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For Compound 1: 
 

 

Figure SI-1a  (+)ESIMS spectra of compound 1 

 
Figure SI-1b  (+)HR-ESIMS spectra of compound 1 

 
Figure SI-1c  IR spectra of compound 1 



 

S-4 
 

 

Figure SI-1d  CD and UV spectrum of compound 1 
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Figure SI-1e  1HNMR spectra of compound 1 

 

 

Figure SI-1f  13CNMR spectra of compound 1 
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Figure SI-1g  DEPT spectra of compound 1 

 

 

Figure SI-1h  HSQC spectra of compound 1 
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Figure SI-1i  HMBC spectra of compound 1 

 
Figure SI-1j  NOESY spectra of compound 1 
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For Compound 1a: 

 
Figure SI-2a  (+)ESIMS spectra of compound 1a 

 
 
 

 
Figure SI-2b  (+)HR-ESIMS spectra of compound 1a 
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Figure SI-2c  1HNMR spectra of compound 1a 

 

 

Figure SI-2d  13CNMR spectra of compound 1a 
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Figure SI-2e  HSQC spectra of compound 1a 

 

 
Figure SI-2f  HMBC spectra of compound 1a 
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For Compound 1b: 

 
Figure SI-3a  (+)ESIMS spectra of compound 1b 

 
 
 

 
Figure SI-3b  (+)HR-ESIMS spectra of compound 1b 
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Figure SI-3c  1HNMR spectra of compound 1b 

 

 
Figure SI-3d  13CNMR spectra of compound 1b 
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Figure SI-3e  HSQC spectra of compound 1b 

 

 
Figure SI-3f  HMBC spectra of compound 1b 
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Figure SI-3g  NOESY spectra of compound 1b 
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Figure SI-3h  "wrong" structure and the twisted bond of 1b*  
The 3D structure was optimized by MM2 field and the twisted double bond was 

shown in yellow color. 
 
 

Table SI-1 HMBC correlationships of compound 1, 1a , and 1b (H→C) 
No.  1 1a 1b 
3 1, 2, 4, 5 1, 2, 4, 5 1, 2, 4 
5 1, 3 1, 3 1, 2, 4 
6 2, 4, α 2, 4, α 2, 4, α 
α 2, 6, β, 1' 6, 1' 2, 6, 1' 
β 1, α, 1', 2', 6' 1, 1', 2', 6' 1, 1', 2' 
2' β, 3', 4', 6' β, 1', 3', 4' β, 3', 4', 6' 
6' β, 2', 4', 5' β, 2', 4', 5' β, 2', 4', 5' 
3" 3', 4', 5', 2",8"   
5" 1", 3", 4", 15", 16", 20" 1", 3", 8", 15" 1" 
6" a:4", 15" 

e: 1", 2", 4", 5", 7" 
a:5", 15" 
e:1", 2" 

a:5", 15" 
e:1", 2", 4" 

7" 1", 2", 6" 1", 2", 6" 1", 2", 6" 
11" 9", 10", 12" 9", 10", 12", 13" 9", 10", 12", 13" 
13" 9", 11" 9", 11", 12" 9", 11" 
14" 8", 9", 10", 12" 8", 10", 12" 8", 10", 12" 
17" 16", 18" 15", 16", 18", 19" 15", 16", 18", 19" 
19" 18" 15" 15", 17" 
20" 5", 16", 18", 19" 5", 16", 18" 5", 16", 18" 
OH/OMe-2 1, 2, 3 2 2 
OH/OMe-4 3, 4, 5 4 4 
OH/OMe-3' 2', 3', 4' 3' 3' 
OH/OMe-5'  5'  
OH/OMe-2" 1", 2", 3"  2" 
OH/OMe-10"  10"  
OH/OMe-12"  12" 12" 
OH/OMe-16"   16" 
OH/OMe-18" 17", 18", 19" 18" 18" 

 


