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Molecular Weight Myy

Predicted Molecular Volume

PET Oligomer (Acronym) Common Oligomer Name [g/mol] My [A%]
C[TPA+EG] First series cyclic monomer 19217 162.74
C[TPA+EG]2 First series cyclic dimer 384.34 323.69
C[TPA+EG]3 First series cyclic trimer 576.51 484.64
C[TPA+EG]4 First series cyclic tetramer 768.68 645.59
C[TPA+EG]5 First series cyclic pentamer 960.85 806.54
C[TPA+EG]6 First series cyclic hexamer 1153.02 967.49
C[TPA+EG]7 First series cyclic heptamer 1345.19 1128.43
C[TPA+EG]S First series cyclic octamer 1537.36 1289.38
C[TPA+DEG] Second series cyclic monomer 236.22 205.33
C|TPA+EG]+[TPA+DEG] Second series cyclic dimer 428.39 366.28
C[TPA+EG]2+[TPA+DEG] Second series cyclic trimer 620.56 527.23
C[TPA+EG]3+[TPA+DEG] Second series cyclic tetramer 812.73 688.18
C[TPA+EG]4+[TPA+DEG] Second series cyclic pentamer 1004.9 849.12
C[TPA+EG]5+[TPA+DEG] Second series cyclic hexamer 1197.07 1010.07
C[TPA+DEG]2 Third series cyclic dimer 47245 408.87
C[TPA+EG]+[TPA+DEG]2 Third series cyclic trimer 664.62 569.82
C[TPA+EG]2+|TPA+DEG]2 Third series cyclic tetramer 856.79 730.76
C[TPA+EG]3+|TPA+DEG]2 Third series cyclic pentamer 1048.96 891.71
C[TPA+EG4+[TPA+DEG]2 Third series cyclic hexamer 1241.13 1052.66
C[TPA+EG]+[TPA+DEG]3 Fourth series cyclic tetramer 900.84 773.35
L[TPA+EG] First series linear monomer 210.19 180.63
L[TPA+EG]2 First series linear dimer 402.36 341.58
L[TPA+EG]3 First series linear trimer 594.52 502.53
L[TPA+EG]4 First series linear tetramer 786.70 663.48
L[TPA+EG]5 First series linear pentamer 978.87 824.43
L[TPA+EG]6 First series linear hexamer 1171.04 985.38
L[TPA+EG]7 First series linear heptamer 1363.20 1146.33
L[TPA+EG]S First series linear octamer 1555.38 1307.28
L[TPA+DEG] Second series linear monomer 254.24 223.22

PET Oligomer (Acronym)

Common Oligomer Name

Molecular Weight My

Predicted Molecular Volume

[g/mol] My [A3]
LITPA+DEG]+EG Second series linear monomer + EG 298.29 265.81
LITPA+EG]+|TPA+DEG] Second series linear dimer 6.4 384.17
L[TPA+EG]2+[TPA+DEG] Second series linear trimer 638.58 545.12
LITPA+EG]3+[TPA+DEG] Second series linear tetramer 830.75 706.07
LITPA+EG]4+[TPA+DEG] Second series linear pentamer 1022.92 867.02
L[TPA+EG]5+|TPA+DEG] Second series linear hexamer 1215.09 1027.97
L[TPA+DEG]2 Third series linear dimer 490.46 426.76
L[TPA+EG]+[TPA+DEG]2 Third series linear trimer 682.63 587.71
L[TPA+EG])2+[TPA+DEG]2 Third series linear tetramer 8§74.80 748.66
LITPA+EG]3+|TPA+DEG]2 Third series linear pentamer 1066.97 909.61
L[TPA+EG]4+|TPA+DEG]2 Third series linear hexamer 1259.14 1070.55
L[TPA+EG]+EG First series linear monomer + EG 254.24 223.22
LITPA+EG]2+EG First series linear dimer + EG 44641 384.17
LITPA+EG]3+EG First series linear trimer + EG 638.58 545.12
LITPA+EGH+EG First series linear tetramer + EG 830.75 706.07
LITPA+EG]5+EG First series linear pentamer + EG 1022.92 867.02
LI[TPA+EG]6+EG First series linear hexamer + EG 1215.09 1027.97
L[TPA+EG]+TPA First series linear monomer + TPA 358.30 299.00
L[TPA+EG]2+TPA First series linear dimer + TPA 550.47 459.94
L[TPA+EG]3+TPA First series linear trimer + TPA 742.64 620.89
L[TPA+EG]4+TPA First series linear tetramer + TPA 934.81 781.84
L[TPA+EG]5+TPA First series linear pentamer + TPA 1126.98 942.79
L[TPA+EG]6+TPA First series linear hexamer + TPA 1319.15 1103.7.
molinspiration(ZPiringer; A TPow7 JO—-F %9 3L E Palmetrics

Migrant®Log_PowlE%#FANBEE(CEMERLEY . BILKE
ZIANBZEED, COXEADEES(Emolinspiration Z{ER
LTZOR—-DTable_01%&/ERULEUR.

molinspiration (FSML6ZFESEZDENDRBRY-ILTY,

T357-0038 HEERAEHFAT27-20 IV RIIZREIL 202
KRS/ ULANIR (FADIAFKE

B|5E& 042-978-8655 FAX 042-978-8664




SML6.6

Palmetrics

Technical Note T2=AlL/—Fk

hto:/ i DA 2o o
No.SML6-14/3 2023-11-23

Title : BEPET(CEFINAI NN OBHEZRITET IW(WellelE)T>21L-23>9 %,

ﬁ‘i{ molecules

WelleiEICLDSMLE TSMUEZ FiBI 9 3 (IO IR E S E (CU TV CENMNZAT T .
PETAUIN —DEILATE(EmolinspirationZ{ERU T, I TICZEDFRIMVAEHEINTOEI DT, molinspiration%
BIEURCTE. Table-010&EZFIAIZENTEET,

CONBRFPETOAN) TN —DBHEDFRCOVTEIRLTOE I, AVIV - OY)EEREERICWellelETRDZE
HAJBET Y, PiringerAIC&ZSMLIBLDNS. LDIRENMENMESNZDT. MATEDERZLLEITBENTEET,

COIBEFIWellleSE(CHEREIKRIE(EmolinspirationZ > TMvEEH U TS,
Pow7O—F CHEREEE L I BB S molinppirationh5Log_PowfB%832ENTEET,

(SN TLBCDOXHR(E https://doi.org/10.3390/molecules28010173
HBWEAKTSOHPOD"Technical comments”h5 Download HEIRETY .

ZDR=SDAA MNVDESICBAPETICEENZ(AUIN—TFR) 6fBEDOMigrantlc DVWTEHEZKRHZDEHZBNTUET.
SML6(3#1TETILEL TPiringer® (UpperfBERealisticlE) HLUWelleICEDILEMREZ FRITZENTEET .

TZ&ROTable_0306FEADMigrantOOILEUREDP(COVTERITET NS FHIL. ENENODpEZLEERLFT

Piringer®A 5 FEMWEE > THLEUREDp(P)ERHBIC[ED FEMWEZEAL. WelleX TIIEIUFEMVEERLEY .
COERET — 9% AF I 3ICIE. PubChemémolinspiration®2fEEENDT —IR— 2 HEDETEVET .
PubChemTMigrant#i&3R(CLT. SDFI74/ &4 0—-RUEY . RICmolinspirationzfHUT. SDFJ74 )Lz A FJEm
(ER=ZARTBILICED, DTFHRFENMSINET . D FIFECEEIVABMVIRRENTVEY,

Table_01 : B1TETIPiringeriéWelleIC L BHEAUREIDpDIEL

DpfE(£20°CICHIFBETT,

Migrant CAS.No Moleqular | Density | Molecular | Dp Welle | Dp Worst | Dp_Realitic
Weight g/mi Volume Piringer Piringer

@Q7Fer7NFER | 75-07-0 44.05 0.7834 48.18 1.20E-12 | 1.914E-12 | 2.87E-14
@iA7NFER | 50-00-0 30.03 0.815 31.93 6.973E-11| 2.682E-12 |4.0253E-14

GMIY 108-88-3 92.14 0.8623 100.61 |8.345E-16| 7.583E-13 | 1.137E-14

OLVI 71-43-2 78.11 0.8756 84.04 4.934E-15| 9.689E-13 | 1.453E-14
GEAEROFY 959-26-2 254.26 1.2163 223.22 3.19E-19 | 8.591E-14 | 1.288E-15
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