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The Structure of 2,5-Diphenyl-
6a-selenathiophthene
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he structure study of 2,5-diphenyl-6a-
thiathiophthene (I) showed that al-
though the molecule is symmetrically
substituted, the S—S bonds there are

(45 (39 (46°) (6°)
Ph Ph Ph MPh
@)(®) TOTOP
S Sg; Sg S1—Seg; S¢
2362 2304 A 2433 2419 A
(I (I

unequal,! i.e. S(1)—S(6a)=2.362(3) A and
S(6a) —S(6)=2.304(3) A. The difference
in 8—8 bond lengths in I may, according
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to the results from CNDO/2 calculations
on.  phenyl substituted 6a-thiathio-
phthenes,? be due to the different twist of
the phenyl-groups.

A structure investigation of crystals of
2,5-diphenyl-6a-selenathiophthene (II) iso-
morphous with those of I, have been carried
out in order to find to which extent the
phenyl substituents affect the sulphur-
selenium bonding in II. Preliminary results
are given here.

Due to the isomorphism the twist of the
phenyl groups is almost the same in II
as in I, and the sulphur-selenium distances
in II are S(1)—Se(6a)=2.433(3) A and
Se(6a) — S(6)=2.419(3) A. Thus, the sul-
phur-selenium bonding in II is less affected
by the phenyl substituents than is the S— 8
bonding in I.

Other bond lengths in the 6a-selena-
thiophthene system of II are: S(1)—C(2)=
1.71(1) A, “Se(6a)—C(3a)=1.87(1) A,
S(6)—~C(5)=1.72(1) A,  C@2)-C(3)=
1.38(2) A, C(3)—C(3a)=1.41(2) A,
C(3a)—C(4)=1.36(2) A, and C(4)-C(5)=
1.43(2) A.

A sample of 2,5-diphenyl-6a-selena-
thiophthene was generously supplied by
Reid.? The crystals are red and belong to
the orthorhombic space group P2,2,2,.
The cell dimensions are a=12.040(4)
A, b=15.195(5) A, and c=8.086(3)

. There are four molecules per unit cell;
D.=1.613 g em™, D,=161 g cm™.

The structure analysis is based on X-ray
data collected on a paper-tape controlled
Siemens AED diffractometer using MoKu
radiation. 1262 reflections were observed
within 6=27°,

The structure was solved by the heavy
atom method and refined by full matrix
least squares. The present R factor is 0.05.

We thank Dr. D. H. Reid, Department of
Chemistry, The University, St. Andrews,
Scotland, for a sample of 2,5-diphenyl-6a-
selenathiophthene.
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