
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
  

General rights 
Copyright and moral rights for the publications made accessible in the public portal are retained by the authors and/or other copyright owners 
and it is a condition of accessing publications that users recognise and abide by the legal requirements associated with these rights. 
 

• Users may download and print one copy of any publication from the public portal for the purpose of private study or research. 
• You may not further distribute the material or use it for any profit-making activity or commercial gain 
• You may freely distribute the URL identifying the publication in the public portal  

 
If you believe that this document breaches copyright please contact us providing details, and we will remove access to the work immediately 
and investigate your claim. 

   

 

Downloaded from orbit.dtu.dk on: Jun 17, 2018

Bioaccumulation of ionizable organic chemicals in fish – The quest for reliable
predictors

Polesel, Fabio; Zhang, Zhenbo; Bittermann, Kai; Linden, Lukas; Schlechtriem, Christian; Goss, Kai-Uwe;
Trapp, Stefan

Publication date:
2018

Document Version
Publisher's PDF, also known as Version of record

Link back to DTU Orbit

Citation (APA):
Polesel, F., Zhang, Z., Bittermann, K., Linden, L., Schlechtriem, C., Goss, K-U., & Trapp, S. (2018).
Bioaccumulation of ionizable organic chemicals in fish – The quest for reliable predictors. Abstract from SETAC
Europe 28th Annual Meeting, Rome, Italy.

brought to you by COREView metadata, citation and similar papers at core.ac.uk

provided by Online Research Database In Technology

https://core.ac.uk/display/158595852?utm_source=pdf&utm_medium=banner&utm_campaign=pdf-decoration-v1
http://orbit.dtu.dk/en/publications/bioaccumulation-of-ionizable-organic-chemicals-in-fish--the-quest-for-reliable-predictors(63ff762f-981a-44df-bcca-ae845f599ecf).html


Bioaccumulation of ionizable organic chemicals in fish – The quest for 

reliable predictors 

 

Fabio Polesel1, Zhen Zhang1, Kai Bittermann2, Lukas Linden2, Christian Schlechtriem3, 

Kai-Uwe Goss2, Stefan Trapp1 

 

1 
DTU Environment, Technical University of Denmark, Bygningstorvet 115, Kgs. Lyngby, Denmark 

2
 Department of Analytical Environmental Chemistry, Helmholtz Centre for Environmental Research GmbH - 

UFZ, Leipzig, Germany 

3
 Department Bioaccumulation and Animal Metabolism, Fraunhofer Institute for Molecular Biology and 

Applied Ecology IME, 57392 Schmallenberg, Germany  

  

 

Dietary bioaccumulation in fish is quantified using biomagnification factors (BMFs), which 

are derived under controlled conditions according to OECD guideline 305-III. To reduce in 

vivo experimental efforts, pre-screening using statistical models for BMF prediction is 

becoming increasingly popular. While dietary bioaccumulation of neutral chemicals has 

been successfully associated to lipophilicity descriptors, no suitable predictor has yet been 

identified for ionizable chemicals. 

In this study, we investigated the capability of selected chemical properties (e.g., molar 

volume, adsorption to albumin, lipophilicity, solubility, topological polar surface area) to 

predict bioaccumulation of organic electrolytes in fish with specific focus on dietary 

exposure studies. Measured dietary BMFs were collected from existing literature, and 

empirical correlations with measured or estimated chemical descriptors were evaluated.  

The dataset includes dietary BMFs in whole fish obtained under laboratory-scale 

conditions closely resembling or directly referring to the OECD 305-III guideline. In total, 

BMF data were available for 29 ionizable chemicals (of which 10 are perfluorinated 

chemicals); including 24 acids and 19 permanently ionized chemicals at environmental pH 

(range 3 to 9). A parallel dataset was compiled with bioconcentration factors (BCFs) of the 

same chemicals derived in water exposure studies with fish (OECD 305-I guideline). 

Bivariate correlation analysis (Pearson and Spearman) revealed that a) logKOW was not a 

sufficient predictor of BMF, although with significant positive correlation (R>0.40), and b) 

that significant correlation was shown only with logD at pH=3 (R=0.35). Furthermore, 

significant negative correlation was shown between BMF and solubility (R< -0.60). These 



preliminary results indicate that commonly used predictors for bioaccumulation (e.g., 

logKOW) are of limited relevance for ionizable chemicals, and other predictors should be 

identified. 

Ongoing research is focusing on the prediction of BCF from quantum-chemistry-based 

estimations of partitioning coefficients (to membrane lipids, structural proteins and 

albumin). Estimation of BCFs from BMF for the investigated chemicals will be also 

performed and verified with existing BCF measurements. Eventually, identified empirical 

regressions between BMF and chemical descriptors will be validated with ad hoc 

experimental data with radiolabelled test chemicals. 
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