LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLMO70324WMA .M
Title : VOC Analysis

Signal : TIC: VX@42407.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.240 21 25 27 rBV 45861 53392 24.98% 2.705%
2 1.368 43 46 48 rBV2 6265 7857 3.68% 0.398%
3 2.276 189 195 204 rBV 26377 48010 22.46% 2.432%
4 2.721 262 268 274 rBV 7988 18459 8.64% 0.935%
5 2.947 298 305 316 rVB 7796 19753 9.24% 1.001%
6 3.068 320 325 331 rVB5S 1302 3068 1.44%  0.155%
7 3.416 377 382 390 rVB4 1046 2167 1.01% 0.110%
8 3.855 444 454 459 rBV4 962 2853 1.33% 0.145%
9 4.276 517 523 533 rVB3 1774 4416 2.07% 0.224%
106 4.507 552 561 576 rBV 9052 35412 16.57% 1.794%
11 5.056 640 651 667 rvv2 24681 78568 36.76% 3.980%
12 5.452 708 716 727 rVB6 2742 9482 4.44% 0.480%
13 5.544 727 731 734 rBV2 544 969 0.45% 0.049%
14 5.806 773 774 783 rVB4 825 1377 0.64% 0.070%
15 5.958 789 799 818 rBV3 74406 213711 100.00% 10.826%
16 6.239 840 845 850 rVB4 560 1189 0.56% 0.060%
17 6.348 855 863 864 rBV3 1386 2513 1.18% ©0.127%
18 6.611 899 906 908 rBV3 716 1318 0.62% 0.067%
19 6.678 911 917 919 rBV3 333 647 0.30% 0.033%
20 6.757 921 930 947 rBv2 55649 136976 64.09% 6.939%
21  7.141 989 993 999 rVB4 717 1553 0.73% 0.079%
22 7.226 999 1007 1012 rBV4 2007 4917 2.30% 0.249%
23 7.306 1013 1020 1026 rBV 39711 88018 41.19% 4.459%
24 7.647 1072 1076 1082 rVB3 714 1180 ©.55% 0.060%
25 7.763 1091 1095 1101 rVVv2 1096 1722 0.81% 0.087%
26 7.964 1122 1128 1138 rVV5 1041 2668 1.25% 0.135%
27 8.330 1182 1188 1200 rBV 20066 36214 16.95% 1.834%
28 8.433 1202 1205 1207 rVB2 678 766 0.36% ©0.039%
29 8.592 1227 1231 1234 rBV2 2536 4290 2.01% 0.217%
30 8.647 1234 1240 1248 rW 109011 171884 80.43% 8.707%
31 8.720 1248 1252 1257 rvv2 5937 9502  4.45% 0.481%
32 8.842 1270 1272 1276 rVB2 911 1001 0.47% 0.051%
33 8.909 1279 1283 1286 rBvV2 1801 2407 1.13% 0.122%
34 8.958 1286 1291 1301 rVB 13995 26385 12.35% 1.337%
35 9.098 1308 1314 1322 rVB6 1272 2601 1.22% ©0.132%
36 9.275 1338 1343 1347 rBvV3 2410 3770 1.76% 0.191%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLMO70324WMA .M
Title : VOC Analysis
37 9.397 1357 1363 1376 rBV2 36184 86515 40.48% 4.383%
38 9.610 1394 1398 1404 rBV5 2007 3537 1.66% 0.179%
39 9.714 1412 1415 1419 rVB4 1092 1412 0.66% 0.072%
40 9.817 1427 1432 1438 rVB4 1756 2971 1.39% 0.151%
41  9.903 1443 1446 1449 rVB3 846 968 0.45% 0.049%
42 10.055 1466 1471 1482 rBV 114333 158845 74.33% 8.047%
43 10.201 1491 1495 15600 rBV 2821 3811 1.78% 0.193%
44 10.305 1504 1512 1517 rBV 10429 17027 7.97% 0.863%
45 10.585 1555 1558 1563 rVvV3 976 1471 0.69% 0.075%
46 10.646 1563 1568 1574 rVB 8712 13026 6.10% ©0.660%
47 10.780 1581 1590 1593 rBV4 2263 4230 1.98% 0.214%
48 10.854 1599 1602 1605 rBvV2 1717 2121 0.99% 0.107%
49 10.890 1605 1608 1613 rVB4 2231 3519 1.65% 0.178%
50 10.963 1616 1620 1625 rBV 2201 3019 1.41% 0.153%
51 11.030 1628 1631 1635 rvB2 1042 1230 0.58% 0.062%
52 11.085 1635 1640 1641 rBvV3 798 954 0.45% 0.048%
53 11.195 1652 1658 1665 rvv 76492 104751 49.02%  5.306%
54 11.305 1672 1676 1680 rBvV3 2345 2980 1.39% 0.151%
55 11.378 1685 1688 1694 rvv3 2297 3813 1.78% 0.193%
56 11.445 1694 1699 1702 rVV4 2769 6077 2.84% 0.308%
57 11.475 1702 1704 1714 rVB3 4866 7149 3.35% 0.362%
58 11.616 1722 1727 1732 rBV2 2126 3026 1.42% 0.153%
59 11.713 1739 1743 1745 rBvV3 3445 4354 2.04% 0.221%
60 11.756 1747 1750 1759 rVB3 9425 16959 7.94% 0.859%
61 11.866 1763 1768 1769 rBV4 1104 1636 0.77% 0.083%
62 11.945 1777 1781 1784 rBV4 1763 2286 1.07% 0.116%
63 12.024 1789 1794 1801 rBV 120077 155875 72.94% 7.896%
64 12.164 1815 1817 1823 rVB4 727 1140 ©.53% ©0.058%
65 12.268 1831 1834 1837 rVB2 769 819 0.38% 0.041%
66 12.323 1837 1843 1851 rBV 116670 162058 75.83%  8.209%
67 12.427 1856 1860 1863 rVB2 4051 5250 2.46% 0.266%
68 12.542 1874 1879 1880 rBV4 691 1101 ©.52% 0.056%
69 12.731 1905 1910 1913 rBV 800 1086 0.51% 0.055%
70 12.774 1913 1917 1919 rBV3 433 749 0.35% 0.038%
71 12.865 1928 1932 1933 rBV4 1292 1726 0.81% 0.087%
72 13.042 1957 1961 1965 rBV4 692 932 0.44% 0.047%
73 13.231 1988 1992 1993 rBV4 467 586 0.27% 0.030%
74 13.268 1994 1998 2006 rVB4 4756 7314 3.42% 0.371%
75 13.384 2013 2017 2019 rBV3 3779 5069 2.37% 0.257%
76 13.591 2046 2051 2054 rBV3 830 1495 0.70% 0.076%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLMO70324WMA .M
Title : VOC Analysis
77 13.682 2063 2066 2067 rBV2 569 645 ©0.30% ©0.033%
78 13.737 2071 2075 2077 rBV3 866 1039 0.49% 0.053%
79 13.780 2077 2082 2087 rBV 12242 17129 8.02% 0.868%
80 13.841 2089 2092 2097 rVB 4435 4983 2.33% 0.252%
81 14.036 2120 2124 2128 rVB2 4141 4707  2.20% 0.238%
82 14.103 2133 2135 2138 rBV2 379 551 0.26% 0.028%
83 14.426 2183 2188 2193 rBV 5875 8768 4.10% 0.444%
84 14.505 2198 2201 2208 rVB5 897 1941 0.91% ©.098%
85 14.560 2208 2210 2214 rBV4 497 585 0.27% 0.030%
86 14.609 2215 2218 2219 rVvv2 1783 1599 0.75% 0.081%
87 14.640 2219 2223 2233 rVB 9890 15076 7.05% 0.764%
88 14.755 2238 2242 2243 rBV 3875 3988 1.87% 0.202%
89 14.780 2243 2246 2252 rVB 10642 14105 6.60% 0.715%
90 14.932 2268 2271 2275 rVB4 1876 2186 1.02% 0.111%
91 15.213 2313 2317 2320 rVB3 3078 4024 1.88% 0.204%
92 15.414 2346 2350 2355 rVB3 13223 20350 9.52% 1.031%
93 15.481 2357 2361 2368 rVBS 4052 7020 3.28% ©0.356%
94 15.615 2380 2383 2386 rVB2 4012 4819  2.25% 0.244%
95 15.713 2395 2399 2400 rBV2 2813 4071 1.90% 0.206%
96 15.871 2421 2425 2429 rVB3 7770 11103 5.20% 0.562%
97 15.987 2440 2444 2447 rBV5S 7376 11324 5.30% 0.574%
98 16.023 2447 2450 2456 rVB4 12142 19164 8.97% 0.971%
99 16.091 2458 2461 2467 rVB3 3660 5947 2.78% 0.301%
100 16.273 2487 2491 2495 rBV4 2979 5030 2.35% 0.255%
Sum of corrected areas: 1974056
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance : . .
120000 TIC: VX042407.D\data.ms

100000
80000 5.958

60000
1.240

40000

2.276 5.056

20000
1.368 2.7212.947 4.507
3068 3416 3855 4276 [\ 54P844 5806 |  6.23¢

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX042407.D\data.ms
120000 10.055
8.647 '

100000

80000 11.195

60000 6.757

40000 7.306 9.397

8.330

20000
8908 10.305  10.646

72 : z

(248 66578 7.04326 | 7.6477637.964 43§5 098-27 65109@@03 02% 10.5450LP BB 5 11 TPH5

— T e S

Time--> 6.50 7.00 7.50 8.00 8 50 9 00 10 00 10.50 11.00

Abundance TIC: VX042407.D\data.ms
120000 12.024 12.323

100000
80000
60000
40000

20000
11.756 s 13.780 14 do 4 6ub 780 15.414 15 ]‘5
:Ellﬁ : %7542% 04123 9_% mﬁfﬁg?ﬁ)? 51 932 15.213 O% 273

0 T T T T ‘ T T ‘ \
Time--> 12.00 12 50 13. 00 13 50 14.00 14 50 15 00 15 50 16 00 16 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.240 19.49 ug/L 53392 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Sulfur dioxide 64 02S 007446-09-5 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 25 (1.240 min): VX042407.D\data.ms (-21) (-) m/z 64.00 100.00%

64.0
5000 /\\\AVV’~
e B R/ B B
1.20 140 1.60
-+t m/z 48.00 47.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LI LA I L B
1.20 140 1.60
m/z 66.00 5.19%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
i A
1.20 140 1.60
5000 m/z 50.00 2.04%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e “‘m‘a‘ﬁVYwaf&
64.0 1.20 140 1.60
m/z 65.10 0.72%
5000
44,
16.0
ol ‘ L ‘ 93.0 1150 143.0 169.0
R B A B R e e e e
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.780 5.49 ug/L 17129 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 95
4 Naphthalene 128 C10H8 000091-20-3 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 2082 (13.780 min): VX042407.D\data.ms (-2077) (- m/z 128.05 100.00%
128.1
5000
—— —
51.1 64.0 771 101.9 13.50 14.00
Obrprererrereprrefbrrep et e prrrepbere e e m/z 127.00 12.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene
128.0
I
5000 e
13.50 14.00
m/z 129.05 12.12%
102.
o 910 64.0 77.0 020 ll
0\‘\\\\‘\\H“‘\\Hi\\H‘\wH‘\Mw‘\\H‘\H\“\\H‘HH‘H‘\ ‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
—— —
13.50 14.00
5000 m/z 101.90 9.69%
Ot et e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene T ——
128.0 13.50 14.00
m/z 125.90 7.43%
5000
51.0 64.0 102.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Decanoic acid, methyl ester Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.426 2.81 ug/L 8768 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 86
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 72
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 72
4 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 64
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 64
Abundance Scan 2188 (14.426 min): VX042407.D\data.ms (-2183) (| m/z 74.00 100.00%
74.0
5000
43.1
143.2 e
\‘\ gy toHt | o -
ot e e e e e e e m/z 87.00  55.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60746: Decanoic acid, methyl ester
74.0
5000 T A A‘
14.50
43.0 143.0 m/z 43.10 30.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60757: Decanoic acid, methyl ester
74.0 M/\
oy
14.50
5000 m/z 55.00 29.74%
43.0
0
e T s
o) ST S A e
m/z--> 20 40 60 80 100 120 140 160 180 200 WM N
Abundance #60758: Decanoic acid, methyl ester MM i
74.0 14 50
m/z 41.10 27.80%
43.0
5000
‘ 143.0 W
101.0
186.0
o"w‘H‘_"H"H“p:!‘u“‘H‘_m“m‘wwww M\ ﬂ At
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1H-Indene, 1l-ethylidene- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.780 4,52 ug/L 14105 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
3 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 91
4 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
Abundance Scan 2246 (14.780 min): VX042407.D\data.ms (-2243) (- m/z 142.00 100.00%
142.0
5000
1450 1500
71.2 : :
281.(
o 3Ot by L PO 1400 87.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —r ——
14.50 15.00
m/z 115.00  33.13%
oL 390 710 1130 |
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22140: Benzocycloheptatriene
141.0
T ‘ T \A ‘ T
14.50 15.00
5000 m/z 143.05 13.83%
63.0
LU PSS S| —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22152: 1H-Indene, 1-ethylidene- o T
141.0 14.50 15.00
m/z 139.00  12.94%
5000
63.0
ol b e e Mg || A
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Bicyclo[7.2.0]undec-4-ene, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.414 6.53 ug/L 20350 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 93
2 Caryophyllene 204 C15H24 000087-44-5 90
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 89
4 Caryophyllene 204 C15H24 000087-44-5 89
5 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 76
Abundance Scan 2350 (15. 414 min): VX042407 D\data.ms (-2346) (- m/z 133.05 100.00%
.0 33.1
41.0
5000 105.1
161.1
L Lty
| L
o_m_”l_m ‘MH‘H,MMW_‘H m/z 79.00 97.24%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #80394: Blcyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-mr
41.0
69.0 930
133.0 /\ /\A
5000 - T T ‘ﬂ m\/\ﬂw T T
15.50
0 m/z 93.05 93.79%
H ‘ 189.0
O' \\\h}‘\\\\’\\\\‘\\\\‘l\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80124: Caryophyllene
41.0 69.0 93.0
T
133.0 15.50
5000 m/z 90.95 87.72%
161.0
| O
ok Al B W
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #80396: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-n L, AL W/‘M‘
93.0 133.0 15.50
69.0 m/z 69.00  85.38%
41.0
5000 161.0
189.0
o L I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 cis-(-)-2,4a,5,6,9a-Hexahyd... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.871 3.56 ug/L 11103 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-(-)-2,4a,5,6,9a-Hexahydro-3,... 204 C15H24 1000104-20-1 92
2 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 86
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 74
4 (4asS,9aR)-3,5,5,9-Tetramethyl-2,... 204 C15H24 053111-25-4 74
5 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 72
Abundance Scan 2425 (15.871 min): VX042407.D\data.ms (-2421) (- m/z 93.10 100.00%
93.1
a1 133.0 204.2
5000 161.0
AN A
i GRS
0 AW e m/z 105.00  83.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80356: cis-(- ) -2, 4a 5,6,9a-Hexahydro-3,5,5,9-tetramethy
133.0
41.0
204.0 /\
5000 T .
161.0 15. 50 16.00
m/z 91.00  64.33%
0 ’! T
m/z--> 20 40 60 80 100 120140 160180200220240260280
Abundance #80316: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimet
41.0
161.0 " Al |
15. 50 16.00
5000 121.0 204.0 m/z 133.00 60.67%
0 ,,
m/z--> 20 40 60 80 100 120140 160180200220240260280
Abundance #80481: Naphthal ne, decahydro-4a-methyl-1-methylene
05.0 15.50 16.00
m/z 204.20 55.50%
5000 3301610 204.0 /\J\
0 LT ﬁ
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, decahydro-4a-m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.987 3.63 ug/L 11324  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 87
2 .alpha.-Guaiene 204 C15H24 003691-12-1 64
3 .alpha.-Guaiene 204 C15H24 003691-12-1 64
4 Azulene, 1,2,3,3a,4,5,6,7-octahy... 204 C15H24 022567-17-5 60
5 1H-Cycloprop[e]azulene, 1la,2,3,4... 204 C15H24 000489-40-7 55

Abundance Scan 2444 (15.987 min): VX042407.D\data.ms (-2440) (- m/z 107.15 100.00%

)

5000 133.0 1613

16.00
0! m/z 104.95 88.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80481: Naphthalene, decahydro 4a-methyl-1-methylene
41.0 Il /\
5000 161.0 204.0
16.00
m/z 79.00 83.70%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80156: .alpha.-Guaiene

1600
5000 m/z 93.05 70.22%

mlz--> 20 40 60 80 100 120 140 160 180 200 ﬂ\ fm
Abundance #80146: .alpha.-Guaiene

0

105.0 16 00
147.0 ITI/Z 204 .30 69.82%
79.0
5000 41.0

189.0 It\
0’ -
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.023 6.15 ug/L 19164 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 98
2 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 93
3 2,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 90
4 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 90
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 86
Abundance Scan 2450 (16.023 min): VX042407.D\data.ms (-2447) (- | m/z 189.20 100.00%
189.2
93.0 133.0
41.0
5000 161.0
' 280.¢ m INETE
AR ‘
16.00
0 m/z 92.95 77.67%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0

189.0
107.0
5000
41.0 161.0
79.0 16 00

m/z 91.10 77.29%

\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140160 180 200220240260280
Abundance #80431: Naphthalene, decahydro-4a-methyl-1-methylene
189.0 /W\

133.0 16 OO
m/z 133.00 77.10%

o

5000 105.0 161.0
55.0 ‘
02‘\7‘1"9““\\\“\“\‘L‘u“‘”u“i‘ “ u‘u‘\‘m‘\m‘\m‘uu‘u
m/z--> 20 40 60 80 100 120 140160 180 200220240260280
Abundance #80271: 2,6,10,10-Tetramethylbicyclo[7.2.0]undeca-2,6-d il m " Wﬂm Mﬁ\
81.0 16.00
41.0 m/z 107.05 63.36%
5000 M
o /\ﬂ ik
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042407.D

Acqg On : 19 Jul 2024 17:19

Operator : JC/MD

Sample : P3215-14MERE

Misc : 5.29g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.240 19.5 ug/L 53392 1 6.757 136976 50.0
Azulene 13.780 5.5 ug/L 17129 3 12.024 155875 50.0
Decanoic acid, ... 14.426 2.8 ug/L 8768 3 12.024 155875 50.0
1H-Indene, 1l-et... 14.780 4.5 ug/L 14105 3 12.024 155875 50.0
Bicyclo[7.2.0]u... 15.414 6.5 ug/L 20350 3 12.024 155875 50.0
cis-(-)-2,4a,5,... 15.871 3.6 ug/L 11103 3 12.024 155875 50.0
Naphthalene, de... 15.987 3.6 ug/L 11324 3 12.024 155875 50.0
2-Isopropenyl-4... 16.023 6.2 ug/L 19164 3 12.024 155875 50.0
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