Ion (rt: 3.610; 3.649; 3.687; 3.730 min, 4 scans) Frag=120.0V CID@20.0 (184.0970[z=1] -> **) XHW_41515.d 
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Cpd 131: +ESI Product Ion (rt: 3.610; 3.649; 3.687; 3.730 min, 4 scans) Frag=120.0V CID@20.0 (184.0970[z=1] -> **) XHW_41515.d 
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Valine-tenuazonic acid C9H13NO3 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb
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97.0650 184.0968121.0650111.0805 166.086383.049272.0809 142.0499

Counts vs. Mass-to-Charge (m/z)
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Tenuazonic acid
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Cpd 171: +ESI Product Ion (rt: 4.403; 4.441; 4.479; 4.518 ... min, 5 scans) Frag=120.0V CID@20.0 (198.1129[z=1] -> **) XHW_41517.d 
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Cpd 171: +ESI Product Ion (rt: 4.403; 4.441; 4.479; 4.518 ... min, 5 scans) Frag=120.0V CID@20.0 (198.1129[z=1] -> **) XHW_41517.d 
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S404-Tenuazonic acid C10H15NO3 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb
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Counts vs. Mass-to-Charge (m/z)
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Desertorin A
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Cpd 186: +ESI Product Ion (rt: 4.727 min) Frag=120.0V CID@10.0 (411.1044[z=1] -> **) XHW_41517.d 
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Cpd 186: +ESI Product Ion (rt: 4.727 min) Frag=120.0V CID@10.0 (411.1044[z=1] -> **) XHW_41517.d 
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S264-Desertorin A C22H18O8 + Product Ion Frag=365.0V CID@10.0 MPF-13.cdb

411.1090

Counts vs. Mass-to-Charge (m/z)
377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417

Kojic acid
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Cpd 13: +ESI Product Ion (rt: 1.129; 1.158; 1.196; 1.235 ... min, 7 scans) Frag=120.0V CID@20.0 (143.0341[z=1] -> **) XHW_41515.d 
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Cpd 13: +ESI Product Ion (rt: 1.129; 1.158; 1.196; 1.235 ... min, 7 scans) Frag=120.0V CID@20.0 (143.0341[z=1] -> **) XHW_41515.d 
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S96-Kojic acid C6H6O4 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb
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Counts vs. Mass-to-Charge (m/z)
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Cpd 169: +ESI Product Ion (rt: 5.084 min) Frag=120.0V CID@40.0 (525.2678[z=1] -> **) XHW_41513.d 
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Cpd 169: +ESI Product Ion (rt: 5.084 min) Frag=120.0V CID@40.0 (525.2678[z=1] -> **) XHW_41513.d 
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Nidulanin X3 C28H36N4O6 + Product Ion Frag=365.0V CID@40.0 MPF-13.cdb
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Counts vs. Mass-to-Charge (m/z)
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Nidulanin X5
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Cpd 182: +ESI Product Ion (rt: 5.914 min) Frag=120.0V CID@40.0 (509.2744[z=1] -> **) XHW_41512.d 

72.0802
120.0803

136.0760

171.1484
55.0523 219.1482

2x10

-1

-0.5

0

0.5

1

Cpd 182: +ESI Product Ion (rt: 5.914 min) Frag=120.0V CID@40.0 (509.2744[z=1] -> **) XHW_41512.d 
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Nidulanin X5 (A. nidulans) C28H36N4O5 + Product Ion Frag=365.0V CID@40.0 MPF-13.cdb
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Counts vs. Mass-to-Charge (m/z)
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Cpd 282: +ESI Product Ion (rt: 5.752 min) Frag=120.0V CID@40.0 (552.2813[z=1] -> **) XHW_41525.d 
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2x10

-1

-0.5

0

0.5

1

Cpd 282: +ESI Product Ion (rt: 5.752 min) Frag=120.0V CID@40.0 (552.2813[z=1] -> **) XHW_41525.d 
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Nidulanin X6 (nidulans) C29H37N5O6 + Product Ion Frag=365.0V CID@40.0 MPF-13.cdb

72.0801
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174.0546 235.1417120.0442 146.0606107.0462 216.1696

Counts vs. Mass-to-Charge (m/z)
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Nidulanin X6

2x10

0

0.5

1

Cpd 126: +ESI Product Ion (rt: 3.168 min) Frag=120.0V CID@40.0 (138.0550[z=1] -> **) XHW_41525.d 

65.0377
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Cpd 126: +ESI Product Ion (rt: 3.168 min) Frag=120.0V CID@40.0 (138.0550[z=1] -> **) XHW_41525.d 
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s592-Anthranilic acid C7H7NO2 + Product Ion Frag=365.0V CID@40.0 MPF-13.cdb

65.0380

Counts vs. Mass-to-Charge (m/z)
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Anthranilic acid
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Cpd 34: +ESI Product Ion (rt: 1.494 min) Frag=120.0V CID@20.0 (220.1178[z=1] -> **) XHW_41512.d 
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98.0232
124.075657.0693 72.043843.0171 85.0646 184.0963103.075030.0332 166.0849142.0848130.0657 202.1053
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Cpd 34: +ESI Product Ion (rt: 1.494 min) Frag=120.0V CID@20.0 (220.1178[z=1] -> **) XHW_41512.d 
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Pantothenic Acid C9H17NO5 + Product Ion Frag=120.0V CID@20.0 MPF-13.cdb

90.0550

72.0444 98.0237 124.075785.064843.0178 184.0968 202.107457.0699 142.086330.0338 160.0968 174.1125

Counts vs. Mass-to-Charge (m/z)
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Pantothenic acid
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Cpd 115: +ESI Product Ion (rt: 3.620 min) Frag=120.0V CID@10.0 (301.0681[z=1] -> **) XHW_41516.d 

301.0677

228.0352
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Cpd 115: +ESI Product Ion (rt: 3.620 min) Frag=120.0V CID@10.0 (301.0681[z=1] -> **) XHW_41516.d 

301.0677

228.0352

2x10

0

0.5

1
S66-Erythroglaucin C16H12O6 + Product Ion Frag=365.0V CID@10.0 MPF-13.cdb

301.0707

Counts vs. Mass-to-Charge (m/z)
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Erythroglaucin

Aspergillic acid
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Cpd 239: +ESI Product Ion (rt: 5.232; 5.271; 5.309; 5.347 ... min, 7 scans) Frag=120.0V CID@20.0 (225.1603[z=1] -> **) XHW_41526.d 
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Cpd 239: +ESI Product Ion (rt: 5.232; 5.271; 5.309; 5.347 ... min, 7 scans) Frag=120.0V CID@20.0 (225.1603[z=1] -> **) XHW_41526.d 
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S194-Aspergillic acid C12H20N2O2 + Product Ion Frag=365.0V CID@20.0 MPF-13.cdb

225.1600193.1335

208.1573165.1022137.0709 179.1182

Counts vs. Mass-to-Charge (m/z)
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Chrysogine
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Cpd 82: +ESI Product Ion (rt: 2.571; 2.610; 2.643; 2.667 ... min, 6 scans) Frag=120.0V CID@40.0 (191.0816[z=1] -> **) XHW_41515.d 
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Cpd 82: +ESI Product Ion (rt: 2.571; 2.610; 2.643; 2.667 ... min, 6 scans) Frag=120.0V CID@40.0 (191.0816[z=1] -> **) XHW_41515.d 
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S320-Chrysogine C10H10N2O2 + Product Ion Frag=365.0V CID@40.0 MPF-13.cdb

54.0337
92.0496

65.0384
77.0387

130.0393120.0444 155.0605 173.0699102.0341

Counts vs. Mass-to-Charge (m/z)
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The HRESIMS (top) and the MS/MS (20 ev) spectra of parasiticolide A 

 

 

Flavin
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Cpd 133: +ESI Product Ion (rt: 3.644 min) Frag=120.0V CID@20.0 (243.0874[z=1] -> **) XHW_41512.d 

243.0872198.0666
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Cpd 290: +ESI Product Ion (rt: 8.638; 8.839; 8.877 min, 3 scans) Frag=120.0V CID@20.0 (481.2918[z=1] -> **) XHW_41512.d 

481.2928

355.2236175.1232

2x10

-1

0

1

Cpd 290: +ESI Product Ion (rt: 8.638; 8.839; 8.877 min, 3 scans) Frag=120.0V CID@20.0 (481.2918[z=1] -> **) XHW_41512.d 

481.2928

355.2236175.1232

2x10

0

0.5

1
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Ergokonin B

Parasiticolide A (find by formula)
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+ESI Scan (rt: 6.907 min) Frag=120.0V XHW_41516.d 
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MS/MS


