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Table_01 Diffusion coefficient Lag time Diffusion coefficient  Lag time

Polymer Thickness (um)  Piringer (cm? s ") Piringer  in-silico (cm? s™") in-silico (d)
LDPE 7500 2.07E-08 52 1.06E-08 103
HDPE 3000 3.65E-09 48 1.72E-10 1009
PP,homo 1400 8.99E-10 42 8.69E-11 435
PP,random 1400 8.99E-10 42 462E-10 82
PS 8 7.71E-14 16 3.81E-19 3,241,712
PET 6 4.08E-14 17 2.58E-16 2687
PA6 15 2.10E-13 21 7.82E-15 555
PA12 60 2.82E-12 25 3.70E-13 188

“Probabilistic migration modelling focused on functional barrier efficiency and low migration concepts
in support of risk assessment “ Rainer Brandsch (C&N(EPiringer®Ap_Value (upperf&) & In silico E—R
TEHUILEMREL (60Cmigrants>F=500g/mol) SEERFR] (Lag time) MERESINTLETD,
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Table_02: EUJO> 1% N Reference Materials GGRD-CT-2000-00411 (Stoffers et al 2005) (CTEERAI(TIL
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om mm = - om = = - - = —
[ Molecular mass | Density Glass-transition Melting
Polymer (kg mol™") |_ (kg m3) _temperature (°C) | temperature (°C) Ap*-value at 60°C
LDPE ! 300 I’ 925 K -125 [ 120 15
HDPE | 300 || 945 I | -100 | 130 9.8
PP,homo I 200 I 910 I -20 165 8.4
PPrandom 200 | 900 | —40 | 155 84
PS [ 500 il 1050 L 100 I 240 -1.0
PET | 80 | 1400 | 70 256 -1.6
PAG 100 1 1130 | 52 | 220 0.0
PA12 | 150 j' 1010 '| 4 )] 179 26
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" | The in-silico-estimated ‘upper limit’ diffusion coeffi-
* | cients show a good match with experimental data

(Figure _04), which is a clear indication that the mi-
gration modelling results will be close to reality.
The ‘upper limit’ concept for diffusion coefficients
estimated by the in-silico procedure is related to the
slope and intercept of the log-log plot, i.e., a slope
that is slightly lower than one and intercept which is
slightly higher than zero.
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r-mu 1 | Layer2 Contact Medi, ..
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Migrant 1 Migrant_500... 0 1000 0 B SE RIS
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Thickness (um) 6 120 1.667E04 +
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