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1. Background 3. Data records 4. Data quality
Time courses of compound concentrations in plasma (CvT data) can be 3.1 Data record storage 3.3 Data record content Measurement error in chemical quantification: Recovery amounts vary based on method and
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the thousands of chemicals to which people may potentially be exposed. o Snarmononoll 4l et e Commilmity edition points were below the datum, which implies a printing error
Quantitative uncertainty of pharmacokinetic (PK) models developed By I T s | eewewss | relational database Chemical identification validity: Chemicals in unstructured data were usually only identified by
ing in vit din sili del t be det ined without R B e . o O S'mple datatypes : their name in the source documents. This leaves some room for ambiguity (Richard & Williams
using in vitro assays and in silico models cannot be determined withou \ | Lo L " (text, numeric, and Environmental : guity ,
in vivo data for external validation, identified as a key area needed for P Boolean). chemicals 2002). Published names were mapped to unique substances (designated by DSSTox substance ID)
improvement of chemical safety prioritization in a recent review by - ToTo | — Fiqure 4. Chemica through expert curation
authors from governments, academia, and industry (Bell et al. 2018). TR | e oo RN ———— , | space by inclusion on Intra- and inter-curator extraction variability: Variability was measured using the fractional
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which were extracted from publications and databases, and stored with contextualizing o Bl B s et in commerce in the Random error due to uncontrollable experimental factors: One document described several trials
[ ion i [ inri izati [ e e UL e o e AR United States which : : :
information in a reproducible way for usage in risk characterization or model evaluation. e s e oxolidos food of the same experiment to serve as controls for different treatment groups. The fractional
o ’ " additives, difference across these trials was 5%.
2 h d Pesticides
. Methoads 3.2 Data collection
CvT data: Efforts at automated data extraction from 5 Usage exam ples
2.1 Definitions of database terminology images were not found to be sufficiently accurate or .
. . . . . . . . . Results per test
Study: a PK experiment in which a type of subject (organism on which the experiment is precise, so we used manual capture. substan,c’e
. : . . : o ] o ) L Other ideas:
performed) is exposed to a single test substance. May be linked to several series if CvT . Carbon Tetrachloride - - °’g’;"i’;" Comparison of compound distribution in Evaluation & calibration of Compare ADME
data is available from several individuals or groups of subjects, in several media (tissue, B e | M WebPlotDigitizer = - - - = By detection various species and media at different doses pharmacokinetic (PBPK) model results ompare
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Series: a set of CvT data measured during a PK experiment, or study. A series may Figure 5 (right). 55858 £ i iz [° b compounds, and
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Figure 3. Image files (in this case, from Ng 2007) were uploaded to the CvT results in E 3 5_; :',-‘_{g‘,"‘ % 1 . ,&n‘t chemical
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