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F r o m  the roots  of Sesel[  s e s s i l i f l o rum Schrenk - in addition to the coumarins  f lorosel in  [1, 5), sese l [ -  
f lor in  [2, 5], and anomalin [3], the chromone sese l i r in  [4, 5], and other  compounds [3] isolated previously - 
we have obtained a compound with the composit ion C14tt1602S (M + 248), mp 71~C (from pe t ro leum ether) .  

The UV spec t rum of the substance [~ max228, 240,252, 266,282 nm (log e 3.46; 3.57; 3.57; 4.12; 4.39; 4.52)] 
is cha rac te r i s t i c  for  sys tems  with conjugated double and tr iple  bonds - diynene chromophores  [6]. The IR 
spec t rum shows the p resence  of the following s t ruc tura l  e lements  in it: - C  ~ C - ( w e a k  band at 2140 cm-1), 
an ~ , f l -unsa tura ted  e s t e r  (strong bands at 1690 and 1560 cm -1 due to C =O and C =C, respec t ive ly) ,  a n d - C  = 
C -  (weak band at 1630 cm-~). A definitive answer  to the question of the s t ruc tu re  of the substance was ob- 
tained by means of the NMR spec t rum (Fig. 1). 
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The molecule of the substance has the f ragment  CH~-C=C , the protons of wh ich fo rm anAMX 3 sys -  
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tern: 5A=5.45  (1H), ~M=6.22 (lI-l), 5X=1.82 (3H); JAM=15.7 Hz, J A X = I . 7 H z ,  JM:x=6.9 Hz. The existence 
of spin-spin coupling between these protons was established by double resonance .  When the octet  with 5 
6.22 was i r rad ia ted ,  the signal of the X protons became a broadened singlet.  The superposi t ion of an addi- 
t ional f requency on the cen te r  of the quartet  with 5 1.82 e l tminated the coupling of AM and AX and the s ig-  
nal of the M proton became adoublet  (J = 15.7 Hz) while the broadening of the doublet f r om proton A disap- 
peared.  The value of JAM shows the t rans  configuration of the olefinic protons of the allyl f ragment .  

Cffi C-C_-- ~-C--: C-CH£CH~-CH~- 0-C-Cffi C-5-CH 3 
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Fig. 1. NM:R spec t rum of the e s t e r  of t r a n s - d e c - 8 - e n e - 4 , 6 - d i y n -  
1-ol and c i s -3 -methy l th ioacry l i e  acid (HA-100 D, CC14, 0 - TMS). 
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One-pro ton  doublets at 6.93 and 5.73 ppm,  J = l O . 0  Hz and a s inglet  at 2.37 ppm (3H) show the p re sence  
in the molecule  of the ccmpound under invest igat ion of a e i s -3 -me thy l th ioac ry l t c  acid res idue  [1-5]. In 
a g r e e m e n t  with this ,  the hydrolys is  of the substance  with 10% KOH in ethanol (boiling for  2 h) gave a mix -  
t a r e  of the cis  and t rans  f o r m s  of 3 -methy l th ioacry l i c  acid (24 and 76%, respec t ive ly) ;  c i s -3 -me thy l t h io -  

H H 
ac ry l i c  acid:  CH 3 - 2.40 ppm,  s,  3H; ~ I at  5.82 and 7.19 ppm, d, J = 1 0 . 0  Hz; t r a n s - 3 - m e t h y l t h i o a c r y l -  

H C=C 
I 

ie acid: CH 3 -  2.36 ppm s,  3H; C=C-- 5.61 and 7.83 ppm, d, J=15 .0  Hz. 
I 

H 

Two-pro ton  t r ip le t s  at 4.19 ppm (J =6.0 Hz) and 2.44 p p m  (J=7 .0  Hz) and also a two-pro ton  mult iplet  
in the 1. 6-2 .1-ppm range a r e  due to the - C - C - C H 2 - C H 2 - C H 2 - O A e  grouping. The ass ignment  of the s ig -  
nals in this case  is also conf i rmed  by the r e su l t s  of double - resonance  expe r imen t s .  

What has been  said  enables  a single poss ib le  var ian t  of the s t ruc tu re  to be proposed  fo r  the substance:  
t r a n s - d e c - 8 - e n e - 4 , 6 - d i y n - l - y l  c i s -3 -me thy l t h ioac ry l a t e .  The cis f o r m  of d e c - 8 - e n e - 4 , 6 - d i y n - l - o l  has 
been  iso la ted  p rev ious ly  by Bohlmann f r o m  Chrysan themum m a x i m u m  [7]. The e s t e r  of the t rans  f o r m  of 
this alcohol and of c i s - 3 - m e t h y l t h i o a c r y l i c  acid is a new natura l  compound. 
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