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Figure S1. HPLC analysis on the fungal metabolites in different culture media.
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Instrument:DSQ(Thermo)

lonization Method:El
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Figure S2. LREIMS of neosartin A (1).
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Figure S3. HREIMS of neosartin A (1).
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Figure S4. 'H NMR (400 MHz, CDCIs) spectrum of neosartin A (1).
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Figure S5. 3C NMR (100 MHz, CDCls) spectrum of neosartin A (1).
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Figure S6. gHMQC of neosartin A (1).
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Figure S7. H-'H gCOSY of neosartin A (1).
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Figure S8. gHMBC of neosartin A (1).
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Figure S9. NOESY of neosartin A (1).

f1 (ppm)

9.0 8.0 7.0 6.0 5.0 40 3.0 2.0 1.0 0.0
f2 (ppm)



Mar. Drugs 2014, 12

Instrument:DSQ(Thermo)

lonization Method:EI
D:\DSQ\DATA-LR\14\050911

Figure S10. LREIMS of neosartin B (2).
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Figure S11. HREIMS of neosartin B (2).

SPECTRUM - MS

File : D'\DATA-HR\14W051301-f27-c3 RAW

Full ms [266.500 - 283.500 ] - Range: 274.000 - 274.300
Scan No. 15 of 26

Scan #: 15
RT: 0.56
Data points: 1
Mass Relative Theoretical Delta Delta RDB Composition
Intensity Mass [ppm] [mmu]
2740947 184 274.0948 0.4 0.1 9.0 CpHy 04N,
Instrument: MAT 25F Thermao)
DADATA-HRVI$051301-27-c3 H/132014 2:51:22 jou_188-240_71-88_3 4 CDCA3

05130127 c23#15 RT: 066 AV: 1 ML B.24E4
T. + ¢ El Full ms [ 266.50-253.50]

2740047

10

e

e

a

T T e e e R b L e R B s RS Lt L Lan
2r4.02 27404 27406 2r4.08 27410 7412 27414 274,16 2i4.18
miz



S15

Mar. Drugs 2014, 12

Figure S12. *H NMR (400 MHz, CDClIs) spectrum of neosartin B (2).
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Figure S13. *3C NMR (100 MHz, CDCls) spectrum of neosartin B (2).
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Figure S14. gHMQC spectrum of neosartin B (2).
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Figure S15. *H-'H gCOSY spectrum of neosartin B (2).
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Figure S16. gHMBC spectrum of neosartin B (2).
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Figure S17. NOESY of neosartin B (2).
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Figure S18. LREIMS of 1,2,3,4-tetrahydro-2,3-dimethyl-1,4-dioxopyrazino[1,2-a]indole (3).
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Figure S19.H NMR (400 MHz, CDCls) spectrum of 1,2,3,4-tetrahydro-2,3-dimethyl-1,4-dioxopyrazino[1,2-a]indole (3).
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Figure S20. 3C NMR (100 MHz, CDCls) spectrum of 1,2,3,4-tetrahydro-2,3-dimethyl-1,4-dioxopyrazino[1,2-a]indole (3).
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Figure S21. gHMQC spectrum of 1,2,3,4-tetrahydro-2,3-dimethyl-1,4-dioxopyrazino[1,2-a]indole (3).
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Figure S22. *H-'H gCOSY spectrum of 1,2,3,4-tetrahydro-2,3-dimethyl-1,4-dioxopyrazino[1,2-a]indole (3).
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Figure S23. gHMBC spectrum of 1,2,3,4-tetrahydro-2,3-dimethyl-1,4-dioxopyrazino[1,2-a]indole (3).
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Figure S24. NOESY of 1,2,3,4-tetrahydro-2,3-dimethyl-1,4-dioxopyrazino[1,2-a]indole (3).
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Figure S25. LREIMS of 1,2,3,4-tetrahydro-2-methyl-3-methylene-1,4-dioxopyrazino[1,2-a]indole (4).
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Figure S26. *H NMR (400 MHz, CDCIs) spectrum of 1,2,3,4-tetrahydro-2-methyl-3-methylene-1,4-dioxopyrazino[1,2-a]indole (4).
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Figure S27.3C NMR (100 MHz, CDCls) spectrum of 1,2,3,4-tetrahydro-2-methyl-3-methylene-1,4-dioxopyrazino[1,2-a]indole (4).
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Figure S28. gHMQC spectrum of 1,2,3,4-tetrahydro-2-methyl-3-methylene-1,4-dioxopyrazino[1,2-a]indole (4).
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Figure S29. *H-'H gCOSY spectrum of 1,2,3,4-tetrahydro-2-methyl-3-methylene-1,4-dioxopyrazino[1,2-a]indole (4).
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Figure S30. gHMBC spectrum of 1,2,3,4-tetrahydro-2-methyl-3-methylene-1,4-dioxopyrazino[1,2-a]indole (4).
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Figure S31. NOESY of 1,2,3,4-tetrahydro-2-methyl-3-methylene-1,4-dioxopyrazino[1,2-a]indole (4).
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Instrument:DSQ(Thermo)
lonization Method:El
D:\DSQ\DATA-LR\13\102202

Figure S32. LREIMS of 1,2,3,4-tetrahydro-2-methyl-1,3,4-trioxopyrazino[1,2-a]indole (5).
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Figure S33. *H NMR (400 MHz, DMSO-d6) spectrum of 1,2,3,4-tetrahydro-2-methyl-1,3,4-trioxopyrazino[1,2-aJindole (5).
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Figure S34.3C NMR (100 MHz, DMSO-d6) spectrum of 1,2,3,4-tetrahydro-2-methyl-1,3,4-trioxopyrazino[1,2-a]indole (5).
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Figure S35. gHMQC spectrum of 1,2,3,4-tetrahydro-2-methyl-1,3,4-trioxopyrazino[1,2-a]indole (5).
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Figure S36. tH-'H gCOSY spectrum of 1,2,3,4-tetrahydro-2-methyl-1,3,4-trioxopyrazino[1,2-a]indole (5).
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Figure S37. gHMBC spectrum of 1,2,3,4-tetrahydro-2-methyl-1,3,4-trioxopyrazino[1,2-a]indole (5).
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Figure S38. NOESY of 1,2,3,4-tetrahydro-2-methyl-1,3,4-trioxopyrazino[1,2-a]indole (5).
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Instrument:DSQ(Thermo)

lonization Method:EI
DI\DSQ\DATA-LR\13\102203

Figure S39. LREIMS of N-methyl-1H-indole-2-carboxamide (6).
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Figure S40. *H NMR (400 MHz, acetone-d6) spectrum of N-methyl-1H-indole-2-carboxamide (6).
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S44

Figure S41. **C NMR (100 MHz, acetone-d6) spectrum of N-methyl-1H-indole-2-carboxamide (6).
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Figure S42. gHMQC spectrum of N- methyl-1H-indole-2-carboxamide (6).
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Figure S43. *H-'H gCOSY spectrum of N-methyl-1H-indole-2-carboxamide (6).
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Figure S44. gHMBC spectrum of N-methyl-1H-indole-2-carboxamide (6).
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Figure S45. NOESY of N-methyl-1H-indole-2-carboxamide (6).
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Figure S46. LREIMS of gliotoxin (7).
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Figure S47.'H NMR (300 MHz, CDCls) spectrum of gliotoxin (7).
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Figure S48. 13C NMR (75 MHz, CDCls) spectrum of gliotoxin (7).

[ Bt oy O W €7
S = oN e = ol T2 Wb M St Bt Bl — —
e R R ] = S en o = = —
== =4o2aa —— =L e = &= =
~ — A ' e | | |
|
' ' | |
|
| l h“
‘J
r T T T T T T T T T T T T T T T T T T T T T T T T T T T
170 165 160 155 150 140 135 130 125 120 115 110 105 100 95 90 a5 20 75 70 65 60 55 50 45 40 a5 20

1 Cppmd

S51



Mar. Drugs 2014, 12 S52

Figure S49.H NMR (300 MHz, CDCls) spectrum of acetylgliotoxin (8).
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Figure S50.1*C NMR (75 MHz, CDCls) spectrum of acetylgliotoxin (8).
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Figure S51. *H NMR (400 MHz, CDClIs) spectrum of reduced gliotoxin (9).
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Figure S52. 13C NMR (100 MHz, CDCls) spectrum of reduced gliotoxin (9).
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Figure S53. *H NMR (400 MHz, CDCls) spectrum of 6-acetylbis(methylthio)gliotoxin (10).
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S57

Figure S54. 3C NMR (100 MHz, CDCls) spectrum of 6-acetylbis(methylthio)gliotoxin (10).
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Figure S55. *H NMR (300 MHz, CDCls) spectrum of bisdethiobis(methylthio)gliotoxin (11).
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Figure S56. *3C NMR (100 MHz, CDCls) spectrum of bisdethiobis(methylthio)gliotoxin (11).
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Figure S57. *H NMR (400 MHz, CDCls) spectrum of didehydrobisdethiobis(methylthio)gliotoxin (12).
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Figure S58. 3C NMR (100 MHz, CDCls) spectrum of didehydrobisdethiobis(methylthio)gliotoxin (12).
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Figure S59. *H NMR (300 MHz, DMSO-d6) spectrum of bis-N-norgliovictin (13).
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Figure S60. *3C NMR (75 MHz, DMSO-d6) spectrum of bis-N-norgliovictin (13).
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Figure S61. LREIMS of neosartin C (14).
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Figure S62. HREIMS of neosartin C (14).
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Figure S63.H NMR (400 MHz, CDCls) spectrum of neosartin C (14).
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Figure S64.*C NMR (100 MHz, CDCls) spectrum of neosartin C (14).
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Figure S65. gHMQC spectrum of neosartin C (14).
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Figure S66.H-1H gCOSY spectrum of neosartin C (14).
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Figure S67. gHMBC spectrum of neosartin C (14).
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Figure S68. NOESY of neosartin C (14).
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Instrument:DSQ(Thermo)

lonization Method:El

D:\DSQ\DATA-LR\14\022101

Figure S69. LREIMS of pyripyropene A (15).
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Figure S70. *H NMR (400 MHz, CDClIs) spectrum of pyripyropene A (15).
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Figure S71. 3C NMR (100 MHz, CDCls) spectrum of pyripyropene A (15).
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Figure S72. gHMQC of pyripyropene A (15).
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Figure S73.'H-tH gCOSY of pyripyropene A (15).
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Figure S74. gHMBC of pyripyropene A (15).
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Figure S75. NOESY of pyripyropene A (15).
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