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Structure of isomers of bromo butyl rubber oligomer C21H39Br
Halogenated rubber oligomers are common extractables and leachables from bromo/chlorobutyl rubber stoppers. Usually, they appear as 3 peaks, 1 main peak with known structure (Figure 1) [1] and 2 other with unknown structure [2]. As recently described, ASAS has developed a method to isolate the isomers on a preparative scale [3]. For structure elucidation, NMR experiments were conducted using the isolated isomers. 
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We are proud to present (for the first time, at least to our knowledge) the structure of both isomers (see Figure 2 and 3).


Figure 1


Figure 2 (isomer 2)


Figure 3 (isomer 1)
The isomers consist of the same 1,1,5,5-Tetramethyl-3-(2,2,4-trimethylpentyl)-cyclohexane core as the main compound, but with a different position of the double bond. The double bond is directly connected to the bromine, which lead to E- and Z-isomers.

Due to their different structure, compared to the main compound , they might have other toxicological and spectral properties. In silico prediction on mutagenicity gave inconsistent results (Toxtree mutagenic, Vega non-mutagenic). Skin sensitization and protein binding alerts were found by Toxtree.

Analytical standards will help to overcome this knowledge gaps.

ASAS is the only laboratory world wide, offering these compounds as standards.

Currently, 100 mg of isomer 1 and 350 mg of isomer 2 are available with a content (determined by quan NMR) of x% (isomer 1) and y% (isomer 2).

The complete list of available rubber oligomer standards can be found here: link

Contact: stratmann@asas-labor.de, https://www.asas-labor.de/   
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