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+ » ThisPC > Desktop » example fitting v o

Organise v New folder - 1 O

# Quick access

Package SAN 24h 2t 40C.smi

&3 This PC

@¥ Network

File nane: | Package SAN 24h 31 40C smi o] AKTS SML "sml v

Cancel
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v & Package SAN24hat40C  Surface (am~2) [600 ]

Artide 1 i
@ Artide 1 Article Layer 1 Contact Me...
ACRYLONIT... Acetic acid ...
Thickness (p... 300 1.667E04
Migrant 1 ACRYLONIT... B

[Concentration | Diffusion Coefficient | Partition Coefficient | Sol

Add Migrant(s) 5B Run Prediction...
Layer (Contact Medium 0) ] Migrant (Migrant 1) ]
< |02

Partition coefficient (](p) Example Temperature (°C): |0 |
() known Pow Calculation Parameters

O solubiiity kpf() = 10 © +A TlogPow())

(O van't Hoff Food A: Missing

@ Pow Food B: Missing

O Polarity Scale Migrant Log Pow: 0.25

Note: The estimation of Kpf based on Pow is limited to temperature beloy

Palmeftrics

COEBITIIHLBUREDp O HEFEATLET .
DRI EZRIT -INSFRTBLEUEE A
Pow7 JO—-FMBIRTELVDT, DHEcREE
BIRNEUTKpf= 1Z2EELE T,

Surface (am~2) [0 ‘ op
\Article Layer 1 Contact Me...
ACRYLONIT... Acetic acid ... dd‘ )
Thickness (u... 300 1.667E04 Add Layer(s)

Migrant 1 ACRYLONIT...

Concentration | Diffusion Coefficient |Partition Coefficient | Sol =
Set-Off

CORHTIILEREDpDHZFEITLET .
DEARE RTINS T AT HTEELER A
SEIOLSCHIEMEDO0T —IUINDZEAIT—Hh
1ROGAR. DEFEREPow7T0—F Feld
DEAAREIBARELE T,
ZOBEHITIFABENEFEL3%, 0r 4%DI28H
Pow7JO—-F(HERTEFE A

, Add Migrant(s) ,P' Run Prediction...
g Layer (Contact Medium 0) Ji Migrant (Migrant 1) |

Partition coefficient (Kp)

Known Value

@ Known

(O solubility 1
(O Van't Hoff

O Pow

O Polarity Scale

Set All to Default Value Apply Same Mode to All Layers and Migrants
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Package Properties

Output Calculation

Article 1 (Package SAN 24h at 40C) - SML v 6.52001

£, = D Save Package b4 Save Package As - ] | Save Article alt ! 'S
= 3 : % & & L = ®
- £¥ Duplicate Package W Save All Packages — Duplicate Article
New Open . New Open r t Import Initial Predictionon  Prediction on Close All elete A Close
Package Package 8 Close Package {20 Package Details Article  Article  Art 38 Close Article Concentration This Article All Articles Articles  Art tput All
Package Article Prediction File
v =) Padage SAN 29 2t 40C  Surface (am”2) A
| Artide 1
|Artide ml
Thidmess (= Add Layer(s)
Mgrant 1 ACRYLONIY >
A
2
. Set-Off
a Add Migrant(s) ,ﬁnm?mimm
AT Layer(layer1) [ o & ]
L4 > >4 Copy From... Reset Layer &L setto User Defined Database...
Type: (®) Polymer O Contact Medum

6.52001

2023

Thicness (um): 300
Density (gfon~3): | 1.09 B

Layer Abbreviation: 'Lavef 1

Material: ACRYLONITRILE-STYRENE, COPOLYMER (AS)
Layer Details
Molecuiar Weght (gfnol): (47164 | Glass Transiton Temperature (*C): [37 ]
Log Pow: ‘E{A 1
Material spedfic constants for estimation of diffusion coeffidents according to Pringer
@ UpperLimt:  A"p:  N/A el Tews NA L] AR NA
(O Reakstic Case: Ap:  N/A el Tou: INJA Ap: NJA

Coeffidents for estimation of diffusion coeffidents according to Welle
a(K~-1) (N/A ] c(a~3) [Nja

b (am~2%~-1) [N/A } axk~)  [va

7/2

07:LayerliZ72))L=k0)L_aR)<— [EHA300um
MigrantlX721)JL=K)JL JEE 15ppm

- ]
- &

Palmetrics
Package SAN 24h at 40C =
Geometry |

Rectangular v
Contact Surface (an~2): 600
Volume of Contact Medum (am*~3): 1000
wdth(m): [0 |
Heght(am):  [10 |
tength(am: [10 | Sl e

Surface and mass of contact medum by artide

Artides  Surfaces (om*2) Mass ()
Artide 1 600 1000
Total surface
of all artides (aom~2): 600
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(7] | B Article 1 (Package SAN 24h at 40C) - SML v 6.52001 - [w}
Package Properties  Output Calculation -5
{F} P Save Package b Save Package As E] m kel Save Article AR é {3’ - P | _l_ ez
w - &% Duplicate Package Kef Save All Packages j.h.o’ Ly '}/ Duplicate Article t\ ‘e o * ® GJ | I I e r] C S
New Open . New  Open Impornt Import Initial Prediction on  Prediction on Close All Delete A Close
Package Package 8 Close Package i3 Package Details Article  Atticle  Article 98 Close Article Concentration This Article All Articles Articles  Asticle Output All
Package Article Prediction File
v =) Package SAN 290 2t 90C  Surface (an™2) A | Package SAN 24n at 40C <
U] Artide 1 [
R Contact Med... [m
ACRYLONIT... Acetc 3dd 3% Geometry
Thick Gm) 30 78 Add Layer(s) -
Mgrant 1 ACRYLONIT... 1E-11 B
) f .@)\; Contact Surface (an”2): 500
' Concentration [Diffusion Coefficiegt Partition Coefficient 'Solubility v o of Contact (an): 1000
B rroents) 55 Run Predicton...
Width (cm): 10
La La 1 o |
/m' yer(Laverd) r" Height (am): 0 |
€ > | X Copy From... Resetlayer | L, Set to User Defined Database... Length em: [0 Add Artide
Type: @proiymer (O Contact Medum
Thickness (um): 300 . *,.I—jt&{ %& Surface and mass of contact medum by artide
Density (g/om~3): | 1.09 08'Layer10) ‘L\ﬁ % 'j: 1E-11 Artdes  Surfaces (eom”2) Mass (g)
- . N — =L Aride 1 600 1000
Do vt e ContactMedium D LA %R E (L 0.0001IZERET %o
Material: ACRYLONITRILE-STYRENE, COPOLYMER (AS)
Layer Details
Moleais Weght (fmol): (47064 | Glass Transiton Temperature (C): [97
Log Pow: (/A |
Total surface
Material specific constants for estimation of diffusion coeffidents according to Pringer of all artides (am~2): 600
® pperumit:  A"p: NA [ Tau WA [0l AT NA
(O Reakstic Case: Ap:  N/A el Tou: INJA Ap: NJA
Coefficents for estimation of diffusion coeffidents according to Welle
a K1) [N/a c(A™3) [nya ]
b (an~2s*-1) [N/A ] d(k~-1) [na ]
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Package Properties  Output Calculation
£ £ Save Package bdl Save Package As ] | Save Article
2 8°F oo ’ 3 (= -
o £¥ Duplicate Package W Save All Packages — Duplicate Article
New Open New  Open t
Package Package B ClosePacksge  fJ Package Details Anticle Aticle  Art [ Close Article
Package Article

v =) Padage SAN 29 2t 40C  Surfoce (am~2) (600

ol
&'
~
Import Initial
Concentration

Article 1 (Package SAN 24h at 40C) - SML v 6.52001

@ o]
Prediction on  Prediction on Close All
This Article All Articles Articles
Prediction

Close
All

Add Layer(s)

@

)

Setoff

Artide 1 -
\Artide Layer 1 Contact Med....
ACRYLONIT... Acetic add 3%
Thidmness (um) 300 L66TE04
Morant1 acrvnionr... IS o.0001
| Concentration | piffusion Coefficient |Partition Coefficient | Solubility
0 Add Migrant(s)
‘]il Layer (Layer 1) TQ Migrant (Migrant 1) "4 Data (Diffusion Coefficient) |
< >
Diffusion Coefficient
Known Value
Diffusion Coeffident (om~2/s): | 1E-11
Set to Defauit Values
O Wele Equaton
Oln-siico
Apply Same Mode to This Layer Set All to Default Value Apply Same Mode to Al Layers
2023Y/7/2

09:Layer1 DLEURE(E knownZEIRL T 1E-11
ContactMediumDILELR AL 0.0001(ZEXE T B,
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Package SAN 24h at 40C =
Geometry

Rectangular v
Contact Surface (an~2): 600
Volume of Contact Medum (am~3): 1000
Width (cm): ]
Heght (am): ]
Length (am):  [10 Add Artide

Surface and mass of contact medum by artide

Artides  Surfaces (om*2) Mass ()
Artide 1 600 1000
Total surface
of all artides (aom~2): 600
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Package Properties  Output Calculation
.:‘_\ £y, Qsa..e Package b Save Package As | | kel Save Aticle r"\l’
. 1Y L - . ¥ | y ~
. o = Duplicate Package W Save All Packages 0 e Duplicate Article -

New Open

New Open
Package Package @8 Close Package

Article  Article

Import Initial
Concentration

Package Details 38 Close Article
9

v = Package SAN 24h at 40C Surface (an~2) |600

Artide 1
Artide Contact Medi
Acetic add 3%
Thidmess fum} 300 L.667E04
Mgrant 1 ACRYLO 0.0001
Concentration /Diffusion Coefficient Partition Coefficient |Solubility
0 Add Migrant(s)

[[II Layer (Layer 1) [ 2 Migrant (Mgrant 1) '@ Data (Diffusion Coefficient)

Article 1 (Package SAN 24h at 40C) - SML v 6.52001

’

[} 0]

A I8 *® &
Prediction on  Prediction on Close All Close
All Articles Articles All

This Article

Add Layer(s)

Set-Off
D Run Prediction...

< |2

Diffusion Coefficient

Example Temperature (°C O

Interpolation Based on Tg Calculation Pag
Layer Glass Transition Temperature
Migrant Moleaular Weight (g/mol):

() Customized Equation
(O Brandsch Equation
O Wele Equation

Olinsikco

Apply Same Mode to This Layer Set All to Default Value Apply Same Mode to All Layers

10:Layerl DYLER{ZE (L Interporation based on TgZ &R
L7=354 . 4.60E-12(40°C) EHBYFET,
CDILEUREDpIE HSREBLEE 97°C EMigrant®

T2)IL=ZR) LD FE53.06g/mollZL>TRESNET,

N TH AR B Zknown&EL TL1E-11E R EL = EIFHE
MR EEFNIZEES>TULVEWNZ &Y ET,

HL<ETHBADE=-OICTgmI(ZLBDplEZHRBALT-1ZITT
EAENSDDPEDNREIEX Dp Known ZEIRLET,
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Package SAN 24h at 40C

Geometry
Rectangular

Contact Surface (an~2):

Volume of Contact Medum (om*3):

Width (om): 10
Height (cm): 10
Length (am): |10

ot '
600
1000

Add Artide

Surface and mass of contact medum by artide
Artides  Surfaces (om*2)

Artde 1 600

Total surface
of all artides (cm~2):

10

Mass (g)
1000
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Package Properties  Output Calculation

Article 1 (Package SAN 24h at 40C) - SML v 6.52001

Close
All

i

Add Layer(s)

RO
Set-Off
55 Run Prediction...

11: ERAENSDDpEDREIEX Dp Known ZFERLFET,
RETHOEEMEE ILEBREABMDIEERELTHNES,

"E;'} 4= ) Save Package lj Save Package As | J | ] ke Save Article ,*l::l d @S %
o e =¥ Duplicate Package Rpf Save All Packages - - Duplicate Article ' ~
New Open New  Open Import Initial Predictionon  Prediction on Close All
Package Package 8 Close Package {20 Package Details Article  Article 38 Close Article Concentration This Article All Articles Articles
Package Article Prediction
v =) Padage SAN 29 2t 40C  Surfoce (am~2) (600
Artide 1 ]
Artide Layer 1 Contact Med...
ACRYLONIT... Acetic add 3%
Thidmness (um) 300 L66TE04
Mgrant 1 acrvionar... | o000
Concentration |Diffusion Coefficient |Partition Coefficient |Solubility
a Add Migrant(s)
‘[ﬁl Layer (Layer 1) ] a Migrant (Migrant 1) '4 Data (Diffusion Coefficient) |
L
ion Coefficient
Known Value
based on Tg Diffusion Coeffident (on~2/s): | 1E-11
O Set to Defauit Values
O Arthenius
O Customized Equation =
O Brandsch Equaton a
O‘-';:!c Equaton
Olinsikco
Apply Same Mode to This Layer Set All to Default Value Apply Same Mode to All Layers
2023/7/2
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Package SAN 24h at 40C )
Geometry

Rectangular v -
Contact Surface (an~2): 600

Volume of Contact Medum (am*~3): 1000

Width (am):  [10

Height (am):  [10

Length (am): 10 A fekcle

Surface and mass of contact medum by artide

Artides  Surfaces (am*2) Mass (g)

Artide 1 600 1000

Total surface

of all artides (aom~2): 600
11
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Package Properties  Output Calculation

= }Q Save Package b Save Package As | | kel Save Aticle P2

P S, 3

. 1% s
Bh ¥y
New Open

Package Package @8 Close Package {23 Package Details

v = Package SAN 24h at 40C
Artide 1

&% Duplicate Package Wrf Save All Packages \—ur o

"
N1
Duplicate Article {\

New  Open Import Initial

Article  Article 38 Close Article Concentration

Surface (om~2) 600

Artide Layer 1 Contact Medi...
ACRYLONIT... Acetic add 3%
Thidmess (um) 300 L.667E04

Mgrant 1 AcrvionT... SR o.000!

Concentration |Diffusion Coefficient Partition Coefficient 'Solubility

a Add Migrant(s)

l[ll Layer (Layer 1) [a Migrant (Migrant 1) '@ Data (Diffusion Coefficient) |

Article 1 (Package SAN 24h at 40C) - SML v 6.52001

4 ;
A B *® &
Prediction on  Prediction on Close All Close
This Article All Articles Articles All

Set-Off

< 2
Diffusion Coefficient

® = Known Value

O interpolation based on Tg Diffusion Coeffident (am~2/s):
QOPpringer

O Arthenius

O Customized Equation

O randsch Equation

O Wele Equabon

Olinsikco

Set to Defauit Values

Apply Same Mode to This Layer Set All to Default Value Apply Same Mode to All Layers

12 : Diffusion CoefficinentfEl& 4.6E-12&ANLZET,

F=1ELIE-11DETHELVEE A,

TEREMNSTFTBILT- 4.6E-12 DIETE 1E-11 DETE
SENEZFittingSt &9 I, FittingfR IR ET BAMREE

[FRLCED T, #HEESNLHDpEFXRICIEIZLZYET,
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Package SAN 24h at 40C

Geometry
Rectangular v

Contact Surface (an~2): 600
Volume of Contact Medum (am~3): 1000

Width (om): 10
Height (cm): 10
Length (am): |10

Surface and mass of contact medium by artide
Artides  Surfaces (on™2) Mass (q)
Artide 1 600 1000

Total surface
of all artides (om~2): 600

12

Add Artide
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Package Properties  Output Calculation -

= p ) Save Package kAl Save Package As _1 ) kel Save Article P 1\1] (D’ é o P | _I_ ez
L - &% Duplicate Package K Save All Packages JE‘D‘ ey | Duplicate Article t\ o~ e x ® GJ | I I e r] C S
New Open . New Open Import Import Initial Predictionon  Prediction on Close All elete A Close
Package Package 8 Close Package 12 Package Details Article  Atticle  Article 98 Close Article Concentration This Article All Articles Articles  Asticle Output All
Package Article Prediction File
v =) Padage SAN 29 2t 40C  Surfoce (am~2) (600 ] A | Package SAN 24h at 40C
[ ] Artide 1 [ .
Layer 1 Contact Med... o i mil =* — = i
: - N N —_ Sl yd' Geometr
AGRRONT... acetc o8 % 13:40°C_1HEDBAE TR T —2%2R KT HXETI - it ’
Thidmess (um) 300 L66TE04 - Rectangular 7
AcrionrT... SR o.0c0! =
i = = - i @ Contact Surface (em~2): 600
Concentration | Diffusion Coefficient |Partition Coefficient |Solubility M\OJ:! o — o
a Add Migrant(s) X 3
i 3 i 7 Width (om): 10 |
LB tyetaved T3 oot gagent ,5?5 Predictions Heght () [0 |
( ? /" Temperature Profiles Length (am): |10 Add Artide
Diffusion Coefficient 00 Mon-so Sep Modolsted Shock  Wordwide  STANAG_ Costomized RepestedUse.
-I Isothermal Conditions | Time Max {10 ] day ~ Surface and mass of contact medum by artide
@xoown i St (artides  Surfaces (on™2) Mass ()
OinterpolationbasedonTg | Oiffusion Coefficent (§ |artide 1 600 1000
s e (O Monte Carlo Runs ‘
s SettoDefauit Valued - ey ¢rure [0 )
S~ S Number of Isotherms = |1 Inchude Sobol Runs
(O #randsch Equation O Fast Distribution
O wele Equation FralTemperatre = 40 °C
Olnsikco L t
Total surface
Apply Same Mode to This Layer Set Al to Defaull of all artides (on2): 600
kisave.. | ©loxd...
Number of steps for this output: [10 | S K || R Concel
2023/7/2 13
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Package Properties  Output Calculation

a ) Save Package kAl Save Package As
- &% Duplicate Package K Save All Packages

n m ket Save Article
E

") Duplicate Article

Import Initial
Concentration

Article 1 (Package SAN 24h at 40C) - SML v 6.52001

~

1 ’ . o=
. 3 3 ®
¢ K B %
Prediction on  Prediction on Close All Delete A Close
This Article All Articles Articles  Article Outputs All
Prediction File

New Open . ; New Open Import )
Package Package 8 ClosePackage  i§§ Package Details Adticle Atticle Article 8 Close Article
Package Article
v 53 Padkage SAN 24h 3t 40C Surface (em~2) 600
[] Artide 1 [
Layer i Contact Medi..
ACRYLONIT... Acetic add 3%
Thickness (um) 300 LE67E04

acrviontr... [EESISE o.000!

14:40°C_1day%EXELT OKEY)YILET,

|Concentration |piffusion Coefficient | Partition Coefficient |Solubility |

é Add Migrant(s)

/T wyeaen |

3 mmowey B Predictions

< >
Diffusion Coefficient

@ Known

O Interpolation based on Tg
Opringer

O Arthenius

O Customized Equation

(O Brandsch Equation

O Wele Equation
QOlnsiko

Apply Same Mode to This Layer

2023)/7/2

/" Temperature Profiles

%
i
Add Layer(s)

00)
Set-Off

Oifusion Coefficent

Set to Defauit Values

Set All to Defaull

Number of steps for this output: | 100

Indude Sobol Runs

(O Fast Dstribution

6.52001
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Palmetrics
Package SAN 24h at 40C Ty
Geometry

Rectangular v
Contact Surface (an”2): 600
Volume of Contact Medum (am*~3): 1000
Width (cm): 10
Heght(am):  [10 |
Lengthm): [10 Sl e

Surface and mass of contact medium by artide

(arbdes  Surfaces (om™2) Mass ()

|Artde 1600 1000

I;owwfa_:e -

of all artides (em~2): 600
14
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Package Properties  Output Calculation

n"“lsj = Save Package LJ Save Package As | L' [; 1 ke Save Article é é % m ®
. - &F Duplicate Package K Save All Packages - - Duplicate Article -~ s
New Open : New  Open Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package {20 Package Details Article  Article 38 Close Article This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
viBrsdagesmizatace @Q Q| E VviEHIs = X LI Bl 1l & W
v Albde 1
1] 1so(40°C, 1d) 5
Temperature : 40 (°C) Displayunit  mg/kg ~ (®) c(t) : draw mean concentration (O c{t) : draw concentration at 0 % of thidness from surface
=) Grid
o Artide O
Layer 1 %) fo) P sl =
. Y E—9 —_——r -
scanon.. 15:40°C_1dayi& MiaH £130.006981mg/kgl 27U FEL 1=,
Thickness (um) 300 -
I Mgrant1 15,64

ACRYLONIT...

Concentration | Diffusion Coefficle

=] ¢(t) - Article 1 - Iso(40°C, 1d)
(O]

7.0E-3
6.0E-3
S.0E-3

4.0E-3

2.0E-3

Concentration (ma/kg)

1.0E-3

0

3.06-3 e

Qutput - SML v 6.52001

— Migrant 1 - Contact Medium 0

0.15

= e(x.t) - Article 1 - Iso(40°C, 1d)
e}

Concentration (mg/kg)
w

0.2

0.25 0.3 0.35 0.4 0.45 0.5

Time (days)

0.55 0.6 0.65 0.7

— Migrant 1

0.75 0.8 0.85 0.9 0.95

100

2023/7/2
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150 200 250

300
Layer Thickness (um)

- )
-
Palmetrics
Package SAN 24h at 40C =
Geometry "
Rectangular
Contact Surface (an~2): 600
Volume of Contact Medum (am*~3): 1000
Width (cm):
Height (am):
Length (am): 10 Add Arsle

and mass of contact medum by artide

Surfaces (em*2) Mass ()
1 600 1000
Total surface
of all artides (am~2): 600
15




[T}

7.0E-3
6.0E-3
S.0E-3
4.0E-3
3.0E-3

2.0E-3

Concentration (ma/kg)

1.0E-3

0

— Migrant 1 - Contact Medium 0

Q0% X - Output - SML v 6.52001 - D
Package Properties  Output Calculation - 8
£, 4= ) Save Package kAl Save Package As | | ke Save Article ! 'S el
= . al ® (] m Imet
v = &F Duplicate Package K Save All Packages ‘A:Lr — Duplicate Article -~ i x ® PG} e r ] C S
New Open New  Open Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePacksge  fJ Package Details Aticle  Article 38 Close Article This Aticle Al Articles Articles  Article Outputs Al
Package Article Prediction File
v Bfsdagesandxatec @Q Q| E Hilsl = XL BDlil| e & @ Package SAN 24 at 40C 7]
Save Output unit  mgkg ~ (®) c(t) : draw mean concentration (O c{t) : draw concentration at 0 % of thickness from surface Geometry
Export Migration c(t) Rectangular
Export Concentration c(x,t)
kit Micration 0 [Jiayer 1 [ Contact Med... " N o Contact Surface (an~2): 600
et e TS | 16 BHERERRLIES % e
f *3):
Import Concentration c(x.t) (um) 300 LE67E04 16 . 40 C_ld ayo) I'e & 17} 7N l/T_ ~ ISO_4O C, 1d L of Contact (em*~3) 1000
e e o ILTHROBERRABERTSEET -
, V0L THRDEEERNBZRRSEFT, wa
Concentration Diffusion Coefficient Partition Coefficie Height (am):
= e(t) - Article 1 - Iso(40°C, 1d) Length (am): Add Artice

Surface and mass of contact medum by artide
Artides  Surfaces (om*2) Mass (g)
Artide 1 600 1000

Total surface
of all artides (am~2):

0.05 0.15 0.2 0.25 0.3

= c{x.t) - Article 1 - Is0(40°C, 1d)

Concentration (mg/kg)
w

0.35 0.45 0.5

Time (days)

0.55 0.6 0.65 0.7 0.75 0.8 0.85 0.9

— Migrant 1

0.95 1

2023/7/2
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Package Properties  Output Calculation - 8
£, 4= ) Save Package kAl Save Package As | ke Save Article ! 'S el
= = 4 l (6] o} X Palmet
v = &F Duplicate Package K Save All Packages ‘A:Lr — Duplicate Article -~ i x ® G} e r ] C S
New Open New  Open Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePacksge  fJ Package Details Aticle  Article 38 Close Article This Aticle Al Articles Articles  Article Outputs Al
Package Article Prediction File
viBradagesmizhatac @ Q| E viEH e = X LID| il 8 @ Package SAN 24h at 40C 1)
v 7] Artide 1
(] 1so{5c 7
i kel  Save Output fay unit  mgkg v (®) c(t) : draw mean concentration (O c(t) : draw concentration at 0 % of thickness from surface
#  Export Migration c(t)
' [ tayer 1 £ ContactMed... IR . om~2): 600
ACRYLONIT...  Acetcacd 3% - £ *R i i % *R ij— e s
2 e e honte 17 : % 5EFEIRD Import Migration ZERL o P
Delete Out JORMONIT... 14.64 0.006981 E E;] o == | e II:I:II E%ﬁ ( - 9 é& 1@) % .d—%) °d—
X Bt , J1340°C,1dayD EAI;E BM(T—2a%02 importd 51=60TY,
Concentration |Diffusion Coefficient Partition Coefficie -
= e(t) - Article 1 - Iso(40°C, 1d) Length (am): Add Artice
[0 — Migrant 1 - Contact Medium 0
7.0E-3 e Surface and mass of contact medum by artide
= et o Artides  Surfaces (am*2) Mass (g)
o 6.0E3 - == Aride 1 600 1000
- e
3 5.06-3 B - =
£ —
g 4083 s i
H s
& 3.0E-3 i
[
3 gl
£ 2.0E-3
S ”
1.0E-3 -
Total surface
0 of all artides (am~2): 600
0 0.05 0.1 0.15 0.2 0.25 0.3 0.35 0.4 0.45 0.5 0.55 0.6 0.65 0.7 0.75 0.8 0.85 0.9 0.95 1
Time (days)
= e(x.t) - Article 1 - Tso(40°C, 1d)
el — Migrant 1
14 3
T
B
E 10 \
= \
e 8 \
% \
£ s
g
5 4 |
o
2 |
3 {
0 S0 100 150 200 250 300 350 400 350 S00 S50 600
Layer Thickness (um)
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-,;!} "‘r__} & Save Package b Save Package As ] el Save Asticle A 2 % Nl 2\ i
< O—J £ Duplicate Package Kl Save All Packages L ] ] : - . N N PG] l m e -l-rl C S
P::::ge Pacpkear;c B8 Close Package {23 Package Details Eﬂp::Te 18 . Import M |grat|on %7 )‘ya-d_é&;ﬁ& %7&“7_977’(}bh\b
- Q e— m— ||J 220902 To 0 24h at 40C | EE*R [,’Clmport[,ji'ﬂ'o
v Package SAN 24h at 40C : VL= = te) = o — Package SAN 24h at 40C =
T Import 9 &P EEDFMBENRTSNET ‘
) ' T tre: 40 () Diplayunit \mokg v @) dr = . S s 34 JL | — Geometr
oo = @ ColumnDBFEBE YL, Time®D0.1sec’h EE B ZEMICERLET, ' '
i Artide [ tayer 1 [t - Contact Surface (am~2): 600
- ‘::"LW a - - Volume of Contact Medum (am*3): 1000
M Momti  ARMONT.. 1464 ¥ Import Experimental Migration Profile woh n):
Concentration | Diffusion Coefficief ——— Height (am):
=] ft) - Article 1 - Iso(40°C, 1d) § Length (am): Add Articke
= th) T(A%C)  S(mgikg)
7.0E-3 . Surface and mass of contact medium by artide
4 N Artides  Surfaces (om™2) Mass ()
3 6.0E-3 Artide 1 600 1000 M
3 5.06-3
E
£ 4.0E-3
E column 1 column 2 column 3
g 3053 1 0 % 0
£ 2063 2 24 40 0.0058
o
He Total surface
0 of all artides (am~2): 600
0 0.05 0.1 0.15 0 0.85 0.9 0.95 1
= e(x.t) - Article 1 - Iso(40°C, 1d) Time Concentration
(O] Time isin ([select Cokumn) v| :oAisec v: Concentration is in :ESeIechoum] v: mokg v
14 [ Open Customized Profie.... < ¥ cancel
:"f 12 ‘.
s
E 10
s s
g 4 .
o
2
5 {
0 50 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (pm)
2023/7/2 ¥ zs80an) 18
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{E} IF:_\,\ 5 Save Package kAl Save Package As ) |
T = £F Duplicate Package e Save All Packages ‘AU L
New Open New  Open
Package Package 8 Close Package {20 Package Details Article  Article

Package

v Bradagesanznatac R Q| E viEHle= = X LB

v
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|l Save Article

Qutput - SML v 6.52001
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a O

19:Column 1lE Time (F§R) TIHS. BB ALIXhoursTY .
18R—T ~0R—U TEYI G EMEFZEIRLET,

Palmetrics

Artide 1
1] 1so(s0%C, 1d) -
Temperature : 40 (°C) Displayunit  mg/kg ~ (®) c(t) : draw mean concentration (O c{t) : draw concentration at 0 % of thidness from surface
= Grid
o Atde O inE
ACRYLONTT... |G —
BN Mgantl | ACRMONT.. 1463 ¥: Import Experimental Migration Profile
[ [ Diffusion Coefficie ——————— 0
Concentration usion | import |
= ¢(t) - Artidle 1 - Iso(40°C, 1d) r -
~ t(h) T(AC)  S{mg/kg)
(O]
7.0E-3 -
~ 6.0E-3 R
o
-
8 S.0E-3
E
£ 4.06-3
z 3 column 1 column 2 column 3
5 3.06-3 e
£ 1 0 & 0
£ 2063 2 24 0 0.0058
o
1.0E-3
0
(] 0.05 0.1 0.15 0.4 0.85 0.9 0.95 1
= e(x.t) - Article 1 - Iso(40°C, 1d) Time Concentration
fei Tme isin | concentratonisin [[Select o) v | [mohg
14 | [ Open Customized Profie... 4 3 cancel
g u -
3
E 10 \
= \
s 8 \
s
€ 6
g
5 4 |
[
2 |
3 {
0 50 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (um)
2023/7/2 B0 2bem

ackage SAN 24h at 40C =

Geometry

Rectangular

§m

Contact Surface (an~2):

Volume of Contact Medum (am*3): 1000
Width (cm):

Height (cm):

Length (am): Add Arsle

Surface and mass of contact medum by artide

Artides  Surfaces (om*2) Mass ()
Artide 1 600 1000
Total surface

of all artides (am~2): 600
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-
ﬁ ) Save Package kAl Save Package As @ ) [ Save Article ﬁﬁs .’B‘é &1 “ e
27 Duplicate Package Mg Save All Packages L‘J [V Duplicate Article — i ® PG I | I I e T rl C S
New Open = . New Open Import _ . mport Initial Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Adicle Atticle Article 8 Close Article Concentration This Article Al Articles Articles  Article Outputs  All
Package Article Prediction File
vBruagesmiznatax Q@ Q| E vEIS = XILID| )& 8 ® Package SAN 24h at 40X o
v 7] artde 1 ny
{14] 1s0(s0°c, 1d) - ) =— . - |
|Temperature : 40 (°C) Displayunit mgkg VQc(t):&umMawnOcﬁ):&mmawno %ofhdmessfrunsrfacel Geometry
= Grid Rectangular [
!\.‘ Artide [iayert | Contact Surface (om~2): 600
. acenowr. (@ - * Volame of Contact Medum (Gn~3): 1000
M Mgt 1 AGMONIT... | 1464 %: Import Experimental Migration Profile Sy
{Concentration | Diffusion Coefficiel — | Heght(am): 10
1 c{t) - Articke 1 - Ts0(40°C, 1d) I Length (am): 10 Add Artde
= th)  TAYC) Simghg) A
7 7.0E-3 4 Surface and mass of contact medium by artide
L | | [wsds Sefecs @2 Mass (g)
g 604 Artde 1 600 1000 %]
L0E-3
E S.0E
£ 4.06-3
; 3.06-3 CRRRLEES jotm 21 _jewnd
H 1 0 § %0 o
€ 2.0E-3 2 24 « 0.0058
o
1.0E-3
Total surface
04 of all artides (am~2): 600
[ 0.05 0.1 0.15 0.2 0.85 0.9 0.95 1
SN ST P AN L thng TMone
et - Article 1 - 150({40°C, 1d) | me Concentraton P
0] Tme isin Concentraton is in NM v/
14 [ Open CustomzedProfie... | | o200 | ¥cancel
1
3
E 10
c
2 83
=
T
g
5 49
[
24
04
[ S0 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (um)
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Package Properties  Output Calculation -2
a ) Save Package kAl Save Package As @ ) [ Save Article ﬁﬁs @ | ” e
&% Duplicate Package K Save All Packages L‘J [V Duplicate Article — ﬂ ® PG I | I Ie T rl C S
New Open - . New  Open Import . Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Adicle Atticle Article 8 Close Article This Article Al Articles Anticles  Article Outputs Al
Package Article Prediction File
v@Brudagesaznaae Q Q| E v [EHIS Z XILID| 1| @ @ Package SAN 24h at 40C )
v 7] Artide 1
(] 1s0(40°c, 1d) | ) L 1 ) |
|Temperature : 40 (°C) Displayunit mgkg V©c(t):&umemmwawn0cﬁ):&mwmhwnn 0 % of thickness from surface| Geometry
= Grid Rectangular = |
‘ | 7Diﬁ£ . :?“ bacshack Contact Surface (an~2): 600
oo @ X Volme of Contact Medum (on~2): 1000
M Mgt AGMONT.. 1464 %: Import Experimental Migration Profile wdth e 10
{Concentration | Diffusion Coefficiel — | Heght(am): 10
) c(t) - Article 1 - Tso{40°C, 1d) I Length (am): |10 Si Netce |
= 1| TR Singko)
7 7.0E-3 Surface and mass of contact medum by artide
L | | [wsds Sefecs @2 Mass (g)
5 50834 Artde 1 600 1000 [}
% S.0E-3
E
S 4.0E-3
E 3.06-3 column 1 column 2 column 3
g / 1 0 | % 0
€ 2.0E-3 2 24 0 0.0058
o
1.0E-3 4
Total surface
o l . : i of all artides (am~2): 600
[} 0.05 0.1 0.15 0.3 0.85 0.9 0.95 1
: SN ST P AN L thng TMone
et - Article 1 - 150({40°C, 1d) | me Concentraton P
] Tmeisin  [cobmn 1 Concentration s in [[select Comn) | [mohg |
14 [ Open Customized Profie... v ¥ cancel
5 124
3
E 104
c
£ o
=
LE
g
E
[}
2 3
01 1
1] 50 100 150 200 250 300 350 400 S00 S50 6‘00
Layer Thickness (um)
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Package Properties  Output Calculation - ||
==, 4= [ Save Package b Save Package As &l ] i Save Article ! E m ) Sec
= ™ o @ @ ] Y4
- &¥ Duplicate Package K Save All Packages o
B T s G @ O — ” - Palmeftrics
ew pen ew pen . = '-I:I- e'd" = |-|:|- ¢'§"
Package Package BB Close Package {23 Package Details Article  Article 2 1 - COI um n3 ‘j:;}E b4 -t o ;}E >Z, 0) $1LL (j: mg/kg —C- o
Package TR FrEaTCTOT e
viBrdagesaizmatee Q Q| E viEles T X LID| e 8 & Package SAN 24h at 40C ]
v Artde 1
1] 1s0(40°C, 1d) [
Temperature : 40 (*C) Dsplayunit mgkg ~ (@ c(t) : draw mean concentration () ct) : draw concentration at 0 % of thickness from surface Geometry
= Grid
a Artide O tayer 1 £ . Contact Surface (an~2): 600
acrnonr... | @ - x Volume of Contact Medum (om~3): 1000
Thidness (um) 00 : 2 i x "
M Mgt ARMONI.. 1464 &: Import Experimental Migration Profile o
|Concentration |Diffusion Coefficiet  mpati) I Height (am):
=) ft) - Article 1 - Iso(40°C, 1d) > . Length (am): dd et
= t(h) T(A*C)  S{mg/kg)
(O]
7.0E-3 = Surface and mass of contact medium by artide
L Artides  Surfaces (om~2) Mass ()
= 6.083 Arbde 1 600 1000
E S.0E-3
£ 4.063
2 . column 1 column 2 column 3
& 3.0E-3
< 0 % 0
£ 2083 2 24 % 0.0058
o
1.0E-3
Total surface
0 of all artides (om~2): 600
0 0.05 0.1 0.15 0.3 0.85 0.9 0.95 1
= e{x,t) - Article 1 - Iso(40°C, 1d) Time
foi Tmeisin |column 1 v [hour v]
14 i " 4 3¢ cancel
%
(-4 \
E 10 \
g s
2
t 6
g
s 4
Qo
2
. 1
0 S0 100 150 200 250 300 350 400 450 S00 550 600
Layer Thickness (um)
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Package Properties  Output Calculation
qﬁ 8 ) Save Package kAl Save Package As Bﬂ L‘l ke Save Article A =R N [\
&% Duplicate Package K Save All Packages S -
0 N 0 I
oo B Cincruiace  [EPRDEE | Nl 22:FBEMFTT LIz OKEY )‘19 LFEY,
Package Article Prediction File
viBrdagesaznatae @ Q| E viEIls = XL Bl il e & B
v 7] Artde 1
{1{] 1so(20%c,
.dl'ﬂ( 1 Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
= Grid
o Atce Dwves 4
ACRVLONTT... |2 _
M Mgmti | AGNONT.. 166 ¥: Import Experimental Migration Profile
|Concentration |Diffusion COefﬁoE/—] T
£ c{t) - Article 1 - Tso(40°C, 1d) ' _
= th) T(AC)  S{mg/kg)
(]
7.0E-3- IO
~ 6.0E-3- N
-3
3 s0e3]
E
£ 4.06-3
'E 3.06-3. - column 1 column 2 column 3
E T e 1 0 % 0
€ 2.083 et 2 24 % 0.0053
S e
1.0E-3- ’,//
u T T T
0 0.05 0.1 0.15 0.2 0.85 0.9 0.95 1
) clt) - Article 1 - 150(40°C, 1d) Tme -
e} Time is in column 1 v] [hnu' v]
144 o oK ¥ cancel
g 12
3
E 10-
c \
g 8 \
£ . \
S \
2 |
0 {
0 s0 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (um)
2023/7/2 P Bsstous)
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Palmetrics

Package SAN 24h at 40C

Geometry
Rectangular
Contact Surface (an~2):
Volume of Contact Medum (am*3):

Width (m): 10
Height (am): 10
Length (cm):

Surface and mass of contact medium by artide
|Artides  Surfaces (om*2) Mass ()
|Arbde 1 600 1000 4 |

Total surface
of all artides (am~2):
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a ) Save Package kAl Save Package As @ ) [ Save Article ﬁﬁs @ | ” e
&% Duplicate Package K Save All Packages L‘J [V Duplicate Article — ﬂ ® PG I | I Ie T rl C S
New Open - . New  Open Import . Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Adicle Atticle Article 8 Close Article This Article Al Articles Anticles  Article Outputs Al
Package Article Prediction File
v@Brudagesaznaae Q Q| E v [EHIS Z XILID| 1| @ @ Package SAN 24h at 40C o
v 7] Artide 1
(1] 1s0(40°c, 1d) | ) L 1 ) |
|Temperature : 40 (°C) Displayunit mgkg V©c(t):&umemmwawn0cﬁ):&mwmhwnn 0 % of thickness from surface| Geometry
= Grid Rectangular = |
‘ | 7[:]IiL . :?“ bacshack Contact Surface (an~2): 600
o (@ - % Volme of Contact Medum (on~2): 1000
M Mgt AGMONT.. 1464 %: Import Experimental Migration Profile wdth e 10
{Concentration | Diffusion Coefficiel — | Heght(am): 10
= (t) - Article 1 - Ts0(40°C, 1d) I Length (@m): |10 Add Artide
= 1| TR Singko)
7 7.0E-3 Surface and mass of contact medum by artide
L | | [wsds Sefecs @2 Mass (g)
5 50834 Artde 1 600 1000 [}
% S.0E-34
E
S 4.0E-3
E 3.06-3 column 1 column 2 column 3
g / 1 0 | % 0
€ 2.0E-3 2 24 0 0.0058
o
1.0E-3 4
Total surface
o : . : i of all artides (am~2): 600
[} 0.05 0.1 0.15 0.3 0.85 0.9 0.95 1
St Pk in Fitbng Mode
et - Article 1 - 150({40°C, 1d) | me Concentraton P
oi Timeisin [o-rsec ~]  concentatonisin [lselect Coum] v | [mokg |
144 [ Open Customzed Profie... | | o 3¢ cancel
5 124
3
E 104
c
£ o
=
LE
g
5 49
[
24
0 1
1] 50 100 150 200 250 300 350 400 450 S00 S50 6‘00
Layer Thickness (um)
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‘_”;!\' ‘L_—_—-__: 5 Save Package b Save Package As [ ! "‘:" ket Save Article ﬁd ﬁ®’ x m ® PG] [ m e _l_ri '.C S

. =¥ Duplicate Package Ked Save All Packages — Duplicate Article

New Open New Open t Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package {20 Package Details Article  Article 38 Close Article trat This Article All Articles Articles  Article Outputs Al
v vilElls = ) &
B radagesanznatac Q Q| E = XD 8 S - = > I 57
3 === [N =
o N = —
O 25 MR ME B ML =B H B SERE B ETh TLET, -
! Temperature : 40 (°C) Displayunit  mg/kg ~ (@ c(t) : draw mean concentrat{ r=i= » N N e P . =
- EAMEL A HEA — BT S LSICFittingft EEZLFET
=i B H R — B L =R DL ER R B AN I AU RRETY
o Arbde itayert [ Contact Med... %LH’HE&?& 19, 75\ L/T- D 0) .L\ﬁ 7Is b\EE"]& .L\ﬁ 7N -C o ) 600
ACRYLONIT... Acetic acd 3% VORI OT CONTGACT (om~3): 1000
Thidmess (um) 300 1.667E04
I Morantl  ARVONIT.. 14.64 0.006981 Wb e
Concentration |Diffusion Coefficient Partition Coefficient Solubility Height (am):
-] ¢{t) - Article 1 - Iso(40°C, 1d) Length (am): Add Artide
[O] — Migrant 1 - Contact Medium 0
7.0E-3 face and mass of contact medium by artide
Art Surfaces (om*~2) Mass ()
3 6.0E-3 , | |Artide 1 600 1000 %]
E 5.0E-3 -
£ 4.0E3
2 -
& 3.0E-3
€
8
g 2.0E-3
S
1.0E-3
Total surface
04¢ of all artides (om~2): 600
0 0.05 0.1 0.15 0.2 0.25 0.3 0.35 0.4 0.45 0.5 0.55 0.6 0.65 0.7 0.75 0.8 0.85 0.9 0.95 1
Time (days)
Switch Package in Fi Mode
- c(xt) - Article 1 - Iso(40°C, 1d) ilic )
[T Migrant 1
14
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S
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c
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£ s
g
s 4
v
2
5 {
0 S0 100 150 200 250 300 350 400 450 S00 S50 600
Layer Thickness (um)
2023/7/2 ¥ ssston 25

6.52001




Q0% X - Output - SML v 6.52001 - 0o X
Package Properties  Output Calculation

- 2
ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T@' * ” ® P | 1_ =z
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article o G | I Ie rl C S
New Open — . New Open Import . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article ntration This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
vg?a]dwmsmzmalﬂoc QAalE viHEHsZXxLIDl il 9 Package SAN 24h at 40C 5]
v [7] Artide 1
{] 1s0(40°, 1d) )
Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry
= Grid Rectangular
o Artide [itayert £ ContactMed... Contact Surface (om~2): 600
R Volume of Contact Medum (on~3): 1000
Thidmess (um) 300 1.667E04
.9_- Mgrant 1 ACRYLONIT.... 5 0 ) - | im0
|Concentration |Diffusion Coefficient Partition Coefficient | Solubility Height (am): 10
] c(t) - Article 1 - Ts0(40°C, 1d) Length (am): 10 Add Artide
e} — Migrant 1 - Contact Medium 0
7.0E-3 = Surface and mass of contact medumby artde
e r——— |Artides  Surfaces (on*2) Mass (g)
= 6.0E3: L o ‘Arbdel 600 1000 %)
g s.06-3: e — I
-~ it
£ 4.0E-3- e |
£ 3.063] — !
2 i pe: S \ |
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g =
§ | |
L |
Total surface
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Package Properties  Output Calculation
ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T@' * ” ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article o
New Open = - New  Open nport . Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article cle 8 Close Article oncentration This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v@rsdegesmznatoe Q QI E VviH o T X LDl e
v 7] Artide 1
{] 1s0(40°, 1d) )
Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
=) Grid
o Artide O tayer 1 £ ContactMed...
ACRYLONIT... Acetic acd 3%
Thidmess (um) 300 1.667E04
EIl  Moant: ACRYLONIT... 14.89 0.002171
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Palmetrics

Package SAN 24h at 40C a9

Geometry

Rectangular

Contact Surface (an~2): 600

Volume of Contact Medum (am~3): 1000

Width (em): 10

Height (am): 10

Length (am): 10 Add Artide

Surface and mass of contact medumby artde

|Artides  Surfaces (om*2) Mass ()

‘Arbdel 600 1000 %)

‘ |
|
|

| |

| |

Total surface

of all artides (on2): 600

Switch Package in Fitting Mode
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Package Properties  Output Calculation
ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T@' * ” ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article o
New Open = - New  Open . 1t Initia Predictionon  Prediction on Close All Delete All Close
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v 7] Artide 1
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Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
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Thidmess (um) 300 1.667E04
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=] et) - Article 1 - Iso(40°C, 1d)
e} — Migrant 1 - Contact Medium 0
7.06-3 -
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Palmetrics

Package SAN 24h at 40C a9

Geometry

Rectangular

Contact Surface (an~2): 600

Volume of Contact Medum (am~3): 1000

Width (em): 10

Height (am): 10

Length (am): 10 Add Artide

Surface and mass of contact medumby artde

|Artides  Surfaces (om*2) Mass ()

‘Arbdel 600 1000 %)

‘ |
|
|

| |

| |

Total surface

of all artides (on2): 600

Switch Package in Fitting Mode
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vg?a]dwmsmzmalﬂoc Q Q| E Vv = XDl &% Package SAN 24h at 40C 5]
v | Artide 1
{1l 1s040%C, 1) ,
Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry
= Grid Rectangular
o Artide O tayer 1 £ Contact Med.. Contact Surface (an~2): 600
ACRYLONIT... Acetic acd 3% Volume of Contact Medum (am*3): 1000
Thidmess (um) 300 1.667E04
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5 4.0E-3 ‘ !
£ 3.06-33 i |
2 o | I
g e
g 2.06-3 e ‘ |
S > aadd [
10631 ‘ |
/ Total surface
04s¢ of all artides (am*2): 600
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v [7] Artide 1
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Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry
= Grid Rectangular
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Package Package 8 Close Package 12 Package Details Article  Article 38 Close Article entrat This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
viB3rxagesmizaatac Q Q| E Vv [EH = T X LDl 1l &%
g Artide 1
L 1s0fa0rc, 1)
Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
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o Artide [itayert (4] Contact Med... — N [N — == S =k
anoe. s | 31: COARVRIZKYEIFEHEE—FZREYFET,
Thidmess (um) 300 L667E04
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‘ Concentration | Diffusion Coefficient |Partition Coefficient |Solubility |
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Palmetrics

Package SAN 24h at 40C 5

Geometry
Rectangular
Contact Surface (on~2):

Volume of Contact Medum (am*3): 1000

Width (cm):
Height (cm): 10
Length(am): 10

Suhcemdmofmb:tme&mbyubde
|Artdes  Surfaces (on”2)

Mass ()
:Arbde 1 600 1000
Total surface

of all artides (com~2);
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Package Article Prediction File
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g Artide 1
. ‘ll {0, 1) Temperature : 40 (°C) Displayunit | mg/g ~ (@) c(t) : draw mean concentration (O c(t) : draw concentration at 0 % of thidness from surface

= Grid

S o, saess | 32:RefreshFE ) LET,

Thidmess (um) 300 L.667E04

EM Mgt AcRnONT.. | 1464 0.006981 DpEE%[HE[i 4.6E-12 [:79:0'([,\35'?_0
Concentration |Diffusion Coefficient Partition Coefficiq F|tt|ng§'|'§_d—é/§5)(—'sl[i LayerlO)Dp(HEﬁﬂ[{%%ﬂ) _Gd_o

= ¢(t) - Article 1 - Iso(40°C, 1d)
[T}
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7.0E-3 - ——|  Loopspersene |2

6.0E-3 e o e
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Close Fitting Mode for This Package
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. = £¥ Duplicate Package W Save All Packages - - Duplicate Article
New Open : New  Open Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package {20 Package Details Article  Article 38 Close Article This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
vBrsdagesaizatace QA Q| E viEHIes = X LI Bl i1l 8 %
v [ ] Artide 1
™
{11 1s040°C, 1)
d Temperature : 40 (°C) Displayunit  mg/kg ~ (®) c(t) : draw mean concentration (O c{t) : draw concentration at 0 % of thidness from surface
=) Grid
b Artide 0
Layer 1 [ Contact Med... .. == N
o = .
o e | 33:0ptimize (BIIFETEZHIR) 20y ILFET
Thidness (um) 300 L667E04
EIl  Moant1 ACRYLONIT... 14.64 0.006981
[Concentration | Diffusion Coefficient Partition Coefficidrr

(=] ¢(t) - Article 1 - Iso(40°C, 1d)
[0

7.0E-3
6.0E-3
S.0E-3
4.0E-3
3.0E-3-

2.0E-3

Concentration (ma/kg)

1.0E-3

— Migrant 1 - Contact Medium 0

= e(xt) - Article 1 - Iso(40°C, 1d)
[O]

Concentration (mg/kg)
w

0.2 0.25 0.3 0.35

0.45 0.5

Time (days)

0.55 0.6 0.65 0.7 0.75 0.8 0.85 0.9

— Migrant 1

0.95
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Layer Thickness (um)

1 (days)

600

Palmetrics

Fiting Mode

RSS

<

miolx | 1E-6

Parameter Name
Layer 1-Dp-Known(am~2/s)

| mreatstep 163

Value
4.6E-12

Close Fitting Mode for This Package
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) Save Package kAl Save Package As ) [y Save Article 'Y —l < > ez
ﬁ a &% Duplicate Package K Save All Packages Eﬂ: L‘J "} Duplicate Article o ) ﬁp "Q * ” ® PG I m e T rl C S

New Open = - New Open Import . t Initia Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article ntration This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
VQF’n]dWESANZﬁaHDC Q Q| E Vv s Z XD Dlillea W Package SAN 24h at 40C Fitting Mode
v [7] Artide 1
uu' ) Temperature : 40 (°C) Displayunit | mghkg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thickness from surface Geometry
= Grid Rectangular
o Artide [itayert £ Contact Med... Contact Surface (an~2): 600 o
ACRYLONIT...  Acetcacd 3% Volume of Contact Medum (am~3): 1000 &
Thidmess (um) 300 1.667E04
.9_- Mgrant 1 ACRYLONIT... 5 1.565E-05 ) - woh(): |10
|Concentration |Diffusion Coefficient Partition Coefficient | Solubility Heght (am): 10
= ¢(t) - Article 1 - Iso(40°C, 1d) Length (om): 10 Add Artide 0
Lo
— Migrant 1 - Contact Medium 0 i
6.0E-3 Surface and mass of contact medium by artide
o | L - — Loops per serie |20 Iterations: 0
S.SE-3 4 (Artdes Surfaces (m*2) Mass (g) 2_
o S.0E-3: lartde 1 800 1000 =2 Optmze Refresh
€ 45E3 \ |
g 4.083: | | Correlaton
T 3.5E-3: |
£ 3.06-3 | mas 1|
| .
g VeIt
Rt | | 5] esip [ ]
o i~ — —
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&% Duplicate Package K Save All Packages L‘J "} Duplicate Article e G | I Ie rl C S
New Open = - New  Open rt . my Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article e 18 Close Article This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
vg?meztalﬁ QA Q| E v s X LLID|illea 9 Package SAN 24h at 40C = Fitting Mode
v | Artide 1
Lif otaorc, 1) Temperature : 40 (°C) Displayunit | mghkg ~ (@) c(t) : draw mean concentration (O c(t) : draw concentration at 0 % of thickness from surface Geometry |
= Grid Rectangular g |
o Artide O tayer 1 £ Contact Med... Contact Surface (an~2): 600 .
ACRYLONIT...  Acetcacd 3% Volume of Contact Medum (am~3): 1000 &
Thidmess (um) 300 1.667E04
EIl  Moant: ACRYLONIT... 15 4.44€05 with(m): |10
|concentration |Diffusion Coefficient |Partition Coefficient |Solubility Height (am): |10
= ¢(t) - Article 1 - Iso(40°C, 1d) Length (om): 10 Add Artide u:o
:3
ied — Migrant 1 - Contact Medium 0 o
6.0E-3 Surface and mass of contact medium by artide
° y Loops per serie |20 Iterations: 0
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&% Duplicate Package K Save All Packages L‘J "} Duplicate Article e
New Open = - New  Open nt . Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package Package Details Article  Article e 18 Close Article This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v Brodagesmiznatc R Q| E WV s ZxLIBlllesa8
v ] ade 1
Uu' S| Temperature : 40 (°C) Displayunit | mghkg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thickness from surface
=) Grid
o Artide [itayert [ Contact Med...
ACRYLONIT... Acetic acd 3%
Thidmess (um) 300 1.667E04
EIl  Moant: ACRYLONIT... 10.74 0.083
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- o
-
Package SAN 24h at 40C ey Fitting Mode
Geometry )
RQCW‘Q\J&' e }
Contact Surface (an”2): 600 A
Volume of Contact Medum (am~3): 1000 &
Width (cm): 10
Height (am): 10
Length (om): 10 Licki 0 0.5 1
Loops
Surface and mass of contact medium by artide Loops per serie E] Tterations: 1
|Arbdes  Surfaces (am”2) Mass (g)
Artde 1 600 1000 M | Optimize Refresh
<‘ Correlaton
S —

1 molg [1£4 |
J mioic [1£6 | mreastep [1€3 |
J Pramete e Vae
Total surface [Layer 1-Dp-Known(an~2/s) 6.729€-10
of all artides (em~2): 600

Close Fitting Mode for This Package
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&% Duplicate Package K Save All Packages L‘J "} Duplicate Article o
New Open = - New Open Import . 1t Initia Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article ntration This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v Bredagesaznatac R Q| E W = T X LIBlillaaw
v 7] artde 1
uu' ) Temperature : 40 (°C) Displayunit | mghkg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thickness from surface
= Grid
[ ] itayers (A ContactMed...
ACRYLONIT... Acetic acd 3%
Thidmess (um) 300 1.667E04
EIl  Moant1 ACRYLONIT... 14.9 0.001912
' [Concentration |Diffusion Coefficient |Partition Coefficient |Solubilty |
=] et) - Article 1 - Iso(40°C, 1d)
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-8 X
Package SAN 24h at 40C Fitting Mode
Geometry
Rectangular
Contact Surface (an”2): 600 A
Volume of Contact Medum (am~3): 1000 Y
Width (cm): 10
Height (am): 10
Length (am): 10 Licki 0 1 2 3
Loops

Surface and mass of contact medium by artide L |
= L= - — 00ps per serie |20 Iterations: 3
|Arbdes  Surfaces (am”2) Mass (g) l—
Artde 1 600 1000 (%) Optimze Refresh
“ Correlaton

w [
‘ mtolg |1E-6
| mioic [1£6 | mreastep [1€3 |
L Foramecrtame Vae
Total surface {Layer 1-Dp-Known(am~2/s) 3.08%€-11
of all artides (em~2): 600

Close Fitting Mode for This Package
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ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T{é ,ﬁ ” ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article a7
New Open = - New  Open rt . my Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package Package Details Article  Article e 18 Close Article This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v Bredagesaiznatac R Q| E W = = x| B | & @ ¥
v ] artde 1
Uu' S| Temperature : 40 (°C) Displayunit | mghkg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thickness from surface
=) Grid
o Artide O tayer 1 £ Contact Med...
ACRYLONIT... Acetic acd 3%
Thidmess (um) 300 1.667E04
EIl  Moant: ACRYLONIT... 14.1 0.01762
|concentration |Diffusion Coefficient |Partition Coefficient |Solubility
=] et) - Article 1 - Iso(40°C, 1d)
(0] — Migrant 1 - Contact Medium 0
0.018 - R
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Package SAN 24h at 40C

Geometry
Rectangular

Contact Surface (an”2):

Volume of Contact Medum (om~3): !

Width (cm):
Height (om):
Length (am):

10

10
10

Surface and mass of contact medium by artide

- D
- |
Palmetrics
Fitting Mode
(1] 1 2 3
Loops
Loops per serie 20 Iterations: 3
Optimze Refresh
Correlation

o 1|
molg [1£4 |

mwm @

?P_Hmw ;‘MQ

[ Value
{Layer 1-Dp-Known{am~2/s) 3.08%€-11

|Arbdes  Surfaces (am”2) Mass (g)
;Arbde! 600 1000 M|
1

J

J

Total surface

of all artides (em~2): 600

Close Fitting Mode for This Package
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Layer 1-Dp-Known(om~2/s) 3.172E-12
Close Fitting Mode for This Package

48




Q0 %® X - Output - SML v 652001
Package Properties  Output Calculation
g‘\“ /F":_j\’ i Save Package [. '| | ] ®
v &F Duplicate Package RpjSave All Packpfes Sy U
New Open New  Open Close
Package Package 8 Close Package %3 Paciag Article  Article All
Package Article Prediction File
v Dradagesai2atac Q[ save Package As Dl 2 % Package SAN 24h at 40C )
v Artide 1
-ll 1s0(40°C, 1d) B Save currently selected package as
Tmp:rah:ﬁ a new file name. (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry
= Grid Rectangular J
o Artide [yt [ Contact Med. = S s
. . = = N * 75\ — 600
con. i | 49 [AIFETEARR T LIzEE ., HhaRHMMN3.17E-12(C | ..
Thickness (um) 300 1.667E04 [, _ +
Mgrant 1 ACRYLONIT.... 14.71 0.005776 e 1’ N ~E-I- % % Li
o HYELIz, CCTEER save 9,

|Concentration |Diffusion Coefficient Partition Coeffici

e
£ c{t) - Article 1 - Is0(40°C, 1d) Length (m): Al
(O] — Migrant 1 - Contact Medium 0

6.0E-3 - Surface and mass of contact medum by artide

5.SE-3 e Artides  Surfaces (am~2) Mass (g)
5 S0E3 i =T Artde 1 600 1000
& 4.5E-3 ) s ——
£ 4.0E3 i =
e 3.5e-3 .
£ 3.0E-3 e g
£ -
& 2.5E-3
£
§ 2.0E-3 —
§ 1.5E-3
© 1.0e3

S.0E-4 Total surface

04¢ of all arbdes (am~2): 600
0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 |
Time (days)

=] e(x.t) - Article 1 - Iso(40°C, 1d)
[T}

Concentration (mg/kq)
o

— Migrant 1

2023/7/2

6.52001

250 300 350 400 450 S00 550 600
Layer Thickness (um)

B 23.98 (hours)

- ||| X
Palmetrics
Ftting Mode
b
o«
0 10 20
Loops
Loops per sene terations: 20
Refresh
mtau :1
molg [1£6 |
mmb(ilE-G mreaistep [
‘Pum:swme
Layer 1-Dp-Known{am~2/s)
Close Fitting Mode for This Package
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ﬂ Save As

1 » ThisPC » Desktop » example fitting v O
Organise « New folder
Name Date modified Type Size
# Quick access
| Package SAN 24h at 40C.sml 022 14:37 SML File 2KB
@ This PC
¥ Network

Search example fitt

JAN 24h at 40C

50:save T DI 7AMILRZERTEL T, savex D)y oLET | |

brface (com~2):

h):

R):

File name: | Package SAN 24h at .mf optimized{sml )

Surfaces (cm”2)
Save as type: | SML v5 (".sml) v | 600
A Hide Folders Cancel
£ 2.56-3: v T
g 2.06-3 2 O
§ 1.5E-3 2
Y 1.0€3
S.0E-4 Total surface
04é of all artides (em~2):
0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1
Time (days)
= e{x.t) - Article 1 - Iso(40°C, 1d)
el — Migrant 1
14 i
_ \
g 12 \
) |
E w0 \
c 1
s 8 |
s
€ 6
g
5 4 |
[
2
0
0 S0 100 150 200 250 300 350 400 450 500 S50 600
Layer Thickness (um)
2023/7/2 y aaie
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[Contact Medum (am~3):

hd mass of contact medium by artide

-
7] Fitting Mode
600
v
1000 Y
fuid petc 0 10 20
Loops
loopsperserie |20 | Tterations: 20
Mass (9) 7 :
1000 Optimze Refresh
Correlaton
mtau 1
miolg [166
miob 166 | mrealstep [1£3
Parameter Name Value
Layer 1-Dp-Known(om~2/s) 3.172E-12
600
Close Fitting Mode for This Package
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Package Properties
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Qutput Calculation

Save Package

L4 Save Package As.

Qutput - SML v 6.52001

New
Package

Open
Package

&% Duplicate Package K Save All Packages

2 & ——

v Eradagesaiznatacy R Q| E W

v Artide 1

1] 1so(s0%c,

B8 Close Package

Package

1d)

Temperature : 40 (°C) Displayunit | mokg

=l Grid

Package Details

New
Article

Open
Article

51:All stepsZiERLET,

x [ ©

~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0

% of thickness from surface

Geometry

%)

Artide O tayer 1

ACRYLONIT...
Thickness (um) 300
ACRYLONIT...

[ Contact Med...
Acetc acd 3%
1667604

Migrant 1 0.005776

14.71

[Concentration |Diffusion Coefficient |Partition Coefficient |Solubility |

=] ¢(t) - Article 1 - Iso(40°C, 1d)

feh

6.0E-3
5.SE-3
5.0E-3
4.5€-3
4.0E-3-
3.56-34
3.0E-3-
2.56-3
2.0E-3
1.5E-3-

6.52001

Concentration (mg/kg)

1.0E-3

S.0E-4

— Migrant 1 - Cont| ﬁ Saving Package

0

Padkage Fle: C:\sers\AXTS \Desktop \example fitingPadage SAN 24h ¢

Eindude Outputs

X

Number of time steps to export for each output

gy time steps produces larger files and takes longer to
to the large amount of data ponts stored for each time

0 0.1

= e(xt) - Article 1 - Iso(40°C, 1d)
e}

0.3

K cancel

Rectangular

Contact Surface (an”2):

600
Volume of Contact Medum (an*3): 1000

Width (cm):
Height (om):
Length(om): 10

Surface and mass of contact medium by artide
Artdes  Surfaces (emA2) Mass (g)
Artde 1 600 1000

Total surface
of all artides (em~2):

Time (38y%)

— Migrant 1

Concentration (mg/kg)

\

0.9

2033/7/2

100 150

200 250 350

300
Layer Thickness (um)

500

S

50 600

B 23.98 (hours)

w

Palmetrics

Fiting Mode

RSS

0 10
Loops

20

Loops per sene LG 1 Iterations: 20

Optimze Refresh

Correlston

mas 1|
miolg [£6 |

mtolx | 1E-6

Parameter Name

mreaistep |1E-3

Value

Layer 1-Dp-¥nown(om~2fs) 3.172-12
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Q0% X - Output - SML v 652001
Package Properties  Output Calculation - 8| X
qﬁ 8 ) Save Package ‘thﬁ ) Save Article ) P | 1_ =z
&% Duplicate Package K Save All Packages = . G | ) Ie r] CS
New Open = . New  Open 52 . OK € ;E*Rl.ti d
Package Package 8 Close Package %3 Package Details Article  Article - L o
Package A
v Srsdagesaizhatacey Q Q| E WV E e £ N LID b @  Fiting Mode
v | | Artde 1
U] 1s0(40°c, 1d)
Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry
= Grid Rectangular
o Artide O tayer 1 £ Contact Med.. Contact Surface (an~2): 600 o
ACRYLONIT...  Acetcacd 3% Volume of Contact Medum (am~3): 1000 &
Thidmess (um) 300 1.667E04
.9- Mgrant 1 ACRYLONIT... 14.71 tj.wsm J - width (on):
|Concentration |Diffusion Coefficient Partition Coefficient | Solubility Height (am):
) c{t) - Article 1 - Iso{40°C, 1d) Length (am): 10 Libali 0 10 20
[O] — Migrant 1 - Cont| [ Seving Package X Loops
6.0E-3 Surface and mass of contact medium by artide 5
5.5E-3 - Padkage Flle:  C:\users\AKTS \Desktop \exampie fittingPackage SAN 24h ¢ ,._,_—-—-4)_'*_F< 'Arm Surfaces (an”~2) Mass (g) Loops per serie L20 Tterations: 20
5 S0E3 Arbde 1 600 1000 Optimze Refresh
4.5€-3 Indude Outputs
% 4.0E-3° . z Soaare
- e Number of time steps to export for each output
e 3.5E-3: B
S 3.06-3- i (OFirst and last steps mtay I:]
= e ¥ -
5 ;Z:; [ Ocustom: ene stepon 2 == mtolg 16|
3 | - ——
£ Lses P @ Mo moke[I£6 ] avesbep [i£3
Y 4063 P () Saving many time steps produces larger files and takes longer to { /
: " save due to the large amount of ts Stxed for each tme L Parameter Name: Value
S.0E-44 step, Total surface Layer 1-Dp¥nown(an~2/s) 317212
04¢ of all artides (cm~2): 600 |
0 0.1 0.2 0.3 0.4 Concel || 0.9 1 [
Time (d8y3) :
= e{x.t) - Article 1 - Iso(40°C, 1d) \_/ S L POCRBOE I LU 1400 1
(O] — Migrant 1 ;
14 4 \ [
g 12 "ul ‘
E 10- \ \
= \l L ! J
-3
£ 8 ‘ Close Fitting Mode for This Package
g 6: \ SECAT
g |
5 4 |
v |
: \
'E
0 S0 100 150 200 250 300 350 400 450 500 S50 600
Layer Thickness (um)
203/7/2 pre— 52
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Q0% X - Output - SML v 6.52001 - D
Package Properties  Output Calculation

-
ﬁ mSave Package b4 Save Package As ] Save Article P | 1_ =i
a &% Duplicate Package K Save All Packages = Duplicate Article G | I' e rl C S
New Open - . New Open mport Prediction on  Prediction on A
Package Package 8 Close Package %3 Package Details Article  Article  Ar . . This Article A cle t
Package Article Prediction
vgyﬁms\mzﬁnmu Q Q| E Vv = Z X LIBDlillaea &% Package SAN 24h at 40C Fitting Mode
v [ ] Artde 1
U] 1s0(s0°C, 1) )
Temperature : 40 (°C) Displayunit  mg/kg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry
= Grid Rectangular
o Artide [itayert £ Contact Med... Contact Surface (an~2): 600 o
ACRYLONIT...  Acetcacd 3% Volume of Contact Medum (am~3): 1000 &
Thidmess (um) 300 1.667E04
.9_- Mgrant 1 ACRYLONIT... ~ 0.005776 ) - wohimk |10
|Concentration |Diffusion Coefficient Partition Coefficient | Solubility Height (m): 10
) c{t) - Article 1 - Iso{40°C, 1d) Length (am): 10 Libali 0 10 20
Lo
foh — Migrant 1 - Contact Medium 0 o
6.0E-3 Surface and mass of contact medium by artide
— |2 L t — Loops per serie |20 Iterations: 20
S.5E-3 e ;Arodes Surfaces (am*2) Mass () 2
% 3::: - ‘Arbde! 600 1000 M| Optimize Refresh
g 4.0E-3- wﬁ___ﬂ_’_r__-—/‘* | | Correlaton
& 3.SE-3: i |
% 3.0E-3- i | mtau [:]
5 2.56-3: e | mtolg
§ 2.063- o \ | 4
§ases] | - mio 166 __| mredstep [1€3 |
10831 - L ] ;Paameurmme Value
S.0E-34 / Total surface Layer 1Dp-Known(am~2/s) 317212
04¢ of all artides (em~2): 600
0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1
Time (days)
= c(x,t) - Article 1 - Iso(40°C, 1d) St Pakage i Fttng o8
e} — Migrant 1
14 4 \
g 12 \
E 10- \
c \l
o
£ 8 \ Close Fitting Mode for This Package
£ e \ BT
g | : e
§ 4 |
o
; \
0
1] S0 100 150 200 250 300 350 400 450 500 S50 600
Layer Thickness (um)
2033/7/2 S 53
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Q0% X -

Package Properties  Output Calculation
ﬁ a ) Save Package kAl Save Package As )
&% Duplicate Package K Save All Packages =
New Open - - New  Open
Package Package 8 Close Package %3 Package Details Article  Article

Package

v {3} Package SAN 24h at 40C optimized
v || Artide 1
U] 1s0(40°c, 1d)

2023/7/2

6.52001

QQ‘E.-' i ""I.\I_

Article

| D |

i

Qutput - SML v 6.52001

Prediction on  Prediction on

Prediction

a N

Temperature : 40 (°C) Displayunit mokg
= Grid

~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0

% of thidness from surface

<] Artde Disver

Thickness () 300
ACRYLONIT... 14.71

I Morant1

[ Contact Med....
Acetic acd 3%
1.667E04
0.005776

[Concentration |Diffusion Coefficient [Partition Coefficient |Solubility |

= e(t) - Article 1 - Iso(40°C, 1d)
fel

6.0€-3-
5.5€-3-
5.0E-3
4.5€-3-
4.0€-3-
3.56-3
3.06-3
2.5€-3- e
2.06-3 o
1.5€-3
1083y -
5.0E-4
04

Concentration (ma/kg)

— Migrant 1 - Contact Medium 0

] 0.1 0.2

0.3

0.4 0‘.5 0‘.6 0.7 0‘.8 0.9 1
Time (days)

— Migrant 1

Concentration (mg/kq)
(-]

0 S0 100 150

200

250 300 350 400 450 500 550 600
Layer Thickness (um)

B 23.98 (hours)

Package SAN 24h at 40C
Geometry
Rectangular
Contact Surface (on~2): 600
Volume of Contact Medum (om*3): 1000
Width (cm): 10
Height (om): 10
Length (om): 10 Add Artide

&rfnuldmofmmmlivrwe

(Artdes  Surfaces (an”2) Mass (g)
;Arbde 1 600 1000

\

\

L

Total surface

of all artides (em~2): 600

Palmetrics

Fitting Mode

7

v

|

] 10 20
Loops
Loops per serie |20 Iterations: 20
Optimze Refresh
Correlaton

S
molg [1£4 |
mwm{E?:]

;5amw;lane Value
{Layer 1-Dp-Known{am~2/s) 3.172-12
Close Fitting Mode for This Package
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P Save Package

Output Calculation

b4 Save Package As

Qutput - SML v 6.52001

= 2 B
w “J & puplicate Package e Save All Packages Er Lo Duplicate Article ®
New Open - New  Open Import ) mport Initia Pre e Close
Package Package 8 Close Package 12 Package Details Article  Article  Article e Artcke entrat ! L All
Package Article Prediction File
v @ redagesaN2hatacoptmzed QA Q| E W == XD BDl il e @ % Package SAN 24 at 40C &
v [7] Artde 1 e ——
1] 1s0(40°C, 1d)
Temperature : 40 (°C) Displayunit | mg/kg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry
= Grid Rectangular
o Artide [Jtayer s £ Contact Med... Contact Surface (am~2): 600
ACRYLONIT... Acetic acd 3% Volume of Contact Medum (om*3): 1000
Thidness (m) 300 1667604
EIIl  moant1 ACRYLONIT... 14.71 tf,uosm 7 7 Width (om:
ackage Concentration | Diffusion Coefficient Partition Coefficient | Solubility Hesght (em):
Opgft Package Add Artide
1 - Iso{40°C, 1. Length (am):
Jew Global Comparison Output }e gt o) - =
— M tl- M 0
® Close Al igran Contact Medium
] Surface and mass of contact medium by artide
5.SE-3 ) e Artides  Surfaces (am~2) Mass ()
o S-0E-3 PO Artde 1 600 1000
= 4.56-3 e
£ 4.06-3
jio RICTIOCCHER T —AEHHAHET
‘,g 3.0€-3- 55’ ‘70 %l RJC LJ’“ o
5 2.5€-3
c
g 2.0E-3
§ 1.56-3: .
Y 1063y : -
S.0E-44 / Total surface
04¢é of all artides (cm~2): 600
(1] 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.9 1
Time (days)
= e(xt) - Article 1 - Iso(40°C, 1d)
01 — Migrant 1
14 - ‘«'
% 12 1
E 10 \
g ‘l
- 8 |
s 1
E 6 \
g \
§ o \
< |
: \
0
S0 100 150 200 250 300 350 400 450 S00 S50 600
Layer Thickness (um)
2023/7/2 B 23.98 (hours)
6.52001

- [m]
-
Fitting Mode
0
v
|
L] 10 20
Loops
loopspersere (20 | Tterations: 20
Optimize Refresh
Correlston
mizu 1 ]
miolg [1€6 |
mitolx [1E6 | mreastep [1E-3 |
Parameter Name Value
Layer 1-Dp-Known(am~2/s) 3.172&-12
Close Fitting Mode for This Package
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- &% Duplicate Package K Save All Packages
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Qutput - SML v 6.52001

Output Calculation

Package Package 8 Close Package

Package

v = Package SAN 24h at 40C optimized

v

6.52001

Artide 1
1] 1s0(40°C, 1d)

& fMew Package
5[ Open Package

® ese All

kAl Save Package As 3 -
- New Open mport ) mport Initia Pre € Close
12 Package Details Atticle  Article  Article € Article T . Al
Article Prediction File
Qe viEEZAED Ile @ W

New Global Comparison Output

2023/7/2

Temperature : 40 (°C) Displayunit | mg/kg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface

= Grid

[ Artide [Jtayert [ Contact Med...

ACRYLONIT... Acetic acd 3%
Thidmess )m) 300 1667604
B mgant1 ACRYLONIT... 14.71 0.005776
[Concentration | Diffusion Coefficient |Partition Coefficient |Solubility |
}e 1 - Iso(40°C, 1d)
— Migrant 1 - Contact Medium 0
—4
5.5E-3 IS

~ S5.0E-3 e —

= e

= 4.56-3 o

£ 4.06-3 e

e 3.56-34 e

‘,;f 3.08-3- e

5 2.5€-3 e

£

g 2.06-3 -

§ 1.56-3: —

Y 1063y

S.06-44 /
04¢é
1] 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1
Time (days)

= e{xt) - Article 1 - Iso(40°C, 1d)
01 — Migrant 1

“ | 56:

70°CDE AT —2X0pen_Package®x ') vILET ,

Concentration (mg/kq)
™

200 250 300 350
Layer Thickness (um)

500

550

B 23.98 (hours)

600

Package SAN 24h at 40C 5]

Geometry

Rectangular

Contact Surface (an"2):

600
Volume of Contact Medum (an*3): 1000

Width (cm):
Height (cm):
Length (am):

Surface and mass of contact medium by artide

(artdes  Surfaces (an~2) Mass (g)
Artde 1 600 1000
Total surface

of al artides (cm~2): 600

- [m]
-
Fitting Mode
0
v
|
L] 10 20
Loops
loopspersere (20 | Tterations: 20
Optimize Refresh
Correlston
mizu 1 ]
miolg [1€6 |
mitolx [1E6 | mreastep [1E-3 |
Parameter Name Value
Layer 1-Dp-Known(am~2/s) 3.172&-12
Close Fitting Mode for This Package
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n Open X
1 > ThisPC » Desktop > example fitting v O Search example fitting =&
Ogmise + Newtldr =- o @ Palmetftrics
Name ) Date modified Type Size
o Quick access .
|| Package SAN 24h at 40C.sml 02.09.2022 14:37 SML File 2KB A
3 This PC | Package SAN 24h at 40C optimized.sml 02.09.2022 15:01 SML File 106 KB
- L] Paciage : AN 241 at 90 @  Fiting Mode
@ Network
L 1
par = |
brface (om~2): 600 |
(Contact Medum (am”3): 1000 &
k 0
h): 10
p: 10 oo putise 0 10 20
Loops
hd mass of contact medium by artide Loope per serle [20 ] Tterations: 20
Surfaces (an”2) Mass (g)
600 1000 M | Optimize Refresh
File name: | Package SAN 24h at 40C optimized.sml v] AKTS SML (*.sml) v
o
mou [1 ]
£ §§§§ —1 2 mtolg [166
[ x o~
fime | meee e €3]
10631 ~ [Parameter Name Value
S.06-44 / Total surface J‘Laver 1-0pKnown(am ~2/s) 3.172-12
04¢ of all artides (em~2): 600
(1] 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1
Time (days)
= e{xt) - Article 1 - Iso{40°C, 1d) ' .
01 — Migrant 1
14 "\,
% 12 |
1
E 10
§ s
.-:!? Close Fitting Mode for This Package
g :
S 4 ‘
S |
. \
04
0 S0 100 150 200 250 300 400 450 S00 S50 600
Layer Thickness (um)
2023/7/2 3 Do 57
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ﬂ Open X
+ > ThisPC > Desktop > example fitting v o Search example fitt -
Organise « New folder - @ e PG} | m e Tr] C S
Name Date modified Type Size
# Quick access
Package SAN 24h at 40C.smi 4:37 SML File
3 This PC | Package SAN ITI0C optimized.smi 1 SMLFil =
’ 9= o ‘ AN 24n at 40C 7] Fitting Mode
¥ Network i
for l!J
brface (com~2): 600 |
Contact Medum (on”3): 1000 &
o = s — =4 . ;
. - - =
58: 70°CORET —F%openL THAIRAHFT .
p): fuid petc 0 10 20
Loops
pd mass of contact medum by ar e Loops per serie |20 ] Iterations: 20
Surfaces (on”~2) Mass () 7 -
600 1000 Optimze Refresh
File name: | Package SAN 24h at 40C.sml v P
Cancel - =
mtay |1
™ 3 T r 1
e o ==t
.0E- 9 C) —_ -
£ 1563 miobx |16 | mredstep |1E-3
o
1.06-3 Parameter Name Value
S.0€-4 Total surface Layer 1-Dp-Known{am~2/s) 3.172-12
04¢ of all artides (em~2): 600
[} 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1
Time (days)
= e{xt) - Article 1 - Iso(40°C, 1d)
[O] — Migrant 1
14- E \
Z 12 |
s .
E 10
5 8 |
_@ | Close Fitting Mode for This Package
€ 6
g
s 4
o
2
0
0 S0 100 150 200 250 300 350 400 450 S00 550 600
Layer Thickness (um)
2023/7/2 y aaie : 58
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Output Calculation

Save Package
£F Duplicate Package e Save All Packages
8 Close Package

Package

v = Package SAN 24h at 40C optimized
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2023/7/2

1 of diffusion coeff

Material spedific constants for dng to Piringer
@ UpperUmit:  A™p:  N/A Tau: N/A A'p: N/A
O Reslstic Case: Ap:  N/A Tau: N/A Ap: N/A

Coefficdents for estimation of diffusion coeffidents according to Wele
a (K~-1) [Nya ] c(A~3)
b (on~2%~-1) LNIA

a |

d (K~-1) |N/A

SML v 6.52001
kAl Save Package As ] .| ket Save Article - 1\1] é é x ®
LLH’; Ly Duplicate Article *" -~ e
: New  Open Import Initial Predictionon  Prediction on Close All Close
{20 Package Details Article  Article 38 Close Article Concentration This Article All Articles Articles All
Article Prediction File
surfoce (m"2) A
artice I contact ed... IK'
ACRYLONIT... Acetc acd 3%
Thickness (um) 300 1667604 Addlrwt)
|Mgrant 1 ACRYLONIT... 15 0 -
l : — i i A\
Concentration Diffusion Coefficient Partition Coefficient | Solubility &tz
D remorantts) 5 Run Predicton...
ml Layer (Layer 1) [’.1 I’\d ]
< > X Copy From... Reset Layer AL setto User Defned Database...
Type: @polymer (O Contact Medum
Thickness (um): 300
Density (gfon~3): |1.09 By
Layer Abbreviation: Ebayu 1 ‘

| 59: 70°CHEAIT

—5%

RAIAENFELT=,

Palmetrics

Package SAN 24h at 40C =

Geometry

Rectangular

Contact Surface (an~2):
Volume of Contact Medum (am*3): 1000

Width (m):  [10
Heght(am):  [10 |

Length (am): (10

Surface and mass of contact medium by artide

Artides  Surfaces (om*2) Mass ()
Artide 1 600 1000
Total surface

of all artides (aom~2): 600
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Q0% X - SML v 6.52001 - D

Package Properties  Output Calculation - 8
qﬁ 8 Save Package kAl Save Package As ] Save Article ®
2% Duplicate Package e Save All Packages Ly Duplicate Article
New Open = - New Open Import ) moort Initia Prediction on  Prediction on Close A Delete A Close
Package Package 8 Close Package %3 Package Details Article  Article  Article e Arice oncentration This Article All Articles Articles  Article Outputs Al
Package Article Prediction File
v {3 Package SAN 24h 8t 40C optimized Surface (an*2) A | | Package SAN 24hat 40C 4]
v 7] Artde 1 I
Artide B contect ved... n|
ACRYLONIT... Acetic acd 3% Geometry
Thidness (um) 300 1667604 ) I rer—— -
Migrant 1 ACRYLONIT... 15 ]
L T 5 = i § | @ Contact Surface (an~2): 600
1l
‘ Concentration Diffusion Coefficient Partition Coefficient | Solubility et > of Contact (@n~3): 1000
Add Mgrant(s) el
L -
T wveravery (5 & ] Heght(an): [10 |
Sl > [ X Copy From... Resetlayer | L, SettoUser Defined | | = Database... Length (an): [_‘0__] Add Artide
Type: (@ Polymer O Contact Medum
Thidkness (um): 300 Surface and mass of contact medium by artide
gy [artides  Surfoces (en*2) Mass (g)
Density (g/an~3): .m’ |Artde 1600 1000 4 |
Layer Abbreviation: [Layer 1 ‘ |
Material: [ACRYLONITRILE STYRENE, COPOLYMER (4S) \ ‘
Layer Details |
— —_— [
Molecular Weight (gfmol): | 471.64 | Glass Transition Temperature (°C): |97 ‘
Log Pow: IN/A | |
Total surface
Material spedfic constants for estmation of diffusion coeffidents accordng to Prringer of all artides (on~2): 600
@ UpperUmit:  A™p: N/A el Tau: [N/A A'p: N/A
O Realstic Case: Ap:  N/A )| Tau: [N/A )l ADT NJA
Coefficdents for estimation of diffusion coeffidents according to Wele
a K1) /A ] c(A*3) [
b (an”2%s~-1) [N/A | d K~-1) N/A
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Package Properties  Output Calculation
qﬁ 8 Save Package Lj Save Package As ‘| Save Article
2% Duplicate Package e Save All Packages Ly Duplicate Article
New Open — . New Open mport ) mport Initia Prediction on  Prediction on
Package Package 8 Close Package %3 Package Details Article  Article  Article e Arice oncentration This Article All Articles
Package Article Prediction
v {33 Package SAN 29 st 0C optimized  Surface (am™2)
v 7] Artde 1 [
1] 1s0(40%C, 1d) Artide S Contact Med...
v {53 Package SAN 2h at 70C ACRYLONIT... Acetc acd 3%
Artide 1 Thickness (um) 300 1667604

Migrant 1 ACRYLONIT... 15 ]

[Concentration |Diffusion Coefficient |Partition Coefficient |Solubility |

Add Layer(s)

Set-Off

a‘ Add Mgrant(s)
W tayer(ayery) [ IC3 ]
Sl > [ X Copy From... Resetlayer | L, SettoUser Defined | | = Database...
Type: (@ Polymer O Contact Medum
Thickness (um): 300
Density (g/on~3): |1.09
Layer Abbreviation: [Layer 1 ‘
Material: [ACRYLONITRILE STYRENE, COPOLYMER (AS) \
Layer Details
Molecular Weight (gfno): [70.64 | Glass Transiton Temperature (C): [97
Log Pow: IN/A |

Material spedific constants for estmation of diffusion coefficents according to Piringer
@ UpperUmit:  A™p: N/A el Tau: [N/A A'p: N/A
O Reslstic Case: Ap:  N/A wel|  Tau: [N/A el ADT NJA

Coefficdents for estimation of diffusion coeffidents according to Wele
a K1) /A ] c(A*3) [
b (an”2%s~-1) [N/A | d X~-1) N/A

2023/7/2
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Palmetrics

Package SAN 2h at 70C a9

Geometry

Rectangular N
Contact Surface (an~2): 600
Volume of Contact Medum (am*3): 1000

Width (am):
Heght(am): (10 |

Length (am):  [10 Add Artide

Surface and mass of contact medium by artide
|Artides  Surfaces (om*2) Mass ()
|Arbde 1 600 1000 4 |

Total surface
of all artides (on2): 600

61
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Package Properties  Output Calculation - 8
qﬁ Save Package b4 Save Package As ] Save Article P | 1_ .
8 &% Duplicate Package K Save All Packages L‘J Duplicate Article ® G | I I e r] C S
New Open = - New Open Import ) moort Initia Prediction on  Prediction on Close A Delete A Close
Package Package 8 Close Package %3 Package Details Article  Article  Article e Arice oncentration This Article All Articles Articles  Article Outputs Al
Package Article Prediction File
v {3 Package SAN 24h 8t 40C optimized Surface (an*2) A | | Pacage SAN Zhat 70C 4]
v 7] Artde 1 [
1] 1s0(40%C, 1d) Artide S Cootact Med... n|
v =3 Package SAN 2h at 70C ACRYLOMIT... Acetc acd 3% Geometry
Artide 1 Thidmess (um) 300 SN | ocangier v
Mgrant 1 ACRYLONIT... 1E-11
L ; = 3 = ; ; @ Contact Surface (am~2): 600
i 1l
‘ Concentration | | Partition Coefficient | Solubility et > of Contact (@n~3): 1000
Add Mgrant(s) el
L -
/W ayer(layern) [ a4 ] Heght(am):  [10 |
Sl > [ X Copy From... Resetlayer | L, SettoUser Defined | | = Database... Length (an): [_‘0__] Add Artide
Type: (@ Polymer O Contact Medum
Thidkness (um): 300 Surface and mass of contact medium by artide
gy [artides  Surfoces (en*2) Mass (g)
Density (g/an~3): .m’ |Artde 1600 1000 4 |
Layer Abbreviation: [Layer 1 ‘ |
Material: [ACRYLONITRILE STYRENE, COPOLYMER (4S) \ ‘
Layer Details |
— —_— [
Molecular Weight (g/mol):  471.64 | Glass Transition Temperature (°C): !_97 ‘
Log Pow: IN/A | |
Total surface
Material spedfic constants for estmation of diffusion coeffidents accordng to Prringer of all artides (on~2): 600
@ UpperUmit:  A™p: N/A el Tau: [N/A A'p: N/A
O Reslstic Case: Ap:  N/A wel|  Tau: [N/A )l ADT NJA
Coefficdents for estimation of diffusion coeffidents according to Wele
a K1) /A ] c(A*3) [
b (an”2%s~-1) [N/A | d X~-1) N/A
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Package Properties  Output Calculation

{E‘l} 4= ) Save Package kAl Save Package As - ]
e = £F Duplicate Package e Save All Packages Lkm; Ly
New Open : New  Open
Package Package 8 Close Package {20 Package Details Article  Article
Package Article Prediction
v = Package SAN 24h st 0C optimized  Surfoce (m~2) (600 ]
g Artide 1 [
1] 1s0(s0°C, 1d) |Artide Layer 1 ContactMed...
v =3 Padkage SAN 2h at 70C ACRYLONIT... Acetic acd 3%
| Artde 1 Thidness (um) 300 L66TE04

acrnionT... [N o.0001
|Concentration | Diffusion Coefficient | Partition Coefficient | Solubility |

n Add Migrant(s)
'IE Layer Layer 1) [ & Mgant(Mgrantl) 8 Data (Diffusion Coefficient) |

Close
All

Add Layer(s)

o)

Set-Off

Diffusion Coeffident (am~2/s):  1E-11

Set to Defauit Values
O Customized Equation
O Brandsch Equation
O Welle Equation
QO In-Sikco
Apply Same Mode to This Layer Set All to Defauit Value Apply Same Mode to Al Layers

63: 70°CHOERT—FFHEAAENZFELT=,

2023/7/2
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Palmetrics

Package SAN 2h at 70C

Geometry
Rectangular

Contact Surface (an~2):

Volume of Contact Medum (am*3):

wdth(m): [0 |
Heght(am):  [10 |

Length (am):  [10

§m

1000

Surface and mass of contact medum by artide
Artides  Surfaces (om~2)

Artde 1 600

Total surface
of all artides (aom~2):

63

Mass (g)
1000
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Package Properties  Output Calculation

{E‘l} 4= ) Save Package kAl Save Package As 3
e = £F Duplicate Package e Save All Packages Lkm;
New Open : New
Package Package 8 Close Package {23 Package Details Aticle
Package
v {3 Padage SAN 24h at 40C optimized Surface (m~2) [600
g Artide 1 [
1] 1s0(40°C, 1d) |artice
v =3 Padkage SAN 2h at 70C
.| Artidle 1 Thidness (um) 300

SML v 6.52001

Article Prediction

ACRYLONIT... Acetic add 3%
1.667E04

AcRLONTT.... | ISOERIRI 0.0001

|Concentration |Diffusion Coefficient | Partition Coefficient | Solubility |

d Add Mgrant(s)

/W wyelse) |3

Migrant (Mgrant 1) /% Data (Diffusion Coefficient) |

Close
All

Add Layer(s)

o)

Set-Off

Example Temperature (°C): |40

Interpolation Based on Tg Calculation Parameters
Layer Glass Transiton Temperature (°C): 97
Migrant Molecular Weight (g/mal): 53.06

Set Al to Default Value Apply Same Mode to All Layers

64: 70°CHOEBT—FFHEAAENZFELT=,

2023/7/2
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Palmetrics

Package SAN 2h at 70C

Geometry
Rectangular

Contact Surface (an~2):

Volume of Contact Medum (am*3):

wdth(m): [0 |
Heght(am):  [10 |

Length (am):  [10

§m

1000

Surface and mass of contact medum by artide
Artides  Surfaces (om~2)

Artde 1 600

Total surface
of all artides (aom~2):

64

Mass (g)
1000
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Package Properties  Output Calculation

= £ Save Package kAl Save Package As ._'l i
= ;

Add Layer(s)

80

Set-Off

- £F Duplicate Package e Save All Packages LLm Ly
New Open . New  Open Close
Package Package 8 Close Package 12 Package Details Article  Article All
Package Article Prediction File
v = Package SAN 24h at 40C optimized Surface (m~2) |600
g Artide 1 [
1] 1s0(40°C, 1d) |artice
v =3 Padkage SAN 2h at 70C
|| Artide 1
0 Add Mgrant(s)
'|Eu Layer Layer 1) [ 3 Mgant(Mgrantl) Wl Data (Diffusion Coefficient) |
LR
Diffusion Coefficient Exampie Temperature((C): (B
O Known Interpolation Based on Tg Calkculation Rerzme!
@lntupdabnn basedon Tg Layer Glass Transition Temperature (°C):
O pringer Migrant Molecular Weight (g/mal): 53.06
Othems
O Customized Equation
O Brandsch Equation
Q wiele Equation
QO In-Sikco
Apply Same Mode to This Layer Set All to Default Value Apply Same Mode to All Layers
O, O, =
63: 40°C = 70°CELERELFET
2023/7/2
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Palmetrics

Package SAN 2h at 70C

Geometry
Rectangular
Contact Surface (an~2):

Volume of Contact Medum (am*3):

Width (m):  [10
Heght(am):  [10 |

Length (am): (10

Surface and mass of contact medium by artide
Artides  Surfaces (om~2)

Artde 1 600

Total surface
of all artides (aom~2):

65

Mass (g)
1000




7]
Package

| B

Properties  Output Calculation

£, = Save Package b Save Package As
E E E__,« ? ’ - ’ |L& lr \’J
- £¥ Duplicate Package W Save All Packages e
New Open New  Open
Package Package 8 Close Package {20 Package Details Article  Article
Package e Pre
v =5 Package SAN 24h at 40C optimized Surface (em~2) 600
g Artide 1 [
i 1s0(s0°c, 1d) |artice
v =3 Padkage SAN 2h at 70C
Artide 1 Thickness
Mgrant 1| ACRYLON

6.52001

n Add Migrant(s)

B eyergayern) |

a  Mgrant (Mgrant 1) "dd  Data (Diffusion Coefficient) |

< >
Diffusion Coefficient

Oknown

(®) Interpolation based on Tg
Opringer

O Arrhenius

O Customized Equation

O Brandsch Equation

(O viele Equation

QO In-Sikco

Apply Same Mode to This Layer

SML v 6.52001

Close

All

Example Temperature|(*C}: ]
Interpolation Based on Tg Calculats

Layer Glass Transition Temperature (°C):
Migrant Molecular Weight (g/mal): 53.06

Set Al to Default Value Apply Same Mode to Al Layers

66: 70°CIZHITHILAFRMZERET 2D TI A,
Interporation based on Tg Tl&7ZE{ KnownZ:ERLET,

2023/7/2
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Palmetrics
Package SAN 2h at 70C =
Geometry
Rectangular v -
Contact Surface (an~2): 600
Volume of Contact Medum (am*~3): 1000
Width (am): (10
Height (am):  [10
Length(am): 10| A fekcle

Surface and mass of contact medium by artide

Artides  Surfaces (am*2) Mass ()

Artide 1 600 1000

Total surface

of all artides (aom~2): 600
66




Add Layer(s)

RO)

Set-Off

Q0% X - SML v 6.52001
Package Properties  Output Calculation
£, £ el Save Package b Save Package As e m
. &F Duplicate Package K Save All Packages -
New Open . New  Open Close
Package Package 8 Close Package {20 Package Details Article  Article All
Package Article Prediction File
v {=) Package SAN 29h at 40C optimized  Surface (m~2) (600 ]
g Artide 1 [
1] 1s0(40°C, 1d) |artice
v =3 Padkage SAN 2h at 70C
| Artide 1
0 Add Migrant(s)
/ 'lil Layer (Layer 1) ] a Migrant (Migrant 1) /‘Vd Data (Diffusion Coefficient) |
Known Value
Diffusion Coeffident (am~2/s):  1E-11
Set to Default Values
O Customized Equation
O erandsch Equaton
O Welle Equation
QO In-Sikco
Apply Same Mode to This Layer Set Al to Default Value Apply Same Mode to All Layers
67: BRAMEZANDLFET,
2023/7/2
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Palmetrics
Package SAN 2h at 70C =
Geometry

Rectangular
Contact Surface (an~2): 600
Volume of Contact Medum (am*~3): 1000
wdth(m): [0 |
Heght(am):  [10 |
tength(am: [10 | Sl e

Surface and mass of contact medum by artide

Artides  Surfaces (om*2) Mass ()

Artide 1 600 1000

Total surface

of all artides (aom~2): 600
67
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SML v 6.52001
Package Properties  Output Calculation
P ~— { v k e P, A
?!} > ) Save Package bl Save Package As [ J |
- =¥ Duplicate Package Ked Save All Packages — L
New Open New  Open
Package Package 8 Close Package {20 Package Details Article  Article
Package ¢ Pred e

v = Package SAN 24h at 40C optimized
v 7] Artide 1
1] 1so40°¢, 1d)
v =3 Padkage SAN 2h at 70C
Artide 1

Surface (am~2) -600

Artide

[Mgrant1 | ACRYLONIT...

n Add Migrant(s)

'Ifh Layer (Layer 1) I a Migrant (Migrant 1) Y@ Data (Diffusion Coefficient) |

2023/7/2

Close
All

L

Diffusion Coefficient

® Known Value

O Interpolation based on Tg Diffusion Coeffident (am~2/s
Opringer

O Arrhenius

O Customized Equation

O Brandsch Equation

O Wele Equaton

QO In-Sikco

Set to Defauit Values

Apply Same Mode to This Layer Set Al to Default Value Apply Same Mode to Al Layers

68: HTEEZXEEAN{EE LT 8.5E-11 ZAALFET,
COMEIZEHD, EDESHBRTEONE=OTLEIM ?
HEERDTED&ESLMEBTEEDELDTT A !

6.52001

- [m]
-2
Package SAN 2h at 70C =
Geometry
Rectangular v
Contact Surface (am~2): 600
Volume of Contact Medum (am*3): 1000
Width (om): | 10
Height (cm): |10
Length (am):  [10 Add Artide
Surface and mass of contact medium by artide
Artides  Surfaces (am*2) Mass ()
Artide 1 600 1000 (=]

Total surface
of all artides (cm~2): 600

68
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Package Properties  Output Calculation

{E} P Save Package kAl Save Package As _'[ -
v “J & puplicate Package e Save All Packages e L
New Open : New  Open
Package Package 8 Close Package {20 Package Details Article  Article
Package Article Prediction
N at 40C optimized Surface (an~2) |600
ACRYLONIT... Acetic acd 3%
Thidess (um) 300 1.667E04

acrvionT... [ SEESENIN 00001

|Concentration |Diffusion Coefficient | Partition Coefficient |Solubiltty |
a Add Mgrant(s)
/ m; Layer Layer 1) [ & Mgant(Mgrantl) 8 Data (Diffusion Coefficient) |

Close
All

Add Layer(s)

Set-Off

L

Diffusion Coefficient

® Known Value

O Interpolation based on Tg Diffusion Coeffident (am~2/s):  8.51E-11
Opringer

O Arrhenius

O Customized Equation
O Brandsch Equation
QO Viele Equation

QO In-Sikco

Set to Defauit Values

Apply Same Mode to This Layer Set Al to Default Value Apply Same Mode to All Layers

69:

2023/7/2
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Palmetrics
Package SAN 2h at 70C 55
Geometry
Rectangular v
Contact Surface (am~2): 600
Volume of Contact Medum (am*~3): 1000
width (m):  [10 |
Heght(am):  [10 |
Length @am:  [10 | o Aice

Surface and mass of contact medium by artide

[artides  Surfoces (en*2) Mass (g)

|Artde 1 600 1000

fown.rfa-ce

of all artides (aom~2): 600
69
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Package Properties  Output Calculation

ﬁ 8 Save Package b4 Save Package As J 3 ] ket Save Article
&% Duplicate Package K Save All Packages L"J "\ Duplicate Article
New Open _ - New Open Import .
Package Package B8 Close Package Package Details Adticle Atticle Article 8 Close Article
Package Article
v {33 Package SAN 29 st 0C optimized  Surface (am™2)
v Article [

X, 1d) Artide Layer1 1 Contact Med...
v [ Package SAN 2h ht 720C ACRYLONIT... Acetic acd 3%
Thidmess (um) 300 1.667E04

acrvionT... [ SEESENIN 00001

a- Add Mgrant(s)

SML v 6.52001
o0t ’ —
Y] @ @
\ 3 ~ IS,
Import Initial Predictionon  Prediction on
Concentration This Article All Articles
Prediction

|Concentration |Diffusion Coefficient | Partition Coefficient |Solubiltty |

ST yerQayer ) |3 Mgant(Mgantl) /W% Data (Diffusion Coefficient) |

£

Diffusion Coefficient

@ Known | Known Value

O Interpolation based on Tg Diffusion Coefficent (an~2/s):  8.S1E-11
Oprnger

O Arrhenius

O Customized Equation
O Brandsch Equation
QO Viele Equation
Qln-sikco

Set to Defauit Values

Apply Same Mode to This Layer Set Al to Default Value

2023/7/2

%

Close All
Articles

Add Layer(s)

10)
Set-Off

Apply Same Mode to All Layers

6.52001

- ]
-
Palmeftrics
Package SAN 2h at 70C iy
Geometry
Rectangular v
Contact Surface (am~2): 600
Volume of Contact Medum (am~3): 1000
Width (cm): 10
Height (cm): 10 J
Length am):  [10 o peie

Surface and mass of contact medium by artide

artides  Surfaces (an~2) Mass (g)

|Article 1 600 1000

Total surface

of all artides (on2): 600
70
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Package Properties  Output Calculation
4@ ) Save Package kAl Save Package As = [u Save Article ﬁﬁs @ i ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article — 4
New Open - . New Open . Predictionon  Prediction on Close All Delete Al Close
Package Package B ClosePackage  {F§ Package Details Article  Article 38 Close Article This Article Al Articles Atticles  Article Outputs Al
Package Article Prediction
v {33 Package SAN 29 st 0C optimized  Surface (am™2)
v 7] artde 1
(4] 1s0(40°C, 1d) Artide Layer1 1 Contact Med...
v =3 Package SAN 2h at 70C ACRYLONIT... Acetc acd 3%
{7] Artide 1 Thickness (um) 300 L667E04
acrvion... [SESSENNN o-0001
| Concentration | Diffusion Coefficient | Partition Coefficient | Solubility |
a Add Migrant(s) u e
F_eeewy 15w P Predictions
< ) /" Temperature Profiles |
Diffusion Coefficient Iso Non-Iso Modulated Shock Worldwid STANAG C ed d Use
® o Isothermal Conditions Time Max |10 day v
o ey — Diffusion G (@ without Statistics
Interpolation based on Tg &
s | Tenoeratee < O Monte Carlo Runs
Set to Del :
O Arrhenius o, |aT o 0 =
O Customized Equation Nibar of tolatig = [:] Indude Sobol Runs
O Brandsch Equation OFast Disrbution
O Wele Equation Fndl Temperature = 20 -
QOln-Siko
Aoply Same Mode to ThisLayer | | setA
ldsave.. | Fload...
Number of steps for this output: LK || R cancel
2023/7/2
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Palmetrics

Package SAN 2h at 70C a9
Geometry

—

Contact Surface (an~2): 600
Volume of Contact Medum (am*3): 1000

Width (am):
Heght (om):
Length (am):

Add Artide

Surface and mass of contact medium by artide

Artides  Surfaces (om”2) Mass ()
Arbde 1 600 1000 %]

Total surface
of all artides (on2): 600

SN P e I DO TAonE
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Package Properties  Output Calculation
Save Packa Save Package A ﬁ ol Save Articl ) S
4@ ) Save Package m e Package As = [ Save Article ,t\:' ﬁﬁs @ ﬁ ®
£F Duplicate Package K Save All Packages L“ 7 Duplicate Article - '
New Open = - New  Open . Import Initial Predictionon  Prediction on Close All Delete Al Close
Package Package 8 Close Package  {§) Package Details Article  Article 38 Close Article Concentration This Article All Articles Articles  Asticle uts Al
Package Article Prediction
i
v {33 Package SAN 29 st 0C optimized  Surface (am™2)
v 7] Artide 1
(4] 1s0(40°C, 1d) Artide Layer1 1 Contact Med...
v =3 Package SAN 2h at 70C ACRYLONIT... Acetic add 3%
{7] artde 1 Thickness (um) 300 1.667E04
acrvion... [SESSENNN o-0001
| Concentration | Diffusion Coefficient | Partition Coefficient | Solubility |
. x I
a Add Migrant(s) u 3
F_eeewy 15w P Predictions
Step Hodulated Shock Viorldwid STANAG € d d Use
| tmeMax [10
® without Statistics
(O Monte Carlo Runs
10 =
Number of Isotherms = Include Sobol Runs
(O Fast Distribution
QO Wele Equation Fndl Temperatuwre = 70
QO In-Sikco
Apply Same Made to This Layer Set 4
kdsove.. | Lo
Number of steps for this output: [100 | LK || R cancel

2023/7/2

Palmetrics

Package SAN 2h at 70C 57}
Geometry

e _

Contact Surface (an~2): 600
Volume of Contact Medum (am*3): 1000

Width (am):
Height (am):
Length (am):

Add Artide

Surface and mass of contact medium by artide

Artides  Surfaces (om”2) Mass ()
Arbde 1 600 1000 %]

Total surface

| 6.52001

of all artides (om~2):

Sl

eI O Mone
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Package Properties  Output Calculation
Save Packa Save Package A ﬁ ol Save Articl ) S
4@ ) Save Package m e Package As = [ Save Article ,t\:' ﬁﬁs @ ﬁ ®
£F Duplicate Package K Save All Packages L“ 7 Duplicate Article - '
New Open = - New  Open . Import Initial Predictionon  Prediction on Close All Delete Al Close
Package Package 8 Close Package  {§) Package Details Article  Article 38 Close Article Concentration This Article All Articles Articles  Asticle All
Package Article Prediction
v {33 Package SAN 29 st 0C optimized  Surface (am™2)
v 7] Artide 1
(4] 1s0(40°C, 1d) Artide Layer1 1 Contact Med...
v =3 Package SAN 2h at 70C ACRYLONIT... Acetic add 3%
{7] artde 1 Thickness (um) 300 1.667E04
acrvion... [SESSENNN o-0001
| Concentration | Diffusion Coefficient | Partition Coefficient | Solubility |
. x I
a Add Migrant(s) u e
/B _eown 15 s B Predictions
< ) /" Temperature Profiles |
Al 4 Ty " L "
Diffusion Coefficient Iso MNon-Iso Step I Shock W STANAG « e a Use ;
® o Isothermal Conditions Time Max ,d"" S
Withou\Statistcs
OtnterpolstonbasedonTg | DRSNQ oy >
Opringer = oo
Set to Del -
O Arhenius | [aT= o 0
e —" - Mumber of Isotherms = (1| Indude Sobol Runs
Orandsch Equaton O Fast Distribution
O Wele Equation Fndl Temperatuwre = 70 -
QO In-Sikco
Aoply Same Mode to ThisLayer | | setA
kdsove.. | Lo
Number of steps for this output: LK || R cancel
2023/7/2

6.52001

Palmetrics

Package SAN 2h at 70C 57}
Geometry

e _

Contact Surface (an~2): 600
Volume of Contact Medum (am*3): 1000

Width (am):
Height (am):
Length (am):

Add Artide

Surface and mass of contact medium by artide

Artides  Surfaces (om”2) Mass ()
Arbde 1 600 1000 %]

Total surface
of all artides (on2): 600

SN P e I DO TAonE
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Package Properties  Output Calculation
4@ ) Save Package kAl Save Package As = [u Save Article ﬁﬁs @ i ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article — 4
New Open = - New  Open . Import Initial Predictionon  Prediction on Close All Delete Al Close
Package Package 8 Close Package {20 Package Details Article  Article 38 Close Article Concentration This Article All Articles Articles  Article uts Al
Package Article Prediction
v {33 Package SAN 29 st 0C optimized  Surface (am™2)
v ] Artide 1
(4] 1s0(40°C, 1d) Artide Layer1 1 Contact Med...
v =3 Package SAN 2h at 70C ACRYLONIT... Acetc acd 3%
{7] artde 1 Thickness (um) 300 1.667E04
acrvion... [SESSENNN o-0001
| Concentration | Diffusion Coefficient | Partition Coefficient | Solubility |
' x I
a Add Migrant(s) 2 A
F_eeewy 15w P Predictions
< 2 /" Temperature Profiles |
Diffusion Coefficient Iso Non-Iso Modulated Shock Worldwid STANAG (<
T Isothermal Conditions
@ Known !
OtnterpolstonbasedonTg | DRSNQ oy
Opringer =
Set to Del
O Arhenius o [aT= x
O Customized Equation Nibar of tolatig = [:] Indude Sobol Runs
O erandsch Equaton O Fast Distribution
O Wele Equation Fndl Temperatuwre = 70 -
Oln-Sikco
Aoply Same Mode to ThisLayer | | setA
kdsave.. | Eload...
Number of steps for this output: LK || R cancel
2023/7/2

6.52001

Palmetrics

Package SAN 2h at 70C a9
Geometry

—

Contact Surface (an~2): 600
Volume of Contact Medum (am*3): 1000

Width (am):
Heght (om):
Length (am):

Add Artide

Surface and mass of contact medium by artide

Artides  Surfaces (om”2) Mass ()
Arbde 1 600 1000 %]

Total surface
of all artides (on2): 600

SN P e I DO TAonE

74




Q0 * X - SML v 6.52001
Package Properties  Output Calculation
4@ ) Save Package kAl Save Package As = [u Save Article ﬁﬁs @ i ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article — 4
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Package SAN 2h at 70C a9
Geometry

—

Contact Surface (an~2): 600
Volume of Contact Medum (am*3): 1000

Width (am):
Heght (om):
Length (am):

Add Artide

Surface and mass of contact medium by artide

Artides  Surfaces (om”2) Mass ()
Arbde 1 600 1000 %]

Total surface
of all artides (on2): 600
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Palmetrics

Package SAN 2h at 70C

Geometry

Rectangular v
Contact Surface (an~2): 600
Volume of Contact Medum (am~3): 1000

Width (am): 10
Height (am): 10
Length (am): 10

Surface and mass of contact medium by artide

Artides  Surfaces (om”2) Mass ()
Artide 1 600 1000

=]

Total surface
of all artides (on2): 600
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Package SAN 2h at 70C

Geometry

Rectangular v
Contact Surface (an~2): 600
Volume of Contact Medum (am~3): 1000

Width (am): 10
Height (am): 10
Length (am): 10

Surface and mass of contact medium by artide

Artides  Surfaces (om”2)
Artide 1 600

Mass ()
1000

=]

Total surface
of all artides (on2): 600
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Thidness (um) 300 L667E04
M Moot acevow.. [N o000 by [
Concentration Diffusion Coefficient Partition Coefficient |Solubility Heght (am): |10
= {t) - Article 1 - Is0(70°C, 2h) Length (om): |10 dd Artice
ied — Migrant 1 - Contact Medium 0
_____ face and mass of contact medum by artide
8.0€-3- ] A7 Surfaces (an*2) Mass (g)
s SRS Artlde 1 600 1000 M
% 7.06-3 e ——
6.06-3- —
£ e b
£ 5.0€-3- i
2 e
® 4.0E-3- =3
£ P
g 3.06-3- e
$ 2.0e-3: o il
" s 7
ot 1 4 Total surface
0dd of all artides (am*2): 600
o 1 2
Time (hours)
Switch P in Fitting Mode
= e(x.t) - Article 1 - Iso(70°C, 2h) ackage
e} — Migrant 1
14 N
g » z
\
E 10 \
: \
S 8 \
£ \
g
§ 4 \
o
2: i
0 1
0 S0 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (um)
2023/7/2 v 20w =
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I50(70°C, 2h) (Package SAN 2h at 70C) - SML v 6,.52001

Package Properties  Output Calculation
Q) Save Package b Save Package As = [ Save Article (5 ?d = y
.. = - A B »® ®
£¥ Duplicate Package Wf Save All Packages |/ Duplicate Article '*'
New Open = . New  Open t ] Prediction on  Prediction on Close All Delete All Close
Package Package W ClosePackage  {§J Package Details Article  Article B9 Close Article This Aticle Al Articles Atticles  Article Outputs Al
Package Article Prediction File
v {5 Padkage SAN 24h at 40C optimized QAaQle viElsZT xLIBDl i1l & %
v ] artde 1
(] 1s0(40°, 1d)
v = Package SAN 2h at 20C Temperature: 70 (°C) Displayunit mg/kg ~ (@ ct) : draw mean concentration (O c(t) : draw concentration at 0 % of thikness from surface
v ] Artde 1 Send !
{1} 1so(70°C, 2h) -
(-] Artde ) ST ) Contact Med...
_ ACRYLONIT. Acetc 20d 3%
Thidness pm) 300 LE67E04
M mgmts | acevonr.. [N oo
Concentration |Diffusion Coefficient Partition Coefficient |Solubility
= oft) - Article 1 - Iso(70°C, 2h)
e} — Migrant 1 - Contact Medium 0
8.0E-3- e — —
S 7.063] IS e
g2 E—
g 6.06-3- I
- i b
£ S5.06-3- L ——
-1 P
% 4.06-3- I
& 3.0E-3- e
g -
S 2.0€-3: e
roea]
J
04d
[} 1 2
Time (hours)
= efx,t) - Article 1 - Iso(70°C, 2h)
(01 — Migrant 1
14 ey
g o %
E 10] \
: \
2 8-
o
£ 64 \
g
s 4
[¥]
2 ot
04
0 S0 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (pm)
2023/7/2 T

6.52001

Palmetrics

Package SAN 2h at 70C
Geometry
Rectangular v
Contact Surface (an~2): 600
Volume of Contact Medum (am*3): 1000
Width (am): 10
Height (am): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

Artdes  Surfaces (an~2) Mass (o)
Artide 1 600 1000

Total surface

of all artides (on2): 600
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150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001

Package Properties  Output Calculation

4@ a ) Save Package

kAl Save Package As = [ Save Article ‘_d S N
&% Duplicate Package K Save All Packages @ L‘J "} Duplicate Article ﬁsis L ﬁ ” ®

New Open = - Open . Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package Package Details Article  Article 38 Close Article C This Article All Articles Articles  Article Outputs  All
Package Article Prediction File

v = Package SAN 24h at 40C optimized
v 7] Artide 1
{d] 1s0(40°c, 1)
v =3 Package SAN 2h at 70C
v _J Artide 1

1l 1so(zoc, ).

2023/7/2

6.52001

Qale viglslz x[LID|ll|e @

Temperature : 70 (°C) Displayunit  mgkg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thikness from surface

= Grid
W e O G & contactMed...
ACRYLONIT. Acetic acd 3%
Thidness (m) 300 L667E04

M gantsCacenon.. [N oo

|Concentration |Diffusion Coefficient Partition Coefficient | Solubility
= eft) - Article 1 - Iso(70°C, 2h)
01 — Migrant 1 - Contact Medium 0

8.0E-3-
7.0E-3-
6.0E-3-
S.0€E-3-
4.0E-3
3.0€-3-
2.0E-3+
1.0E-3

Concentration {(ma/kg)

Palmetrics

Fitting Mode

RSS

3 1
Time (hours)

01 — Migrant 1

Concentration (mg/kq)
w
e

0 S0 100 150 200 250 300 350 400 450 560 550 600

Layer Thickness (um)

Close Fitting Mode for This Package
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Q0% X - Article 1 (Package SAN 2h at 70C) - SML v 6.52001 - (u] x

Package Properties  Output Calculation - 8| X
ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T@' * ” ® P | 1_ ez
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article o o | I I e rl C S
New Open - . New Open Import . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package Package Details Article  Article 38 Close Article ntration This Article All Articles Articles  Article Outputs  All
Package Article Prediction File ~
v Q?WSANZQI&HDCM Surface (om~2) 600 B This artide is in read-only mode because it has an output o Set-Off * Package SAN 2h at 70C % Hﬂm"o@
v
£ T, 1) Arsde Byl Contactved... m|
v e t 70C ACRYLONIT... Acetc acd 3% oW Geometry
Thickness (um) 300 1667604 22N Rectangular v
%) acrvionT... [ SEESENIN 00001
L . e —— o i J @ Contact Surface (m~2): 00 d
Concentration Diffusion Coefficient Partition Coefficient | Solubil
! . (ERe Set-Off Volume of Contact Medum (am~3): 1000 &

a A Width (cm): 10
ST Gye ey ) |5 Mgant(egant)) )  Data (Dffusion Cocfficient) |

Height (am): 10
< > Length (om): 10 Add Artide
Diffusion Coefficient
T Vah rs;rfnuldmofmmmlivrwe -
S |Arbdes  Surfaces (am”2) Mass (g)
Diffusion Coefficent (am~2/s):  |8.51E-11 |artde 1 600 1000
\
) Set to Default Values |
Arrhenius |
Customized Equation
\
\
L
Total surface
Apply Same Mode to This Layer Set Al to Default Value Apply Same Mode to All Layers of all artides (em~2): 600
Close Fitting Mode for This Padkage
Create Global Package
2023/7/2 90
<

6.52001




Q0% -
Package Properties
New Open
Package Package 8 Close Package

Package

) Save Package

v = Package SAN 24h at 40C optimized
v 7] Artde 1
{d] 1s0(40°c, 1)
v =3 Package SAN 2h at 70C
v ] Artde 1
(] 1s0(70%C, 2)

2023/7/2

6.52001

&% Duplicate Package K Save All Packages

Qutput Calculation

b Save Package As @

New

{23 Package Details Article

Q Q| E viEHe
I

Temperature : 70 (°C)  Display unit

= Grid

&
Open
Article

mghg

z x [

150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001

{U Save Article ASD’
") Duplicate Article

Prediction on
This Article

€ Close Article

Article

Dl %

~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0

Close All
Articles

@

Prediction on
All Articles

Prediction

% of thidness from surface

Delete All Close
Article Outputs Al

File

<] Artde

EIM Mgants | acenonr.. [

O Esyee il £ Contact Med..
ACRYLONIT..

Acetic acd 3%
1.667E04
0.0001

Concentration | Diffusion Coefficient Partition Coefficient |Solubility

= eft) - Article 1 - Iso{70°C, 2h)

6.0E-3
5.5€-3-
S.0E-3-
4.56-3-
4.0E-3-
3.5€-3-
3.0E-3-
2,56-3- -
2.0E-3-

1.56-34
1.0E-3-
5.06-4] /

Concentration (ma/kg)

— Migrant 1 - Contact Medium 0

1
Time (hours)

— Migrant 1

Concentration (mg/kq)
w

100

150 200 250 ] 350
Layer Thickness (um)

500 550

600

57.44 (min)

Package SAN 2h at 70C
Geometry
Rectangular v
Contact Surface (an”2):
Volume of Contact Medum (om~3):
Width (cm): 10
Height (om): 10
Length (am): 10

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

Artde 1 600 1000 M|
Total surface

of all artides (em~2): 600

Palmetrics

Fiting Mode

RSS

Loops

Loops per serie |20 Initialization

Optimze Refresh

Correlaton

o 1|

miolg €5 |

mioix[1£6 | mrestep [1£3
"Eamwﬂane Vik
4Laver 1-Dp-Known(am~2/s) 8.51E-11

Close Fitting Mode for This Package
Create Global Package
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00X
Package Properties

7 B

New Open

Package Package 8 Close Package

150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001

Qutput Calculation

) Save Package

&% Duplicate Package K Save All Packages

Package

v = Package SAN 24h at 40C optimized

v 7] Artide 1

{d] 1s0(40°c, 1d)
v =3 Package SAN 2h at 70C

v ] Artde 1

] 1s0(20%C, 2)

6.52001

2023/7/2

|Temperature : 70 () Displayunt | mgikg

b4 Save Package As [U Save Article

@ @

New  Open
Article  Article

8

") Duplicate Article
€ Close Article

e This Article

Package Details

Article

QaaleEviE=s=zzXxLID|lIil| 28 %

~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0
= Grid

Prediction on

<

Prediction on
All Articles

Prediction

% of thidness from surface

Close All
Articles

¥ ®

Delete All
Article Outputs

File

Close
All

L DG ] Contact ed...
ACRYLONIT...

Acetic acd 3%
Thidness (Jm) 300 1.667E04
EIM Mgants | acenonr.. [

0.0001
|Concentration |Diffusion Coefficient Partition Coefficient | Solubility

= c(t) - Article 1 - Iso(70°C, 2h)
01 — Migrant 1 - Contact Medium 0

5.5€-3-
5.0E-3-
4.5E-3-
4.0E-3
3.5€-3-
3.0E-3-
2.5€-3
2.0E-3-
1.5€-3-
1.0E-3
5.0E-4-

Concentration {(ma/kg)

0 1
Time (hours)

— Migrant 1

Concentration (mg/kq)
w

0 S0 100 150 200 250 300 350
Layer Thickness (um)

500

550

600

1.83 (hours)

- o
-
Package SAN 2h at 70C ey Fitting Mode
Geometry
Rectangular v
Contact Surface (an”2): 600 A
Volume of Contact Medum (am~3): 1000 Y
Width (cm): 10
Height (am): 10
Length (am): 10 Libali 0
Loops
Surface and mass of contact medium by artide Loops per serie EJ Tterations: 0
Artdes  Surfaces (an”2) Mass (g)
Artde 1 600 1000 M | Optimze Refresh
| Correlaton
1
| wa [
3 mtolg | 1E-6
l mioic [1£6 | mreastep [1€3 |
| = = —
| o, ter Name Value
Total surface ﬁam 1-Dp-Known(am~2/s) 1.2126-14
of all artides (em~2): 600
Close Fitting Mode for This Package
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150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001

Package Properties  Output Calculation
Save Package b Save Package As [l Save Article 'Y = C >
B B o G | B @ E LB % W ®
£F Duplicate Package K Save All Packages "} Duplicate Article —
New Open = - New  Open nt . F Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article e 18 Close Article C This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v Bradagesaizhatacopmed Q Q| E VEH o T X LI D1 8 %
v 7] artde 1
{d] 1s0(40°c, 1d) ;
v =3 Package SAN 2 at 70C Temperature : 70 (°C) Displayunit mghyg v (@ c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
v 1] artde 1 E6nd
{4 1s0(70°C, 2h)
[ At O G & contactMed...
ACRYLONIT.. Acetic acd 3%
Thidness () 300 1.667E04
M Mgt acevow.. [ o000
Concentration | Diffusion Coefficient Partition Coefficient |Solubility
= e(t) - Article 1 - Iso(70°C, 2h)
ied — Migrant 1 - Contact Medium 0
0.07 - Mj_,«——”“‘"
.g 0.06 P
E o005 //.__,f
c
2 0.04 e
g e
2 0.03: "
./—
§ 0.02 _—
o /’
0.01 - /
/ o
04e
1 2
Time (hours)
= e(x.t) - Article 1 - Iso(70°C, 2h)
— Migrant 1
14 T —
S 12 \
S \\
E 10
= ™
g e N
s N
€ 4 R
[¥] \
2-
\.
0
0 S0 100 150 200 250 300 350 400 450 S00 S50 600
Layer Thickness (um)
2023/7/2 1.85 (hours)

6.52001

Package SAN 2h at 70C Y
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

Artde 1 600 1000 M|
|

Total surface

of all artides (em~2): 600

- D
- &
Palmetrics
Fitting Mode
0 0.5
Loops
loopspersene (20 | Tterations: 1
Optmize Refresh
Corrataton

" —
miolg €5 |
mio 166 __| mredstep [1€3 |
T;’mw;‘ﬂﬁ Vik
4Laver 1-Dp-¥nown(om~2fs) 7.131E9

Close Fitting Mode for This Package
Create Global Package

93




Q0% X - Is0(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001
Package Properties  Output Calculation

) Save Package kAl Save Package As = [ Save Article ! ?é S N
ﬁ 6 2% Duplicate Package e Save All Packages L’:‘ﬂ”’ e /“SD -lf’:L * ” ®

") Duplicate Article

New Open = - New  Open nt . F Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article e 18 Close Article C This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v (=) Package SAN 24 at 40C optimized QAQle viEls = XxXLID|l 1| &8 %
v 7] Artde 1
(] 1s0(s0°C, 1) )
v gpmsmz‘alm Temperature : 70 (°C) Displayunit mgkg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
v {7 Artde 1 © 6nd
] 1s0(20%C, 2)
W e OGN & Contacted...
ACRYLONIT. Acetic acd 3%
Thidness () 300 1.667E04

EIM Mgantr | acenonr.. [N o000
Concentration Diffusion Coefficient Partition Coefficient |Solubility
= eft) - Article 1 - Iso(70°C, 2h)

— Migrant 1 - Contact Medium 0
5.5E-3-
5.0E-3-
4.5E-3-
4.0E-3-
3.5€-3+
3.0E-3-
2.56-3-;
2.0E-3
1.5€-3- e |
1.06-34 —

5.0E-4 - e

Concentration {(ma/kg)

Time (hours)

e — Migrant 1

Concentration (mg/kq)
w

0 S0 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (um)

2023/7/2 1.87 (hours)
6.52001

- o
Package SAN 2h at 70C o Fitting Mode
Geometry
RQCWJJ v
Contact Surface (an”2): 600 A
Volume of Contact Medum (am~3): 1000 &
Width (cm): 10
Height (am): 10
Length(om): 10 Add irtide 0 1
Loops
Surface and mass of contact medium by artide ) Loops per serie [20 Tterations: 2
(rbdes  Surfaces (an”2) Mass (g)
Artde 1 600 1000 M | Optimize Refresh
Correlaton

- S

: mtolg |1E-6

: i[5 | messep [i£3 ]
L ] [Parameter Name Value
Total surface ﬁam 1-DpKnown(am ~2/s) 2.88%€-12
of all artides (em~2): 600

Close Fitting Mode for This Package
Create Global Package
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00X
Package Properties
New Open
Package Package

v = Package SAN 24h at 40C optimized

v 7] Artde 1

Qutput Calculation
) Save Package kAl Save Package As
&% Duplicate Package K Save All Packages
@8 Close Package {3 Package Details
Package

QalE v
|

U] 1s0(s0°c, 1)

v =3 Package SAN 2h at 70C

v ] Artde 1

] 1s0(20%C, 2)

6.52001

Temperature : 70 (°C)
= Grid

@ &
New  Open
Article

Article
Slle T X |_‘

Display unit  mg/kg

[y Save Article
") Duplicate Article
€ Close Article

Article

Bl

150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001

4

2

~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0

Prediction on
This Article

Prediction

<o

Prediction on
All Articles

»

Close All
Articles

% of thidness from surface

Delete All Close
Article Outputs Al

File

<] Artde

EI Mgraotr [ acenonr... [N

(W%
ACRYLONIT..

Thidness (am) 300

1.667E04
0.0001

Contact Medi....
Acetic acd 3%

el

5.5€-3-
5.0E-3-
4.5E-3-
4.0E-3
3.5€-3-
3.0E-3-
2.5€-3
2.0E-3-
1.5€-3-

1.0€-3
S.0E-4- /’/

Concentration {(ma/kg)

Concentration Diffusion Coefficient Partition Coefficient |Solubility
= eft) - Article 1 - Iso(70°C, 2h)

— Migrant 1 - Contact Medium 0

Package SAN 2h at 70C

Geometry !
Rectangular v 1

Contact Surface (on~2): 600

Volume of Contact Medum (om~3): 1000

Width (cm): 10

Height (am): 10

Length (am): 10

Surface and mass of contact medium by artide

1
Time (hours)

— Migrant 1

Concentration (mg/kq)
(-]

2023/7/2

S0 100 150

200

300
Layer Thickness (um)

3

50

500 550

|Arbdes  Surfaces (am”2) Mass (g)
;Arbde! 600 1000 M|
1

J

J

Total surface

of all artides (em~2): 600

- 0
- &
Palmetrics
Fitting Mode
0 2 4
Loops
loopspersene (20 | Tterations: 4
Optmize Refresh
Corrataton

o 1|

miolg €5 |

o messtep [1£3 ]
75amw§ane v;ue

J*L&wer 1-Dp-Known(am~2/s) 2.337%-11

Close Fitting Mode for This Package
Create Global Padage
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150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001

Package Properties  Output Calculation
Save Package b Save Package As [l Save Article 'Y = C >
B B e BB T B LB % ¥ ®
£F Duplicate Package K Save All Packages "} Duplicate Article —
New Open = - New  Open . F Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article C This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v (=) Package SAN 24 at 40C optimized QAQle viEls = XxXLID|l 1| &8 %
v ] arsde 1 I
(] 1s0(s0°C, 1) )
v gpmsmz‘alm Temperature : 70 (°C) Displayunit mgkg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
v {7 Artde 1 © 6nd
] 1s0(20%C, 2)
W e OGN & Contacted...
ACRYLONIT.. Acetic acd 3%
Thidmess (um) 300 1.667E04
Bl moentyaceviowr.. NN o000
Concentration | Diffusion Coefficient Partition Coefficient |Solubility
= cft) - Article 1 - Iso{70°C, 2h)
| — Migrant 1 - Contact Medium 0
5.5€-3- o
S.0E-3-
S 4.56-3-
% 4.083:
E 3sea-
§ 3.06-3-
E 2563
§ 2063 ]
£ 1.56-3 P
O 1.08-3- "
e P
044 _~
04¢
0 1 2
Time (hours)
= elxt) - Article 1 - 150(70°C, 2h)
01 — Migrant 1
14 \\
g n \
E 101 \
c
S 8
B
E 6
g
=3 44
o
2-
0
0 S0 100 150 200 250 300 350 400 450 S00 S50 600
Layer Thickness (um)
2023/7/2 56.16 (min)

6.52001

- o
-
Package SAN 2h at 70C ey Fitting Mode
Geometry
Rectangular v
Contact Surface (an”2): 600 A
Volume of Contact Medum (am~3): 1000 &
Width (cm): 10
Height (am): 10
Length (am): 10 Libali 0 2 4
Loops
Surface and mass of contact medium by artide Loops per serie [20 ] Tterations: 5
(rbdes  Surfaces (an”2) Mass (g)
Artde 1 600 1000 M | Optimize Refresh
Correlaton

- w [

: miolg €5 |

: i[5 | messep [i£3 ]
L ] [Parameter Name Value
Total surface 4Laver 1-Dp-Known{an~2/s) 1.0526-11
of all artides (em~2): 600

Close Fitting Mode for This Padkage
Create Global Package
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Q0 X -
Package Properties

ﬁ a ) Save Package kAl Save Package As =
&% Duplicate Package K Save All Packages =

New Open

Package Package 8 Close Package

Package

v = Package SAN 24h at 40C optimized
v 7] Artde 1
{d] 1s0(40°c, 1)
v =3 Package SAN 2h at 70C
v ] Artde 1
(] 1s0(70%C, 2)

2023/7/2

6.52001

150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001

Qutput Calculation

HSaveAmcle ﬁSD’ ﬁ‘é *— ” ®
" Duplicate Article *“
= . New  Open . ' Prediction on  Prediction on Close All Delete All Close
{2 Package Details Article  Article 8 Close Article C This Article All Articles Articles  Article Outputs  All
Article Prediction File
QAalE viEszx[DIBD|l il @ %
I
Temperature : 70 (°C) Displayunit mgkg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
= Grid
W e OGN ] Contacted..
ACRYLONIT... Acetic acd 3%
Thidness (m) 300 1.667E04
B moentyaceviowr.. [ 0000
Concentration | Diffusion Coefficient Partition Coefficient |Solubility
= cft) - Article 1 - Iso{70°C, 2h)
[0 — Migrant 1 - Contact Medium 0
5.5€-3- o
S.0E-3-
S 4.5E-3-
% 4.083: 1
E 3sea-
§ 3.06-3- ___/--w-’/
§ 2se o
€ 2.06-3- L~
g =
£ 1.56-3 ik
Y 1.06-34 e
5.06-44 /
0 - o/
0 1 2
Time (hours)
= elxt) - Article 1 - 150(70°C, 2h)
Teh — Migrant 1
14 )
% 12
E 10-
c
S 8
B
E 6 |
g
=3 44
o
2-
0
0 S0 100 150 200 250 300 350 400 450 S00 S50 600
Layer Thickness (um)
54.88 (min)

Package SAN 2h at 70C Y
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

Artde 1 600 1000 M|
|

Total surface

of all artides (em~2): 600

- D
-|s
Palmetrics
Fitting Mode
0 2 4 5
Loops
loopspersene (20 | Iterabons: 6
Optmze | | Refresh
Correlaton

" —
miolg €5 |
mio 166 __| mredstep [1€3 |
T;’mw;‘ﬂﬁ Vik
4Laver 1-Dp-¥nown(om~2fs) 3.829€-11

Close Fitting Mode for This Package
Create Global Package
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150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001

Package Properties  Output Calculation
Save Package b Save Package As [l Save Article 'Y = C >
B B e BB T B LB % ¥ ®
£F Duplicate Package K Save All Packages "} Duplicate Article —
New Open = - New  Open nt . F Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article C This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v (=) Package SAN 24 at 40C optimized QAQle viEls = XxXLID|l 1| &8 %
v ] arsde 1 I
(] 1s0(s0°C, 1) )
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Package SAN 2h at 70C Y
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

Artde 1 600 1000 M|
|

Total surface

of all artides (em~2): 600
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Create Global Package
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Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide
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Package SAN 2h at 70C o Fitting Mode
Geometry
RQCW\Q\JJ v
Contact Surface (om~2): 600 A
Volume of Contact Medum (am~3): 1000 &
Width (cm): 10
Height (am): 10
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Total surface ﬁam 1-Dp-Known(am~2/s) 2.8226-11
of all artides (em~2): 600

Close Fitting Mode for This Package
Create Global Package
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Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article C This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v (=) Package SAN 24 at 40C optimized QAQle viEls = XxXLID|l 1| &8 %
v ] arsde 1 I
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Package SAN 2h at 70C Y
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

Artde 1 600 1000 M|
|
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of all artides (em~2): 600
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Value
3.4908E-11

Close Fitting Mode for This Package
Create Global Package
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Article Prediction File
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Temperature : 70 (°C) Displayunit mgkg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
= Grid
W e OGN ] Contacted..
ACRYLONIT... Acetic acd 3%
Thidness (m) 300 1.667E04
B moentraceviowr.. NN o000
Concentration | Diffusion Coefficient Partition Coefficient |Solubility
= cft) - Article 1 - Iso{70°C, 2h)
| — Migrant 1 - Contact Medium 0
5.5€-3- o
S.0E-3-
.vjf
S 4.56-3- e
% 4.083: i
m—
E 3sea- e
§ 3.06-3- _——
E 2563 il
S 2.06-3- e
o ,/
£ 1.56-3 -
© noe3{ ~
5.06-44 /
0 - o/
0 1 2
Time (hours)
= elxt) - Article 1 - 150(70°C, 2h)
ok — Migrant 1
14 \
% 124 1
E 10 1
c
£ o \
B
€ 63 |
2 |
=3 44
o
2-
0
0 S0 100 150 200 250 300 350 400 450 S00 S50 600
Layer Thickness (um)
1.55 (hours)

Package SAN 2h at 70C Y
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

Artde 1 600 1000 M|
|
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Value
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Close Fitting Mode for This Padkage
Create Global Package
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New Open = . f Predictionon  Prediction on Close All Delete All Close
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Package Prediction File
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New Open
Package Package

v = Package SAN 24h at 40C optimized
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150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001
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Prediction on  Prediction on
This Article All Articles

Prediction

Close All
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Delete All
Article Outputs
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v ] Artde 1
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Temperature : 70 (°C)

= Grid

Display unit  mg/kg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thikness from surface
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File
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Package SAN 2h at 70C oy
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (am): 10
Length (om): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

e 1 600 1000 M|
|
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of all artides (em~2): 600
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Close Fitting Mode for This Package
Create Global Package
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Package Properties  Output Calculation
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Package Article Prediction File
v (=) Package SAN 24 at 40C optimized QAQle viEls = XxXLID|l 1| &8 %
v 7] Artde 1
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Package SAN 2h at 70C Y
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

Artde 1 600 1000 M|
Total surface
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Close Fitting Mode for This Package
Create Global Package

106




Q0% X -

150(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001
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Package SAN 2h at 70C Y
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)

Artde 1 600 1000 M|
|
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Close Fitting Mode for This Padkage
Create Global Package
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Layer Thickness (um)

B 20ous)

600

- o
-

Package SAN 2h at 70C Optimized Fitting Mode

Geometry

RQCWQJ&' v

Contact Surface (an”2): 600 A

Volume of Contact Medum (am~3): 1000 &

Width (cm): 10

Height (am): 10

Length (am): 10 L 0 10 20

Loops

Surface and mass of contact medium by artide Loops per serie E] Iteratons: 20
|Arbdes  Surfaces (am”2) Mass (g)

Artde 1 600 1000 M| Optimze Refresh

<‘ Correlaton

w [
1 miolg €5 |
J mio 166 __| mredstep [1€3 |
J Pramete e Vae
Total surface {Layer 1-Dp-Known(am~2/s) 3.3026-11
of all artides (em~2): 600
Close Fitting Mode for This Package
Create Global Package
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o | B Is0(70°C, 2h) (Package SAN 2h at 70C) - SML v 6.52001 - ] P

Package Properties  Output Calculation - 8 X
£ £ [ Save Package b Save Package As | | t =5
= T <l m
o £F Duplicate Package Mg Save All Packages (G — ® PG} l e 1- r I C S
New QOpen New Open t t Init t t t Close
Package Package 8 Close Package {8 Package Details Article  Article t . trat t t Art t t All
Package Aticle Prediction File ~
v ) Padage SAN 24h at 40C optimized QAQlE viEI=ZXxXLID|l i | & & % Package SAN 2h at 70C Optimized ] Fitting Mode
v 7] Artide 1 i |
1] 1s0(20°C, 1d) r ) [
v =) Padage SAN 2h at 70C Optimized Temperature : 70 (°C) Displayunit mg/kg ~ (@ c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry '
v L] Artide 1 = Grid Rectangular
U] 120(70°C, 2h) - — —1
] Artde DD [ Contact Med... Contact Surface (am”2): 600 -
ACRVLONIT..  Acetcacd 3% Volume of Contact Medum (an”3): 1000 &
- Thidmess (um) 300 1.667E04
OM Mo, 0o S
Concentration | Diffusion Coefficient Partition Coefficient | Solubility Height (am):
& t) - Article 1 - Tso(70°C, h) Length (am): 10 Auid RS 0 10 20
el — Migrant 1 - Contact Medium 0 Looos
5.56-3 ﬁxfmwmofcmm:lmbyahde Loops per serie [20 1 Iterations: 20
S.0E-3 i - Artdes  Surfaces (om~2) Mass (g) : =
S 4.56-3 - 5 Artde 1 600 1000 Optimze Refresh
S 4.06-3 e e
E 3se3 ) e
§ 3.06-3 mtau [1
® 2563 " r
5 _— miolg [1E6
€ 2.06-3 - =2 )
g 1.56-3 : mitobx | 1E-6 mrealstep |1E-3
Y 1.0e-3 | Parameter Name Value
S.0E-4 f Total surface Layer 1-Dp-Known{an~2/s) 3.30€-11
04e of all artides (on"2): 600
0 1 2
Time (hours)
= elx,t) - Article 1 - Iso(70°C, 2h)
el — Migrant 1
14
1 \
\ °Cc£: 3 )
120: Create Global Package ' 40°CE& - TE H L1=Dp®dPackage
o x > — — == > 5
70°CE M TE H L1=DpMPackagex —{R1L 3 HHEETHY) .
— S o = = ~ <N é-g—
TLZORAXDILARZHE T ORVERLGHKAEETT ,
T
0 50 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (um)
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Package Properties  Output Calculation - 8| X
ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T{é ,ﬁ ” ® P | 1_ ez
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article e G | I I e rl C S
New Open = - New  Open rt . my Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package Package Details Article  Article 38 Close Article 0 This Article All Articles Articles  Article Outputs  All
Package Article Prediction File ~
v (=) Package SAN 24 at 40C optimized QAQlEeE viEls == XxXLID| 1| &% Copy of Package SAN 24h at 40C optimized Fitting Mode
~ ] Artide 1 Stop caladations
k] 1so(s0°c, 1d) -
v =) Package SAN 2h at 70C Optimized Temperature : 70 ("C) Displayunit  mgkg v (@ c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface| Geometry ‘
v ] Artide 1 = Grid R r = |
4] 1s0(70°C, ) e ‘
¥ || Copy of Package SAN 24h at 40C optin <] Artide Ditayeri 4 Contact Med... Contact Surface (am~2): 600 o
v 2 Copy of Artde 1 ACRVLONIT...  Aceticacd 3% b
L Volume of Contact Medum (am~3): 1000
ﬂm ;‘3 ThdnessGm) 300 1667604 @
s &I 1. mgrant 1 ACRYLONIT... 15 0 with(m): |10
|concentration |Diffusion Coefficient |Partition Coefficient |Solubility Height (am): |10
= ¢(t) - Copy of Article 1 - 1so(70°C, 2h) Length (am): 10 Akl o 10 20
Lo
od — Migrant 1 - Contact Medium 0 o
5.5€-34 R Surface and mass of contact medum by artide . Loops per serie |20 Iterations: 20
5.0E-3- e |Artides  Surfaces (cm~2) Mass (g)
T 4563 e (Copy o... 600 1000 =} Optmze | | Refresh
‘."‘5 4.0E-3- v,_,,/-——*--"' } |
E 3se3; i
— e |
§ 3.06-3- _— | mtay
® 25631 i . L]
£ 2.08-3- - [ | Cid :]"“
€ 1.56-34 s [ mtobx mreaistep
S 10e3i| J = — e
5.06-44 |/ L J‘Paanewmme
od¥ Total surface Layer 1-Dp-Arrhenius £(k)/mol)
0 1 - of all artdes (an~2): 600 \Layer 1-Dp-Arrhenius-A(an~2/s)
Time (hours)
= c{xt) - Copy of Article 1 - Iso(70°C, 2h)
e} ~ Migrant 1
1.4E+1
% 1.26+1-
E 1.0841:
c
S 8.0e40
z
£ 6.0E40- Close Fitting Mode for This Package
= - P ks ol 4
£ 4.0E+01 a1 Gob P,
o
2.0E+0-
0 -
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Package Properties  Output Calculation - 8| X
ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T{é ,ﬁ ” ® P | 1_ =z
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article e G | I I e rl C S
New Open = - New  Open rt . my Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package Package Details Article  Article 38 Close Article 0 This Article All Articles Articles  Article Outputs  All
Package Article Prediction File ~
v Eredagesaizhatacopimed @ Q| E W E o0 T X L D12 8% Copy of Package SAN 24h at 40C optimized Fitting Mode
v Artide 1 Stop calalations
U] 1s0(s0°C, 1) )
v gpmsmz‘almwm Temperature : 70 (°C) Displayunit mgkg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 %ofhdmssfruns.rfae‘ Geometry )
v ] Artide 1 = Grid R r = |
(] 1s0(70°C, 2h) ectangular ‘
v | | Copy of Package SAN 24h at 40C optin [ ] Artide 0 ] Contact Med... Contact Surface (em~2): 600 -
v 2 Copy of Artde 1 N Aceticacd 3% 2
L Volume of Contact Medum (am~3): 1000
ﬂ 1s0(40°C, 2“3 Thidness (m) [ 300 1667604 i
Iso(70°C, &I 1 Mgrant 1 ACRYLONIT... 0.0001 with(m): |10
Conoentraﬁonw [Partition Coefficient |Solubility Heght(am): 10
= ¢(t) - Copy of Article 1 - 1so(70°C, 2h) Length (am): 10 Akl o 10 20
Lo
od — Migrant 1 - Contact Medium 0 o
5.5€-34 R Surface and mass of contact medum by artide . Loops per serie |20 Iterations: 20
5.0E-3- e |Artides  Surfaces (cm~2) Mass (g)
T 4.56-3- — Copy o... 600 1000 & | Optmze | Refresh
5 s0ea: — <‘ | Correlston
E 3se3; i
— L |
§ 3.06-3- __— | mtay
® 25631 i . L]
£ 2.08-3- - [ | Cid :]"“
g S
e (= | | o 6 s[5
soee] |/ 1 Faneer ane Voue
odd Total surface |Layer 1-Dp-Arrhenius-€(c)/mol) 69.767
. X : of all arbcles (m7 2 600 ILayer 1Dp-Arrhenius-A(an*~2/s) 1378
Time (hours)
= c{xt) - Copy of Article 1 - Iso(70°C, 2h)
01 — Migrant 1
1.4E+1
% 1.26+1-
E 1.0841:
c
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Package Properties  Output Calculation
Save Package b Save Package As [l Save Article 'Y = C >
L3R - T S = R - LB % W ®
£F Duplicate Package K Save All Packages "} Duplicate Article —
New Open = - New  Open . F Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v (=) Package SAN 24 at 40C optimized QAQlEeE viEls == XxXLID| 1| &%
v [[] artde 1 Stop cakauiations
(] 1s0(20%C, 1d) 5
v =3 Package SAN 2h at 70C Optimized Temperature : 70 (°C) Displayunit mghyg v (@ c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
v ] Artde 1 B erd
(] 1s0(70%C, 2)
|1 Copy of Package SAN 24 ot 40C optn B Artide D G 2 Contact Med...
v 2 Copy of Artile 1 ACRYLONIT.. Acetic acd 3%
] 1so40c, 1) Thidmess (m) 300 166704
Mmoo R I vmgents acevionr.. SN 0.000:
Concentration | Diffusion Coefficient Partition Coefficient |Solubility
= e(t) - Copy of Article 1 - Iso(70°C, 2h)
ied — Migrant 1 - Contact Medium 0
5.56-3 E—
S.0E-3- e
T 4.56-3- e —
g R
S 4.0E-3- L
s
E 3se3; e
§ 3.08-3: e
% 2.563- e
el —
€ 1.5€-34 -
8 1oe3d|
5.06-44 |/
/
0-
0 1 2
Time (hours)
= cfx.t) - Copy of Article 1 - Iso(70°C, 2h)
01 — Migrant 1
1.4E+1
% 1.2641-
E 1.0e41-
s
2 8.0E+0
£ 6.0E40-
g
S 4.0E+0
o
2.0E+0-
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Copy of Package SAN 24h at 40C optimized oy
Geometry

Rectangular v

Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000

Width (cm): 10

Height (om): 10

Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)
(Copyo... 600 1000 M |
Total surface

of all artides (em~2): 600

Palmeftrics

Fitting Mode

Loops per serie EJ Iterations: 20
Optimize Refresh

S r—
miolg €5 |
mwm@

[

Parameter Name Value
“.aver 1-Dp-Arrhenius-€ (k) fmol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
Close Fitting Mode for This Package
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0 0O® X s Copy of Article 1 (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001
Package Properties  Output Calculation
ﬁ ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T{é ,ﬁ ” ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article a7
New Open = - New  Open . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package Package Details Article  Article 38 Close Article This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v {33 Package SAN 29 st 0C optimized  Surface (am™2) A
v 7] Artde 1 T T T T
W] 1s0(s0°C, 1) Artide I oot Med... nlj
v {53 Padkage SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3%
v [ artde Thidkness (um) 300 L667E04 Add Layer(s)
(] 1s0(70%C, 2) Migrant 1 ACRYLONIT... 15 (]
v -] Copy of Package SAN 24h at 40C optn | - —— . . @
~ | Copy of Artide 1 Concentration Diffusion Coefficient Partition Coefficient | Solubility
] 150040, 1) v ; ' SeLOI,
1] 1s0(70°C, 2) & rsdmorant) 55 Run Predicton...
/W tayerQayery) [a IC3] 1
Sl > I[ X Copy From... Resetlayer | L Set to User Defined Database...
Type: (®) Polymer O Contact Medum
Thickness (um): 300
Density (gfom~3): | 1.09
Layer Abbreviation: [Layer 1 \
Material: [ACRYLONITRILE STYRENE, COPOLYMER (4S) ]
Layer Details
Molecuiar Weight (g/mol):  |471.64 Glass Transition Temperature (°C): (57
Log Pow: NfA
Material specific constants for estmation of diffusion coefficents according to Piringer
@ UpperUmit:  A™p: N/A Tau: N/A A'p: N/A
O Reaslstic Case: Ap:  N/A Tau: N/A ]l APz NA
Coefficdents for estimation of diffusion coeffidents according to Wele
a ik~ N/A ] c(a~3) N/A
b (on~2%s-1) d(x~-1) A
. 2023/7/3
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Copy of Package SAN 24h at 40C optimized

Geometry

Rectangular
Contact Surface (an"2):
Volume of Contact Medum (om~3):
Width (cm): 10
Height (cm): 10
Length(om): 10

1000

Surface and mass of contact medium by artide

=

|Arbdes  Surfaces (am”2) Mass (g)

;Cooy o... 600 1000 M|
1

J

J

Total surface

of all artides (em~2): 600

Palmeftrics

Fitting Mode

Loops per serie E] Iterations: 20
Optimize Refresh

S
molg [1£4 |
mwm@

jiamwﬁmn Value
Layer 1-0p-Arrhenius-€(J fmol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
Close Fitting Mode for This Package
Create Gobsl Pediane:
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Package Properties  Output Calculation
qa a ) Save Package kAl Save Package As ) [y Save Article (D’ 'r®’ * ” ®
&% Duplicate Package K Save All Packages L"J "} Duplicate Article o~ e
New Open - . New  Open Import . mport Initia Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Adicle Atticle Article 8 Close Article Concentration This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v (= Package SAN 24h at 40C optimized Surface (am~2) 600 X
v 7] Artde 1
W] 1s0(s0°C, 1) Artide I oot Med... m|
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetacid-3e o we
v ] Artde 1 Thickness (um) 300 " deCe el
U] 1s0(70°C, 2h) Mgrantl  ACRYLONIT... A(3.30E-11)
v |} Copy of Package SAN 24h at 40C optn | , e TSR 1) : : @
~ | Copy of Artide 1 Concentration | i it Partition Coefficient | Solubility
3 R L F 2 Set-Off
Iso(40°C, 1d) -
(] 1s0(70°c, 2h) VT i 55 Run Predicton...
/W tayerQayery) [a IC3] 1
<l > |BX Copy From... Resetlayer b Setto User Defined | [} Database...
Type: Polymer Contact Medum
Thickness (um): o
Density (gfom”3):
Layer Abbreviation: Layer 1
Material: ACRYLONITRILE-STYRENE, COPOLYMER (AS)
Layer Details
Molecular Weight (gfmol):  471.64 Glass Transiton Temperature (°C): 97
Log Pow: NfA
Material specific constants for estmation of diffusion coefficents according to Piringer
Upper Umit:  A™p: /A Tau: /A A% NJA
Realstic Case: Ap: /A Tau: |N/A Ap: NJ/A
Coefficdents for estimation of diffusion coeffidents according to Wele
aK~-1) NfA c(A™3) N/A
b {on”2%~-1) N/A d (K~-1) N/A
. 2023/7/3
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Copy of Package SAN 24h at 40C optimized
Geometry
Rectangular
Contact Surface (om~2): 600
Volume of Contact Medum (am~3): 1000
Width (cm):
Height (am): 10
Length(om): 10 Add Artide

&rfnu@mofmmmlquwe

(Artdes  Surfaces (an”2) Mass (g)
Copy o... 600 1000
Total surface

of all artides (em~2): 600

- 8| X
Palmetrics
Fitting Mode
0 10 20
Loops

Loops per serie 20 Iterations: 20
Optimize Refresh
Correlaton

mas [
mog (1€ |

i[5 eesto [
;P-awneur Name Value
|Layer 1-Dp-Arrhenius-£(kJ/mol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
Close Fitting Mode for This Package
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Package Properties  Output Calculation
ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T@'
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article o
New Open - . New Open Import . mport Initia Prediction on  Prediction on
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article ntration This Article All Articles
Package Article Prediction
v 53 Padkage SAN 24h at 40C optimized Surface (an~2) 600
v 7] Artide 1
1] 1s0(20°c, 1d) Artide Layer1 | Contact Med...
v =3 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3%
v {f] Artide 1 Thickness (um) 300 L667E04
U] 1s0(70°C, 20) AcrvLoNTT... [SESOESERIN 0.0001

v || Copy of Padage SAN 24h at 40C optn

v > Copy of Artide 1 |Concentration | Diffusion Coefficient |Partition Coefficient |Solubility |

Copy of Article 1 (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

Close All Delete All
Articles  Article Outputs
File

®

Close
All

] 1so(40°C, 1d) 1 g
() 15070, 2) a
ST Gye ey ) |5 Mgant(egant)) )  Data (Dffusion Cocfficient) |
< >
Diffusion Coefficient Example Temperature () |70
o Arrhenius Calculation Parameters,
Inte Activation Energy (ikJ/mol):
o Pre-exponential Factor (am”2/s):
(@ Arrhenius
Customized Equation
Apply Same Mode to This Layer Set All to Default Value Apply Same Mode to All Layers
. 2023/7/2
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- o X
Copy of Package SAN 24h at 40C optimized oy Fltthode
Geometry
Rectangular
Contact Surface (on~2): 600 |
Volume of Contact Medum (am~3): 1000 Y
Width (cm): 10
Height (am): 10
Length (am): 10 Libali 0
Loops

s;rfnuldmofmmmlivrwe — L [20 ]
[Wrtdes  Surfoces (an"2) Mass (g) ospeeee (B __
Copy o... 600 1000 (%] Optimize Refresh
“ Correlaton

S
\ miolg €5 |
| mioie[1£5 | mresktep
L Porametes fame
Total surface {Layer 1-Dp-Arrhenius-E()/mol)
of all artides (em~2): 600 |

{Layer 1-Dp-Arrhenius-A(am”2/s)
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Copy of Article 1 (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

Package Properties  Output Calculation
ﬁ a ) Save Package kAl Save Package As ) [y Save Article ﬁSD’ T@' * ” ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article o
New Open — . New Open Import . mport Initia Predictionon  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article ntration This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v ) Padkage SAN 24 at 40C optimized Surface (am~2) 600 X
v 7] Artide 1
1] 1s0(40%C, 1d) Artide ayerd Contact Med.. m|
v =3 Package SAN 2h at 70C Optimized ACRYLONIT... Acetic acd 3% ,
v ) artce Thickness (um) 300 LE67EDS peALEyEr(e)
1] 1s0(70°C, 2) ACRYLONIT... | 0.0001
] Copy of Package SAN 24 at 40C optn i —— , i @
~ | Copy of Artide 1 Concentration Diffusion Coefficient Partition Coefficient | Solubility
L ; L g 2 Set-Off
Is0{40°C, 1d) 3
Ml 1s0(0%C, 2) a A00 Miarant(s) ,@Mm...
ST Gye ey ) |5 Mgant(egant)) )  Data (Dffusion Cocfficient) |
<[>
Diffusion Coefficient Example Temperature (°C): |70
o Arrhenius Calculation Parameters
Inte Activation Energy (k)/mal): 69.767 [oee] B Optmize
o Pre-exponental Factor (an~2js):  1.3776 ...|| EJoptmize
@ Arrhenius
Customized Equation
Apply Same Mode to This Layer Set Al to Default Value Apply Same Mode to Al Layers
. 2023/7/3
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- o X
-8 X
A
Copy of Package SAN 24h at 40C optimized ey Fitting Mode
Geometry
Rectanguiar
Contact Surface (an”2): 600 A
Volume of Contact Medum (am~3): 1000 Y
Width (cm): 10
Height (cm): 10
Length (am): 10 Libali 0
Loops

Surface and mass of contact medium by artide L
- L= - —. 00ps per serie |20
:Arodes Surfaces (an”2) Mass () l—
Copy o... 600 1000 (%) Optimize
“ Correlaton

S
\ molg [1£4 |
| mioic [1£6 | mreastep [1€3 |
L Foranecrtame vae
Total surface |Layer 1-Dp-Arrhenius-£(kfmol) 69.767
of a arbdles (am"2): 500 Layer 1-Dp-Arrhenius-A(cm~2/s) 1378
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Package Properties

Qutput Calculation

ﬁ a ) Save Package kAl Save Package As =
&% Duplicate Package K Save All Packages =

¥ % o
") Duplicate Article ﬁp AT * ®
New Open = - New  Open . F Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package %3 Package Details Article  Article 38 Close Article C This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
vg??woesmzmmcmm Qale viglslz x[ID|ll|le 2 % Copy of Package SAN 2¢h at 40C optimized @
v [7] Artde 1
(] 1s0(s0°C, 1) )
v mesmmatmcwmzed Temperature : 70 (°C) Displayunit mgkg ~ (®) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface Geometry
v ] artde 1 Bed Rectangular v
(4] 1s0(20%C, 2) =
v ] Copy of Package SAN 24 at 40C optn |08 Artide [ Geyes i £ Contact Med... Contact Surface (an~2): 600
v - Copy of Artide 1 ACRYLONIT.. Acetic acd 3%
T ! Volume of Contact Medium (om~3): 1000
i tso(40°C, 1d) Thidmess (um) 300 1.667E04
o, 39 I L Mgt acenowr... NESESNN oo e [
Concentration Diffusion Coefficient Partition Coefficient |Solubility Height (om): 10
= ¢(t) - Copy of Article 1 - Is0(70°C, 2h) Length (am): 10 Add Artide
| — Migrant 1 - Contact Medium 0
5.5€-3- ° Surface and mass of contact medium by artide
5.0€-3- (Arbdes  Surfaces (an”2) Mass (g)
S 4.56-3- Copy o... 600 1000 M |
% 4.083: ——
£ 3sead T
§ 3.06-3- e
E 2563 i
§ 2083 J/.--"'/
£ 1.56-3- -
© 3] L
s Ui Total surface
04é of all artides (em~2): 600
0 1 2
Time (hours)
E = d I_M a’ - e LU o
01 — Migrant 1
14 \'.
g n \
E 10
e |
S 8
4
E 6
g
§ 4
o
2-
04
0 S0 100 150 200 250 300 350 400 450 500 550 600
Layer Thickness (um)
2023/7/2 1.21 Gours)
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Iso(70°C, 2h) (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

[ Save Article 'd

- m]
Palmeftrics
Fitting Mode
Locouper s [ ]

S r—
molg [1£4 |
mwm@

[

Parameter Name Value
“.uer 1-Dp-Arrhenius-€ (k) fmol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
Close Fitting Mode for This Package
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Iso(70°C, 2h) (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

Package Properties  Output Calculation
4@ a ) Save Package kAl Save Package As = [ Save Article ﬁﬁs Fd ﬁ ” ®
&% Duplicate Package K Save All Packages L‘J "} Duplicate Article AT
New Open = - New  Open t . Prediction on  Prediction on Close All Delete All Close
Package Package 8 Close Package  {§) Package Details Article  Article e 18 Close Article C This Article All Articles Articles  Article Outputs  All
Package Article Prediction File
v B rodagesa2hataCopimed @ Q| E W s X LDl ileagw
v 7] Artide 1
(] 1s0(s0°C, 1) )
vgpmsmzmmcownnd Temperature : 70 (°C) Displayunit mgkg ~ (@) c(t) : draw mean concentration () c(t) : draw concentration at 0 % of thidness from surface
v ] Artde 1 B erd
(4] 1s0(20%C, 2)
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- o
Copy of Package SAN 24h at 40C optimized D Fitting Mode
Geometry
Rectangular v
Contact Surface (an”2): 600 A
Volume of Contact Medum (am~3): 1000 &
Width (cm): 10
Height (am): 10
Length (am): 10 Libali 0
Loops
Surface and mass of contact medium by artide Loops per serie EJ
Artdes  Surfaces (an”2) Mass (g)
Copy o... 600 1000 M| Optimze Refresh
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1
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| — — —
| - T rreryy
Total surface 4Laver 1-Dp-Arrhenius-€ () fmol) 69.767
of a arbdles (am~2): 600 Layer 1-Dp-Arrhenius-A(an~2/s) 1.37%8
Close Fitting Mode for This Package
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Iso(70°C, 2h) (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

Package Properties  Output Calculation
ﬁ a ) Save Package kAl Save Package As o Save Article
&% Duplicate Package K Save All Packages = Duplicate Article
New Open - . N Open rt Pr Pre n ose Al
Package Package 8 Close Package %3 Package Details Article  Article e Article C T cle 3 rticles
Package Article Prediction
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v 7] Artde 1
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Copy of Package SAN 24h at 40C optimized oy
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

(arbdes  Surfaces (an”2) Mass (g)
(Copyo... 600 1000 M |
Total surface

of all artides (em~2): 600

- O
Palmeftrics
Fitting Mode
Locouper s [ ]

Optimize Refresh

o 1|
miolg €5 |

[

mwm @

Parameter Name Value
“.uer 1-Dp-Arrhenius-£(k)/mol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
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Package Properties  Output Calculation
ﬁ a ) Save Package kAl Save Package As = e Article
&% Duplicate Package K Save All Packages = Duplicate Article
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Copy of Package SAN 24h at 40C optimized oy
Geometry
Rectangular v
Contact Surface (on~2): 600
Volume of Contact Medum (om~3): 1000
Width (cm): 10
Height (om): 10
Length (am): 10 Add Artide

Surface and mass of contact medium by artide

- O
Palmeftrics
Fitting Mode
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Optimize Refresh
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[

(arbdes  Surfaces (an”2) Mass (g)
(Copyo... 600 1000 M |
Total surface

of all artides (em~2): 600

Parameter Name Value
“.uer 1-Dp-Arrhenius-£(k)/mol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
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Iso(70°C, 2h) (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

Package Properties  Output Calculation
4@ 6 ) Save Package kAl Save Package As = Save Article
&% Duplicate Package K Save All Packages = Duplicate Article
New Open - . Open N Close Al
Package Package 8 Close Package  {§) Package Details Article  Article Close Artic ¢ Article
Package Article Prediction
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v 7] Artide 1
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v | ] Package SAN 24 at 50Cand Zhat 70 A Arsde O G & Contact Med...
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Palmetrics

Copy of Package SAN 24h at 40C optimized D RﬂmMode
Geometry
Rectangular v
Contact Surface (an”2): 600 |
Volume of Contact Medum (am~3): 1000 &
Width (cm): 10
Height (om): 10
Length (m): 10 Add Artide 0
Loops
Surface and mass of contact medium by artide ‘ 00ps per perte E
Artides  Surfaces (am”2) Mass (g) ‘
Copy 0... 600 1000 M| Optimize Refresh
1 Correlston
| mos [
J mtolg |1E6
1 mioic [1£6 | mreastep [1€3 |
| — — —
| [ Name Value
Total surface 1Laver 1-Dp-Arrhenius-€ () fmol) 69.767
of all artdes (an~2): 600 Layer 1-Dp-Arthenius-A{an*2/s) 137%
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Iso(70°C, 2h) (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

Package Properties  Output Calculation
4@ 6 ) Save Package kAl Save Package As = Save Article
&% Duplicate Package K Save All Packages = Duplicate Article
New Open - . Open N Close Al
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Package Article Prediction
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5.0E-3 Package Flle: | C:\Users\AKTS\Desktop\example fitting\Package SAN 24h:. | ———
S 4.5E-3-
S 4.063: Findude Outputs
£ asea: T Number of time steps to export for each output
§ 3.083 o — OFrst and last steps
2 2563 — cestepon 2 =
€ 2.06-3- S
o] -
£ 1.56-3- =
Y 10631 - Fvirg many time steps produces larger files and takes longer to
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Palmetrics

Copy of Package SAN 24h at 40C optimized D RﬂmMode
Geometry
Rectangular v
Contact Surface (an”2): 600 |
Volume of Contact Medum (am~3): 1000 &
Width (cm): 10
Height (om): 10
Length (m): 10 Add Artide 0
Loops
Surface and mass of contact medium by artide ‘ 00ps per perte E
Artides  Surfaces (am”2) Mass (g) ‘
Copy 0... 600 1000 M| Optimize Refresh
1 Correlston
| mos [
J mtolg |1E6
1 mioic [1£6 | mreastep [1€3 |
| — — —
| [ Name Value
Total surface 1Laver 1-Dp-Arrhenius-€ () fmol) 69.767
of all artdes (an~2): 600 Layer 1-Dp-Arthenius-A{an*2/s) 137%
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Package Properties  Output Calculation
ﬁ a ) Save Package kAl Save Package As = e Article
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v 7] artde 1 © Gnd '
(] 150(70%C, 2)
v || Package SAN 24 at 0C and ot 7x N Aride )Gy (2 Contact Med...
v £ Copy of Artile 1 ACRYLONIT... Acetic 30d 3%
i tso(40°C, 1d) Thidmess (um) 300 1.667E04
e B 1 Mgrants | acevowrr... EESSESEON 0.0
Concentration | Diffusion Coefficient Partition Coefficient |Solubility
= e(t) - Copy of Article 1 - Iso(70°C, 2h)
ied — Migrant 1 - Contact Medium 0
5.5€-3- it
5.0E-3- L m—————
S 4.56-3- i
% 4.083: o —
£ 3sead T
§ 3.06-3- e
2 253 o
§ 2063 e
£ 1.56-3 -
© 3]
S.0E-4- /
04¢
o 1 2
Time (hours)
= e(x.t) - Copy of Article 1 - Is0(70°C, 2h)
01 — Migrant 1
14 4 \
% 12 \
E 10- \
H \
£ ° .
£ 61
g
€ 4
[¥]
2
0
0 S0 100 150 200 250 300 350 400 450 S00 S50 600
Layer Thickness (um)
2023/7/3 =

6.52001

Package SAN 24h at 40C and 2 at 70C optimized

Geometry

Rectanguiar v
Contact Surface (an”2): 600
Volume of Contact Medum (am~3): 1000
Width (cm): 10
Height (om): 10
Length(om): 10 Add Artide

Surface and mass of contact medium by artide

(Arbdes  Surfaces (an”2) Mass (g)

Copy o... 600 1000 M|
|

Total surface

of all artides (em~2): 600

- o
Palmeftrics
Fitting Mode
Locouper s [ ]

Optimize Refresh

o 1|
molg [1£4 |

T;ﬂmw ;‘MQ

mwm @

Value
“.ayer 1-Dp-Arrhenius-£(k)/mol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
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Package Properties

Qutput Calculation

b4 Save Package As

ﬁ a ) Save Package
&% Duplicate Package K Save All Packages

Copy of Article 1 (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

[y Save Article

= &

") Duplicate Article

New Open = : New  Open Import )
Package Package 8 Close Package {23 Package Details Article  Article {8 Close Article ot
Package Article
v 53 Padkage SAN 24h at 40C optimized Surface (an~2) 600
v 7] Artide 1
1] 1s0(20°c, 1d) Artide Layer1 | Contact Med...
v =3 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3%
v 7] artde 1 Thickness (um) 300 L667E04

U] 1s0(70%C, 2h)
v | | Package SAN 24h at 40C and 2h at 7X
v 4 Copy of Artide 1
4] 1so(40°C, 1d)
(1) 1s0(70%C, 2)

2023/7/3

6.52001

AcRvionT.... | SSEN o 000

|Concentration | Diffusion Coefficient |Partition Coefficient |Solubility |

S Gye ey ) |5 mgant(egent]) ) Data (Diffusion Coefficient)
<l >
Diffusion Coefficient Example Temperature () |70
o Arrhenius Calculation Parameters
Inte Actvation Energy (k)/mo): 69.767 [oee] B Optmize
g Pre-exponential Factor (am~2/s):  1.3776 ..-|| 4 Optimize
(@ Arrhenius
Customized Equation
Apply Same Mode to This Layer Set All to Default Value Apply Same Mode to All Layers

1

4

2

—
0

)

Prediction on  Prediction on
This Article All Articles

Prediction

Close All
Articles

Delete All

Article Outputs
File

®

Close
All

Package SAN 24h at 40C and 2 at 70C optimized

Geometry

g F_
Contact Surface (an”2): 600
Volume of Contact Medum (am~3): 1000
Width (cm): 10
Height (cm): 10
Length(om): 10 Add Artide

&rfnuldmofmmmlivrwe
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\

\

L

Total surface

of all artides (em~2): 600

- m] x
Palmeftrics
Fitting Mode
Locouper s [ ]
Optimize Refresh

S
molg [1£4 |
mwm{E?:]

;5amw;lane Value
|Layer 1-0p-Arrhenius-€()/mol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
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0 O X - Copy of Article 1 (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001
Package Properties  Output Calculation

) Save Package b Save Package As ] [ Save Article S > ez
a £F Duplicate :lchge Kl Save All P:Iuges @ L‘J "\ Duplicate Article ﬁgs @ i ” ® PG I m e T rl C S

New Qpen = . New Open Import _ mport Initial Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePackage  {§§ Package Details Adicle  Article A 3 Close Article Cencentration This Atticle Al Articles Aticles  Article Outputs  All
Package Article Prediction File
vg?jdmeMZﬁaldocm Surface (am~2) 600 X Package SAN 24h at 40C and 2h at 70C optimized 'ﬂﬂmMode
v {7] Artide 1 \ |
(1] 1s0(s0°c, 1) Iayer @ Contact Med... ﬁ
v {53 Padkage SAN 21 at 70C Optimized ACRYLONIT... Acetic acd 3% WL Geometry ) |
v ] Artde 1 Thidkness (um) 300 1667604 e Rectanguar v
] 1s0(70%c, ) acrvionTT... |SERESER 0.000: -
v | | Package SAN 24h at 40C and 2h at 2X ; v — : N @ Contact Surface (on”2): 600
v | Copy of Artide 1 Concentration Diffusion Coefficient Partition Coefficient | Solubility | T . a
. (on™~3): 1000 «|
Iso(40°C, 1d) T = e} X
() 1s0t70°¢, 20) /7 el
pd IR T ,ﬁs Predictions
‘ ) /" Temperature Profiles | i 0
TR e n r Loops
Diffusion Coefficient Iso MNon-Iso Step I Shock W STANAG « Use
O Known _N'l‘ti_ en Time Max : |day v~ pct medium by artide o el E
@ Without Statistics 2) Mass (g)
Interpolato G Activation| - °c 1000 (%] Optimize Refresh
P ¢ (O Monte Carlo Runs | - ' .
@ Arrhenius aT= x Number of Runs |10 5] ]
Customized Equation Nurber of sothems = 1] Indlude Sobol Runs mou 1|
e O Fast Distribution mtolg
FralTemperstre = 20 °C | miobk 166 | mreastep [1£3 |
|
In-Shco | Name value
Layer 1-Dp-Arrhenius-€(kJ)/mol) 69.767
Acply Same Mode to This Layer setd 600 Layer 1-Dp-Arthenius-A(an*~2/s) 137%
Number of steps for this output: & X X concel
2023/7/ g 137
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Copy of Article 1 (Copy of Package SAN

24h 3t 40C optimized) - SML v 6.52001

Palmetrics

o
|
0
Loops
opmoersere [
| Optimze Refresh
Correlaton
mou 1]
miolg
ol mresstep [1£3 ]
[ Name Value
1Lzavv 1-Dp-Arrhenius € /mol) 69.767
Layer 1-Dp-Arrhenius-A(an”~2/s) 1.378

Package Properties  Output Calculation
a ) Save Package kAl Save Package As [ Save Article ﬁgs @ i ” ®
&% Duplicate Package K Save All Packages "} Duplicate Article — 4
New Open = - New . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Article 38 Close Article Concentration This Article Al Articles Atticles  Article Outputs Al
Package Article Prediction File
vg?adwoesmzmmcmnd Surfoce (n~2) 600 Package SAN 2¢h at 40C and 2h at 70C optimized ' Fitting Mode
v 7] artde 1
1] 1so(s0°C, 1d) Layer 1 Contacted...
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v Artide 1 Thidkness (m) 300 1.667E04 Rectangular v
{1] 1s0(70°C, 2) acrviontT... | 0.000!
v | | Package SAN 24hat40Cand Zhat X | ; - : : N Contact Surface (on~2): 600
v 4 Copy of Artide 1 Concentration Diffusion Coefficient Partition Coefficient | Solubility | j " .
: (on~3): 1000
Is0{40°C, 1d) e e} X
(1] 1s000°€, 20) /e
f_eewewy 15w P Predictions
‘ ) /" Temperature Profiles | o
Diffusion Coefficient Iso Non-Iso | Step | Modulated Shock Worldwid STANAG < d d Use
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Known N 2) Mass (g)
® without Statistics
Interpetatos Actvaton| Temeunt mn v TmeMax [0 mn  MumberofCydes[1 | 1000 %]
Pringe Pre-expont (O Monte Carlo Runs
® From Temp (°C) ToTemp (*C) HeatingRate (K/mn)  Time (min) 0 =
Customized Equation o o Kfmin min Include Sobol Runs
hEqg (O Fast Distribution
Apply Same Mode to This Layer setd 600
Number of steps for this output: I {7
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Package Properties  Output Calculation -2
a ) Save Package kAl Save Package As @ L] [ Save Article ﬁﬁs @ | ” e
&% Duplicate Package K Save All Packages L‘J "\ Duplicate Article — i ® PG I | I I e T rl C S
New Open - . New  Open mport . mport Initial Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Article  Aticle £ 38 Close Article Concentration This Article Al Articles Atticles  Article Outputs Al
Package Article Prediction File
vg?jdugesmzﬁanocmnd Surface (am~2) 600 X Package SAN 24h at 40C and 2h at 70C optimized 'ﬂﬂmMode
v ] Artde 1 \ |
(1] 1s0(40C, 1d) ayer 100 Contact Med... ﬁ —a
v ) Padkage SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% WL Geometry |
v ] Artde 1 Thickness (um) 300 L667E04 =k Rectangular v
4] 1so20°c, 2 acnonT... [N o.0%0: = __
v | ] Package SAN 24n at 40C and 2h at 7X ) ) R ) @ Contact Surface (cm~2): 600
v | Copy of Artide 1 Concentration Diffusion Coefficient | Partition Coefficient | Solubility | A= | a
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S Pre. (O Monte Carlo Runs
@ Arherks From Temp (°C) To Temp (°C) Heating Rate (K/min) Time (min) Number of R 0 =
Customized Equation - 'C Kimin min Include Sobol Runs ma 1|
Brandach Equatio OFast Distribution mtolg
¢ " 3 mioic [1£6 | mreastep [1€3 |
|
| Name Value
Layer 1-Dp-Arrhenius-€(kJ)/mol) 69.767
Apply Same Mode to This Layer setd 600 Layer 1-0p-Arthenius-A{an*~2/s) 137%
Number of steps for this output: [100 | I
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Package Properties  Output Calculation

a ) Save Package kAl Save Package As

&% Duplicate Package K Save All Packages
New Open New

e BB % W ® Palmetrics

= . _ mport Initial Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePackage  {§§ Package Details Adticle 3 Close Article Cencentration This Atticle Al Articles Aticles  Article Outputs  All
Package Article Prediction File
vg?idwmsmzﬁamocm Surface (am~2) 600 Package SAN 24h at 40C and 2 at 70C optimized 'RﬂmMode
v 7] Artide 1
(1] 1s0(40c, 1d) ayer 100 Contact Med...
v {3 Padkage SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v ] artde 1 Thidness (um) 300 L667E04 Rectangular v
{1] 1s0(70°C, 2) acrviontT... | 0.000!
v | | Package SAN 24hat40Cand Zhat X | . e —— ) i . Contact Surface (om~2): 600
v 4. Copy of Artide 1 Concentration Diffusion Coefficient | Partition Coefficient | Solubility | e .. a
r (on™~3): 1000 «|
150{40°C, 1d) w - [ie] X
] 1so(0%C, 2) 7\,
) TR T ,ﬁS Predictions
‘ ) /" Temperature Profiles | add “
e e n r Loops
Diffusion Coefficient 1s0 Hon-Iso Step [ Shock W STANAG  C ‘ Use
. Stepwise Conditions pctmedmbyasde  loosporsene (2|
Orxno (® Without Statistics 2) Mass (g) ]
Interpola Actvaton| Time Unit |min v TmemMax [0 mn  NumberofCydes 1 | 1000 %) Optimze Refresh
(O Monte Carlo Runs ] ;
® From Temp (*C) To Te er of R 10 = ]
Customized Equaton F Inchude Sobol Runs mau 1|
o O Fast Distribution mtolg
, 1 miokc[1E6 | mvealstep [1£3 |
|
] [ Name: Value
1Lzavv 1-0p-Arrhenius-€(J fmol) 69.767
Apply Same Mode to This Layer setd 600 Layer 1-Dp-Arrhenius-A(an~2/s) 137
Number of steps for this output: 7 Ko
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Package Properties  Output Calculation -2
a ) Save Package kAl Save Package As [ Save Article ﬁgs @ ﬂ ” ® =z
N o &% Duplicate Package K Save All Packages N [V Duplicate Article — = PG I | I I e T rl C S
ew pen _ - ew . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Article 38 Close Article Concentration This Article Al Articles Articles  Article Outputs  All
Package Article Prediction File
vggjdwms.MZﬁaﬂﬂcm Surface (n~2) 600 Package SAN 24h at 40C and 2h at 70C optimized ' Fiting Mode
v [] Artde 1 \ |
(1] 1s0(40c, 1d) ayer 100 Contact Med... —a
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v 7] Artde 1 Thidkness (m) 300 1.667E04 Rectanguiar v
4] 1s0(70%C, 2) acrvionT... |SESRNN o.000: = __d
v | | Package SAN 24h at 40C and 2h at 2X ; - Contact Surface (on~2): 600
v | Copy of Artide 1 Concentration Diffusion Coefficient | Partition Coefficient | Solubility . b
. r— (on~3): 1000 «
Is0(40°C, 1d) T
] tso(0%C, 2) /N i
pd TR T ,.?5 Predictions
( ) : /" Temperature Profiles | o 0
e e n r Loops
Diffusion Coefficient Iso Non-Iso Step L Shock W STANAG « Use
_— Stepwise Conditions medum
Oxnown f M = oy e Loops per serie E]
@ Without Statistics ] Mass (g)
It G | Avaton| TmeuUnt fmn  v|  Tmemax [ mn  NomberofCydes 1 | 1000 %] |EOptmiza | | Reiroetill]
Pringer Pre-expont (O Monte Carlo Runs o
® From Temp (*C) ToTemp (°C) HeatngRate (K/imn)  Time (min) 10 =
GuomiedEauen B e Jco ke @ x i sl s
e O Fast Distribution mtolg
et LY — o o o 5| mesn [£3 ]
Name Value
Layer 1-Dp-Arrhenius-€(kJ)/mol) 69.767
Apply Same Mode to This Layer | | Set] 600 Layer 1-Dp-Arthenus-A(an"2/s) 137
Number of steps for this output:
Close Fitting Mode for This Package
GrEste Csob Pi
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Package Properties  Output Calculation -2
a ) Save Package kAl Save Package As [ Save Article ﬁgs @ ﬂ ” ® =z
N o &% Duplicate Package K Save All Packages N [V Duplicate Article — = PG I | I I e T rl C S
ew pen _ - ew . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Article 38 Close Article Concentration This Article Al Articles Articles  Article Outputs  All
Package Article Prediction File
vggjdwms.MZﬁaﬂﬂcm Surface (n~2) 600 Package SAN 24h at 40C and 2h at 70C optimized ' Fiting Mode
v [] Artde 1 \ |
(1] 1s0(40c, 1d) ayer 100 Contact Med... —a
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v 7] Artde 1 Thidkness (m) 300 1.667E04 Rectanguiar v
4] 1s0(70%C, 2) acrvionT... |SESRNN o.000: = __d
v | | Package SAN 24h at 40C and 2h at 2X ; s — Contact Surface (on~2): 600
v | Copy of Artide 1 Concentration Diffusion Coefficient | Partition Coefficient | Solubility . b
. r— (on~3): 1000 «
Is0(40°C, 1d) T
] tso(0%C, 2) /N i
pd TR T ,.?5 Predictions
( ) : /" Temperature Profiles | o 0
e e n r Loops
Diffusion Coefficient Iso Non-Iso Step L Shock W STANAG « Use
_— Conditions
o = q Stepwise et medium by artide Loope per serle E
@ Without Statistics ] Mass (g)
Int 9 | Actvaton| Tmeunt mn v TmeMax [&0 mn  NumberofCydes 1 | 1000 ] | Optmze | | Refresh |
Pringer Pre-expont (O Monte Carlo Runs o
® From Temp (*C) ToTemp (°C) HeatngRate (K/imn)  Time (min) 10 =
Customized Equaton B e e Ko @ e X Inchude Sobol Runs mau 1|
e O Fast Distribution mtolg
et LR i— o o o 5| mesn [£3 ]
Name Value
Layer 1-Dp-Arrhenius-€(kJ)/mol) 69.767
Apply Same Mode to This Layer | | Set] 600 Layer 1-Dp-Arthenus-A(an"2/s) 137
Number of steps for this output:
Close Fitting Mode for This Package
GrEste Csob Pi
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Package Properties  Output Calculation -2
a ) Save Package kAl Save Package As [ Save Article ﬁgs @ ﬂ ” ® =z
N o &% Duplicate Package K Save All Packages N [V Duplicate Article — = PG I | I I e T rl C S
ew pen = . ew . mport Initial Prediction on  Prediction on Close All Delete All
Package Package B ClosePackage  {F§ Package Details Article 38 Close Article Concentration This Article Al Articles Articles  Article Outputs
Package Article Prediction File
Vg?jdwoesmwa!‘mmnd Surface (@n~2) 600 Package SAN 24h at 40C and 2h at 70C optimized 'FlﬂloMode
v 7] artde 1 \ |
(1] 1s0(40c, 1d) ayer 100 Contact Med... —a
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v 7] Artde 1 Thidkness (m) 300 1.667E04 Rectanguiar v
4] 1s0(70%C, 2) acrvionT... |SESRNN o.000: = __d
v | | Package SAN 24h at 40C and 2h at 2X ; - Contact Surface (on~2): 600
v | Copy of Artide 1 Concentration Diffusion Coefficient | Partition Coefficient | Solubility . b
. r— (on~3): 1000 «
Iso(40°C, 1d) 1 X
] tso(0%C, 2) /N i
pd TR T ,.?5 Predictions
( ) : /" Temperature Profiles | o 0
TR T n r Loops
Diffusion Coefficient Iso Non-Iso Step L Shock W STANAG Use
_— Stepwise Conditions medum
Oxnown f M = oy e Loops per serie E]
@ Without Statistics ] Mass (g)
It G | Avaton| TmeuUnt fmn  v|  Tmemax [ mn  NomberofCydes 1 | 1000 %] |EOptmiza | | Reiroetill]
Pringer Pre-expont (O Monte Carlo Runs o
® From Temp (*C) ToTemp (°C) HeatngRate (K/imn)  Time (min) 10 =
Customized Equaton B e e Ko @ e X Inchude Sobol Runs mau 1|
e O Fast Distribution mtolg
et SR o Y — - o 5| moso [£5 ]
Name Value
Layer 1-Dp-Arrhenius-€(kJ)/mol) 69.767
Apply Same Mode to This Layer | | Set] 600 Layer 1-Dp-Arthenus-A(an"2/s) 137
Close Fitting Mode for This Package
GrEste Csob Pi
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Package Properties  Output Calculation -

) Save Package b Save Package As ] [ Save Article S > ez
a £F Duplicate :lchge Kl Save All P:Iuges @ L‘J "\ Duplicate Article ﬁgs @ i ” ® PG I m e T rl C S

New Qpen = . New Open Import _ mport Initial Prediction on  Prediction on Close All Delete All Close
Package Package B ClosePackage  {§§ Package Details Adicle  Article A 3 Close Article Cencentration This Atticle Al Articles Aticles  Article Outputs  All
Package Article Prediction File
vg?jdugesmzﬁanocmnd Surface (am~2) 600 X Package SAN 24h at 40C and 2h at 70C optimized 'ﬂﬂmMode
v [] Artde 1 \ |
(1] 1s0(40c, 1d) ayer 100 Contact Med... ﬁ
v {53 Padkage SAN 21 at 70C Optimized ACRYLONIT... Acetic acd 3% - Geometry ) |
v [] artde 1 Thidkness (um) 300 1667604 e Rectanguar v
] 1s0(70%c, ) acrvionTT... |SERESER 0.000: -
v | | Package SAN 24h at 40C and 2h at 2X ; v — : N @ Contact Surface (on”2): 600
v % Copy of Artide 1 Concentration Diffusion Coefficient | Partition Coefficient |Solubility | . e A
. (on™~3): 1000 @
150{40°C, 1d) T = e} X
0 Iso{70°C, z,.) a Bod Moraniie)
pd IR T ,ﬁs Predictions
‘ ) /" Temperature Profiles | i 0
TR e n r Loops
Diffusion Coefficient 1s0 Non-Iso Step [ Shock w STANAG  C Use
— _q Stepwise Conditions pct medium by artide 00ps per sere :
O @ Without Statistics 2) Mass (g)
Interpolati o | Activation] TemeUnt |mn v|  TimeMax [60.3 mn  NumberofCydes 1 | 1000 %) Optimize Refresh
= (O Monte Carlo Runs | - ' 4
® From Temp (*C) ToTemp (°C) HeatngRate (K/mn)  Time (min) Number of R 10 =
Customized Equation 0 < [+ < 0 Kimn  [60 mn X Indlude Sobol Runs miay [:]
Brandach Equatio ¢ = = OFast Distribution mtolg
fele Equation 40 < |0 |ec [100 Kjmin mn mtobx
M i mredstep (163
! Name: Value
o <[]« Kok i Layer 1-0p-Arthenius £(0/mol) 69.767
Acply Same Mode to This Layer setd 600 Layer 1-Dp-Arthenius-A(an*~2/s) 137
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Package Properties  Output Calculation

a ) Save Package kAl Save Package As
&% Duplicate Package K Save All Packages
New Open = ,
Package Package 8 Close Package Package Details
Package

v {5 Padckage SAN 24h at 40C optimized Surface (Em~2) 600

Copy of Article 1 (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

[ Save Article ﬁgs @
(1) Duplicate Article ws)

. mport Initial Predictionon  Prediction on
3 Close Article Concentration This Article Al Articles
Article Prediction

® ¥ ®

v 7] Artide 1

Package SAN 24h at 40C and 2h at 70C optimized

Number of steps for this output:

(1] 1s0(40c, 1d) ayer 100 Contact Med...
v =3 Package SAN 2h at 70C Optimized ACRYLONIT... Acetic add 3%
v 7] Artde 1 Thickness (um) 300 L.667E04
(] 1s0(70%C, 2h) acrnont... |SEOESERN 00001
v | | Package SAN 24h at 40C and 2h at 70X : T
v £ Copy of Artide 1 Concentration Diffusion Coefficient | Partition Coefficient |Solubility
|| 1s0t0°C, 1) T ]
] 1s0(0%C, 2 /N i
¥ AP Predictions
( ) : /" Temperature Profiles |
Diffusion Coefficient - Son:ieo i Modelnted___ Shock
_— Stepwise Conditions
Ol | Arrheniud
Int : Teme Unit | min v|  TmeMax [60.3 mn  NumberofCydes 1 |
= FromTemp (°C) ToTemp () Heating Rate (K/mn)  Time (min)
st Eaot o o C—
5 % [ e [0 Kmn 0.3 mn X
R — - -
Apply Same Mode to This Layer
e 2023/7/;
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- ®
Palmetrics
 Fiting Mode
.
4
600 |
(on~3): 1000 2
Add Artide :
Loops
pct medium by artide
5 — opspersete @ ]
1000 %) | Optimze | | Refresh |
Correlston
S~
milg [1£6 ]
mioix 166 | mreastep [1£3 |
Name: Value
Layer 1-Dp-Arrhenius-€(kJ)/mol) 69.767
600 Layer 1-Dp-Arrhenius-A{on~2/s) 137%
Close Fitting Mode for This Package
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Copy of Article 1 (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

Package Properties  Output Calculation -
a ) Save Package kAl Save Package As @ [ Save Article ﬁgs @ ﬂ ” ® =z
N o &% Duplicate Package K Save All Packages N [V Duplicate Article — = PG I | I I e T rl C S
ew pen = . ew . mport Initial Prediction on  Prediction on Close All Delete All
Package Package B ClosePackage  {F§ Package Details Article 38 Close Article Concentration This Article Al Articles Articles  Article Outputs
Package Article Prediction File
vggjdwms.MZﬁaﬂﬂcm Surface (n~2) 600 Package SAN 24h at 40C and 2h at 70C optimized ' Fiting Mode
v ] Artde 1 \ |
(1] 1s0(40c, 1d) ayer 100 Contact Med... —a
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v 7] Artde 1 Thidkness (m) 300 1.667E04 Rectanguiar v
4] 1s0(70%C, 2) acrvionT... |SESRNN o.000: = __d
v | | Package SAN 24h at 40C and 2h at 2X s — Contact Surface (on~2): 600
v | Copy of Artide 1 Concentration Diffusion Coefficient | Partition Coefficient | Solubility . b
. r— (on~3): 1000 «
Iso(40°C, 1d) 1 X
] tso(0%C, 2) /N i
pd TR T ,.?5 Predictions
( ) : /" Temperature Profiles | o 0
e e n r Loops
Diffusion Coefficient Iso Non-Iso Step L Shock W STANAG Use
_— Stepwise Conditions medum
S - T oersre [B_]
(@ Without Statistics 2) @
Int 5 | Actvaton| Temeunt (mn  v| TmeMax 293 |min  tumberofCydes[1 | 1000 ] | Optmze | | Refresh |
Pringer Pre-expont (O Monte Carlo Runs o
® From Temp (*C) ToTemp (°C) HeatngRate (K/imn)  Time (min) 10 =
Customized Equaton B e e Ko @ e X Inchude Sobol Runs mau 1|
e O Fast Distribution mtolg
o %0 o (2 °c [100 Kjmn 0.3 mn X m mreaistep E
- Name Value
8 c@ b Kimin S Layer 1:0p-Arthenius-£()/mol) €9.767
Apply Same Mode to This Layer | | Set] 600 Layer 1-Dp-Arthenus-A(an"2/s) 137
] C [:]'C Kjmin min
Close Fitting Mode for This Package
Crete GobHl P
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Copy of Article 1 (Copy of Package SAN 24h at 40C optimized) - SML v 6.52001

Package Properties  Output Calculation -2
ﬁ ) Save Package kAl Save Package As @ ) [ Save Article ﬁﬁs .’B‘é &1 “ e
N o 27 Duplicate Package Mg Save All Packages N E‘J [V Duplicate Article — i ® PG I | I I e T rl C S
ew pen _ . ew pen  Import  _ . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Adicle Atticle Article 8 Close Article Concentration This Article Al Articles Articles  Article Outputs  All
Package Article Prediction File
v Qm&:ﬂmauxm Surface (n~2) 600 A Padagesan2hats0Cand hatMCoptmzed @) | Fiting Mode
(4] 1s0(40°C, 1d) Layeri ContactMed... _amm
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v 7] Artde 1 Thickness (um) 300 L667E04 Rectanguiar v
{1l 15070, 2 ACRWLONTT.... |SESSSRR 0.000: = __d
v | ] Package SAN 24 at 40C and Zh at X @ Contact Surface (an™2): 600
v §% Copy of Artide 1 Concentration | Diffusion Coefficient | Partition Coefficient | Solubility | g . @
Il 1s0(40°C, 1) : . R e X (on*3): 1000 o«
] tso(0%C, 2) /N i
pd TR T ,5?5 Predictions
‘ L ) : /" Temperature Profiles | o 0
P BT e n r Loops
Diffusion Coefficient Iso Non-Iso Step L Shock W STANAG « Use
I Stepwise Conditions et medium by artide
O @ Without Statistics ] Mass (g) 1
9 | Atvatonl Tmeunt mn v TimeMax mn  NumberofCydes 1 | 1000 | Optmze || Refresh |
— (O Monte Carlo Runs
From Temp (*C) ToTemp (°C) HeatngRate (K/mn)  Time (min) 0 = e
B e Jcbo  km @ x e sbolmrs -
Brandsch Eq O Fast Distribution mtolg
o e _Je[® Juw 03w X o 4 mosk [ ]
Name Value
: n e@__Jxb ko [ Jmn X hver VOprltarkn SRl 5.7
Apply Same Mode to This Layer | | Set] - - » . 600 Layer 1-Dp-Arthenus-A(an"2/s) 137
: mn
gsmm ST E'r: Fisttif el
Number of steps for this output: LK || Ko |
Close Fitting Mode for This Package
GrEste (sobH Prciane
. 2023/7/2 147
<

6.52001




Q0% X -

Package Properties  Output Calculation -2
ﬁ ) Save Package kAl Save Package As @ ) [ Save Article ﬁﬁs .’B‘é &1 “ e
N o 27 Duplicate Package Mg Save All Packages N E‘J [V Duplicate Article — i ® PG I | I I e T rl C S
ew pen _ . ew pen  Import  _ . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Adicle Atticle Article 8 Close Article Concentration This Article Al Articles Articles  Article Outputs  All
Package Article Prediction File
v Qm&:ﬂmauxm Surface (n~2) 600 A Padagesan2hats0Cand hatMCoptmzed @) | Fiting Mode
(4] 1s0(40°C, 1d) Layeri ContactMed... _amm
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v 7] Artde 1 Thickness (um) 300 L667E04 Rectanguiar v
{1l 15070, 2 ACRWLONTT.... |SESSSRR 0.000: = __d
v | ] Package SAN 24 at 40C and Zh at X @ Contact Surface (an™2): 600
v §% Copy of Artide 1 Concentration | Diffusion Coefficient | Partition Coefficient | Solubility | g . @
Il 1s0(40°C, 1) : . R e X (on*3): 1000 o«
] tso(0%C, 2) /N i
pd TR T ,5?5 Predictions
‘ L ) : /" Temperature Profiles | o 0
P BT e n r Loops
Diffusion Coefficient Iso Non-Iso Step L Shock W STANAG « Use
T Stepwise Conditions Bct medium by artide
Okiosn @ Without Statistics ] Mass (g) E 1
9 | Atvatonl Tmeunt mn v TimeMax mn  NumberofCydes 1 | 1000 | Optmze || Refresh |
— (O Monte Carlo Runs
From Temp (*C) ToTemp (°C) HeatngRate (K/mn)  Time (min) 0 = e
B e Jcbo  km @ x e sbolmrs -
Brandsch Eq O Fast Distribution mtolg
o e _Je[® Juw 03w X o 4 mosk [ ]
Name Value
: n e@__Jxb ko [ Jmn X hver VOprltarkn SRl 5.7
Apply Same Mode to This Layer | | Set] - - » - 600 Layer 1-Dp-Arthenus-A(an"2/s) 137
-m mn
gsmm ST E'r: Fisttif el
Number of steps for this output: [100 | 700 | [ Mol |
Close Fitting Mode for This Package
GrEste (sobH Prciane
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Package Properties  Output Calculation -2
ﬁ ) Save Package kAl Save Package As @ ) [ Save Article ﬁﬁs .’B‘é &1 “ e
N o 27 Duplicate Package Mg Save All Packages N E‘J [V Duplicate Article — i ® PG I | I I e T rl C S
ew pen _ . ew pen  Import  _ . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Adicle Atticle Article 8 Close Article Concentration This Article Al Articles Articles  Article Outputs  All
Package Article Prediction File
v Qm&:ﬂmauxm Surface (n~2) 600 A Padagesan2hats0Cand hatMCoptmzed @) | Fiting Mode
(4] 1s0(40°C, 1d) Layeri ContactMed... _amm
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v 7] Artde 1 Thickness (um) 300 L667E04 Rectanguiar v
{1l 15070, 2 ACRWLONTT.... |SESSSRR 0.000: = __d
v | ] Package SAN 24 at 40C and Zh at X @ Contact Surface (an™2): 600
v §% Copy of Artide 1 Concentration | Diffusion Coefficient | Partition Coefficient | Solubility | g . @
Il 1s0(40°C, 1) : . R e X (on*3): 1000 o«
] tso(0%C, 2) /N i
pd TR T ,5?5 Predictions
‘ L ) : /" Temperature Profiles | o 0
P BT e n r Loops
Diffusion Coefficient Iso Non-Iso Step L Shock W STANAG « Use
T Stepwise Conditions Bct medium by artide
Okiosn @ Without Statistics ] Mass (g) E 1
9 | Atvatonl Tmeunt mn v TimeMax mn  NumberofCydes 1 | 1000 | Optmze || Refresh |
— (O Monte Carlo Runs
From Temp (*C) ToTemp (°C) HeatngRate (K/mn)  Time (min) 0 = e
B e Jcbo  km @ x e sbolmrs -
Brandsch Eq O Fast Distribution mtolg
o e _Je[® Juw 03w X o 4 mosk [ ]
Name Value
: n e@__Jxb ko [ Jmn X hver VOprltarkn SRl 5.7
Apply Same Mode to This Layer | | Set] - - = - 600 Layer 1-Dp-Arthenus-A(an"2/s) 137
gsmm ST E'r: Fisttif el
Number of steps for this output: [100 | 700 | [ Mol |
Close Fitting Mode for This Package
GrEste (sobH Prciane
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Package Properties  Output Calculation -
ﬁ ) Save Package kAl Save Package As @ ) [ Save Article ﬁﬁs .’B‘é &1 “ e
N o 27 Duplicate Package Mg Save All Packages N E‘J [V Duplicate Article — i ® PG I | I I e T rl C S
ew pen _ . ew pen  Import  _ . mport Initial Predictionon  Prediction on Close All Delete All Close
Package Package B ClosePackage  {F§ Package Details Adicle Atticle Article 8 Close Article Concentration This Article Al Articles Articles  Article Outputs  All
Package Article Prediction File
vg%dwrSMZﬁatducop&nm surface (an~2) 600 A PadageSAN2tate0Cand hat Coptmzed @y  FRtNg Mode
v ] Artde 1 \ l
(4] 1s0(40°C, 1d) Layeri ContactMed... _amm
v {53 Package SAN 2h at 70C Optimized ACRYLONIT... Acetc acd 3% Geometry
v 7] Artde 1 Thickness (um) 300 L667E04 Rectanguiar v
{1l 15070, 2 ACRWLONTT.... |SESSSRR 0.000: = __d
v | ] Package SAN 24 at 40C and Zh at X @ Contact Surface (an™2): 600
v §% Copy of Artide 1 Concentration | Diffusion Coefficient | Partition Coefficient | Solubility | g . @
Il 1s0(40°C, 1) : . R e X (on*3): 1000 o«
] tso(0%C, 2) /N i
pd TR T ,5?5 Predictions
‘ L ) : /" Temperature Profiles | o 0
P BT e n r Loops
Diffusion Coefficient Iso Non-Iso Step L Shock W STANAG « Use
T Conditions
oK [ Arrheniaq ST A ey e Loopspersese 20|
Without Statistics 1
o | Actvation| Tmeunt mn | TimeMax mn  NumberofCydes 1 | 1000 | Optmze || Refresh |
— (O Monte Carlo Runs
From Temp (*C) ToTemp (°C) HeatngRate (K/mn)  Time (min) 0 = e
B e Jcbo  km @ x e sbolmrs -
e O Fast Distribution mtolg
o e _Je[® Juw 03w X o 4 mosk [ ]
Name Value
: n e@__Jxb ko [ Jmn X hver VOprltarkn SRl 5.7
Apply Same Mode to This Layer | | Set] 600 Layer 1-Dp-Arthenus-A(an"2/s) 137
GO T L ™ N m X
20 o o Kfmin min P NG 1oce
[ Eseve... | Elosd... E
Number of steps for this output: LK || Ko |
Close Fitting Mode for This Package
GrEste (sobH Prciane
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Package Properties  Output Calculation -2
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Package SAN 24h at 40C and 2 at 70C optimized

Geometry

Rectanguiar v
Contact Surface (an”2): 600
Volume of Contact Medum (am~3): 1000
Width (cm): 10
Height (om): 10
Length(om): 10 Add Artide

Surface and mass of contact medium by artide

(Arbdes  Surfaces (an”2) Mass (g)

Copy o... 600 1000 M|
|

Total surface

of all artides (em~2): 600

- o
Palmeftrics
Fitting Mode
Locouper s [ ]

Optimize Refresh

o 1|
molg [1£4 |

T;ﬂmw ;‘MQ

mwm @

Value
“.ayer 1-Dp-Arrhenius-£(k)/mol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
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Package SAN 24h at 40C and 2 at 70C optimized
Geometry

Rectangular v

Contact Surface (om~2): 600

Volume of Contact Medum (an*3): 1000

Width (cm): 10

Height (am): 10

Length (m): 10 Add Artide

Surface and mass of contact medium by artide

(Arbdes  Surfaces (an”2) Mass (g)

Copy o... 600 1000 M|
|

Total surface

of all artides (em~2): 600

- o
Palmeftrics
Fitting Mode
Locouper s [ ]

Optimize Refresh

o 1|
molg [1£4 |
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Value
“.ayer 1-Dp-Arrhenius-£(k)/mol) 69.767
Layer 1-Dp-Arrhenius-A(aom”2/s) 1.378
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Palmetrics
220902 To 0 2h at 70C 2022/09/17 7:54 THAR FFaAVE 1 KB
220902 _To_0_24h at 40C 2022/09/17 7:54 THAL FFaXAVE 1 KB
220902 _To_1a_Package SAN 24h at 40C 2022/09/17 7:54 SML 271 )y 2 KB
220902 _To_1b_Package SAN 24h at 40C optimi...  2022/09/17 7:54 SML 71 106 KB
220902 _To_2_Package SAN 2h at 70C Optimized  2022/09/17 7:54 SML 771 )k 178 KB
220902 _To_3_Package SAN 24h at 40C and 2h ...  2022/09/19 12:28 SML 271y 283 KB
220919 To_3_Package SAN 24h at 40C and 2h .. 2022/09/18 16:59 SML 771 1 KB
e index 2018/08/20 19:08 Microsoft Edge HTM... 17 KB
@ SML6_FM_001_1SO40C_1day 2022/09/19 12:39 PG 71 131 KB
@ SMLE_FM_001_1SO70C_2hrs 2022/09/19 12:58 PG 71 110 KB
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