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Initial value
[Cy_initial 1.3 %
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[ Allow Negative ratio
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I Automatic Options
() Default Optimization © custom Optimization
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© automatic (This process may take a few minutes)
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I Automatic Options
I 0 Default Optimization (C) Custom Optimization
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Fig_01(dKineticsfi#tizOptionT—RICED. nXEDE%E 1 ~50&EFH(CHIBRL TESNIZET IS TR RO5%ZFRTUIFERTY.
Fig_02(FKineticsf##fizDefaultE— RICLD. n REDEZHIBRULRVTESNIZET VNS TR ROS%ZEBETUIFERTY,

BB, COBHITES CORBESHOREIET —INRVEARTEL. 25°C~45°CORBESSF T14.4BEOERFT—EI&EET —FELELIZ.
MEDEESMBEEOEVWF AN EIEETHSME. 25, 30, 35, 40, 45COHISHEDSHDIRIET —INFRIN> RO5%DFIGHCBES
NZRTFMIZELET . Fig_01(REET—45ED>5 1ENE SN, 2OHEERIF20%TY . BIULFig_02085K(E£100%TT,
T -5D3MENETILNSESNIZFRINY RO5%DFIHDE S XK (EFig_01/H'89.3%. Fig_02(396.9%(R0DET,
TOEH(EEEHNKEL T, Fig_020DefaultE— RINEEINCFABENRBVWCEICRDFET,

FFRN ROS%DFIHOLE (JEE) ZLEES I BL. 5°C,25°C,30°COREKET(IFig_02h EEIMICFig_01LDIR<A>TVET,
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ME—ROEWNE n RIBEOFENFig_01h'1~5, Fig_02h' uRIEOFHIRLRAL (DefaultE—R) EULRIBETY.
RR=DICHBFOET IO/ SA=FPENFHEERT —HEDRSS (FREFIIM) REZFHBICEEBRUTRET .
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20 . ¢ 5°CHMW_5C_2_91d (PB95%)(All pts: 2 out of 2 inside = 100%)
F|g O 1 ® 5°CHMW_5C_1_91d (PB95%)(All pts: 2 out of 2inside =100%)  _ __ __ _ _ — — — —
— ¢ 35°C HMW35C (PB95%)(All pts: 7 out of 8 inside = 87.5%)(Excluded pts: 0 out of 1 inside = 0%)
18 ® 40 °C HMW40C (PB95%)(All pts: 7 out of 8 inside = 87.5%)%Excluded pts: 0 out of 1 inside = 0%)
*
*
*

45 °C HMWA45C (PB95%)(All pts: 8 out of 8 inside = 100%) [Excluded pts: 1 out of 1 inside = 100%)|
25 °C HMW25C (PB95%)(All pts: 6 out of 8 inside = 75%) (Excluded pts: 0 out of 1 inside = 0%)
30 °C HMW30C (PB95%)(All pts: 6 out of 8 inside = 75%) (Excluded pts: 0 out of 1 inside = 0%)
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doyih = exp(41.1490776778674-148234 501132391/8.314/T) * (1-8)"5 * & + exp(-3.65322224966232-35193 4166292395/8.314/T) * (1-a)'5 * &0
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Table_010®Defaultiz90HBDERIFT -~ 39ME A& T —F5BIC L BBATHER T . 3DDBEMTEHI TRERSSEMEMET T,
FEBIT-90F R/ RO5%DFENDDEEE96.9%. KT —IDBEK(E100%TY . (BURSET (3408 K)
Table_010D®@O0ption(d n XE7z 1 DBEICHIBRUIIBE TY . RSSHEIF0.383¢DICLEEUTL.5/8TY

EHF-HOF RN RO5%DFENBEEKIFI1.1%. H&EET—IDBEXIF100% T, ({BURREET —2134h B KiE)
Table_01D®@O0ption(d n /xE5 % 1 ~5DMBICHIBRUEIBE TY . RSSIEIL0.619¢ DICHERL2.4/5TT

FRFT—-ADOF AN RO5%DHENTEK($89.3%. RIET —INBEX(E20%TY.

OptionE—RTKineticsf#TZITIIHBED n B ZEMNGE . RSSIEWSEREIRIET —YDPBI5%NE SZK(C DWW TDefaultE— RO
{BLLEEIL T, DefaultDIBEICHEE L TREDRVEEFH (CL LS. TOEHMICBERIZENMNETY, —7. Default TRALIEIGS. €
OENEFRFEEB LORDTHD. n,mMRBORICETIVOEKREE X 2EBARICERERMOESEX T,

Table_1 : Kineticsf##iE—R @®Default~23®@O0ptionDLL#k ANAMIBERBELTEI@OTID, OTHO>TERV

Kinetics Table Fig_ |BABI(H)| RSS | Ratio | ni m1 AE_1 n2 m2 | AE_2 | EAIF—4 | #&EE—
FTEE-R  No. No. |[7-%# kJ/mol kJ/mol | PB95% |%PB95%
®Default 2 01 3/39 |0.254 = 6.123 1 194.7 | 22.689| 0O 83.9 96.9%

@0Option 3 03 3/39 |0.383]0.918 1 0 190.2 1 0 65.3 91.1%

(®Option 4 02 3/39 |0.619 = 5 1 170.5 5 0 77.2 89.3% 20%
@0Option 5 06 3/39 [0.247|0.419(4.608| 0.599 | 185.7 10 0 90.3 98.2% 100%

Table_2 : Default€— NLJ:Z)Klnetlcsﬁ”#ﬁ KT —SCLBZFRETIND T
Model Table Options - Statistic P. Kinetic Parameters (step 1) Kinetic Parameters (step 2) Other Parameters |
# << wAICC+nBIC (%) w AICc (%) wBIC(%) Nbparam  Nbpoints RSS Ei(mol) In(A1%s) () ni(?) mi(?) E2()fmo) In(A2%) () n2(9) m2(9) Alpha aging 1(-) Yinit (%) Yend (%) Ratio v1
W0 89.95 80.45 99.45 5 39+Bootstrap 2.54E-1 1.947E45 59.339 6,123 1= 83879.43 15.678 22.689* 0% 1E-10* 13* 20* =

X 10 O 5.8 11.44 1.53E-1 6 39 2.29E-1 2.059E+5 67.905 13.919 2.581 89800.638 13.027 21.047* 0% 1E-10 * 1.3% 20*

KXo O 3.7 7.02 3.926-1 5 39 2.523E-1 1.908E+5 57.913 6.295 I 82199.872 15.008 22.689* 0% 1E-10 * 1.3* 20*

X1 O 5.45E-1 1.09 3.86-3 7 3 2.393E-1  1B23E+45  54.304 1= 0.538 90044.363 18.237 15.439 [ 1E-10 * 13% 20* 0.163

Table_3 : OptionE—RT n{EZ1~5DFHE U EIBS DKineticsiFth

Madel Table Options - Statistic Parameters Kinetic Parameters (step 1) Kinetic Parameters (step 2) Other Parameters
# << WAICCHBIC (%) w AICc (%) wBIC(%) Mbparam Nbpoints  RSS ELQfmol)  h(A1%S) () n1() miQ) E2(mo)  In(A2%) () n2() m2() Alpha aging 1() Yinit (%) ~ Yend (%)  Ratiovi
K 3 0O 99.35 99.94 98.76 5 39 3.826E-1 1.665E+5 45.783 i* [ 61912.202 9.239 1* 0= 1E-10* 1.3* 20* 0.927
90 6.46E-1 5.65E-2 124 5 394Bootstrap 6.405E-1 190245 54.696 1 0= 65274.559 10.425 1* 0= 1E-10 * i) 0% 0.918
K 1 0 8.52-10 7.45E-11 1,639 3 k] 1.827 96041.295 19.725 3.227 0= - - - - 1E-10* 13* 20*
K 2 0O 1.12E-12 4.1E-13 1.84E-12 4 39 2.239 352.95 -35.721 1* 0= 83655.935 14.756 1* 0= 1E-10 * 1.3* 20*

Table_4 : OptionE—RT n il = 1£EFEVEHZSDKineticsfEHh

Model Table Options v Statistic Parameters Kinetic Parameters (step 1) Kinetic Parameters (step 2) Other Parameters
# << WAICC+WBIC (%) w AICc (%) wBIC (%) Nbparam  Nb points RSS E1()fmol) In(A1%s)(?) n1(?) mi() E2(fmol) In(A2%) (-) n2(9) m2() Alpha aging 1(-) Yinit (%) Yend (%) Ratio v1
]( 2 0O 100 100 100 4 39 6.19E-1 L705E+6 629.311 5% 1% 77166.547 12.447 5* 0= 1E-10* 1.3* 20* E
X3 0O 8.77E-4 1443  31%E4 S 39 1.025 62376.046 6.505 1e 0= 1.938E+6 692 1* 0* 1E-10* 1.3% 20* 0.942
]( 1 O 6.94-7 2.36E-7 1.15E-6 3 39 1.827 96041.295 19.725 3.227 0= = = - = 1E-10* 1.3* 20*
aa 2.97E-20 224921 57%-20 4 39+Bootstrap 10.167 1482645 41.19 Che 1% 35193.417 -3.653 [he 0= 1E-10% 13* €0*

Table_5 : Option€—RT nEZ1~10DFE L UISADOKineticsi#th  #REET —F(CLBEFHATIENAMET IV

£ |« WAICCHWBIC (%) w AICc (%) wBIC (%) Nbparam  Nb points RSS E1(Jfmol) In(A1%s) () n1() mi{) E2(Yjmal)  In{A2%) () n2(9) m2 () Alpha aging 1(-) Yinit (%) Yend (%) Ratio vl
4 D 95.85 94.11 99.59 7 39+Bootstrap 2.484E-1 1.828E45 54.251 4.5 0.569 88950,565 18,228 0* o* 1E-10 * L5 m* 0.449

3 L:] 3.08 578 3.85E-1 7 k] 2.471E-1 LBS7E+5 55,459 4.608 0.559 90318.257 18.882 0= 0= IE-10* 1.3* 0 0.419
2 L:] 6.79E-2 1.08E-1 2.75E-2 & 39 3.271E-1  4538E+5 159.291 9.546 1,909 84019.94 15.368 10* 0= 1E-10 * 1.3% 0"

TKsd_Version7h'5iE 2N izDefaultE— ROKineticsfZ 3 FRAIFEE 2 ERI D L TEE T,
Z{ONIRRERT —4 - Ly M LERUDS KBMIC R 215583, N/ AROE2HZEFE IR B 26C0ptionE— REERTBCLCRDED,
ZOBAEEFETI (EFER)EEAMEDORSSEN DefaultE— RIOAVEUBICR BT EAFERUR NS EMIRETT,

@O0ption®EHI(Table_3) OLIICEFIOLRIENN=1(CRO>TVET . RSSEEDefaultE— RODICELEL T1.5EB1RETY.

OLQZLLEUTESSNIELLI ? ERBE AREET —IDFENIER(CERICIROTEET, Table_10OLDIREET —IDBEZR(FEDIC
100%TI N HREET —F(FIBBRFINNDIMNC3.50BEOT -5 THH. BIIETZ5CORGET —76—tIHhEtEA. SEEN100%
ENBEETEDFRMEA TEDILIEFRDFE AL )\ 5CTORERMAEIERCAMEDIREET —INHDDTRR-STHERUET.
fERE(C[FDefaultE— FEBRA3ETIVETable_SOETIVTY . CNHMITETEZD(F, RBIT —FCLBETINREZFT2.5FRICBNET.
F—AUBEHLDORSSTFHTI I 5L Table_2&Table 53EZFTHD. MDETILELDEFELLT1Y MU TVET
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Title: Kinetics Modelling ® DefaultE—Fk & OptionE—R

| @ 5°CHMW_5C_2_91d (PB95%)(All pts: 5 out of 5 inside = 100%) (Excluded pts: 3 out of 3 inside = 100%)
@® 5°CHMW_5C_1_91d (PB95%)(All pts: 7 out of 8 inside = 87.5%) (Excluded pts: 5 out of 6 inside = 83.3%)
® 25°C HMW25C (PB95%)(All pts: 8 out of 8 inside = 100%) (Excluded pts: 1 out of 1 inside = 100%)
14— e 30°C HMW30C (PB95%)(All pts: 8 out of 8 inside = 100%) (Excluded pts: 1 out of 1 inside = 100%)
® 35°C HMW35C (PB95%)(All pts: 7 out of 8 inside = 87.5%) (Excluded pts: 1 out of 1 inside = 100%) o _ e
#® 40 °C HMW40C (PB95%)(All pts: 8 out of 8 inside = 100%) (Excluded pts: 1 out of 1 inside = 100%) — — S ———
® 45°C HMW45C (PB95%)(All pts: 8 out of 8 inside = 100%) (Excluded pts: 1 out of 1 inside = 100%) " ~|- A p— ——— T
12 - — —
Fig_03 : DefaultE—k e ISR —
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0.0 0.5 1.0 1.5 2.0 2.5 3.0
Time (year)

dlol = exp(58.1693776375751-191553.037460599/8.31 41T) * (1-)'6.17497077820315 * a™ + exp(13 6227463071022-78650.8925171864/8.314/T) * (1-)"22 6888268866444 * a0

Fig_03(ZDefaultE— RTHATUZETILOF RN RO5% (Resampling ResidualstE—R) TY. Fig_04. O5(tEmo—)L =
Fig_03D5E(HEALTWET , Fig_04(E5 COMEDIREET —FDo5. SENFIHAICESEN. PBI95% DA ZEH88.9%TTY,

— A DFig_05(30ptionE— RTLRXEBELTETIEROMT-EF)L (Table_3) %{FEL\ FRIIN>2RI5%TT, MEDIREET —5D
55, 6fANFIZAICEEN. PBO5% DB =E(166.7%TT, fEimeL TEDefaultE— ROKineticsf#T CESNIZETIUCEER N LA
DELURZ. nRIEN'6.1231022.689 DEICKH U TILFEMREKRZIKRHDD TR ERBEZERLLONDefaultE—RTY,

3.0 ® 5°C HMW_5C_2_91d (PB95%)(All pts: 5 out of 5 inside = 100%) (Excluded pts: 3 out of 3 inside = 100%)
® 5°C HMW_5C_1_91d (PB95%)(All pts: 7 out of 8 inside = 87.5%) (Excluded pts: 5 out of 6 inside = 83.3%)
28
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s et Fig_04 : Default®— RIC&BKineticsf#ri&D 5°COFRINYR95%
0.0 0.5 1.0 1.5 2.0 2.5 3.0

Time (year)

doch = exp(58.1693776375751191553 037460599/8.31 4/T) * (1-2)°6 1 7497077620315 * a + exp(13.6227463071022-78680.6925171864/8.314/T) * (1.2)"22 6885268866444 * "0

3.0
® 5°C HMW_5C_2_91d (PB95%)(All pts: 5 out of 5 inside = 100%) (Excluded pts: 3 out of 3 inside = 100%)
> @® 5°C HMW_5C_1_91d (PB95%)(All pts: 5 out of 8 inside = 62.5%) (Excluded pts: 3 out of 6 inside = 50%)
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I | Fig_05 : OptionE—Klcd3 LRI & BKineticsBRATED 5COFMNYKI5% |
0.0 0.5 1.0 1.5 2.0 2.5 3.0
Time (year,
dovdt = 0.914561962883513 * exp(43.4825141611062-159076.1315441/8.314/T) * (1-a1)™ * a1°0.205665565855691 + 0.914561962883513 * exp(14 2669492536869-74794 .7059214202/8.314/T) * (1-a2)™ * 820
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Title: Kinetics Modelling ® DefaultE—FR & OptionE—R

m2=0&0EUI, RSSEIF0.247 TODDefaulttFEFRUTY,

DefaultE— RTKineticsEATZUEE  BIENTZETIVINZMRETIUTRZDTLLIN ?
Kineticsf##TMoptiont— R(ZBE(E. nEZ1<n<5OEHEFE T n EZEELTETNRZEUET . BU. nfBZ1<n<10ELREE.
DefaultE— RICTZET IV IENZ D TIE BV ? EFARFU THRITLIZONFig_06T Y, #&8R(En1=4.68,m1=0.599, n2=10,

Fig_06,070FRIN> RO5%DERIT —HIDBEZ(F98.2%, RIET—IDEEEKF100%ITRDFEUI,

Fig_040FAIN> R9O5%NDERIT DB EEK(F96.9%, IRIET—IDTEZEKE8.9%ERD, Fig_0407NNDIMNBEBNTVET,
REET — DB EZEN100%ERDETINEEIRRI DL ETEF A COBHISFELE nB%Z 1<n<100EHECL TIEANIHERTY,
Fig_06,07M5CICH(F2PBI5% DR F B KR N 3 THIFIEN £0.25%(C2oTVEY . Fig_04DDefaultE—RDPBI5%H
BEEICL£0.25%TY, 5C~45COIRTODRE(CHIFDPBIS % DFEIEIEEDefaultE— RN FBEMENTVEFET.
BEEEERIT—INSBENTZF RN RO5%(C T 2B EXE, REAET —IDBEENEDLSICRDINEFRITEIRVEEIETY,

REET — 928D T, ETINAEZRRL, REET —IDEEEN
BUVMBCRIETINZFER I BIL(CLD, ETIZIBRIRTBLED
HIERELRDFY, 12U IERREROERT —IMSEN I =
TIIERAUELUPEDIRFET —INKRIEBENTLEE A,

REET —IMMESNTHID THRKEE OFHE N BT BE(CRDF S .

# << WAICCHWBIC (%) w AICc (%) wBIC (%) Nbparam  Nb points RSS E1(}fma]) In(A1%s) () n1(9) mi{9) E2(3fmal) In(a2%) () n2(9) m2(9) Alpha aging 1(-) Yinit (%) fend (%) Ratio v1
4 [:] 96.85 9411 99.59 7 39+Bootstrap 2.484E-1  1.82BE+5 54.251 4.5 0.5689 88950.565 18.228 0= 0= E-10* L3* 0= 0.448
3 0 3.08 578 3851 7 3 2471E-1  1857E45 55.458  4.508 0.5%9 90318.257 13682 0% 0= E-10% 13= 0= 0.419
2 [:] 6,79E-2 1.08E-1 2.75E-2 & 39 3.271E-1  4.538E+5 159.291  9.546 1.908 84019.94 15368 0* 0* 1E-10* L3* 20*
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