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One of us has previously  given a poss ib le  s t ruc ture  for samarcandin  [1]. 

The re su l t s  of a study of the NMR spect ra  of samarcandin  in CDCI 3 solution (JNM-4H-100) have confirmed the 
main  conclusions of the chemical  exper iments  and have enabled the s t ruc tu re  of samarcandin  to be refined. Thus, the 
signal of a proton in a secondary hydroxyl group with a center  at 3.45 ppm (the chemical  shifts are given re la t ive  to 
the signal of TMS, 06, ppm), appears in the form of a s inglet  (half-width of the l ine --5 Hz), which show its probable  
equatorial  or ienta t ion [2]. 

In the 4 .1-4 .  6-ppm region, there a re  the s ignals  of the protons of a methylene group (see s t ruc tu re  Ib) in the 
f r agmen t  >CgH'CH2--O-- in the form of two quar te ts  (IJgem[ = 11 Hz, Jvic = 4 and 6 Hz). 

Under double resonance conditions (frequency of the s t rong radiofrequency field corresponding to the chemical  
shift of the proton at 1.89 ppm), the s ignals  of the protons of the methylene group of the >CgH--CH:--O-- f ragment  are  
converted into doublets. This enables the signal at 1.89 ppm to be ascr ibed to the methine proton at C 9. The distance 
between the ex t reme peaks of the signal of this proton is 10 Hz. This f igure agrees  with the sum of the sp in-sp in  
coupling constants  of the proton at C 9 with the methylene protons of the  >C,H--CH2--O-- group. 

It follows from this that only the methylene protons of the >CgH--CH:--O: a re  p resen t  in the posit ion vicinal  to the 
methine proton at C a. 

The p re sence  of two more  vicinal  protons (see s t ruc tu re  Ia) should lead to the spl i t t ing of the t r ip le t  signal of the 
methine proton at C 8 and to an inc rease  in the distance between the ex t reme peaks of this signal by severat  Hertz. 

Thus, on the bas i s  of the NMR spec t ra  s t ruc tu re  Ib is probable the one for samarcandin .  

H~ C H~ 

HO'- 

~ CH 3 I b 

This formula  has also been proposed by other workers  [3]. 
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