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JMS-T2000GC AccuTOF™ GC-Alpha
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Table 1. Measurement condition

GC Condtion

MS Condition

FE2BEEOEFERHES
HE.2EEOYLT

Injection Temp
Column

250°C
InertCap WAX (GL Science)
30m X 0.25mm(1.D.), 0.25pm Film Thickness

GC 8890GC (Agilent) Mass Spectrometer IMS-T2000GC AccuTOF™ GC-Alpha
Injection mode| Pulsed Splitless Ton source EI/PI Combination Ion Source
Purge Pressure : 100kPa Ionizetion EI+ : 70eV, 300pA
Pulsed time : 1.0 min PI+ : D2 lamp, 115-400nm
Purge Flow : 20mL/min Source tem. 250°C
Purge On time : 0.9 min GC Interface temp. 250°C
Septum Purge Flow : 3.0 mL/min m/z range m/z 40 - 550

Oven 40°C (3 min) > 7°C/min > 90°C (Omin)

> 20°C/min > 240°C (7.36min)
He Flow 1mL/min (Constant Flow mode)
fmR

SPME condition

Fiber

Sampling Method
Sample Amaount
Extraction Temp
Extraction Time
Desorption time

50/30um DVB/CAR/PDMS (Gray)
Headspace

2mL

Room temperature

20 min

1 min
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Fig.1 TICC with El for Sample A(Blue) and B(Red)
Fig.2 Volcano plot of Bordeaux(Blue)

vs. Bourgogne(Red)

Table 2. Integrated qualitative analysis results for the characteristic compounds for Sample A (Bordeaux) and Sample B (Bourgogne)

ariance Component Analysis Resu Total Result
) N Calculated | Mass Error | Isotope | El Fragment
RT [min] Area IM m/z Class Log2(B/A) | p-value Compound Name Similarity | Formula )
m/z [mDa] Matching Coverage

Characteristic Compounds for Sample A

5.36 59432816| 116.08281| A Only <-4 0.007 |Butanoic acid, ethyl ester 731 C6 H12 02 | 116.08318 -0.37 0.89 100

10.37 | 14756626 -| AOnly <-4 0.006 |Acetic acid, hexyl ester 909 C8 H16 02 - - - 100

11.07 2354736 -| AOnly <-4 0.003 |1-Pentene, 4-methyl- 810 C6 H12 84.09335 -0.72 N/A 100

11.26 3623007 84.09313| A>B -1.68 0.033 |Cyclopropane, propyl- 746 C6 H12 84.09335 -0.22 N/A 100

13.96 2992587 -| AOnly <-4 0.109 |Propylene Glycol 840 C3 H8 02 76.05188 -0.53 0.61 100

15.35 5287901| 152.04676| AOnly <-4 0.039 |Methyl salicylate 763 C8 H8 03 152.04680 -0.04 0.91 88

15.61 16329082 - A>B -1.26 0.008 |Hexanoic acid 865 C6 H12 02 | 117.09101 -0.82 N/A 100

15.85 9603910| 108.05672| A>B =215 0.009 |Benzyl alcohol 942 C7H80 108.05697 -0.24 0.89 100

16.74 27620411| 144.11423| A>B -1.19 0.019 |Octanoic acid 949 C8 H16 02 | 144.11448 -0.25 0.63 100
Characteristic Compounds for Sample B

13.27 2658553 - A<B Sa2:1! 0.013 |(S)-3-Ethyl-4-methylpentanol 931 C8H18 0 = = = 100

2(1H)-Naphthalenone,
13.50 5535502| 192.15035| B Only >4 0.000 . 751 C13 H20 0 | 192.15087 -0.52 0.81 90
3,4,4a,5,6,7-hexahydro-1,1,4a-trimethyl-

14.28 |110243250| 200.17694, A<B 1.00 0.005 |Decanoic acid, ethyl ester 921 C12 H24 02, 200.17708 -0.15 0.70 95

15.57 2263498 -| BOnly >4 0.005 |Dodecanoic acid, ethyl ester 865 C14 H28 02 228.20838 0.17 0.81 100

17.93 4687977| 206.16637| A<B 2.13 0.025 |2,4-Di-tert-butylphenol 945 C14 H22 O | 206.16652 -0.14 0.89 100
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Sample A (Bordeaux) — Sample B (Bourgogne)
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Fig.3 TICC of El and PI for Hexanoic acid ethyl ester detected in Fig.4 Relative position of Hexanoic acid ethyl ester
Sample A and Sample B in Volcano plot
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Fig.5 TICC of El and PI for 3,4,4a,5,6,7-hexahydro-1,1,4a-trimethyl-2(1H)- Fig.6 Mass spectrum of 3,4,4a,5,6,7-hexahydro-
Naphthalenone detected only in Sample B (not in Sample A) 1,1,4a-trimethyl-2(1H)-Naphthalenone

detected in Sample B
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