
Supplementary data 1:  

Components of aplysin structure analyzed by infrared radiation (IR), electron impact-mass 

spectrometry (EI-MS), 1H-nuclear magnetic resonance (NMR) and 13C-NMR. 

IR νKBr 

max  cm- 1：2 952, 2 864, 1 577, 1 487, 1 460, 1 375, 1 308, 1 267, 1 234, 1 192, 1 007, 904, 

881, 862. 

EI-MS m /z (% )：296 [M ( 81 Br ) ]+ ( 100), 294 [M( 79 Br ) ]+ ( 100) , 281 [M( 81 Br) - CH3 ]+ 

( 95), 279 [M( 79 Br) - CH3 ]+ ( 95) , 239( 45) , 237( 45) , 200 [M-Br ]+ ( 35) , 160 ( 16) , 115 ( 12) , 

109 ( 10) , 69 ( 5). 
1 H-NMR( CD3 COCD3 , 500 M Hz)W：1. 06( 3H, d, J= 6. 5 Hz, H-9) , 1. 04～ 1.08 ( 1H, m, 

H-2a ) , 1. 27( 3H, s, H-10) , 1. 33( 3H, s, H-12) , 1. 60～1. 68( 2H, m, H-2b, 1a) , 1. 81～1. 86( 2H, 

m, H-1b, 3) , 2. 26( 3H, s, H-11) , 6. 60( 1H, s, H-5) , 7. 2( 1H, s, H-8). 
13 C-NMR( CD3 COCD3 , 125 M Hz)W: 43. 0( C-1) , 31. 9 ( C-2) , 46. 6 ( C-3) , 100. 4 ( C-3a ) , 

159. 4 ( C-4a ) , 110. 5( C-5) , 137. 5( C-6) , 114. 3( C-7) , 127. 3( C-8) , 137. 4( C-8a) , 55. 1( C-

8b ) , 13. 3( C-9) , 23. 1( C-10) , 23. 4( C-11) , 20. 1( C-12). 

By comparing with corresponding literature data [1,2], this compound was identified as aplysin.  
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