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Atoms 1,4-thiophthene 1,5-thiophthene 1,6-thiophthene

1 — - -
2 0.5044 0.5090 0.5078
3 0.4189 0.4600 0.4312
4 — 0.5600 0.4312
5 0.5044 - 0.5079
6 0.4189 0.5506 -
7 0.1916 0.1782 0.2756
8 0.1916 0.1130 0.1126
Table 3. Free Valence Indices.
Reaction (Position)
Compound electro- nucleo- radical addition
philic philic
1,4-thiophthene 3,6 2,5 2,5 § 2—8
9 P I,V “yJ “yo l 5—6
1,5-thiophthene 6,4 2,3 4,6 2—3
1,6-thiophthene 2,5 3,4 2.5 { i:g

Table 4. The Prediction of Reactivity of Thiophthenes.
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NOTIZEN — BERICHTIGUNG

in 1,5-thiophthene (1,5-thiophene-2-carboxylic acid 3),
and positions 3 and 4 in 1,6-thiophthene (1,6-thio-
phthene-3,4-diol 1% 16) are the possible sites for nucleo-
philic attack. Positions 2 and 5 in 1,4-thiophthene, po-
sitions 4 and 6 in 1,5-thiophthene, and positions 2 and
5 in 1,6-thiophthene are the most reactive positions for
radical attack. There is a vast amount of data con-
cerning radical reactions available in the literature. It
appears that these compounds favour radical reactions.
We cite a few examples: 2-methyl-1,4-thiophthene 2,
2,5-dimethyl-1,4-thiophthene 7,  4,6-dimethyl-1,5-thio-
phthene 18 1 2.ethyl-1,6-thiophthene 20, and 2,5-di-
ethyl-1,6-thiophthene 2. Finally, the most reactive
bonds in all three compounds are the next nearest
bonds to sulphur atoms.

We are in the process of developing a more sophisti-
cated approach, but the results presented in this note
suggest that even a simple approach such as we have
adopted can, io some exient, be useful in the study
of the reactivities of organosulphur molecules.
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scher Kohlenwasserstoffe, Z. Naturforschg. 22 a, 843 [1967].
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