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Version_5.231DEME CZOEERBAICIEVersion 5.09HBELTVWVETHAEXRBEIECTT,
Wizard#geZ#OFFEL =& DRRHIELO>TNET,

& SMLv 5.231 -8
File Administration Window ?
SEd Q physical memory used: 0% [

4 {35 Package 0 i
1) Artce ¢ ] Article 1 (Package 0) . . . eizral

P —

Geometry:

Article m] | Rectangular E|
) Contact surface (m”2): 600
\Concenhah’on AD\FﬁJsion coeFﬁcientj{Partton meFﬁGentf{So\ubihtyf m] | Volume of contact medium (cm”3): 1000

a Add substance(s) % Run prediction. ..
Set-off
withm): 0|

ﬂl ra rog I Height {cm): EI
SR

Surface and mass of contact medium by artice

Artides  Surfaces (em”2) Mass (g)

Artide 1500
Total surface

of all artides (m”~2): 600

Switch package in fitting mode

16:50
2018/02/20
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@ Package (B EBEWY) BIREHKTE
PackageD 2K DIEFEZER (ATE A IR D EE D A3 H)

Rectangular

Cylindrical

Spherical

‘ Spherical segment

Truncated cone

Surface [ volume ratio

Package
Geometry: ' Rectangular
Contact surface (cm~2): 500 Width {cm): | 10

Volume of contact medium{cm~3): 1000 Height {cm): 10

Length {cm); 10
Package
Geometry: _ Cylindrical u
Contact surface (cm~2): 213.5 Diameter (cm):|4

Volume of contact medium(cm~3):  188.5  Height (cm): |15

Package

Geometry: . Surface [ volume ratio u

Contact surface (cm2):
0.4836 483,593
Volume of contact medium(cm~3): 1000

Surfacefvolume ratio (dm-1):

Volume of foodstuff (cm3):
1000




@D Package (BmEBEY) K%

=JL ==

ax AE

EAAE WILIH ~Ti& & ZTmETE cm?

Package
Geometry: ' Rectangular
Contact surface (cm™2): &00

Volume of contact medium{cm<3): 1000

Width (cm): | 10
Height {cm):| 10
Length {cm); 10

Articles
Artides surfaces (cm*2)
AT TS d
(| Mew artide y
~ — -

¥ | Total: 0 am~2

—_— o =

New Article #7%1)w%_LTSurfacex AHh9 5,



D Package(BmEEWY) IIKEERTE
Package
Geometry: ' Rectangular W
Contact surface {cm~2): 500 Width {cm): | 10

Yolume of contact medium{cm~3): 1000 Height {cm):| 10
Length (cm); 10

Articles
e ——— -~ —
Artides / - ° Surfaces (cm*2) ¥ | Total: 600 em~2™ ~
Artide 1 \ ls00 i ,’
\ .................................................................
~ - o _ = -
Mew article

EUA X =64 :600cm2
JPA X =5m{4:500cm?2

Continue @ Cancel
[ ]Use wizard for artides
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1)< —(Layer)¥ZxE&

SMLv 5.231

Window ?

B KX n=10

-8
Physical memory used: 30% -:| Package

4 - Package 0
w1 Artice 1

5.231

& Article 1 (Package 0)

] —

[y | | o

Artide

—-—

\ Add layer(s)

~ Geometry:
\

Contact surface (cm#2): 600

\Comawtah’on )(D\Fﬁ.lsion meFﬁdent,{Parﬁﬁon coeFﬁGent}(Squb\Iity/

0 Add substance(s)

[ |

% Run prediction. ..

Volume of contact medium {cm~3):

Width (am): E
Height (am): IEI

]
1000

Setoff

s

Add layer(s)

Number of layer(s) to add : | |

o] (i

Length (cm): E

Surface and mass of contact medium by artice
Artides  Surfaces (em~2) Mass (g)
Artide 1 500

Total surface
of all articles (tm*2): 600

Switch package in fitting mode

16:52

2018/02/20



@ RYT—(Layer)IZEE ®|/n=2 BX n=10
Add layerDav U RrEI) V0T HEFRBERBEDNRREINET,

@ Article 1 (Package 2) =l e =] |
|\ Artide A
Surface (cm~2) |600 / - N
Artide | m]

\ Add layer(s) /
4\ ’

]
Set-off

) ', Concentration /| Diffusion coefficient /| Partition coefficient |

Add substa ) Run prediction
a substance(s) \v‘fgf
] [a C) |
@ w __________________

Extended properties

Add layer(s) il |

Concentration (mafka) |0

Mumber of layer(s) to add :

=




@ RY<w—(Layern)#zEx= J=K n=10
SetoffDETE n=

& Article 1 (Package ]
Artice

Surface (cm2) (600

A i Layer 2

Mot defined Mot defined
Thickness (pm) 100 100

BEILIINLDEE

Layer1(dR!)<—
Layer2 (3 B fnia %

Version5.231ClLayer 0 (7R))<—),
Layer1 (BRGiaEK) [ZIE>TLVET,



File Administration Window ?

EEdW pyscalmemoryusec: 20% M | [ Podeoe |

4 {3 Package 0 — |
Tl i

| —

Geometry:
TS Contact surface (am”2): 600
Concentration  Diffusion coefficent | Partition coefficent | Solubiity | ) m Volume of contact megium (an*3): e
=) Add substance(s) % Run prediction. ., setaff
width @): [0 |

n

/@ Layer (Layer 0) H 5 rﬁ :'E!é'LQ‘ e EI
tj @‘x || Copy fram... H Reset layer fH Database E,Setmuserdeﬁned Length (cm): EI

—
Type: *_ (@) Polymer Contact medium
Thickness (m): ™ Surface and mass of contact medium by article

Artides  Surfaces (om*2) Mass (g)
Dl )s Avtice 1600

Layer abbreviation : |LayEf 0 |

Material : |th defined |
= Layer details
Molecular weight (gfno): Glass transion tempersture (°C):
Electronegativity (k1/mol): D Total surface
Material specific constants for estimation of diffusion coeffidents according to Piringer of all artides (tm~2): 600

® Upperlimit:  A"p: (131 [..]| Taw (1577 [.]|AT:721
O Realistic case: Ap: (131 [..| Taw (1577 [..]Ap 7728 Switch package in fitting mode




i - B ™"~ -
( Mot defined Mot defined /\
Thicknes fum). 100 100 -

@ Layer1: /R v —DEFFBIR(ER)ILET,

R)I—DES (umBRD)ZAALET,
@Polyme D &R EHEEL TDatabasez ) voLET,

Concentration ), Diffusion coefficient ; Partition coefficient

a Add substance(s)

—————~

/q:[l Liwer [Laver u) | & | ﬁ |
I x]
Type: f\"ﬁiirli'nl_yrn\er\ Contact medium ( Thickness (pum): 100
L -~ s

Density {gfcm3) : 1

Copy from...
Layer abbreviation ; Layer 1
Reset layer
- “\
L= Database # Material : Mot defined
= -

e — -




@Database #9')vILFET,

polymer &L TPET (Cas.No25038-59-9) % A 13
4 electing polymer(s - D
¢ electing polymer(s) TEI%Version5.082N1E & T,
| Version5.231[FXR—IIZTRLET,

& Selecting polymer(s)

Browse polymer database

Reference number: MName:
CAS number: Maolecular weight:
Type: POLYMER )
b Selecting polymer(s) = B
. . Filter .
Total chemicals found: 422 J’a Selectlng pOIymer(S)
MName CAS number Reference number Mol A )
CELLULOSE 0009004-34-6 14500; 43280 Browse polymer database |
CELLULOSE ACETATE BUTYRATE 0009004-36-8 14508; 43300 . X
CELLULOSE ACETATE PROPIONATE 0009004-39-1 14512 Reference number: Name:
ETHYLCELLULOSE 0009004-57-3 16925; 53280 44z CAS number: 25038-59-9 Malecular weight:
3-HYDROXYBUTANOIC ACID-3-HYDROXYPENTAN... (0080181-31-3 18888 =
NITROCELLULOSE 0009004-70-0 22450; 43330 387 e POLYMER
POLYBUTADIENE 0009003-17-2 23515 . =~ . =
POLYELTADIENE, EPOXIDIZED 23518 Total chemicals found: 1
POLYDIMETHYLSILOXANE (Mw > 5300) 0009016-00-6 23547; 76721 Mame CAS number Reference number  Malecu
POLYVINYLALCOHOLS 0009002-89-5  23580; 31280 v Polyethylene terephthalate 0025038-55-5
£ >
40 Previous layer o Mextlayer V Assign to layer
£ >

&0 Previous layer ™ Nextlayer %  Assign to layer # Close




@ Layer1:/RYY—DEFTZER(ER)LET,
polymer &L TPET (Cas.No25038-59-9) % A h ¥ 5&

|F'|:|Iy'eﬂ'|y'lene terephthalate {(modelling T «< 70—-C)

@ Selecting polymer(s)

£ Selecting polymer(s)

Browse polymer database ]

0025038-59-9

Reference number:

CAS number: 25038-53-9

Total chemicals found: 1

Mame
Polyethylene terephthalate (modelling T < 70-C)

- O
MName:
Molecular weight:
Type: POLYMER.
Clear Filters Filter
CAS number Reference number  Molecu
0025038-59-9

PETIZCDOWTIEAEHEHATGRED70C
AR CRITETIILOILEZRBOZEIREITS
CENBETT,

AHEHEMNTOCLULTDIHS . databaselZ
HBHPET Tg<70°CHEIRLET,

BHEENTOCLLEDIZE . Table6lZR
F ES5(ZAp-ValuelF6.4&74YFET,

TRz RR—VIZRT KIS
Set to user define CAp-ValueZFE1A A
[CTHEHLET,

Ag'*

PETOZE . FE !

Polymer T

PET =Tg (70 °C) 6.4 1577
PET <Tg (70 °C) 3.1 1577
PEN 5.0 1577

Table 6: Parameters for PET and PEN




B Selecting polymer(s)

L, Selecting polymer(s)

Browse polymer database ]

Reference number: | |

CAS number: 25033-53-8 |

Total chemicals found: 3

Mame: | |

Molecular weight: | |

Mame
Polyethylene terephthalate (PET) {(modeling all T)

Polyethylene terephthalate (FET) (modeling T = 7...
Polyethylene terephthalate (PET) (modeling T < 7...

Version.5.23 1N EE

Type: POLYMER
| ClearFilters | | Fiter |
CAS number Reference number  Molecu
0025038-59-9
Q025035-59-9
0025038-59-9 50000
B Selecting polymer(s)

& Selecting polymer(s)

Browse polymer database ]

Reference number; | | Mame:

|¢I Previous layer

| |I} Mext layer

| ¥  Assign to lay

CAS number: |25038—59—9 | Malecular weight: | |
Type: POLYMER

Total chemicals found: 3 | Clear Filters | | Filter |
Mame CAS number Reference number  Molecu
Polyethylene terephthalate (PET) (modeling all T) 0025033-53-9
Polyethylene terephthalate (PET) (modeling T = 7... |0025038-59-9
Polyethylene terephthalate (PET) {modeling T < 7...  0025038-59-9 50000
< >

|¢I Previous layer | |I} Mext layer | |V’ Assign to layer | |ﬂ Finish




Missing parameters

Malecular weight not available in the database.

Input of molecular weight is required for estimation of diffusion coeffidents
and partition coefficients.

Please enter molecular weight | 1000000 (g/mal)

Glass transition temperature not available in the database.

Input of palymer Tg (glass transition temperature) is required for estimation of
diffusion coeffidents with 'Interpolation based on Tg'.

Please enter glass transition temperature |-100]| (°C)

Electronegativity not available in the database.

Input of electronegativity is required for estimation of partition coeffidents
based on solubility and temperature,

Please enter electronegativity | 10 (k1/mal)

[ ] Don't show this window again

If you have no information, keep the default value displayed.
If you keep the default value, please be aware that the
calculation results will be a rough estimate only.

PETOZE . TgRaEEZANT DL

HEZANLT
Mo
|:u|..\' \9-/%7') ‘J7'§'%);&75" ‘g

Missing parameters

Molecular weight not available in the database.

Input of molecular weight is reguired for estimation of diffusion coeffidents
and partition coeffidents.

Please enter molecular weight | 1000000 (g/mol)

Glass transition temperature not available in the database.

Input of polymer Tg (glass transition temperature) is required for estimation of
diffusion coefficients with 'Interpolation based on Tq'.

Please enter glass transition temperature |70 (=C)

Electronegativity not available in the database.

Input of electronegativity is required for estimation of partition coeffidents
based on solubility and temperature.

Please enter electronegativity |10 (k2/mal)

[ | Den't show this window again

If you have no information, keep the default value displayed.
If you keep the default value, please be aware that the W 0K
calculation results will be a rough estimate only.




File  Administration Window ?
Bl

4 - Package 0
) Artide 1

[

| —

Physical memory used:  30% -:l Package

®) Upperlimt: A5 |54 [on] Taw 1577 [L.] A%p: L02L
O Redisticase: Ap: 32 [ Taw|1577  [.] Ao 217

Geometry:
FAEE) Contact surface {tm”2): 600
- m Volume of cantact medium {cm#3): 1000
-i Add substance(s) % Run prediction... Setoff
width (em): (10|
/m Layer (Layer 0) rﬂ Sub: rﬁ Data I Height (am): E
€ [0 K | [ corion. ][ retior ][0 sobae | |3 5etto e et g (e | | e
Type: (@) Palymer () Contact medium
T (um): 100 El Surface and mass of contact medium by artide
Arides  Surfaces (tm#2) Mass (g)
Density (gfem3) : Artide 1600
Layer abbreviation :|LayEr 0
Material : |Pn\yeﬁ’1y19ne terephthalate (PET) (modeling T = 70-C)
= Layer details
Molecular weight (g/mol); 1202000 Glass ransition temperature (°C): 70
Electronegativi : |10
D Total surface
Material specific constants for estimation of diffusion coeffidents according to Piringer of all artides {am*2): 600

Switch package in fitting mode

5.231



S

AT Layer (Layer1) [ 4 rca ]

« | X
Type: (@) Polymer Contact medium Thickness (pm}): 100
Density (g/om3) : 1.4
Copy from... Layer abbreviation : |Layer 1
Reset layer
= Database Material : (-E:Eeﬂ;f@ngte_r—epiﬁﬂfla_teimn_deljngTj?E d.EgEE c llz_iﬁ_ﬂﬂlj'_l:ﬁ'ﬁ:}]__ : ::’
,“EEL :_-E t—tIZ-L.IS;' ETl;ﬁ:EL'T ~’\/

e o omm o= ==

Material spedficconstants fer estimatiorrofdiffoson Toeffidents accerding-to-Riringer _

@ pper it Ap: 6.4 | Tau 1577 L] AT Loz _ S
() Realistic case: A'p:  |-1.5 ~ 1 Tau: 1577 Ap: -6.879
=l Layer detsils
Maolecular weight {gfmal): 1000000 Glass transition temperature (5C): |70

Electronegativity (k1/mol): 10
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@Contact Medium(E & 9) U AR

Annex V of Regulation(EU)10/2011 and some more
T BARATEASNSBMELUINEMSNTNET,

T Layer (Contact Medium) [ o I |
€« » | X
e -T TS~ <
Type:  (_)Polymer/ (@) Contact medium J] Thickness {um): 16667
> N - N -
- Density (gfem3) : |1

Copy from... :
Layer abbreviation : |Contact Medium

Reset layer
Food group (according to Annex V of Regulation (EL) 10,2011 and some more)
User defined
User defined

lipophilic foods (fats and oils, free fat on surface) [ lipophile Lebensmittel (Fette und Jle, freie Fette an
Vegetable oil - food simulant (olive oil, sunflower oil, margarine, etc.) fPfanzen: - Lebensmittelsimulan
lipophilic foods - oil in water emulsion {milk and milk products, sour cream, etc.) [ lipophile Lebensmittel -
Ethanol 50% - food simulant (lipophilic foods - oil in water emulsions) / Lebensmittelsimulanz (lipophile L
Ethanol 20% - food simulant (alcoholic foods < 20%:) / Ethanol 20% - Lebensmittelsimulanz (alkoholisch
Acetic acd 3% - food simulant {addic foods, pH < 4.5) / Essigsfhre 3% - Lebensmittelsimulanz {(saure L
Chocolate and chocolate products [ Schokolade und Schokoladenprodukte




Article Layer 1 Contact Medi...

Polyethylene... _ <:| I'}'l/—)I/SO%?fJ‘\iE?R'é*LT:o

Thickness (um) 100 1.667E04
RUT—IBEL B ENHDER PTSTTnTassasean 5]
: Add substance(s)
[
{ Mumber of substance(s) to add :
_ Concentration , Diffusion coeffident 4 Partiion coeffident I
£) Addsubstance(s) I
|
: [ QK Annuler
/H[I Layer (Contact Medium) r_'; rﬁ ] I
@] [ X Smmmmmmmmm e
Type:  (_)Polymer (@) Contact medium Thickness (um): 16667

Density (gfcm3) : 1

Copy from... :
Layer abbreviation : | Contact Medium

Reset layer
Food group (according to Annex V of Regulation (EL) 10/2011 and some mare)

Lreeerees

Ethanal 50% - food simulant (ipophilic foods - il in water emulsions) [ Lebensmittelsimulanz (ipophile | <:|

Parameters for estimation of partition coeffidents based on Pow
'ZEZ' Worst Case Ar 0.4 Bz (-2

() Realistic A: 0.4 B: |1




® 1T E (Substance) DiEIR
IIFIA CAS NO.0002082-79-3

& Selecting substance(s)

& Selecting substance(s)

Browse substance database ]
Reference number: Mame:
CAS number: 2082-79-3 Molecular weight:
Type: ALL W
Total chemicals found: 1
Mame CAS number Reference number  Malecular weight Density Melting point
QCTADECYL 3-(3,5-DI-tert-BUTYL-4+-HYDROXYPHE. .. 0002082-79-3 53320 530,533 241.01

HEZET—ER—RI[Z[E D FELPoWwDENEFSNTLVET, |

by s SN L <EE ;o
(ELERSNTUVENCELBYETOTRERE  _ _ _ _ _ ___ | dearfiters || Fiter
Electronegat... Aip mean Tau mean Alp wc Tau wc Glass Trans'}.f pOow N \
/ 13.41
\ ]
~ 7/
-~ -



5 Selecting substance(s)

ILEMEZERT =0 FELLog_ PowZzBATWAIEIZH S,

| GearFls | Fitr

OCTADECYL 33, 5-01-tert-BUTYL-4-HYDROXYPHE. .

CAS number
0002082-79-3

Reference number  Molecular weight

68320

530.88

Density

Melting point ~ Electronegati... Aip mean Taumean  Aipwc Tau we (lass trans te... log Pow

4101

134

< e )

i Previous substance | ([ Nextsubstance| 4 hssin to substance




® FIT¥E (Substance)* €&
SubstanceDEfE (ppm) HMBNADEEZ

i2 A (5000ppm)

Article

|
k|

surface (cm2) (600

Artide Layer 1 Contact Medi...
Polyethylene... Ethanol 50...
_JThiknesspnTT T00T — T T1ITETE04 —
substance 1€ _ocTaoecv. .. RN >

e e o o e o o ==

Contact medium #E;ERE L0 ppm

' Concentration /. Diffusion coefficent /., Partition coefficent /

a Add substance(s)

EII Layer (Layer 1) r,; Substance (Substance 1) /ﬁ Data (concentration) ]_

@ @

Extended properties

Concentration {mg/kg) |0




o ———

® LEIERDE

s

anh
Nd

L1l

(

Article 1 (Package 2]

y  Artide

Surface (cm™2) |&00

Artide Layer 1 Contact Medi...
Polyethylene... Ethanol 50...
Thickness (um) 100 1.657E04
Substance 1 OCTADECYL ... [BZ05E-15) " 0.0001

a Add substance(s)

Concentration ), Diffusion coeffidgent /, Partition coeffident

] [a

Layer (Layer 1)

Substance (Substance 1)

/&l Data (diffusion coef

Set all to default value
Apply same mode to this layer

Apply same mode to all layers

TN == - -~ N
Diffusion coefficent 1
(®) Known | Diffusion coeffident (am~2/5): [1E-11
() Interpalation based on Th
() Piringer |
() Arrhenius |
() Customized equation ||
(O Brandsch equaton
N - = - - 7

(2)
wnse (1)

(3)

F 7532 R $2) Piringer, Tg, Bransdsch

i

Layer (Layer 1) E

@

Diffusion coefficent

'i' Known

*(C) Interpolation based on Tg

~———————__

~
-

—_ =
71 Piringer
~

- e mm ==

() Arrhenius

—y
N\

() Customized equation

——————_~

o —_—
(" )Brandsch equation > y
~ -

—-_—




File Administration Window ?
BEEW

[

| —

Physical memory used: 32% -:l Package

1.667E04

Partition coefficent | Solubility |

-d Add substance(s)

@ Layer (ContactMedim 1) | &  Substence (Substance ) /@8, Data (Diffusion coefficient) |

ﬁ‘ Run prediction...

@l

Diffusion coefficent Example temperature (°C):
O Known
() Interpolation based on Tg
®)Piringer Example for 20°C (cm”2/5):
() Arhernius P(1.99E-06)
() Customized equation

() Brandsch equation

() Welle equation

Set all to default value
Apply same mode to this layer

O S e I

a

Geometry:

|R.edzngular |E|| |E|
600

Contact surface (tm*2):
Yolume of contact medium (cm*3): 1000

Widh () 10|

Heght@n): 10 |
Length (cm): E

Surface and mass of contact medium by artide

Artides  Surfaces (am”2) Mass (g)

Artide 1 600 1000
Total surface

of all artides (m~2): 800

Switch package in fitting mode
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EIZKLYAp-ValueZ#E
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Artide Layer 1 Contact Medi...

volyethylne. . |EthanolS0ie |

Thickness (um) 100 1.667E04

EZE | :Ap-Value(Piringerik) A LG WG S DEE
Reset Layer®4')v- L TDatabaseM o E RSN =R T —ZFHIBRLE T,

Concentration / Diffusion coefficent ), Partiion coefficdent

a Add substance(s)

/ml Layer (Contact Medium) | 5 rﬁ |
@ o [ %
Type:  (O)Polymer (@) Contact medium Thickness {pm): 16667

Density (gfcm3) : 1

Copy from... :
B LALGL = yer abbreviation : | Contact Medium

o
{ Resetlayer M
\ 7' Food group (according to Annex V of Regulation (EU) 10/2011 and some maore)
~

e

Ethanol 50%: - food simulant (ipophilic foods - oil in water emulsions) f Lebensmittelsimulanz (lipophile | »
Parameters for estimation of partition coeffidents based on Pow
(®) Worst Case A 0.4 B: -2

() Realistic A: 0.4 B: -1




& Article 1 (20130524-01) EEl=

Article A

Surface (cm~2) |600

Article 7 L:yer— \liﬂmctl\"ledi... W'
e )@_y;;‘;;j““ Reset layer[Z&YLayer(ENot defined | i,

Substance 1 OCTADECYIN, 530 _ 2! t%ﬁth§§1t ng:--d_o

Il

Set-off

' Concentration  Diffusion coeffident / Partition coeffident /

a fdd substance(s) \:‘;‘4 Run prediction...
ST Layer(tayen [ a [ |
L B
Type: (@) Palymer Contact medium Thickness (Lm): 100

Density (gfcm3): |1

Copy from... T
% Layer sbbreviation : |ETE]
Reset layer
= Database Material : Mot defined
rs‘_”'—, Set to user defined

Mateirial spedific constants for estimation of diffusion coeffidents according to Piringer : : —G *)J &) —C éj\ ; % ( g / mo I ) t Tg S.DE]]. F.:'-X_
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Interpolation based on Tg &Brandschii A
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RUR—FDBRITHEDILERESRIE  B%1:PiringerX  p(7.03E-15)%&4R

Artide Layer 1 Contact Medi...
Polyethylene... Ethanol 50...
Thickness {um) 100 1.667E04

Substance 1 OCTADECYL ... P(7.036-15)  0.0001

Concentration  Diffusion coeffident /. Partiion coeffident

3 Add substance(s)

I Layer (Layer 1) r_'; Substance (Substance 1) fﬁ, Data (diffusion coefficient) |

@ @ »

Diffusion coefficent

() Known

(") Interpolation based on Tg

(@) Piringer Example for 20°C (cm~2fs):  P(7.03E-15)
() Arrhenius
() Customized equation 5?1\%\ 7:"] ﬁ“ B ’ C, D -d— ~ TPiri ngerig *R E.I- ﬁE’,

() Brandsch equation
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Article Layer 1 Contact Medi...

Polyethylene... Ethanol 50...

Thickness (um) 100 | 1.667E04 |

- E— . - - . - .

hickness(um) 1.667E04 & [
A IE1000mL (cm3) H13600cm? [ZHEflLf=&ED

IR 7
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1000/600=1.66cm=1.66E04mm
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Article Layer Contact Medi...
Polyethylene... Ethanol 50...
Thickness (um) 100 1.667E04
Substance 1 OCTADECYL ... O .

Solibility, Pow ,Kp=1,

Concentration ;,Diffusion coeffident / Partiion coeffident

a Add substance(s)

E[I Layer (Contact Medium) r_'p Substance (Substance 1) / ﬁ Data (partition coefficient)
« |
Partition coefficient (kp) |/RIAA  CASNO.0002082-79-3 |
' Knouin N || Clear Filters Filter :
) Solubility ' Glass Trans T... pow |
e ) : ______ 1 i 4 _1 - J|
L BEIEPowEEIRLET !
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i Pow

@ HEZRHED
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petice e ContactMedi.

Polyethylene... Ethanol 50...
Thickness (um) 100 1.667E04

bsanee 1 OCTAGECT... Pms)

" Concentration /, Diffusion coefficent |, Partition coeffident /
ﬂ Add substance(s)

[!t]l Layer (Contact Medium) r a Substance (Substance 1) /ﬁ Data (partition coefficient) ]_
« | o

Partition coefficient (Kp)

Partition coefficient (Kp)

= |

O known f=e + A *log(Pow

() solubility T[and]l‘-':l:'{ﬁ GQ{PD,:} O knoan Kpf = exp(B + A *log(Pow))

® o B [food]: 5 () Solubility A [food]: 0.4
Log{Pow) [chemical]: 13.41 ':'E' Bow B [food]: -2
Kpf: 28.9

Log(Pow) [chemicall: 13,41
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& SML v 5.231 - O B

File  Administration Window ?

EEdESR Physical memory used: 31% [ Package
4 {35 Package 0 _
LY avtice 1 & Article 1 (Package 0) b | | Padeoe®

sz
Geometry:
e s vl B

Folyethylene... Ethanal 50%

Thickness (um) 100 1.667E04 ) Contact surface {cm*2): 600
D2TLED. _ I ] | Volume of contact medium {cm~3): 1000
\Ccncenwaﬁon /\Diﬂ‘uston coefficent XParﬁhon coeffident f{Squb\Iity," W

g Set-off
a Add substance(s) @ Run prediction... -o Width (cm): E

Height (cm):
ﬂu Layer (ContactMedum 1) | 3 Substsnce (Substance 1) /@8 Data (Partition coefficient) | L:;m(z:’: %
(€] »

Partition coefficient (Kp) Surface and mass of contact medium by artide
Artides  Surfaces (cm~2) Mass (g}
Kof = 10 (B +A *log(Pon)) Artide 1600 1000
Sk A [focd]: 04
() Solubility B [food): 2

() Arrhenius Log(Pow) [chemicall: 13,41

(@ Pow Kpf: 312

MNote : The estimation of Kpf based on Pow
is llimited to temperature below 60°C

Total surface

Set all to default value of all artides (m~2): 600

| Apply same mode to &ll layers and substances

Switch package in fitting mode

5.231



4. Run prediction. . RHEELEDHEE 121°C30min
N

| [
& Predictions |T||T|E MaXx 30 rmin W i
_ e o L !
‘ Predictions I'.!.' Without statistics I
Temperature profiles ]
Iso Non-Iso Step Modulated Shock Worldwide STANAG Customized Repeated use
Isothermal conditions Time max |30 min W
(@) without statistics
Temperature = 121 " _—T s s ssEsmEsmssmEmEEmEsEsEs T I (I Monte Carlo runs
Isothermal conditions .
AT = 20 =C | I o <
Number of isotherms = |1 I I Indude Sobaol Runs
| | () Fast distribution
FralTemperature = 121 < | Temperature = 121 b |
| |
AT = 20 o |
| |
| |
| Mumber of isotherms = |1 I Dsave... || Gload..
I I (0]4 Cancel
| |
| Final Temperature = 121 “C
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Cancentration {mefke)
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| —— Substance 1 - Contact Medium |

6 7 & 8 10 11 12 13 14 1§ 16 17 18 139 20 21 @3 23 a4 95 2§ 27 08
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28.42 (min)
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SML v 5.231 - [Iso(121°C ,30min) (Package 0)]

& Fle Administration Window ?

BEd

4 {35 Package 0
4 D Article 1
“{J{] 1sa(121°C ,30min)

5.231

EvER=z xE =50l

Temperature : 121 (°C) v (@) c(t) : draw mean concentration () c{t) : draw concentration at 0 % of thickness from surface
Polyethylene... | Efanal 50%
Thickness (pm) 100 1667604

OCTADECYL ... 4308 1612

Display unit | mgjkg

G|

Substance 1

physical memory used: 31% [

3ppm = 1.6ppm

Concentration |, Diffusion coeffident / Partition coeffident / Solubility

= cft) - Artide 1 - Iso{121°C ,30min)

& |— Substance 1 - Contact Medium 1 ‘

1.6

Concentration (mg/kg)

T T T T T T
0 2 4 & 8 10 12 14 16 18 20 22
time (minutes)

24

26 28

aC

[ clx,t) - Articke 1 - Iso(121°C ,30min)

& — Substance 1
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20001
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1000
5004
D 1 T

Concentration (m

0 20 40 &0 a0 100 120 140

Layer Thickness {pm)

160

180

20

v

28.42 (min)
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Package 0
=
Geometry:
Rectangular
Contact surface (m~2): 600
Volume of contact medium (cm~3): 1000
Width (cm): 10
Height (cm): 10
Length () 10 Add Artice

Surface and mass of contact medium by artice

Articles  Surfaces {cm~2) Mass (g)

Artide 1 600 1000
Total surface

of all artides (cm#2): 600



Artide Layer 1 Contact Medi...
Polyethylene... Ethanol 50...
Thickness (um) 100 1.667E04 PET1 100pm

Substance 1 OCTADECYL ... P(28.9) IQ /—50%
Substance 2 PHOSPHORO... P(187.2) o i
Substance 3 PENTAERYT... P(343.8) 121°C-30min
Substance 4 Caldum stea. .. _

R T T Substance1 #HMFIA 3.095ppm

Layer 1 Contact Medium 3

B sisnc: [ Substance2 #M#FIB 1.733ppm
= Sbstne2 S Substance3 FMFIC 0.361ppm
B sbsned [ Substance4 EMEID 2.401ppm
@ Q | E = Selectal | | Unselectal ma/kg w
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Substance 1 - OCTADECYL 3-(3,5-DI-tert-BUTYL-4-HYDROXYPHENYL) PROPIONATE

Properties
Density (gfcm™3) : 1
Malecular weight (gfmol) : 530.88
POW : 13,41
Initial concentration
Layer 1: 5000ma/ka
Partition coeffident
Layer 1/ Contact Medium : 28.9 (POW based)
Diffusion coefficent
Layer 1 7.030E-15 cm™2/fs (PFiringer based)
Contact Medium : 1,000E-04 cn*2/s (Known)

Time/ Temperature conditions :
Iso 121°%C
30 rair,

Migration :

SML {mag kg of contact medium): Spedific Migration Limit
QM (mafkg of packaging) : Quantity Maximum

QMA (mg/dm-2 of packaging): Quantity Maximum per Area

DL {mg/kg of contact medium): Detection Limit
Green ; Compliant
Red: Mot compliant

Legislation (EU) No.10/2011
[ T ENEN? DH A5

RERTITENT HEE
FRERREERLGNGE

=l Substance 1 - 3.095E+00 mg/kg - OCTADECYL 3-(3,5-DI-tert-BUTYL-4-HYDROXYPHENYL) PROPIONATE

Mt =] European Union : Regulatory @ (EU) Mo 10/2011

SML QM QMA DL
& - - -

=l European Union : Regulatory : 2002,72/EC

SML QM QMA DL
E - - -




Japan/TokyoD S & & 40FERBREZHER= 121°C-30min

Article 1 - Worldwide - Japan (Tokyo){40y) ] q I
Layer 1 Contact Medium
I substance 1 [
W e [ ERTEFTEEENMEERRY
ubstance . - . .
B Gubstance 4 [ ~/=:L'/_~/3-/—G%ij-o

& 'c:;l e = Select ll | Unselect all | mg/kg W

concentration (medke)

o1 2 34 5 6 7 8 3111121314 16 16 17 18 19 20 21 22 23 24 25 26 27 28 28 30 31 32 33 34 35 36 37 33 39 40
time (vears)
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