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Abatraatr ‘Phe structure (1) for hypop&yUanthfn waB confirmed by X-ray 

We have proposed earlLeE structure (1) for hypophy~lanthizl, a constf- 

tumt of Phyllanthus niruri I&m, based on $3 n.m,r. md mass 8ptlotmJ data, 

In particular the double reeonsmce exgerbnenta clearly indicated that irradia- 

tion of the benaglic pxotona (14 2.70, 0(4)-H) caused a 216 iaoreaae in the 

Integrated intensity of the proton (8 6.54, OE~J-IIEI) while no enhancement of 

the signal intensity was observed whea the BoubZy benayliQ prot;Qn (6 4.1, 

C(,>-H) was irradiated. Further, the methylenedioxy prot;ons appeared as a 

pair of doublets at S, 5+G2 aud 5.70, indicating their ~?~ymmetrical nature 

and aleo their location 14 ring-A. This wae reco~i~ed from a sltudy of its 

270 MIS spectrum. 

fleoently’ an alternatIve structure (2) was postulated for hypophyllan$hin, 

based on the analysis of the ‘?C n,m.r. of aryltetralias. The revised structure 
appeared to be wltenable since this structure does not explain our N,O,E.reaults, 

88 observed3 in other systems, Further the aaalgnment of carbon resonances of 

h~ophyll~t~n, in p~~cul~ of the ring-A carbons, appear to be based an 
erroneous assumptions. In view of thio controvsrsy, we reinvestigated thl8 
problem and determined the crystal structure of hypophyllanthin via X-ray 

c~s~a~ograp~* 

The oolo~~~ese crySt&3 of hypQpbyll&nthZn USed for X-ray studis Were 
orthorhmbic and belong to space group PZj2,2,. The unit cell pmameters are 

a = 5.730 Cil, b = 13.542 (1) and c f 29.439 (5) 1 with iour molecules ia the 
unit cell. A total of 1923 refLections were oollected on a CAR-4 diffmcto- 

meter ( A= 9.542 1, u/Z!& scan) out of which 1245 were judged a8 Ugniflcant 
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%e direct P&hod progr~e ~~~-784 wa8 used for the 
structure determina-UoR+ The B-map oalcklated with the set of phases haviag 

highest psi 8ero figure of merAt revealed a 8teraoohemicaUy meaaingful fragment 
of seven atmLi3. l%e aizwture wa8 developed fram thie by repeating Karle 

recycUng procedure’ tmee tfme8, the fSnal E+snap contained all the WiTtyone 
non-hydrogen atoms (fig&l). The R-factor at the present stage of refinement of 
poaZtf onal snd feotrcpic thermal. parayne-tere of non-hydrogen atoms uslw block 

diagcnal least aquaree method is $0.&A The x-ray oryst~~o~ap~~~ results aF8 

in confXmitg with the stmcture proposed’ via ‘H n,m.r, ad mass spectral data. 
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