
 
 

 
Avenue E.  Van Nieuwenhuyse 2 Bte 8,   B-1160 Brussels 

Tel .  (32) 2 675 3600     Fax.  (32) 2 675 36 25     E-mail :  info@ecetoc.org 
Visi t  www.ecetoc.org for the latest news from ECETOC 

 
 

SCIENCE NEWS FLASH:  
New ECETOC report addresses environmental  

exposure assessment of ionisable organic compounds 

 
 

Brussels, January 2014 

 

When predict ing the concent rat ion of an ionisable chemical in the environment  (an 

important  step in r isk assessment) , it  should be realised that  the compound may have 

different  key propert ies (acidit y, part it ioning and sorpt ion)  depending on pH, ionic 

st rength, etc. While focusing on ionisable organic chemicals, part icular ly 

pharmaceut ical ingredients and agrochemicals, this report  explains the diff icult ies in 

applying current  internat ional standard methods (OECD test  guidelines) .  Only  

hydrolysis and biodegradat ion can be measured as usual.  Alternat ively, if no 

measurement  exists, the key data can be obtained mathemat ically, based on st ructural 

sim ilar ity.  This works bet ter for ionisable acids than for bases. Computerised ʽchemical 

space’ models can show the chemical's dist r ibut ion into the environment  (part it ioning)  

at  different  acidit ies (pH values) . 

 

The report  makes specific recommendat ions to take ionisabilit y into account  when 

measuring or est imat ing the acidity, sorpt ion and part it ioning.  This should lead to 

more accurate predict ion of environmental (wastewater effluent )  concent rat ions and 

proper categorisat ion of ionisable chem icals before they are designated accumulat ive in 

environmental organisms or persistent  in the environment . 

 

The document  is published as ECETOC Technical Report  123:  Environm ental Exposure 

Assessm ent  of I onisable Organic Com pounds. The Summary and free PDF of the report  

are available at  ht tp: / / bit . ly/ ecetoc- t r123   

 

 

 

 

 

 

 

 

ECETOC is Europe’s leading indust ry associat ion for  developing and prom ot ing  

top-qualit y science in hum an and environm ental r isk assessm ent  of chem icals.  

http://bit.ly/ecetoc-tr123

