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Investigate: NIAS, a never ending challenge
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Chemical Analysis (see 5.2)

In-vitro Bicassays” (see 5.3.1)
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Needed:

- Targeted, suspect and non-targeted screening
- Approach to assess unidentified substances (bioassays)

- Composition and migration
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Composition [ Migration : Screening of Food Contact Materials
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Chemical screening for NIAS: Approach at Nestlé for novel materials
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Develop: main challenge in NIAS screening is identification

Non-targeted screening } Suspect screening

} Targeted screening

Aim: |ldentify Unknown Identify Expected [ possible
contaminants: contaminants:
- Discover novel & - Faster data interpretation

non-expected substances

Monitor known contaminants
(of concerns or banned):

- Surveillance plan

- Compliance check

How: e Structural e Commercial libraries
elucidation e In-house libraries
e In-silico fragmentation libraries

\ )

# Challenges:

e MS interpretation skills
¢ Availability standards for confirmation
o Develop consistent/broad libraries

e Analytical standards
e m/z parent/fragments
e In house libraries

e lOon ratio

e Retention index/time
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Non-targeted screening case study by LC-HRMS: a biodegradable

material
LC-HRMS profiles GC-MS profiles
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Non-targeted screening case study by LC-HRMS
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Non-targeted screening case study by LC-HRMS
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Non-targeted screening case study by LC-HRMS
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Molecular networking to help identifying unknown chemicals in non-
targeted screening: the technology
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Application of Molecular networking approach: blend of bioplastic as a
case study

PIE CHARTS: Proportions in sample types
NODE SIZE: Abundance
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Summary

Risk assessment requires knowledge on the chemical nature of packaging materials.

|dentity of migrating chemicals may be time consuming to obtain but not always necessary.

Use of molecular networks may in some cases avoid the need for detailed investigation of unknowns.
Improving libraries of chemicals is important even when using molecular networks.

Bioassays may help to conclude on safety of unknowns.
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