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Table S1.  Comparison of the experimental optical rotatation values with the calculated OR values of compounds 1–5 and 16  

compounds calculated OR values experimental OR value 

9S-1 -42.1 -41.9 

9R-1 45.4  

9S,11R-2 -7.1 -4.4 

9R,11S-2 7.4  

9S-3 -48.4 -51.6 

9R-3 45.4  

9S-4 -14.5 -10.6 

9R-4 14.6  

1R,2R,10R,15S-5 25.1 23.0 

1S,2S,10S,15R-5 -24.5  

1R,2S,10R,15S-5 132.1  

1S,2R,10S,15R-5 -132.5  

1S,2R,10R,15S-5 52.9  

1R,2S,10S,15R-5 -50.0  

1S,2S,10R,15S-5 122.3  

1R,2R,10S,15R-5 -122.4  

3R,6S,7S,11S,13R-16 -59.6 -60.5 

3S,6R,7R,11R,13S-16 56.3  

3R,6R,7R,11R,13R-16 133.3  

3S,6S,7S,11S,13S-16 160.8  

3R,6S,7S,11R,13R-16 -120.3  

3S,6R,7R,11S,13S-16 119.0  

3R,6R,7R,11S,13R-16 -78.2  

3S,6S,7S,11R,13S-16 78.6  
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Figure S1. The most stable conformers of 1–5, 16 calculated at the B3LYP/6-31+G(d) level. Relative populations are in parentheses. 
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(1R,2R,10R,15S)-5 
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(1S,2S,10S,15R)-5 
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(3R,6S,7S,11S,13R)-16 
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(3R,6R,7R,11S,13R)-16 
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Figure S2. HR-ESI-MS spectrum of dichotomocej A (1) 
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Figure S3. 
1
H NMR spectrum of dichotomocej A (1) in CDCl3 (400MHz) 
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Figure S4. 
13

C NMR spectrum of dichotomocej A (1) in CDCl3 (100MHz) 
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Figure S5. HMQC spectrum of dichotomocej A (1) in CDCl3 
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Figure S6. 
1
H-

1
H COSY spectrum of dichotomocej A (1) in CDCl3 
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Figure S7. HMBC spectrum of dichotomocej A (1) in CDCl3 
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Figure S8. NOESY spectrum of dichotomocej A (1) in CDCl3 
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Figure S9. HR-ESI-MS spectrum of dichotomocej B (2) 
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Figure S10. 
1
H NMR spectrum of dichotomocej B (2) in CDCl3 (400MHz) 
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Figure S11. 
13

C NMR spectrum of dichotomocej B (2) in CDCl3 (100MHz) 

 

 



 

S28 
 

 

Figure S12. DEPT 135 spectum of dichotomocej B (2) in CDCl3 (100MHz) 
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Figure S13. HMQC spectrum of dichotomocej B (2) in CDCl3 
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Figure S14. 
1
H-

1
H COSY spectrum of dichotomocej B (2) in CDCl3 
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Figure S15. HMBC spectrum of dichotomocej B (2) in CDCl3 
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Figure S16. NOESY spectrum of dichotomocej B (2) in CDCl3 
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Figure S17. HR-ESI-MS spectrum of dichotomocej C (3) 
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Figure S18. 
1
H NMR spectrum of dichotomocej C (3) in CDCl3 (400MHz) 
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Figure S19. 
13

C NMR spectrum of dichotomocej C (3) in CDCl3 (100MHz) 
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Figure S20. DEPT 135 spectrum of dichotomocej C (3) in CDCl3 (100MHz) 
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Figure S21. HMQC spectrum of dichotomocej C (3) in CDCl3 
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Figure S22. 
1
H-

1
H COSY spectrum of dichotomocej C (3) in CDCl3 
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Figure S23. HMBC spectrum of dichotomocej C (3) in CDCl3 
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Figure S24. NOESY spectrum of dichotomocej C (3) in CDCl3 
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Figure S25. HR-ESI-MS spectrum of dichotomocej D (4) 
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Figure S26. 
1
H NMR spectrum of dichotomocej D (4) in CDCl3 (400MHz) 
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Figure S27. 
13

C NMR spectrum of dichotomocej D (4) in CDCl3 (100MHz) 
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Figure S28. DEPT 135 spectum of dichotomocej D (4) in CDCl3 (100MHz) 
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Figure S29. HMQC spectrum of dichotomocej D (4) in CDCl3 
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Figure S30. 
1
H-

1
H COSY spectrum of dichotomocej D (4) in CDCl3 
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Figure S31. HMBC spectrum of dichotomocej D (4) in CDCl3 
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Figure S32. NOESY spectrum of dichotomocej D (4) in CDCl3 
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Figure S33. HR-ESI-MS spectrum of dichocetide A (5) 

 

 



 

S50 
 

 

Figure S34. 
1
H NMR spectrum of dichocetide A (5) in CDCl3 (400MHz) 
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Figure S35. 
13

C NMR spectrum of dichocetide A (5) in CDCl3 (100MHz) 
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Figure S36. DEPT 135 spectrum of dichocetide A (5) in CDCl3 (100MHz) 
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Figure S37. HMQC spectrum of dichocetide A (5) in CDCl3 
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Figure S38. 
1
H-

1
H COSY spectrum of dichocetide A (5) in CDCl3 
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Figure S39. HMBC spectrum of dichocetide A (5) in CDCl3 

 

 



 

S56 
 

 

Figure S40. NOESY spectrum of dichocetide A (5) in CDCl3 
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Figure S41. 
1
H NMR spectrum of dichotone A (6) in CDCl3 (400MHz) 
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Figure S42. 
13

C NMR spectrum of dichotone A (6) in CDCl3 (100MHz) 
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Figure S43. 
1
H NMR spectrum of diorcinol (7) in CDCl3 (400MHz) 
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Figure S44. 
13

C NMR spectrum of diorcinol (7) in CDCl3 (100MHz) 
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Figure S45. 
1
H NMR spectrum of 3-O-methyldiorcinol (8) in CDCl3 (400MHz) 
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Figure S46. 
13

C NMR spectrum of 3-O-methyldiorcinol (8) in CDCl3 (100MHz) 
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Figure.S47. 
1
H NMR spectrum of 5,5'-oxybis(1-methoxy-3-methylbenzene) (9) in CDCl3 (400MHz) 
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Figure S48. 
13

C NMR spectrum of 5,5'-oxybis(1-methoxy-3-methylbenzene) (9) in CDCl3 (100MHz) 
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Figure S49. 
1
H NMR spectrum of dibutyl phthalate (10) in CDCl3 (400MHz) 

 

 



 

S66 
 

 

Figure S50. 
13

C NMR spectrum of dibutyl phthalate (10) in CDCl3 (100MHz) 
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Figure S51. 
1
H NMR spectrum of (2-ethylhexyl) phthalate (11) in CDCl3 (400MHz) 
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Figure S52. 
13

C NMR spectrum of (2-ethylhexyl) phthalate (11) in CDCl3 (100MHz) 
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Figure S53. 
1
H NMR spectrum of (2aR,5R,5aR,8S,8aS)-2,2,5,8-tetramethyldecahydro-2H- 

naphtho[1,8-bc]furan-5-ol (12) in CDCl3 (400MHz) 
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Figure S54. 
13

C NMR spectrum of (2aR,5R,5aR,8S,8aS)-2,2,5,8-tetramethyldecahydro-2H- 

naphtho[1,8-bc]furan-5-ol (12) in CDCl3 (100MHz) 
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Figure S55 
1
H NMR spectrum of aspewentin A (13) in CDCl3 (400MHz) 
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Figure S56. 
13

C NMR spectrum of aspewentin A (13) in CDCl3 (100MHz) 
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Figure S57. 
1
H NMR spectrum of JBIR-03 (14) in CDCl3 (400MHz) 
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Figure S58. 
13

C NMR spectrum of JBIR-03 (14) in CDCl3 (100MHz) 
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Figure S59. HR-ESI-MS spectrum of dichocerazine A (15) 
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Figure S60. 
1
H NMR spectrum of dichocerazine A (15) in CDCl3 (400MHz) 

 

 



 

S77 
 

 

Figure S61. 
13

C NMR spectrum of dichocerazine A (15) in CDCl3 (100MHz) 
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Figure S62. DEPT 135 spectrum of dichocerazine A (15) in CDCl3 (100MHz) 
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Figure S63. HMQC spectrum of dichocerazine A (15) in CDCl3 
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Figure S64. 
1
H-

1
H COSY spectrum of dichocerazine A (15) in CDCl3 
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Figure S65. HMBC spectrum of dichocerazine A (15) in CDCl3 
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Figure S66. NOESY spectrum of dichocerazine A (15) in CDCl3 

 

 



 

S83 
 

 

Figure S67. HR-ESI-MS spectrum of dichocerazine B (16) 

 



 

S84 
 

 

Figure S68. 
1
H NMR spectrum of dichocerazine B (16) in CDCl3 (400MHz) 
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Figure S69 
13

C NMR spectrum of dichocerazine B (16) in CDCl3 (100MHz) 
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Figure S70. DEPT 135 spectrum of dichocerazine B (16) in CDCl3 (100MHz) 
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Figure S71. HMQC spectrum of dichocerazine B (16) in CDCl3 
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Figure S72. 
1
H-

1
H COSY spectrum of dichocerazine B (16) in CDCl3 

 

 

 



 

S89 
 

Figure S73. HMBC spectrum of dichocerazine B (16) in CDCl3 
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Figure S74. NOESY spectrum of dichocerazine B (16) in CDCl3 
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Figure S75. 
1
H NMR spectrum of dichotocejpin A (17) in CDCl3 (400MHz) 
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Figure S76. 
13

C NMR spectrum of dichotocejpin A (17) in CDCl3 (100MHz) 
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Figure S77. 
1
H NMR spectrum of bisdethiobis (methylthio) gliotoxin (18) in CDCl3 (400MHz)  
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Figure S78. 
13

C NMR spectrum of bisdethiobis (methylthio) gliotoxin (18) in CDCl3 (100MHz)  
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Figure S79. 
1
H NMR spectrum of 6-acetylbis (methylthio) gliotoxin (19) in CDCl3 (400MHz) 
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Figure S80. 
13

C NMR spectrum of 6-acetylbis (methylthio) gliotoxin (19) in CDCl3 (100MHz) 
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Figure S81. 
1
H NMR spectrum of didehydrobisdethiobis (methylthio) gliotoxin (20) in CDCl3 (400MHz) 
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Figure S82. 
13

C NMR spectrum of didehydrobisdethiobis (methylthio) gliotoxin (20) in CDCl3 (100MHz) 
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Figure S83. 
1
H NMR spectrum of haematocin (21) in CDCl3 (400MHz) 
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Figure S84. 
13

C NMR spectrum of haematocin (21) in CDCl3 (100MHz) 
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Figure S85. 
1
H NMR spectrum of pityriacitrin (22) in Acetone-d6 (400MHz) 
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Figure S86. 
13

C NMR spectrum of pityriacitrin (22) in Acetone-d6 (100MHz) 
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Figure S87. 
1
H NMR spectrum of stellarine A (23) in DMSO-d6 (400MHz) 
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Figure S88. 
13

C NMR spectrum of stellarine A (23) in DMSO-d6 (100MHz) 
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Figure S89. 
1
H NMR spectrum of perlolyrine (24) in CDCl3 (400MHz) 
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Figure S90. 
13

C NMR spectrum of perlolyrine (24) in CDCl3 (100MHz) 
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Figure S91. 
1
H NMR spectrum of fiscalin C (25) in CDCl3 (400MHz) 
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Figure S92. 
13

C NMR spectrum of fiscalin C (25) in CDCl3 (100MHz) 
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Figure S93. 
1
H NMR spectrum of epi-fiscalin C (26) in CDCl3 (400MHz) 
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Figure S94. 
13

C NMR spectrum of epi-fiscalin C (26) in CDCl3 (100MHz) 
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Figure S95. 
1
H NMR spectrum of indolyl-3-acetic acid methyl ester (27) in CDCl3 (400MHz) 
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Figure S96. 
13

C NMR spectrum of indolyl-3-acetic acid methyl ester (27) in CDCl3 (100MHz) 
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Figure S97. 
1
H NMR spectrum of anthranilic acid (28) in Acetone-d6 (400MHz) 
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Figure S98. 
13

C NMR spectrum of anthranilic acid (28) in Acetone-d6 (100MHz) 

 

 

 


