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to III and IV, The diastereoisomers were separated chromatographically (540

40,,
hexane-ether = 9515) and characterized (Table 1)e

Table T

__Dxa'teree m,p 20 ¢ é (po\ " o
= pm; B Ln the
isomer (605 °6D (CHCIB) H—C(}ﬁ mi tire

1 128-129 +128,6 1.026 46325 58,5

11 58-59 «60,4 1.050 4,380 20,7

111 84-85 =224,6 1460 5.000 159

Iv 109,5-110,5 «292,6 1,004 5150 4.9

The diastereocisomer I, formed pPredominantly,

was submitted to x-ray analysia,
The

Xx-ray orystallographio 8tudy of a single cryatal of diastereoisomer I

EY
oonfirmed the structure and, by reforence %o the S oonfiguration of the ol

nylethylamine asymmetric oentre
oonfiguration,

~phia=
used in the syntheais, established the abgoluta
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Crystal datas 015H14N0Br, MW =304, Orthorhombie, Space Group P212121,
a=1.73(1), 2=29453(2), c=5.92(1) R, Va1367 &3, D_e1.40,
D =1447 gecm™>, Zwd, F(000)=616.,
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The intensity data were colleoted on a Syntex P21 four-oircle fully autoe
matic diffractometer with graphite-monochromated Cuky, radiation, A total of
1133 independent reflexions were measured, Of these, 983 were oconsidered as obe
Bervable and used in caloulations, Lorents and polarisation corrections were
applied. No absorption correction was made. The computations were performed
with the Syntex Software system and NRO erystallographio progrnmms.4

The structure was solved by the heavy-atom method. The coordinates of all
non-hydrogen atoms were derived from a Fourier map and refinement was performed
by the least-squares method with anisotropio temperature faotoru.vAll the hyd-
rogen atoms were found on a difference map, Final R index is 4.7% for 983
reflexions, The struoture is as shown in the Figure, whioh illustrates the o
axis projeotion qx‘tho molecule, The hydrogen ayoma are net included,
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The 2 direction points downwards,
The resultas obtained eatablish that the dlaatereoisomer I tea (+)-ZR,3R=-

~2(8-1~phenylethyl)-3—p~brumnpheny]ozuriridinn. The absolute configurations of

oxagiridines have nnt baen reported in the lfiterature beforer the only infor-

mation avallable deals with the relative config ation of thege componnda.s’a
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