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UNDERSTANDING ODOUR THRESHOLDS:
A QUANTITATIVE STRUCTURE-PROPERTY RELATIONSHIP (QSPR) STUDY

Centre des Sciences
du GoUt et de
I'Alimentation

OF THE ROLE OF THE MOLECULAR STRUCTURE

JOSE PIORNOS - ANNE TROMELIN
Centre des Sciences du Gout et 'Alimentation (CSGA), INRAE, CNRS, Université de Bourgogne, Institut Agro, Dijon, France

THRESHOLDS ARE USEFUL WE HAD SOME QUESTIONS...

< They are commonly used in food science to evaluate the > What is the role of the chemical structure on odour
potency of an aroma compound, which varies from one detection thresholds?

compound to another.

¢ This characteristic is usually associated with the molecule's >
odour detection threshold (ODT).

“ However, the relationship between a molecule’s structure and
ts ODT has not a straightforward answer.

What are the most impactful molecular descriptors
representing these chemical features?
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The proposed 6-variable model:
Ln ODT = 16.56 - 0.93 - ES_Count_dsCH - 2.38 - ES_Count_ssO - 11.23 - Jurs_RASA - 0.14 - Jurs_RNCS - 0.12 - Molecular_Weight + 0.015 - V_DIST_equ
. WHAT DO THESE MOLECULAR DESCRIPTORS MEAN? : .
- A molecular descriptor is a structural or physicochemical property of a molecule or a part of a molecule . * The descriptors associated
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