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Structure of Zygosporin A: X-Ray Analysis of Isozygosporin A 
p -  Bromobenzoate 

By Y .  TSUKUDA, M. MATSUMOTO, H. MINATO, and H. KOYAMA* 

(Shionogi Research Laboratory, Shhionogi G. Co., Ltd., F u k u s h i m a - k u ,  Osaka, Jaflan) 

Ix a previous communication1 a new antibiotic compound, 
Zygospoi-in A, was reported, with the empirical formula 
C30H3,0f,X. From an X-ray structure analysis of iso- 
zygospor in -4 P-bromobenzoate (111) and various chemical 
informat ion, Minato assigned2 the formulae (I) to zygosporin 
A and (11) to isozygosporin -4. 
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We report the crystal structure of isozygosporin A 
p-bromobenzoate elucidated by three-dimensional X-ray 
structure: analysis. The compound was recrystallised from 
isopropy! alcohol at room temperature. Crystal data: 
C,,H,oO,NBr, x C,H,O (x = ca. 4) Ik? = 751, m.p. 242-245”, 
orthorhombic, a = 22.535 Ifi 0-004, b = 12.332 f 0.002, 

4, D, = 1.289, space group, P2,2,21. 
Three-dimensional intensity data were collected on a 

LIilger and Watts automatic four-circle diffractometer, 
with a : cintillation counter, I\Io-K, radiation (Zr-filter 8 

c = 13417 & 0.002 A, U = 3867 A3, D, = 1,281, 2 = 

and pulse-height analyser), and an 8-28 scanning method. 
3606 independent reflexions were recorded, of which 2067, 
with intensities significantly above background, were used. 
The structure was solved by heavy-atom and three- 
dimensional Fourier methods, and refined by least-squares 
calculations, to R 9.1%. The overall geometry of the 
molecule is shown in the Figure. 
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