LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 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\SFAMXLM122321WMA.M
Title : VOC Analysis

Signal : TIC: VX@25991.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.374 43 47 55 rVB 109577 126221 12.99% 1.046%
2 1.569 67 79 81 rBv4 10229 26130 2.69% 0.217%
3  1.648 89 92 99 rVB 54949 64394 6.63% 0.534%
4 2.215 182 185 189 rvB2 5515 7553 0.78% 0.063%
5 2.282 190 196 205 rVB 217265 336877 34.67% 2.793%
6 2.368 205 210 215 rBV3 3659 6807 0.70% 0.056%
7 2.788 273 279 286 rVV5 4349 9975 1.03% 0.083%
8 4.495 547 559 571 rBV2 43657 188355 19.38% 1.561%
9 5.056 639 651 669 rBv 115793 377006 38.80% 3.125%
106 5.971 788 801 818 rBV2 341411 971707 100.00%  8.055%
11 6.251 837 847 855 rVB3 2422 7186 0.74% 0.060%
12 6.361 855 865 876 rBV4 5474 17592 1.81% 0.146%
13  6.763 921 931 950 rBV 206184 505108 51.98% 4.187%
14 7.098 977 986 994 rBV1e 4748 16381 1.69% 0.136%
15 7.214 999 1005 1012 rVVe6 2210 6338 0.65% 0.053%
16 7.312 1012 1021 1039 rVB 190047 438283 45.10% 3.633%
17 7.482 1043 1049 1058 rBV6 2228 5196 ©.53% 0.043%
18 7.982 1119 1131 1137 rVB7 3292 10086 1.04% ©0.084%
19 8.104 1142 1151 1159 rVB5 3006 6916 0.71% 0.057%
20 8.330 1181 1188 1201 rVV 93479 165954 17.08%  1.376%
21 8.604 1227 1233 1234 rBV4 2994 5076 ©0.52% 0.042%
22 8.647 1234 1240 1248 rVV 476635 774941 79.75% 6.424%
23 8.720 1248 1252 1256 rW 5718 7992 0.82% 0.066%
24  8.952 1284 1290 1303 rBV 60647 103403 10.64% 0.857%
25 9.098 1307 1314 1320 rBV6 2975 5822 0.60% 0.048%
26 9.281 1338 1344 1350 rBvV 9524 19510 2.01% 0.162%
27  9.403 1357 1364 1372 rBV 258644 456057 46.93% 3.781%
28 9.500 1376 1380 1386 rVVé6 7374 15537 1.60% 0.129%
29 9.561 1386 1390 1396 rVB4 5278 7759 0.80% 0.064%
30 9.677 1403 1409 1415 rVB7 2655 7050 0.73% 0.058%
31 9.763 1415 1423 1428 rBV3 4551 9227 ©0.95% 0.076%
32 9.830 1428 1434 1438 rBV5 4143 8893 0.92% 0.074%
33 9.903 1443 1446 1451 rVB2 8503 11888 1.22% 0.099%
34 10.006 1458 1463 1466 rBV 10052 14918 1.54% 0.124%
35 10.055 1466 1471 1481 rVB 410006 599089 61.65% 4.966%

36 10.195 1488 1494 1500 rBV 173630 235157 24.20% 1.949%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 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\SFAMXLM122321WMA.M
Title : VOC Analysis
37 10.305 1504 1512 1519 rBV 294475 435135 44.78% 3.607%
38 10.451 1532 1536 1542 rBV 5116 7137 0.73% 0.059%
39 10.586 1552 1558 1563 rVv4 19130 33493 3.45% 0.278%
40 10.647 1563 1568 1577 rVV 111126 172565 17.76% 1.431%
41 10.714 1577 1579 1582 rVB3 7285 7510 0.77% 0.062%
42 10.781 1582 1590 1594 rBV 46872 64496 6.64% 0.535%
43 10.854 1594 1602 1606 rBV4 24662 49702 5.11% 0.412%
44 10.896 1606 1609 1614 rVB 20014 26490 2.73% 0.220%
45 10.964 1614 1620 1624 rBV2 26646 42352 4.36% 0.351%
46 11.006 1624 1627 1628 rVV2 5576 6700 0.69% 0.056%
47 11.031 1628 1631 1635 rVV2 22975 32049 3.30% 0.266%
48 11.085 1635 1640 1643 rVV2 31705 44514 4.58% 0.369%
49 11.122 1643 1646 1650 rVB2 20308 27438 2.82% 0.227%
50 11.195 1650 1658 1666 rBV 355613 511252 52.61% 4.238%
51 11.311 1673 1677 1679 rBV 15120 20592 2.12% 0.171%
52 11.384 1685 1689 1694 rBV 32789 53310 5.49% 0.442%
53 11.433 1694 1697 1699 rBV2 32580 39457 4.06% 0.327%
54 11.616 1722 1727 1728 rBV2 28820 37388 3.85% 0.310%
55 11.683 1735 1738 1740 rBV3 24404 26309 2.71% 0.218%
56 11.713 1740 1743 1746 rVV 74118 88146 9.07% 0.731%
57 11.756 1746 1750 1760 rVB2 137523 218517 22.49% 1.812%
58 11.841 1760 1764 1766 rBV2 28943 41064 4.23%  0.340%
59 11.890 1770 1772 1776 rVWV4 28858 37624 3.87% 0.312%
60 11.939 1776 1780 1783 rVV3 52328 77327 7.96% 0.641%
61 11.976 1783 1786 1789 rVV2 23073 29727 3.06%  0.246%
62 12.024 1789 1794 1800 rVV 508688 660485 67.97% 5.475%
63 12.091 1800 1805 1808 rVv2 52712 91492 9.42% 0.758%
64 12.128 1808 1811 1812 rVV 19975 22987 2.37% 0.191%
65 12.152 1812 1815 1821 rVB2 27960 41198 4.24%  0.342%
66 12.244 1826 1830 1837 rBV 385299 531256 54.67% 4.404%
67 12.323 1837 1843 1849 rVB 606640 802961 82.63% 6.657%
68 12.414 1854 1858 1864 rBv2 71301 99043 10.19% 0.821%
69 12.469 1864 1867 1873 rVB4 32952 56524 5.82% 0.469%
70 12.536 1874 1878 1879 rBV 27883 33982 3.50% 0.282%
71 12.683 1900 1902 1905 rBV2 14364 15668 1.61% 0.130%
72 12.890 1932 1936 1939 rBV3 38170 64609 6.65% 0.536%
73 12.969 1945 1949 1956 rVB2 50733 77580 7.98% 0.643%
74 13.164 1975 1981 1986 rVB4 16759 32759 3.37% 0.272%
75 13.213 1986 1989 1992 rBV2 8003 8880 0.91% 0.074%
76 13.256 1992 1996 1998 rBV2 11609 17689 1.82% 0.147%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 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\SFAMXLM122321WMA.M
Title : VOC Analysis
77 13.292 1999 2002 2007 rVB3 38703 51979 5.35% 0.431%
78 13.347 2007 2011 2014 rVB3 10843 17046 1.75% 0.141%
79 13.384 2014 2017 2020 rBV 28746 37539 3.86% 0.311%
80 13.427 2021 2024 2028 rVB4 12829 18704 1.92% 0.155%
81 13.506 2033 2037 2040 rBv4 12677 20966 2.16% 0.174%
82 13.548 2041 2044 2046 rBV 9203 9553 0.98% 0.079%
83 13.591 2046 2051 2058 rVV5 21315 36808 3.79%  0.305%
84 13.664 2061 2063 2067 rBV3 9199 12298 1.27% 0.102%
85 13.737 2073 2075 2077 rBV2 9231 9492 0.98% 0.079%
86 13.780 2077 2082 2088 rVB 719171 923275 95.02% 7.654%
87 13.847 2089 2093 2095 rBV3 27505 38347 3.95% 0.318%
88 13.969 2111 2113 2116 rBV2 5917 6694 0.69% 0.055%
89 14.042 2122 2125 2127 rVB 17413 16548 1.70% 0.137%
990 14.079 2127 2131 2134 rBV 24176 30750 3.16% 0.255%
91 14.219 2150 2154 2161 rVB 24850 41594  4.28% ©0.345%
92 14.323 2168 2171 2176 rVV 11957 12340 1.27% 0.102%
93 14.371 2176 2179 2183 rVB 16416 19647 2.02% 0.163%
94 14.481 2193 2197 2206 rVB7 15927 42795 4.40%  ©0.355%
95 14.615 2216 2219 2221 rBV3 23119 27620 2.84% 0.229%
96 14.725 2234 2237 2240 rBVS5 10726 15479 1.59% 0.128%
97 14.780 2240 2246 2251 rVV 211980 279797 28.79%  2.320%
98 15.207 2309 2316 2321 rBV3 54868 90956 9.36% 0.754%
99 15.615 2379 2383 2388 rBV2 12794 19234 1.98% 0.159%
100 15.987 2441 2444 2449 rVB4 12470 19505 2.01% 0.162%
Sum of corrected areas: 12062757
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M5154-03ME
: 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 15  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\

: VX025991.D
: 24 Dec 2021 00:09

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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700000

600000

500000

400000

300000

200000

100000

o

TIC: VX025991.D\data.ms

5.971

2.282

1.374 5.056

1.648 4,495
1-ﬂ5§ﬁ,ﬁ\ 2.213.368 2.788 6.25:

Time-->

Abundance

700000

600000

500000

400000

300000

200000

100000

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
TIC: VX025991.D\data.ms

8.647

11.195

9.403
6.763 7.312

8.330
8.952

0

Time-->

Abundance

700000

600000

500000

400000

300000

200000

100000

O

361 7.09814\ 7.482 7.982104 8.664720 /\9.09&9-28 RGNty )
— e e e e e e e N e
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

TIC: VX025991.D\data.ms
13./80

12.323

12.024

12.244

15.615

15.987
A\

T ‘ T T T ‘ T T ‘ T
15.00 15.50 16.00 16.50

SFAMXLM122321WMA.M Tue Dec 28 01:52:16 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
1.569 2.59 ug/L 26130 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-chloro-1-fluoro- 82 C2HACILF 001615-75-4 7
2 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 4
3 Methanethiol 48 CH4S 000074-93-1 4
4 Formamide, N-methoxy- 75 C2H5NO2 034005-41-9 4
5 Propyl mercaptan 76 C3HS8S 000107-03-9 4
Abundance  Scan 79 (1.569 min): VX025991.D\data.ms (-67) (-) m/z 47.10 100.00%
47.1
5000 63.1
35.1
R e
‘ 799 912 1.20 1.40 1,60 1.80
0m,mwmwH_‘W“\“M‘,m,mww‘\wmp(m‘ m/z 63.10  40.96%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1299: Ethane, 1-chloro-1-fluoro-
47.0
5000 | LA BLELELAL BN B I
27.0 1.20 1.40 1.60 1.80
m/z 45.00 34.03%
67.0
0 2.0 150 \‘ L1 \‘\ . ‘\ 82\0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #121: Hydroxylamine, O-methyl-
47.0
e
1.20 1.40 1.60 1.80
5000 320 m/z 35.10 32.60%
17.0
om,mwh‘:_‘m‘}‘w_m,w,mww_m_m
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #126: Methanethiol ey
47.0 1.20 1.40 1.60 1.80
m/z 49.10 27.41%
5000
15.0 33.0
om,mw:‘wuw:m_l!‘,‘HH,HHWHWH‘HH e
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

10.586 2.80 ug/L 33493  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 49
2 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 43
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 38
4 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 38
5 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 35

Abundance Scan 1558 (10.586 min): VX025991.D\data.ms (-1552) (-  m/z 57.10 100.00%

57.1
41)0
97.1
5000
Ao e
‘ H 126.2 10. 50
ol T L nyz 4310 94.e1%
m/z--> 0 20 40 60 8 100 120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
5000 85.0
10 50
270 41.05 63.26%
‘ 70,0
O \2‘.\0\ \‘\ ‘ T } T \‘i‘} T \“\" T \“‘\ T ‘ 1‘\ T ‘ \]\-J\-4:.0‘\ 1T
m/z--> 0 20 40 60 80 100 120
Abundance #76048: Hexane, 1-(hexyloxy)-2-methyl-
43.0
85.0 10 50
5000 ITI/Z 55.00 60.32%
69.0
27.0 ‘
ol bl WL 0001350
m/z--> 0 20 40 60 80 100 120
Abundance #4487: Pentane, 2,2-dimethyl- ‘A‘ ‘ ‘
57.0 10.50
m/z 97.10 52.11%
85.0
5000 210 Jk\ M
0 \blooo VAT Ay
m/z--> 0 60 80 100 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.781 5.38 ug/L 64496 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 81
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 81
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 76
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
Abundance Scan 1590 (10.781 min): VX025991.D\data.ms (-1582) (- m/z 57.10 100.00%
57.1
5000 4L
81-1 T ‘ T T ‘ T
‘ ‘ H 96.1 3.2 10.50 11.00
0ol S 2419 7108 59.20%
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 h T U
10.50 11.00
410 s m/z 43.05 56.49%
‘ ‘ 85.0 '
O\1\5\.()‘\‘\\\“M\\“‘\\H}\‘f“\\\[\\l\‘\\\]\-?z\.o\\
miz-> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
=t ——
41.0 10.50 11.00
5000 m/z 41.05 51.08%
113.0
I
olaso Il WL g T | 1420
miz--> 20 40 60 80 100 120 140
Abundance #22104: Octane, 2,6-dimethyl- P —
57.0 10.50 11.00
m/z 56.10 36.06%
5000
41.0
85.0 113.0
ol 280 Al b gl | 1820 LIV W
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Cyclicle.854 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.854 4.15 ug/L 49702  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 49
2 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 47
3 3,7-Decadiene, 2,9-dimethyl- 166 C12H22 074630-13-0 46
4 3-Methylpenta-1,4-diene-3-o0l 98 C6H100 000918-86-5 46
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 43

Abundance Scan 1602 (10.854 min): VX025991.D\data.ms (-1594) (- m/z 57.10 100.00%

57.1 831
5000
39
126.1 o M
10.50 11.00
0+ “J”““‘wu“““‘ m/z 55.10 89.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000 k“A‘ ‘ —
10.50 11.00
27.0 126.0 m/z 83.10 82.87%
O' \\‘1\\\“\\\\‘\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13012: Ethanone, 1-cyclohexyl-
55.0
e PN A
83.0 10.50 11.00 )
5000 m/z 41.10 80.28%
27.0 126.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #41551: 3,7-Decadiene, 2,9-dimethyl- “ ——
55.0 10.50 11.00
m/z 43.10 63.23%
5000
83.0
29.0 110.0
0 i a0 VWL
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.031 2.67 ug/L 32049 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 64
2 Nonane, 2-methyl- 142 C1eH22 000871-83-0 52
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 50
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
Abundance Scan 1631 (11.031 min): VX025991.D\data.ms (-1628) (- 57.05 100.00%
57.0
5000 a1h
98.0
11 00
‘ 83J0 1181 1422

o"WH‘WH‘MLH_Jm_H‘_Hwuywuuhuuﬁu‘_uw‘uwuu“ 43.10  79.14%
m/z--> 20 30 40 60 70 80 90 100110120130140
Abundance #22072: Octane, 4-ethyl-

57.0
5000
a1l 11.00

41.10  39.76%
I

b 85.0 112.0
\\\‘\29“}‘\\H“\‘\H‘HH\‘HH‘HH‘\U\\‘H\1‘\\\\‘1‘\\\‘\\\\‘\\?‘\4‘.\2\\0\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22074: Nonane, 2-methyl-

43.0

o

11 00
5000 m/z 98.00 26.75%
27.0 71.0
98.0
0 1420
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22081: Nonane, 3-methyl- A A4 I
57.0 11.00

71.106  26.05%

5000
410
112,
0 2\£ N J 850 29157.0142.0

m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00

T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.086 3.37 ug/L 44514  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 72
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
3 Nonane, 4-methyl- 142 C1eH22 017301-94-9 58
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 53
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 53

Abundance Scan 1640 (11.085 min): VX025991.D\data.ms (-1635) (- m/z 57.10 100.00%

57.1
5000
39 98.1 o~ |
H 70 | 1251 169.9 11.00
0 b it R B B R m/z 43.10 70.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22083: Nonane, 4-methyl-
57.0
5000 ——
11.00
290 ‘ 98.0 m/z 70.15 45.42%
79. 142.0
O\\\‘\“\\‘\\\uﬂ‘\\‘\\‘q\\\\“‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 60 80 100 120 140 160
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
FACIRA 4 ‘
11.00
5000 ITI/Z 71.05 40.29%
29.0 99.0
om_‘m“‘m‘m” 720 e
m/z--> 20 40 60 80 100 120 140 160 Mmfw&
Abundance #22076: Nonane, 4-methyl- e g
57.0 11.00
m/z 41.10 37.64%
5000
98.0
29.0
“ h 142.0
0 H“““‘ ““H“‘v““‘wh““““ —
m/z--> 20 60 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.384 4.04 ug/L 53310 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 89
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 76
Abundance Scan 1689 (11.384 min): VX025991.D\data.ms (-1685) (- m/z 105.10 100.00%
105.1
5000 /\ M
120.1 /\
— i
39.0 55"1 77‘1 uos 1100 11.50
O il UL 2498 00,10 32.74%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 A ‘AN\\ L
1200 11.00 11.50
m/z 55.10 16.22%
39.0 77.0
O T \‘\ T \“ T \‘\5\9‘9‘\ T \““ T \‘1 T "1‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
— ——
11.00 11.50
5000 m/z 77.10 13.26%
120.0
o500 s T
miz--> 20 40 60 80 100 120 140 NJVL
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11. 00 11. 50
m/z 91.05 11.97%
5000
120.0
39.0
oL 280 w220 M S o N (Y0 W AVAT, Wi
m/z--> 20 40 60 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.616 2.83 ug/L 37388 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 76
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 76
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 76
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 76

Abundance Scan 1727 (11.616 min): VX025991.D\data.ms (-1722) (- m/z 105.10 100.00%

105.1
5000 ﬂ
120.1
B i
390 550 /7.0 ‘ 11.50 12.00
Ob b bl Ll 1892 100 10 35.11%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
NI f\
120.0 11.50 12.00
m/z 97.00 15.94%
39.0 77.0
0 \\\‘\‘\ T \“‘\ \“1‘5\9‘-9\‘\ T \““ T \‘1 T "1‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0
— 2 e
11.50 12.00
5000 ITI/Z 91.00 12.06%
120.0
77.0
ol 480 380 890 U 4
miz--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl- T 2
105.0 11.50 12.00
m/z 77.00 11.93%
5000
120.0
77.0
mo N0 L L M
SN R T O O | NS L Ak
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.841 3.11 ug/L 41064 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
4 Hexadecane 226 C16H34 000544-76-3 59
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 50

Abundance Scan 1764 (11.841 min): VX025991.D\data.ms (-1760) (-  m/z 57.10 100.00%
57.1

5000
85.2 Nw
= —
113.1 11.50 12.00
Obrrr el el el ol 194-0 m/z 71.10  43.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 4 T
11.50 12.00
85.0 43.10 42.37%
29.0 ‘ ‘ 126.0 m/z
O \\\‘\‘\‘\ \“‘\ T \H“ T \‘M T “1 TT \““ LI ‘ \“\ T ‘ \1\5\4\..‘()\ T \]\-8‘\3.\()\\ ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
=5 —
11.50 12.00
5000 ITI/Z 41.10 41.10%
29.0 85.0
113.0
0 ‘M“w‘?4ﬂv9“““4ﬁ?19‘“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #152677: Sulfurous acid, butyl nonyl ester — —
57.0 11.50 12.00
m/z 56.05 32.46%
5000 85.0
290 127.0
ol e PT0am0 ame0 AT TTIN
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.890 2.85 ug/L 37624 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 50
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 40
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 38
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 38
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 37

Abundance Scan 1772 (11.890 min): VX025991.D\data.ms (-1770) (- m/z 57.10 100.00%
57.1

105.1
5000 W
5 —
‘ ‘ ‘ I %38.3 11.50 12.00
ot ol ™ m/z 105.10  83.41%
miz--> 50 100 150 200 250
Abundance #33085: Decane, 3-methyl-
57.0
5000
11.50 12.00
m/z 71.10 62.39%
270 126.0 /
O T T “\ H‘ ‘h T ‘!‘ \“ \G“.‘O\ T H\ \1‘56\0\ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
% i
11.50 12.00
5000 m/z 41.10 59.26%
1.0
133.0
oL— “ H\‘ \“m‘\‘ ‘M‘ ‘\1?‘5"0‘ T ‘2‘88"(
m/z--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl- — —
57.0 11.50 12.00
m/z 56.00 48.85%
h MNM
97.0 127.0
27,0
e 0 Y A vl VT
miz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 12 (DEL) Alkane: Cyclic11.939 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.939 5.85 ug/L 77327 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 64
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 64
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 60
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 53
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 52

Abundance Scan 1780 (11.939 min): VX025991.D\data.ms (-1776) (- m/z 83.10 100.00%
3.1

55.1
5000
" ‘ 1111 14‘0-2 12.00
ol 38R L L L u b w/z s5.10 74.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 R
12.00
m/z 57.10 65.29%
29.0 140.0
O\\\‘\H\\“H\\\“‘\“\‘}“\\“1\\\“\1]\-]\“9‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0 Mkf
—
12.00
5000 ITI/Z 41.10 59.40%
29.0 140.0
ol L e
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- —
83.0 12.00
m/z 82.10 54.26%
55.0
5000
29.0 154.0
o MR T TR . N s
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 13 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.091 6.93 ug/L 91492  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93

Abundance Scan 1805 (12.091 min): VX025991.D\data.ms (-1800) (- m/z 105.10 100.00%

105.1
5000

390 77.0 12.00
O oo A2l 3R3L 1839 s 106 96 42.46%
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0

|

5000 N :
12.00

m/z 77.05 11.47%

77.0
51.0
O \\\‘2\7\.(\)\“\\‘M‘\H“\‘\\\‘H‘\\‘\\“}‘\\;1\1“2\.(\)\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

1200
77.0
o 150 70 599 [ | | a0
m/z--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00

m/z 119.10 9.33%

5000
28.0 51.0 77.0
‘\ b L 1220 ‘

m/z--> 40 60 80 100 120 140 1200

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 14 unknown-02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.152 3.12 ug/L 41198 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 47
2 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 47
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 47
4 Butyl tetratriacontyl ether 551 C38H780 1000406-41-4 43
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 40
Abundance Scan 1815 (12.152 min): VX025991.D\data.ms (-1812) (- m/z 57.10 100.00%
57.1
5000
85.2 e ——
‘ H ‘ 1251 1543 12.00 12.50
owHH\Mmw1‘plw‘\Hum,wm‘wmw_ww_ m/z 56.10 41.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77579: Hexyl isobutyl carbonate
57.0
5000 — ——
12.00 12.50
29.0 85.0 m/z 43.10 39.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #266189: Carbonic acid, decyl undecyl ester
57.0
—— —
85.0 12.00 12.50
5000 m/z 69.10 31.41%
29.0‘ | “111-0 141.0
oy bbb by 2080
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61055: 1-Octanol, 2-butyl- — T
57.0 12.00 12.50
m/z 55.10 26.70%
5000
29.0 85.0
111.0
bl il 1590 —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 15 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.244  40.22 ug/L 531256 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 74
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74

Abundance Scan 1830 (12.244 min): VX025991.D\data.ms (-1826) (- m/z 117.05 100.00%

117.1
5000
1.
39.0 63.0 9‘0 1200 1250
0b et Ll M 23811520 7 118,05 54.22%
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 \
1200 1250
39.0 g0 91.0 ‘ m/z 115.05 34.82%
13.0
O\\\\‘\‘\\\“\\\\““\‘\\\‘\\“\\‘\\\M‘\\\\‘\\\\\
m/z--> 20 40 60 100 120 140
Abundance #10181.Indane
117.0 J\
—
1200 12.50
91.0
39.0 63.0
ol 280 . T el
m/z--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 63.00 9.49%
5000 91.0
51.0
olrr B b o L
m/z--> 20 40 60 80 100 120 140 2.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 16 Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.415 7.50 ug/L 99043 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Indene 116 CO9H8 000095-13-6 93
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 90
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 90
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 90

Abundance Scan 1858 (12.414 min): VX025991.D\data.ms (-1854) (- m/z 115.10 100.00%
115.1

S
391 099 89\0 134.0 154.2 12.50
Ol UM‘;M it Ll 1380 9% /7 116,05 96.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9543: Indene
116.0
5000 j\\ M T T
12.50
m/z 89.00 14.56%
390 630 89.0
O\‘\m\\\“‘\\”\\““‘\‘\\”\‘\”i‘\\‘\\\““\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0 /\ /Uk
‘ e
12.50
5000 ITI/Z 63.00 13.13%
39.0 63.0 89.0
) U Y USSR PSS N—
m/z--> 20 40 60 80 100 120 140 160 J\A /L
Abundance #9547: Benzene, 1-propynyl- ‘ e
115.0 12.50
m/z 57.30 10.21%
5000
39.0 63.0 89.0
0 et el e
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 17 Benzene, 1-methyl-2-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.469 4.28 ug/L 56524 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 50
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 45
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 43
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 43
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 43

Abundance Scan 1867 (12.469 min): VX025991.D\data.ms (-1864) (- m/z 105.05 100.00%
106

05.1
5000 55.0
79.0 134.1
I T P
Ol vy b bl S et byl m/z 55.00 38.32%
m/z--> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
5000 T
12.50
134.0 m/z 97.10 32.80%
2710 519 770
0\\\\‘\‘\‘\ \“‘\\‘\.‘\ “\‘\\\““\\‘1\“1‘\\\“\\\‘\|\\\\ 1
m/z--> 20 40 60 80 100 120 140
Abundance #17057: Benzene, 1-methyl-2-propyl-
105.0
——
12.50
5000 ITI/Z 69.10 30.66%
134.0
270 519 770
) S N Etr VR A S N
m/z--> 20 40 60 80 100 120 140
Abundance #17055: Benzene, 1-methyl-4-propyl- T
105.0 12.50
m/z 57.05 22.62%
5000
134.0
39.0 77.0
0“““M“W“‘?PN“W“N‘WWM‘u““u““‘ ‘ ——
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.536 2.57 ug/L 33982 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87

Abundance Scan 1878 (12.536 min): VX025991.D\data.ms (-1874) (- m/z 119.05 100.00%

119.1
5000 AJ\
41.1 A\ Al ‘
12.50
ISR w ! w“ Al ‘Mu " L“?’ ~ m/z 134.85 28.91%
miz--> 20 60 80 100 120 140
Abundance #17085. Benzene, 4-ethyl-1,2-dimethyl-
119.0 /&\
5000 By T AMA /\ A/\\ i
12.50
91.0 41.10  24.04%
65.0 ‘
04 \1\5\.?\‘\ \3\9“"9\“\‘\ “i‘\ T \‘H‘ T “H“\ \Ml T T
miz-> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
1250
5000 43.10 21.14%
91.0
39.0 65.0 ‘ 4
obtso Ty T L Loy il aseo
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0 1250
91.05 20.44%
5000
39.0 91.0 l
15.0 65.0
O i N Y I B

m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25991.D

Acqg On : 24 Dec 2021 00:09

Operator JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: VOC Analysis

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Benzofuran, 7-methyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.890 4.89 ug/L 64609 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 90
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 89
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 70
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 55
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 55

Abundance Scan 1936 (12.890 min): VX025991.D\data.ms (-1932) (-
131.1

m/z 131.05 100.00%

83.1
57.1
5000
391 102.9 e o MA
154.2 12.50 13.00
0! m/z 132.00 85.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 T \J\/\\ 7 T T \A /\
51.0 12.50 13.00
77.0 1030 m/z 83.10 75.03%
70 b
0 \\\’\“H\\“’\\‘U\’“M\\ ‘H‘H“‘HH‘\\uu\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16665: Benzofuran, 2-methyl-
131.0
— ——
12.50 13.00
5000 ITI/Z 57.10 64.19%
o 510770 1930
NI O R R N R
miz--> 20 40 60 80 100 120 140 160
Abundance #16660: Benzofuran, 2-methyl- — —
131.0 12.50 13.00
m/z 82.10 53.77%
5000
51.0 77.0 103.0
ol B0 aelad A
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25991.D

Acqg On : 24 Dec 2021 00:09

Operator JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: 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 20 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.969 5.87 ug/L 77580  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 83
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 70
3 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 70
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 64
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 55

Abundance Scan 1949 (12.969 min): VX025991.D

\data.ms (-1945) (-
1

m/z 119.10 100.00%

119
5000
511 77.0 —
98 % 152.3 13.00
0 B L 1928 7 131,00 80.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 1300ﬂM A
91.0 m/z 132.05 67.15%
39.0 65.0
0 \1\5\.(‘)\‘\ T \"‘\ \“V\ “w\ T i‘H‘ 1T “H“\ \‘M T LIS A o
miz--> 20 40 60 80 100 120 140 160
Abundance #16663: Benzofuran, 7-methyl-
132.0
a N L
13.00
5000 ITI/Z 134.05 50.85%
51.0
77.0 103.0
27.0 H
obrdide bl
miz--> 20 40 60 80 100 120 140 160 \ j\\ }\
Abundance #16670: 3-Phenyl-2-propyn-1-ol AwiwNy A
131.0 13.00
m/z 133.05 23.07%
103.0
5000
77.0
i )
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: 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 21 1-Phenyl-1-butene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.292 3.93 ug/L 51979 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 70

Abundance Scan 2002 (13.292 min): VX02599
1

1.D\data.ms (-1999) (-

m/z 117.05 100.00%

1r.1
5000
Mo ; {Jfkvw
13.00 13.50
01 m/z 119.10  45.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 - AN
13.00 13.50
91.0 o
m/z 132.05  43.45%
51.0 ‘
0 \\\‘2\7‘\"9\"‘\\“1”\“?9.\(?‘1“‘\\‘1\‘HU‘H ‘\‘U‘\‘\‘\\H‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
Uk g
13.00 13.50
5000 m/z 115.00  27.58%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 W /\
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- - 0
117.0 13.00 13.50
m/z 91.10 23.51%
5000
91.0
70 L0 ‘
Il O OO . NI N NN B L o A
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.384 2.84 ug/L 37539 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 58
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53

Abundance Scan 2017 (13.384 min): VX025991.D\data.ms (-2014) (- m/z 57.10 100.00%
57.1

- w
— —
%81 1191 13.00 13.50
o"""JH‘HMMHV%J‘M”‘\"JM“,H}“‘P:?‘lﬁ%?f?f‘;l‘ m/z 43.10  45.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — s
13.00 13.50
200 98.0 m/z 71.10 44 .13%
O\\‘\H‘\\“‘\\\‘H“\\“7\9‘.9\\\““\\1‘\’\\\].\4‘1\.\0\\‘\\\}‘8\4.;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
— —
13.00 13.50
5000 m/z 41.10  34.07%
29.0
‘ 98.0
O e 4790 L3410 1690
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- — —
57.0 13.00 13.50
m/z 56.05 17.38%
5000
Ober ol 780 T 410 ae90 o PTT W
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX@25991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.M
: 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 23 3-Buten-2-one, 4-phenyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13501 2.79 ug/l 36808  1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 4-phenyl- 146 CloHieo 000122-57-6 50

2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14

006682-71-9 46

3 2-Propenal, 3-(4-methylphenyl)- 146 C1@H1e0 001504-75-2 43
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 41
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 41

Abundance Scan 2051 (13.591 min): VX025991.D\data.ms (-2046) (-

m/z 131.05 100.00%

131.1
5000 W
NP
13.50
o} m/z 133.05 64.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24926: 3-Buten-2-one, 4-phenyl-
103.0 131.0
5000 77.0 N\AN/\AN\ ! ‘
51.0 13.50
m/z 180.00 57.69%
0270 ‘\\‘\\“H\\\‘\\!\‘}‘\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 A /\h
T T ‘ T \A T ‘ L
13.50
5000 ITI/Z 146.15 48.18%
39.0 65.0 91‘-0 | ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #24946: 2-Propenal, 3-(4-methylphenyl)- b b — winL ‘
131.0 13.50
m/z 182.00 39.10%
5000 91.0
39.0 65.0 /l
0Fr “L”“M“HWM“‘JW ol “*“‘ - WM\ e 1 I (\A‘“ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 24 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.780 69.89 ug/L 923275 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Naphthalene 128 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 2082 (13.780 min): VX025991.D\data.ms (-2077) (- m/z 128.05 100.00%
128.1
5000
1350 1400
511 740 1021 . .
O Tl 1491 107 10 12.64%
miz-> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 —r ——
13.50 14.00
m/z 129.05 10.63%
510 750 1020
O\\\\‘\\\\‘\\“\\‘W\\HV“\\\\"‘\\\\‘\‘\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #13681: Azulene
128.0
e —
13.50 14.00
5000 m/z 102.10 8.94%
5.0 102.0
28.0 :
S PO IO I R
miz--> 20 40 60 80 100 120 140
Abundance #13684: Naphthalene — —
128.0 13.50 14.00
m/z 51.10 7.71%
5000
51.0 74.0 102.0 ‘
o280 —— —
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

13.847 2.90 ug/L 38347 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 59
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
3 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 53
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 50
5 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 50

Abundance Scan 2093 (13.847 min): VX025991.D\data.ms (-2089) (-~ m/z 57.10 100.00%

57.1
5000
112.1 ~ el
Wk H 146 R 1350 14.00
0““HHVHMHHJ‘”M ‘q““h el ‘HHW\\\M\\\W\\ m/z 71.10 91.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 — o
112.0 13.50 14.00
m/z 43.10 64.48%
5.0
O\‘\\\\‘\\\H‘\\‘M\“U\\\‘\\\‘\‘\]_\3\3\‘0\]\-5\\5‘()\\\1\-8‘3\\0\\‘\\
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0
— —
13.50 14.00
5000 m/z 41.05 39.69%
113.0
29.0
| 85.0 142.0
ottt e e A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33100: Octane, 2,3,7-trimethyl- — —
57.0 13.50 14.00
m/z 112.10 24.77%
5000
29.0 ‘
850 113.0 j\,\ A
o d 020 Y Lhandwl Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 26 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.219 3.15 ug/L 41594  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 91
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
Abundance Scan 2154 (14.219 min): VX025991.D\data.ms (-2150) (-  m/z 131.00 100.00%
131.0
5000
s Pl
519 30 “ 1621 14.00 14.50
0 b~ 2071 /7 146,05 28.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 A“W 0 Af\]kk M\
14.00 14.50
m/z 133.00 24.66%
‘39‘0 ‘\63\\\ L 910 h\ LM \‘\
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
— I
14.00 14.50
5000 m/z 114.95 22.52%
9.0
630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- — T
131.0 14.00 14.50
m/z 145.15 14.54%
5000
91.0
39.0 63.0 ‘ ‘
S IR VT ST S Y ML MUV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 27 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.481 3.24 ug/L 42795 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 60
2 4-Methyl-2H-benzopyrane 146 C10H1e0 021776-94-3 55
3 1H-Indazole, 5,7-dimethyl- 146 CO9H1ON2 043067-41-0 52
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 49
5 1-Methylindan-2-one 146 C10H1e0 035587-60-1 46
Abundance Scan 2197 (14.481 min): VX025991[Ndmarns(2193)( m/z 131.05 100.00%
31.1
71.0 105.1 160.1
bbbt ¥
(R “‘H‘ I M ‘ Lw‘\ I “‘Ju\“m d ! _HJ il n/z 145.05  61.85%
m/z--> 20 100 120 140 160
Abundance #25049. Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 JL A
105.0 14.50
m/z 146.05 55.60%
39.0 77.0 ‘
O ‘\\\\“‘!\““ M\h\ \‘M‘\\‘}\“M‘\\ “Hu‘\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #24919: 4-Methyl-2H-benzopyrane
131.0
N LVANIAN NI
14.50
5000 m/z 118.00 41.25%
77.0
51.0 105.0 ‘
SR UV WY
miz--> 20 80 100 120 140 160 /\ NW\
Abundance #25693: 1H-Indazole, 5,7-dimethyl- wkn [y pnp e f WV g
146.0 14.50
m/z 117.00 31.90%
5000
39.0 65.0 91.0 119.0
0 "u‘“‘uuu"uh‘m‘mwwm#“‘mw:‘m_”
m/z--> 20 40 60 80 100 120 140 160 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 28 1,4-Methanonaphthalene, 1,4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780  21.18 ug/L 279797 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C1l1H1e 000090-12-0 94
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93

Abundance Scan 2246 (14.780 min): VX025991[Ndmarns(2240)( m/z 142.00 100.00%

2.0
5000 115.1

63.0 14.50 15.00
89.1 | 1650  206.9

O et b sl 1690 2069 7 141.05  89.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 ! T
115.0 14.50 15.00

m/z 115.10  38.38%

71.
‘\\\\‘\59\\“‘\\“\\0‘\9\2\\‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
——

=
14.50 15.00

o

m/z 139.05 11.49%
5000 115.0
3900, 030, 590 I
) S Y N VY RN | ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl- L s
142.0 14.50 15.00

m/z 143.05 11.01%

5000
115.0
39.0 63.0 890 Il
0 b Ll e ‘

=
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122321\
Data File : VX025991.D

Acqg On : 24 Dec 2021 00:09

Operator : JC/MD

Sample : M5154-03ME

Misc : 6.66g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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|
unknown-01 1.569 2.6 ug/L 261306 1 6.763 505108 50.0
(DEL) Alkane: S.. 10.586 2.8 ug/L 33493 2 10.055 599089 50.0
(DEL) Alkane: S.. 10.781 5.4 ug/L 64496 2 10.055 599089 50.0
(DEL) Alkane: C.. 10.854 4.2 ug/L 49702 2 10.055 599089 50.0
(DEL) Alkane: S.. 11.031 2.7 ug/L 32049 2 10.055 599089 50.0
(DEL) Alkane: S... 11.086 3.4 ug/L 44514 3 12.024 660485 50.0
Benzene, 1l-ethy... 11.384 4.0 ug/L 53310 3 12.024 660485 50.0
Benzene, 1l-ethy... 11.616 2.8 ug/L 37388 3 12.024 660485 50.0
(DEL) Alkane: S... 11.841 3.1 ug/L 41064 3 12.024 660485 50.0
(DEL) Alkane: S... 11.890 2.9 ug/L 37624 3 12.024 660485 50.0
(DEL) Alkane: C... 11.939 5.8 ug/L 77327 3 12.024 660485 50.0
Benzene, 1,2,3-... 12.091 6.9 ug/L 91492 3 12.024 660485 50.0
unknown-02 12.152 3.1 ug/L 41198 3 12.024 660485 50.0
Indane 12.244 40.2 ug/L 531256 3 12.024 660485 50.0
Indene 12.415 7.5 ug/L 99043 3 12.024 660485 50.0
Benzene, 1-meth... 12.469 4.3 ug/L 56524 3 12.024 660485 50.0
Benzene, 4-ethy... 12.536 2.6 ug/L 33982 3 12.024 660485 50.0
Benzofuran, 7-m... 12.890 4.9 ug/L 64609 3 12.024 660485 50.0
Benzene, 1l-ethy... 12.969 5.9 ug/L 77580 3 12.024 660485 50.0
1-Phenyl-1-butene 13.292 3.9 ug/L 51979 3 12.024 660485 50.0
(DEL) Alkane: S... 13.384 2.8 ug/L 37539 3 12.024 660485 50.0
3-Buten-2-one, ... 13.591 2.8 ug/L 36808 3 12.024 660485 50.0
Azulene 13.780 69.9 ug/L 923275 3 12.024 660485 50.0
(DEL) Alkane: S... 13.847 2.9 ug/L 38347 3 12.024 660485 50.0
1H-Indene, 2,3-... 14.219 3.1 ug/L 41594 3 12.024 660485 50.0
Naphthalene, 1,... 14.481 3.2 ug/L 42795 3 12.024 660485 50.0
1,4-Methanonaph... 14.780 21.2 ug/L 279797 3 12.024 660485 50.0
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