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Figure S1. NCI-60 Human tumor cell line assay data for the crude organic extract of A. trifoliolata. 

 



Figure S2. 1H NMR spectrum of 1 (600 MHz, in CDCl3).  
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Figure S3. 13C NMR spectrum of 1 (150 MHz, in CDCl3). 
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Figure S4. H-H COSY experiment of 1 (in CDCl3, 400 MHz).  

 
X : parts per Million : 1H

5.0 4.0 3.0 2.0

Y
 :

 p
ar

ts
 p

er
 M

il
li

o
n

 :
 1

H

5
.0

4
.0

3
.0

2
.0

1
.0

abundance

0 1.0 2.0

ab
u

n
d

an
ce

0
1

.0
2

.0



Figure S5. NOESY experiment of 1 (in CDCl3). 
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Figure S6. NOESY experiment of 1 (in CDCl3). 
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Figure S7. HMQC experiment of 1 (in CDCl3). 
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Figure S8. HMBC experiment of 1 (in CDCl3). 
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Figure S9. HMBC experiment of 1 (in CDCl3). 
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Figure S10. 1H NMR spectrum of 2 (600 MHz, in CDCl3). 
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Figure S11. H-H COSY experiment of 2 (in CDCl3). 
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Figure S12. NOESY experiment of 2 (in CDCl3). 
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Figure S13. NOESY experiment of 2 (in CDCl3). 
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Figure S14. 1H NMR spectrum of 3 (600 MHz, in CDCl3). 
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Figure S15. H-H COSY experiment of 3 (in CDCl3). 
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Figure S16. NOESY experiment of 3 (in CDCl3). 

 
X : parts per Million : 1H

14.0 13.0 12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0

Y
 :

 p
ar

ts
 p

er
 M

il
li

o
n

 :
 1

H

1
4

.0
1

3
.0

1
2

.0
1

1
.0

1
0

.0
9

.0
8

.0
7

.0
6

.0
5

.0
4

.0
3

.0
2

.0
1

.0
0

abundance

0 0.2 0.4 0.6 0.8 1.0

ab
u

n
d

an
ce

0
0

.2
0

.4
0

.6
0

.8
1

.0



Figure S17. NOESY experiment of 3 (in CDCl3). 
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Figure S18. 1H NMR spectrum of 4 (600 MHz, in CDCl3). 
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Figure S19. H-H COSY experiment of 4 (in CDCl3). 
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Figure S20. NOESY experiment of 4 (in CDCl3). 
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Figure S21. 1H NMR spectrum of 5 (600 MHz, in CDCl3). 
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Figure S22. 13C NMR spectrum of 5 (150 MHz, in CDCl3). 
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Figure S23. H-H COSY experiment of 5 (in CDCl3). 
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Figure S24. NOESY experiment of 5 (in CDCl3). 
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Figure S25. NOESY experiment of 5 (in CDCl3). 
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Figure S26. HMQC experiment of 5 (in CDCl3). 
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Figure S27. HMBC experiment of 5 (in CDCl3). 
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Figure S28. HMBC experiment of 5 (in CDCl3). 
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Figure S29. 1H NMR spectrum of 6 (600 MHz, in CDCl3). 
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Figure S30. H-H COSY experiment of 6 (in CDCl3). 

 
X : parts per Million : 1H

6.5 6.4 6.3 6.2 6.1 6.0 5.9 5.8 5.7 5.6 5.5 5.4 5.3 5.2 5.1 5.0 4.9 4.8 4.7 4.6 4.5 4.4 4.3 4.2 4.1 4.0 3.9 3.8 3.7 3.6 3.5 3.4 3.3 3.2 3.1 3.0 2.9 2.8 2.7 2.6 2.5

Y
 :

 p
ar

ts
 p

er
 M

il
li

o
n

 :
 1

H

6
.0

5
.0

4
.0

3
.0

abundance

0 0.1 0.2 0.3 0.4 0.5 0.6

ab
u

n
d

an
ce

0
0

.2
0

.4
0

.6



Figure S31. NOESY experiment of 6 (in CDCl3). 
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Figure S32. 1H NMR spectrum of 7 (600 MHz, in CDCl3). 
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Figure S33. 13C NMR spectrum of 7 (150 MHz, in CDCl3). 
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Figure S34. H-H COSY experiment of 7 (in CDCl3). 
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Figure S35. NOESY experiment of 7 (in CDCl3).  
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Figure S36. HMQC experiment of 7 (in CDCl3). 
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Figure S37. HMBC experiment of 7 (in CDCl3). 
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Figure S38. HMBC experiment of 7 (in CDCl3). 
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Figure S39. 1H NMR spectrum of 8 (600 MHz, in acetone-d6). 
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Figure S40. H-H COSY experiment of 8 (in acetone-d6). 
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Figure S41. NOESY experiment of 8 (in acetone-d6).  
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Table S42. 1H and 13C NMR data of 7 and 8. 

 7
a
 8

b
 8

a
 

solvent CDCl3 CDCl3 acetone-d6 

position δH (J in Hz) δC δH (J in Hz) δC δH (J in Hz) 

1   203.6   203.0   

2 2.67 s 31.0 2.61 s 32.1 2.55 s 

1'   109.8   106.5   

2'   158.9   164.7   

3'   109.0   108.2   

4'   165.4   164.8   

5'   109.7   107.1   

6'   161.7   156.7   

1'' 3.25 brd (6.4) 22.9 3.26 d (8.0) 22.1 3.31 dd (15.0, 9.0) 

       3.34 dd (15.0, 7.2) 

2'' 5.18 brt (7.6) 122.3 4.64 t (8.0) 90.1 4.68 dd (9.0, 7.8) 

3''   132.0   71.8   

4'' 1.70 brs 25.7 1.24 s 25.7 1.217 s 

5'' 1.76 brs 17.9 1.36 s 25.8 1.222 s 

1''' 3.04 dd (15.6, 8.0) 27.5 3.22 d (6.6) 28.9 3.14 dd (14.4, 7.8) 

 3.14 dd (15.2, 10.0)     3.20 dd (14.4, 7.8) 

2''' 4.74 t (10.0) 91.3 5.24 t (6.6) 121.9 5.20 t (7.5) 

3'''   72.1   131.7   

4''' 1.20 s 23.7 1.67 s 25.7 1.60 brs 

5''' 1.31 s 25.6 1.76 s 17.8 1.71 brs 

MeO 3.74 s 62.9 3.90 s 59.1 3.96 s 

OH 13.30 s   14.52 s   14.21 s 

a Measured at 600 MHz for 1H NMR and 150 MHz for 13C NMR. b Ref. 3. 

  



Figure S43. HRFABMS data of 1. 

 

 

 

Figure S44. HRFABMS data of 2. 

 

  



Figure S45. HRFABMS data of 3. 

 

 

 

 

Figure S46. HRFABMS data of 4. 

 

  



Figure S47. HRFABMS data of 5. 

 

 

 

 

Figure S48. HRFABMS data of 6. 

 

  



Figure S49. HRFABMS data of 7. 

 

 

 

 

Figure S50. HRFABMS data of 8. 

 



Table 51. Optical Rotations of 1–4, 7 and 8 

Acronyculatin I (1). []D
21

 −2.7 (c 0.06, CH3OH) 

Acronyculatin J (2). []D
21

 +8.4 (c 0.02, CH3OH). 

Acronyculatin K (3). []D
21

 +2.0 (c 0.03, CH3OH). 

Acronyculatin L (4). []D
21

 −7.4 (c 0.03, CH3OH). 

Acronyculatin O (7). []D
21

 +0.7 (c 0.06, CH3OH). 

Acronyculatin B (8). []D
21

 +2.7 (c 0.04, CH3OH). 

 


