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F r o m  the neutra l  e the rea l  ex t r ac t  of the roots  of Fe ru la  kel ler i  K . -Po l . ,  col lec ted  in Kirghizia ,  by 
p repa ra t ive  th in - l ayer  ch romatography  on alumina in ch lo ro fo rm with subsequent  r ech roma tog raphy  on 
s i l ica  gel in pe t ro leum e t h e r - e t h y l  aceta te  ( 1 : 1 )  we have isola ted a new terpenoid coumar in  with the c o m -  
position C26H3406, mp 76-78°C (from ether ,  Kofler) ,  [~]~ +66.4 ° (c 0.18; ethanol); M + 442, which we have 
cal led keUerin .  

E t O H  The  UV s p e c t r u m  of k e l l e r i n  [~ m a x  ( l o g ~ ) ,  215,  2 4 3 , 2 5 3 ,  325 n m  (4.17,  3 .65 ,  3 .49,  4 .16)]  s h o w s  
t h a t  t h i s  c o m p o u n d  is an u m b e l l i f e r o n e  d e r i v a t i v e .  T h e  IR  s p e c t r u m  ( F i g .  1) s h o w s  t h a t  i t  c o n t a i n s  a f r e e  

h y d r o x y l .  On  t h e  b a s i s  of  a c o m p a r i s o n  o f  t h e s e  f ac t s  w i th  t he  NMR s p e c t r u m  ( T a b l e  1) f o r  k e l l e r i n  i t  is 

p o s s i b l e  to  pu t  f o r w a r d  the  p r o b a b l e  s t r u c t u r e  (I). H o w e v e r ,  th i s  d o e s  no t  e x c l u d e  the  p o s s i b i l i t y  of  t he  

p r e s e n c e  of  an a c e t o x y l  g r o u p  in p o s i t i o n  8 o f  t he  d e c a l i n  r e s i d u e  and n o t  in 6, as  in (I). 

T A B L E  1.  P a r a m e t e r s  o f  t h e  N M R  S p e c t r a  of  K e l l e r i n  and I ts  

D e r i v a t i v e s  ( V a r i a n  H A - 1 0 0 D ,  0 - HMDS) 

Kellerin (CDCI~) DeacetylkeUerin A nhydrokellerin 
(CDCI~) (CC14) Assignment 

0,84; s., 3H 
0,87; s., 3H 
1,26; s., 3H 

1,31;  s . ,  3H 

1,71; s., 3H 

4,12; d. 28 Hz;2H 

4,58; s., W~6,0Hz; 

1H 

0,81; s., 3H 
0, 2; s., 3H 
1,22; s ,  3H 

1,28; s., 3H 

w 

4,01; q., 10,3 HZ~ 
3,0 Hz; 1H 

0.81; s., 3H 
0,92; s., 3H 
0,93; s., 3H 

1,70; s . ,  3H 

1,70s., broadened 3H 

3,81; q., 10,2 Hz, 
1,6 Hz; 1H 

I 
C H 3 - - C - -  

I 

CFI 3 --C--OH 

C H 3  C O O  

CH~--C=C 

4,16; o,., 10,3 Hz, 
3,4 Hz; 1H 

3,15; q., 3,2 Hz; 2,0Hz 
1H 

4,08; q., 10.2 Hz, 
6,0 Hz; 1H 

4,53; s., W 1 6,0 Hz; 

IH 

/ 
Ar--O--CH2 - C  H 

\ 

I 
H-C--OR 

I 
R=CH3COO, H 

6,19; d., 9,2 Hz; IH 

6,80; q, 9,2 Hz 
2,5 Hz: I H] 

6,77; d., 2,5Hz;IH 

7,31; d. 9,2Hz;IH 

7,56; d. 9,2 Hz; 1H 

6,16; d. 9,3 Hz; 1H 

6,76: q., 8,9 Hz, 
2,5 Hz; IH 

6,75; d., 2,5 Hz; 1H 

7,27; d~ 8,9 Hz; 1H 

7,53; d., 9,3 Hz;1H 

5,42; s W t 6,4 Hz;1H 
5" 

6,04; d., 9,4 Hz; 1H 

6.67: q., 8,2 Hz; 2,3Hz 
IH 

6,73; d., 2,3 Hz; 1H 

7,22; d., 8,2Hz; IH 

7,45; d., 9,4 Hz; IH 

H- -C=C 

C3--H 

C s - H  

C6--H 

Cs--H 

C,--H 
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Fig. 1. IR spec t rum of kel ler in  (mull in paraffin oil). 

The alkaline hydrolys is  of kel ler in  gave deacetylkel ler in  (II) with the composit ion C 24H3205, mp 80- 
82°C. The dehydrat ion of ke l le r in  with thionyl chlor ide in pyridine formed anhydrokel ler in  (IH), with the 
composit ion C26Hs205, M + 424, a noncrystal l iz ing oily substance.  The NMR spec t ra  of compounds (II) and 
(III) agree  with the probable s t ruc tu re  of kel ler in  (I). 

I ,  R= CH3CO H~C ~H 3 
~.R=H 

The s t r uc tu r e  (I) formal ly  cor responds  to that of samarcandin  acetate [1]. However,  deacetylkel ler in  
and keUerin differ ,  respec t ive ly ,  f rom samarcandin  and its acetate* in their  physical constants (mp, IR 
spec t ra ) .  It is not excluded that ke l le r in  is a s t e r e o i s o m e r  of samarcandin  aceta te .  

1. 
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* Samples of samarcandin  and its acetate  were  kindly given to us by N. P.  Kir 'ya lov and T. V. Bukreeva.  
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