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GC-TOFMS Application
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[Py-GC-TOFMS condition]
System JMS-T200GC (JEOL)
GRIFEA %) Pyrolysis temp. 600°C
ESLBIEL THIROBFBSC VRIS (BEH) 67888 [oniationmode  |E 708V: 3004A
Weo SBITEIC (&, 290 M 5T-RATI B E R Dt F+: -10kV, 6mA (Carbotec 5um)
(GC-TOFMS)ZRLz, EBBIDLIBIVN SV BHIZOE  |Ge column DB-5msUI (Agilenttt &),
FCIEAENEERS, HABLIBEB L RO REES 15m x 0.25mm, 0.25um
{ERURE. Oven temp. 50°C (}mln)%'30 C/min
B5NIcT—5%ZAnalyzePro (SpectralWorkstt&) zF0L —>330 C(2.7min)
THRITU. PCADIC LD ZARMAR LB Z T, Inlet temp. 300C
Inlet mode Split100:1
He flow 1.0mL/min (Constant Flow)
{ﬁ%] . . m/z range m/z 35-650
6RBFADEFELL — )Lt FAND AEGC-EI- TOFMSA TRITE Spectrum recording
(n=3) L. 85N IcT—4%ZAnalyzerProVJ hJ1 7 TPCAD ML speed 0.1 sec
Jeo PCAZI7TOY MEAFRILIEECS (Fig.l) | ERIEZER1E Software AnalyzerPro (SpectralWorkft2¢)
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R.T. 4.55min MB%73(EMatch Factor813T2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
(DFE286)LHETEINIEN, COMDDFIRAZARI ML TEm/z 217THIR—ZE DL TERBIE
NTHED. NISTREFENSFEENZI D FEE FI A AALAECLDIEEEZND D FENKEK
FRO TV, NISTERZRIGEERTEY UL 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
DIEZERBE(LEIATIVENSENTOBZEDD., FIAAAETEZNICHEE IS m/z 2833 e
A A FREETN TV, —RRIICBIATIVEESDILEME FI AAALTTORATINS
FHERENBZENFSNTULD, £OT. R.T. 4.55min B DENISTARZREL THETESNTAL ®
B TIERL ELZARY MUAREAUABD EEYD TH BRI REENE L. Fig.3(CR.T. 4.55min GC-TOFMS:
D El R FI TEBNIENAZARI MV ERUE, Fle. Fig.5 (C(& 2,2,4-Trimethyl-1,3- JMS-T200GC
pentanediol diisobutyrateDIBENERUIZ. CNSDIEIRZTTICAR L RFFULETS. RT. “AccuTOF™ GCx”
4.55min B9 (& Fig A[CRUEBE THAEHETELR (NISTHSIREENTVWSES(TSY
DF((F Fig.4ICABEH T BEEMEEENTULRIDOR)
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Mass Formula Calculated Error [DBE Mass Formula Calculated Error [DBE
Mass Mass
[mDa] [mDal]
217.178 |C12H2503 |217.1798 |-1.8 [0.5 43.0544 |C3 H7 43.0542 (0.2 0.5
56.0622 |C4 H8 56.0621 0.1 1.0
71.0493 |C4H7 O 71.0491 |0.2 1.5
83.0858 |C6H11 83.0855 0.3 1.5
89.0596 |C4H9 02 189.0597 [-0.1 0.5
98.1091 |C7H14 98.1090 [0.1 1.0
111.1177 |C8H15 111.1168 |0.9 1.5
143.1096 |C8H15 02 [143.1067 |2.9 1.5
145.1246 |[C8H17 O2 [145.1223 |2.3 0.5
173.1189 |[C9H17 03 |173.1172 |1.7 1.5
Fig.3 EI and FI mass spectra and accurate mass measurement results
for the unknown component (R.T. 4.55 min) in the sample B.
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Fig.4 Estimated structure formula

for the unknown component
(R.T. 4.55 min) in the sample B.

Fig.5 Structure formula for
2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
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