LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 48 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@26092.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.27e 26 30 41 rvW 128877 122085 ©0.56% 0.140%
2 1.361 41 45 46 rvVv 354659 393897 1.82% 0.452%
3 1.373 46 47 53 rVV2 411830 357945 1.65% 0.411%
4 1.672 91 96 97 rBV 93393 106744 ©.49% 0.122%
5 1.691 97 99 105 rVB 125137 143200 0.66% 0.164%
6 1.751 105 109 120 rVB 63474 88691 0.41% 0.102%
7 1.971 139 145 154 rVB3 63008 129975 0.60% 0.149%
8 2.221 181 186 194 rVB 176682 273377 1.26% 0.314%
9 2.318 194 202 209 rBV3 276248 631098 2.92% 0.724%
106 2.386 209 213 219 rVB 79403 121550 0.56% 0.139%
11  2.794 276 280 289 rVW2 64579 141299 0.65% 0.162%
12 2.873 289 293 304 rVvwV5 31336 92400 0.43% 0.106%
13 3.617 402 415 429 rBV 1266605 2996012 13.84% 3.436%
14  3.739 429 435 445 rVB 34539 85201 ©.39% 0.098%
15 4.312 521 529 534 rBV2 34036 99534 0.46% 0.114%
16 4.495 543 559 585 rVB2 808680 2570889 11.88%  2.948%
17 5.062 641 652 664 rBV 122536 377911 1.75% 0.433%
18 5.202 664 675 690 rVvB2 71315 233856 1.08% 0.268%
19 5.391 693 706 717 rBV 1118052 3480264 16.08% 3.991%
20 5.976 789 802 807 rBv2 298169 886779 4.10% 1.017%
21 6.043 807 813 829 rVB 417069 1103325 5.10% 1.265%
22 6.202 829 839 855 rvB 41790 146667 0.68% 0.168%
23  6.360 855 865 879 rVB6 29746 116257 ©.54% 0.133%
24 6.769 923 932 940 rBV 216800 548413 2.53% 0.629%
25 7.129 984 991 997 rBV2 222334 515875 2.38% 0.592%
26 7.311 1013 1021 1028 rBV 196722 432369 2.00% 0.496%
27 7.385 1028 1033 1040 rVV2 50665 107908 ©0.50% 0.124%
28 7.799 1092 1101 1109 rBV 996233 1714767 7.92% 1.967%
29 8.147 1152 1158 1163 rVB 60012 94616 0.44% 0.109%
30 8.330 1181 1188 1200 rVB 146970 260313 1.20% 0.299%
31 8.506 1210 1217 1220 rBV2 71534 118378 ©.55% 0.136%
32 8.580 1220 1229 1235 rVB2 536366 1123862 5.19% 1.289%
33 8.653 1235 1241 1246 rBV 453711 716591 3.31% 0.822%
34 8.726 1246 1253 1260 rBV 13780626 21643544 100.00% 24.822%
35 8.951 1283 1290 1296 rBV2 108879 158627 ©.73% 0.182%

36 9.012 1296 1300 1307 rVB 106483 166468 0.77% ©.191%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 48 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 9.098 1308 1314 1321 rBV 82292 145597 0.67% 0.167%
38 9.274 1340 1343 1347 rVB 95474 115660 ©.53% 0.133%
39 9.342 1351 1354 1357 rBV 112600 135899 0.63% 0.156%
40  9.384 1357 1361 1366 rVB 464142 606310 2.80% 0.695%
41  9.433 1366 1369 1373 rBvV2 72859 102040 0.47% 0.117%
42 9.482 1373 1377 1384 rVB 1913565 2577866 11.91% 2.956%
43 9.579 1389 1393 1403 rVB 124594 199503 0.92% 0.229%
44  9.915 1443 1448 1458 rBV 1113702 1391886 6.43% 1.596%
45 10.055 1459 1471 1475 rBV 470908 807203 3.73% 0.926%
46 10.091 1475 1477 1483 rVB2 141185 191650 0.89% 0.220%
47 10.195 1489 1494 1500 rBV 1760121 2282215 10.54% 2.617%
48 10.305 1504 1512 1519 rVB 5243124 7152874 33.05%  8.203%
49 10.402 1519 1528 1531 rBv2 171283 314809 1.45% 0.361%
50 10.439 1531 1534 1541 rVB 354553 522139 2.41% 0.599%
51 10.646 1563 1568 1572 rBV 3117996 4074781 18.83% 4.673%
52 10.768 1581 1588 1597 rBV2 644376 1043292 4.82% 1.196%
53 10.902 1605 1610 1615 rVB3 152663 263196 1.22% 0.302%
54 10.963 1615 1620 1625 rVB 172995 233830 1.08% 0.268%
55 11.085 1634 1640 1644 rBV5 70342 138596 ©0.64% 0.159%
56 11.189 1649 1657 1662 rVB2 404391 848086 3.92% 0.973%
57 11.274 1667 1671 1673 rBV 199825 246590 1.14% 0.283%
58 11.305 1673 1676 1680 rVB 267148 319852 1.48% 0.367%
59 11.378 1681 1688 1695 rVB 982384 1770943 8.18% 2.031%
60 11.451 1695 1700 1712 rVB 601215 861990 3.98% 0.989%
61 11.573 1712 1720 1723 rBV3 75105 125193 0.58% 0.144%
62 11.616 1723 1727 1735 rVB 587260 799682 3.69% 0.917%
63 11.701 1736 1741 1745 rBV4 64080 100267 0.46% 0.115%
64 11.756 1745 1750 1754 rBV 2089045 2542196 11.75% 2.916%
65 11.798 1754 1757 1760 rBV 196247 207335 ©0.96% 0.238%
66 11.841 1760 1764 1767 rBV 89588 101405 0.47% 0.116%
67 11.890 1767 1772 1776 rVB4 139040 240230 1.11% 0.276%
68 11.969 1779 1785 1789 rBV2 753213 909825 4.20% 1.043%
69 12.024 1789 1794 1800 rVB2 561909 813238 3.76% 0.933%
70 12.091 1800 1805 1811 rBV 1083974 1492371 6.90% 1.712%
71 12.152 1811 1815 1822 rVB2 166373 232279 1.07% 0.266%
72 12.243 1822 1830 1833 rBV4 604767 996070 4.60% 1.142%
73 12.323 1838 1843 1851 rVB3 798343 1223048 5.65% 1.403%
74 12.414 1854 1858 1862 rVV3 61530 87289 0.40% 0.100%
75 12.463 1862 1866 1871 rVB 123705 178967 ©.83% 0.205%

76 12.530 1871 1877 1879 rBV2 166915 235803 1.09% 0.270%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 48 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 12.554 1879 1881 1886 rVV 127913 153921 0.71% 0.177%
78 12.615 1887 1891 1894 rVV 217937 249884 1.15% 0.287%
79 12.701 1898 1905 1912 rVV2 551675 865774 4.00% 0.993%
80 12.762 1912 1915 1918 rVvV2 120098 181948 0.84% 0.209%
81 12.798 1918 1921 1924 rVV 189402 219908 1.02% 0.252%
82 12.847 1924 1929 1935 rVB3 114089 177237 0.82% 0.203%
83 12.908 1935 1939 1945 rBV2 313758 538190 2.49% 0.617%
84 12.963 1945 1948 1953 rVV 291137 362439 1.67% 0.416%
85 13.018 1953 1957 1961 rVB2 70148 86688 0.40% 0.099%
86 13.170 1978 1982 1985 rVB 139796 155398 0.72% 0.178%
87 13.292 1992 2002 2009 rBvV2 526851 864087 3.99%  0.991%
88 13.426 2016 2024 2026 rBV3 159810 294518 1.36% 0.338%
89 13.579 2046 2049 2056 rVB4 89682 159006 0.73% 0.182%
90 13.664 2057 2063 2070 rVB3 92393 190478 ©.88% 0.218%
91 13.780 2074 2082 2086 rBV 1038522 1493167 6.90% 1.712%
92 13.859 2091 2095 2101 rBV3 103543 180414 0.83% 0.207%
93 13.926 2102 2106 2111 rVB2 128534 172644 0.80% 0.198%
94 14.219 2149 2154 2158 rBV3 74106 139587 ©0.64% 0.160%
95 14.639 2219 2223 2233 rVB 624678 795674  3.68% 0.913%
96 14.780 2242 2246 2252 rBV 449331 568236 2.63% 0.652%
97 15.481 2356 2361 2365 rBV 57629 91303 0.42% 0.105%
98 15.615 2376 2383 2386 rBV 94874 148653 ©0.69% 0.170%
99 15.651 2386 2389 2396 rVB2 55588 87840 0.41% 0.101%
100 15.840 2409 2420 2432 rVB2 29505 85882 0.40% ©0.098%
Sum of corrected areas: 87195568
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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

Abundance TIC: VX026092.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
1.270 11.13 ug/L 122085 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4H1e 000075-28-5 59
3 Isobutane 58 C4H1ie 000075-28-5 59
4 Isobutane 58 C4H1e 000075-28-5 53
5 Isobutane 58 C4H1e 000075-28-5 53
Abundance  Scan 30 (1.270 min): VX026092.D\data.ms (-26) (-) m/z 43.10 100.00%
43.
e
‘ 570 oo 120 140 1.60
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘i\\‘\\‘\\\‘\“\\\\‘\\\\‘\\\.\‘\\ m/z 41.19 59.7200
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #268: Isobutane
43.0
5000 \‘\\\\‘\\\\‘\\\/\\
27.0 1.20 140 1.60
m/z 42.10 34.27%
15.0
) ‘ N ‘ 57.0
\\\‘\\\\‘\}\\‘\\}\‘\\\\i\}\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\
miz-> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0
BRI e e
1.20 140 1.60
5000 m/z 39.10 23.68%
27.0
15.0 58.0
A R R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #270: Isobutane e
43.0 120 140 1.60
m/z 57.00 4.007%
5000
27.0
150 ‘ 1 “ | 5%0
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
1.751 8.09 ug/L 88691 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 33
5 1-Butene 56 C4H8 000106-98-9 14
Abundance Scan 109 (1.751 min): VX026092.D\data.ms (-105) (-) m/z 43.10 100.00%
43.1
57.1
5000
R N e SRR
‘ 722 1.40 1.60 1.80 2.00
\\\’\\\\‘\\\\‘\\\\’\\\w}\\\\i\‘\‘\}‘\\\\“\‘\\\‘\\\9\‘].\.(\)\\’ m/z 41.19 92.3100
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 2.0
1.40 1.60 1.80 2.00
15.0 m/Z 42.05 82.30%
‘ 72.0
\\\’.\\\\‘\{\\‘\\11’\\\\}\}\\“\‘\‘\{‘\\\\‘1\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
43.0
570 1.40 1.60 1.80 2.00
5000 m/z 57.18  59.72%
29.0
15.0 72.0
T e e
miz--> 0 10 20 30 40 50 60 70 80 90 M/\A J\
Abundance #752: 3-Buten-1-ol A e e
42.0 1.40 1.60 1.80 2.00
m/z 39.05 32.43%
5000
27. ‘ 20
57.0 .
m,wﬁ?’:?w‘:‘,mM ‘1H_w‘w“!m‘w_m
m/z--> 0 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 43
R.T. EstConc Area Relative to ISTD R.T.
1.971 11.85 ug/L 129975 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
2 2-Methyl-1-butene 70 C5H10 000563-46-2 86
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 70
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 68
Abundance Scan 145 (1.971 min): VX026092.D\data.ms (-139) (-) m/z 55.05 100.00%
55.0
5000 39.1
70.1
‘ 1.60 1.80 2.00 2.20
el bl e 1070 s 39,10 42.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #649: 2-Butene, 2-methyl-
55.0
5000
41.0 70.0 1.60 1.80 2.00 2.20
27.0 m/z 42.10  41.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
55.0
RS R
1.60 1.80 2.00 2.20
5000 m/z 41.05 33.98%
42.0
20.0 70.0
15.0
T T e T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #666: Cyclopropane, 1,2-dimethyl-, trans- R AR
55.0 70.0 1.60 1.80 2.00 2.20
39.0 m/z 70.10 33.53%
5000
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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: Cyclic2.221 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
2.221  24.92 ug/L 273377 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86

4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80

Abundance Scan 186 (2.221 min): VX026092.D\data.ms (-181) (-) m/z 55.10 100.00%

55.1
5000 70.1
39.0
‘ ‘ 62.0 1.80 2.00 2.20 2.40 2.60
‘HH‘\H\‘HH‘\H\‘\H\‘H\\‘H‘\‘\}H\‘\ﬁ??ﬁh\‘\‘H\‘H'\\‘\}H“\‘H\‘HH‘H m/z 79.19 44.3900
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 1.80 2.00 2.20 2.40 2.60
290 m/z 39.05 33.90%
| ',
‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH \H\‘HH‘HH‘HH‘HH‘H

miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

%

Abundance
55.0
1.80 2.00 2.20 2.40 2.60
5000 70.0 ITI/Z 41.10 30.56%
41.0
29.0
15.0 62.0
[P T P T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #650: 1-Butene, 3-methyl- I S B B
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 22.71%
5000
280 390 70.0
150 H‘ H H‘ | - |
‘w‘mwm‘mwwm‘m FrH T REREE R AR

m/z--> 5 10 15 20 25 30 35 O 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
3.739 7.77 ug/L 85201 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
2 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
3 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
4 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 86
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
Abundance Scan 435 (3.739 min): VX026092.D\data.ms (-429) (-) m/z 69.10 100.00%
69.1
41.0
5000
84.0
H‘H‘w‘u‘,u‘w‘u“
53.0 3.40 3.60 3.80 4.00
e e e i e m/z 41.05  79.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000 LI L L L L I R
84.0 3.40 3.60 3.80 4.00
70 550 m/z 84.05  32.90%
\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘1‘\\\“\‘\‘1\‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
41.0 /\
H‘H‘w‘u‘,u‘w‘u“
69.0 3.40 3.60 3.80 4.00
5000 m/z 39.00 22.48%
84.0
27.0 55.0
R A o o e S
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1708: Cyclopropane, 1,1,2-trimethyl- EammmanEeEEE R
41.0 3.40 3.60 3.80 4.00
m/z 67.00 10.30%
69.0
5000
84.0
27.0
w0 | %
‘H"H"H“_"w"m“u“u“_“w“u“u“u‘ R e R RNREE
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 (DEL) Alkane: Cyclic4.312 Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
4.312 9.07 ug/L 99534  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87

2 Cyclopentane, methyl- 84 C6H12 000096-37-7 72

3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72

4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
Abundance Scan 529 (4.312 min): VX026092.D\data.ms (-521) (-) m/z 56.10 100.00%

56.1
41.1
5000 69.0 /\Jk

A
H ‘ 84.0 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\\}\‘\\\“\H ‘\“\\\‘\‘“\\\\‘\!\\‘\\\ m z 41 19 53 280

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 690 UL LA B R I R B
4.00 4.20 4.40 4.60
m/z 69.05 43.47%
28.0 “ ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\” \‘\\\‘1‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
R RREEELEE e
41.0 4.00 4.20 4.40 4.60
5000 m/z 39.10 25.83%
69.0
27.0
84.0
1.0 15.0
R A B e R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl- P ey
410 56.0 4.00 4.20 4.40 4.60

m/z 55.10  24.99%

5000
27.0 690 g49
15.0 \‘ I
‘ i L1y L

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘V\\\‘\\\\‘\\\\’

m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 10 Cyclopentene, 1-methyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
5.202 21.32 ug/L 233856 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
4 1,4-Hexadiene, (Z)- 82 CeH1e 007318-67-4 87
5 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 86
Abundance Scan 675 (5.202 min): VX026092.D\data.ms (-664) (-) m/z 67.10 100.00%
67.1
5000
82.0
39.0 RS H -
‘ 53.1 4.80 5.00 5.20 5.40 5.60
“w“"_‘“‘H‘:H‘H‘QUJH“ﬂeM“mﬂ&u“‘w‘ m/z 82.85 29.50%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1405: Cyclopentene, 1-methyl-
67.0
5000 DL U R A R
4.80 5.00 5.20 5.40 5.60
39.0 82.0 m/z 39.05 21.49%
27.0 ‘ ‘ 53.0
\\\‘\\\-\‘\\\‘\‘\\\\‘\\\\i‘\‘}\\‘\\‘\\‘\\\‘\“‘ \\\‘\\\
miz--> 10 20 30 50 60 70 80 90
Abundance
67.0
R e e
4.80 5.00 5.20 5.40 5.60
5000 82.0 m/z 81.10 15.52%
39.0
27.0 53.0
15.0
T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1409: Cyclopentene, 1-methyl- R A RARE RS
67.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 14.94%
5000
390 82.0
53.0
‘H‘}ﬁq‘H“‘H‘Jw“WWEH“MJ‘H‘NJ“‘_“ R ARSARRRE s
m/z--> 10 20 30 40 50 60 70 4.80 5.00 5.20 5.40 5.60

SFAMXLM122321WMA.M Sun Jan 02 05:16:12 2022

Page:

11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 Ethane, 1,1,1-trichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.391 317.30 ug/L 3480260 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 91
2 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 91
3 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 90
4 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 86
5 Ethane, 1,1-dichloro-1-nitro- 143 C2H3C12NO2 000594-72-9 50
Abundance Scan 706 (5.391 min): VX026092.D\data.ms (-693) (-) m/z 96.95 100.00%
97.0
5000 61.0 /\»
Ramas e A RARE
116.8
37.0 M‘ 81.9 | ‘ ‘ 5.00 5.20 5.40 5.60 5.800
Ot e e e e e m/z 98.95 64.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #16198: Ethane, 1,1,1-trichloro-
97.0
5000 610 N N L R
5.00 5.20 5.40 5.60 5.80
117.0 m/z 61.00 46.27%
\H‘\\\\‘\\1‘\‘\\‘\\‘\4\7\‘0\\\\“\\\‘\\\\8‘2\\9\‘\H}‘HH‘\HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
97.0
e A RAR R
5.00 5.20 5.40 5.60 5.80
5000 61.0 m/z 63.00 15.15%
26.0 117.0
47.0 82.0
T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #16192: Ethane, 1,1,1-trichloro- Ramas e RARE
97.0 5.00 5.20 5.40 5.60 5.80
m/z 116.85 12.74%
5000 61.0
26.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 (DEL) Alkane: Cyclic7.385 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
7.385 9.84 ug/L 107908 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 90
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 83
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 72
4 1H-Pyrazole, 4,5-dihydro-4,5-dim... 98 C5H10N2 028019-94-5 59
5 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H10N2 005775-96-2 59
Abundance Scan 1033 (7.385 min): VX026092.D\data.ms (-1028) (-) m/z 83.05 100.00%
55.1 83.0
98.1
5000 41.1
69.0 BEARR RS R
‘ ‘ | 7.00 7.20 7.40 7.60 7.80
\\’\\H‘H\\‘\\H}\‘\\\i\‘H\‘\‘H\!‘\H‘\“H‘H‘\H‘\“HH m/Z 55.10 85.8900
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3751: Cyclohexane, methyl-
55.0 83.0
41.0
5000 98.0 RSN R R
7.00 7.20 7.40 7.60 7.80
210 ‘ 70.0 m/z 98.10  56.99%
’15.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
55.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
7.00 7.20 7.40 7.60 7.80
5000 41.0 98.0 m/z 41.10 45.76%
270 70.0
15.0
R e A mE o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3754: Cyclohexane, methyl- RRERREEmEssE SR
55.0 83.0 7.00 7.20 7.40 7.60 7.80
m/z 39.10 29.58%
5000 41.0
98.0
69.0
il
","H‘HM"H‘i“"““1m‘HHlluu‘!lwmwuu
m/z--> 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60 7.80

SFAMXLM122321WMA.M Sun Jan 02 05:16:13 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 n-Propyl acetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.799 156.34 ug/L 17147760  1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 78
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 78
5 n-Propyl acetate 102 C5H1002 000109-60-4 64

Abundance Scan 1101 (7.799 min): VX026092.D\data.ms (-1092) (-) m/z 43.05 100.00%
43.0

9.

5000
61.1
IDSD X —
‘ ‘ 770 671 1000 7.40 7.60 7.80 8.00 8.20
bl et L 8L 1010 s 6110 27.79%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 I N R

7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.00 14.72%

73.0
\\‘\\\\‘\2\3\?\\\\“1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\1‘()\3\\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

7.40 7.60 7.80 8.00 8.20

5000 m/z 42.05 11.19%
61.0
73.0
150 27.0 87.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4779: n-Propyl acetate REEEsREEESEEE S SRR

43.0 7.40 7.60 7.80 8.00 8.20

m/z 41.05 9.38%

m/z-->

5000
61.0
73.0
15.0 27.0 I
N BN b o e e e A A S SR

10 20 30 40 50 60 70 80 90 100 110

7.40 7.60 7.80 8.00 8.20

SFAMXLM122321WMA.M Sun Jan 02 05:16:14 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 19 Methyl Isobutyl Ketone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.579 69.61 ug/L 1123860 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 91
2 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 80
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 80
4 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 64
5 2-Hexanone 100 C6H120 000591-78-6 50
Abundance Scan 1229 (8.579 min): VX026092.D\data.ms (-1220) (-) m/z 43.10 100.00%
43.1
5000
58.1
85.1
| ‘ ‘ 120 10‘0'1 s 8.20 8.40 8.60 8.80 9.00
. 112. o
i e S e e e m/z 58.18 36.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4357: Methyl Isobutyl Ketone
43.0
5000 L L B I I R
58.0 8.20 8.40 8.60 8.80 9.00
85.0 100.0 ITI/Z 57.05 24 .85%
il N
\\\‘\\‘\}‘\\\‘\“\\\\“}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
8.20 8.40 8.60 8.80 9.00
5000 58.0 m/z 41.10 23.81%
100.0
. 290 85.0
15. 72.0
R R R aaa R e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4355: Methyl Isobutyl Ketone I EmEREEEASE SN
43.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10 16.68%
5000
58.0
s0.90 || gy 0
T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 23 Propanoic acid, propyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.482 159.68 ug/L 2577870  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
Abundance Scan 1377 (9.482 min): VX026092.D\data.ms (-1373) (-) m/z 57.10 100.00%
57.1
5000 75.0
43.1
‘ 88.0 9.20 9.40 9.60 9.80
el it 880 1041 s 75,05 41.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
29.0
75.0
5000 L B L B L B LR
9.20 9.40 9.60 9.80
43.0 m/z 43.10 21.47%
15.0’."
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
R ARMABARNEEES
9.20 9.40 9.60 9.80
m/z 41.10 14.78%
5000 290 75.0
43.0
15.0
B R ARR e R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester R e e e
57.0 9.20 9.40 9.60 9.80
m/z 42.10 9.61%
5000 75.0
29.0
43.0
u‘\\h‘\u‘l“uu“H‘u\‘\m1“u\\‘\1u,\m"\m‘\m,\m‘m e AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 1Isopropyl butyrate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.915 86.22 ug/L 1391890 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 94
2 Isopropyl butyrate 130 C7H1402 000638-11-9 91
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
Abundance Scan 1448 (9.915 min): VX026092.D\data.ms (-1443) (-) m/z 43.10 100.00%
3.1
71.1
5000
89.0
—A
115.1 10.00
‘ ‘ 130.2 o
“WHH‘HH_‘NNN‘_HM‘HWJHWH‘WHH‘HH_JH_H‘_H“ m/z 71.10 73.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropy! butyrate
43.0
71.0
5000 T
89.0 10.00
' m/z 41.10 31.68%
27.0
H\‘\H\‘\\\‘\‘HH“M}‘H‘?\?\.‘PH\‘H\H‘H\!‘HH‘MHJ‘-\].\?;?H]-?R-\OH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 71.0
—4
10.00
m/z 89.05  28.29%
5000 89.0
27.0
115.0
13.0 57.0 130.0
o RmaaR L b A Rt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #15400: Isopropy! butyrate R B
43.0 10.00
m/z 39.10 14.69%
71.0
5000
89.0
S O YA o S O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 Thiophene, tetrahydro-3-met... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.402 19.50 ug/L 314809 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 98
2 Thiophene, tetrahydro-3-methyl- 102 C5H1eS 004740-00-5 96
3 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 52
4 Thiophene, tetrahydro-2-methyl- 102 C5H1es 001795-09-1 46
5 1-Butene, 1-(methylthio)-, (Z)- 102 C5H1esS 017414-15-2 38

Abundance Scan 1528 (10.402 min): VX026092.D\data.ms (-1519) (- m/z 102.10 100.00%
60.0 102.1

41.1

74.0 g7 0
5000

%.

H\‘HH‘HH‘HH‘\MHHHH‘H‘HH‘HH‘HH"H\‘\:L\]\-\s"\ou m/Z 59.95 86.28%

m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
60.0
5000 74.0 87.0

27.0 10.00 10.50
m/z 41.10 66.19%

T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
60.0 102.0

41.0 - L

il ‘H“‘ ‘\ ‘ LIl i \‘

10.00 10.50
5000 740 g7 9 m/z 74.85 56.84%
27.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4718: 2-Thiazolamine, 4,5-dihydro-
102.0 10.00 10.50
60.0 m/z 87.00  53.05%
5000
43.0
28.0
15(\) \“ ul ‘u ‘\ 74‘70 i
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 29 Thiophene, tetrahydro-2,5-d... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.439  32.34 ug/L 522139 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 72
2 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 72
3 1,2,4-Thiadiazole, 5-amino- 101 C2H3N3S 007552-07-0 47
4 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 45
5 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 43

Abundance Scan 1534 (10.439 min): VX026092.D\data.ms (-1531) (- m/z 101.10 100.00%

101.1
5000 116.1
411 590 ' |
e
‘ ‘%3 0 880 129.0 10.50
Ot i 880 Ll 3290 sz 116,10 37.09%
m/z--> 20 30 40 50 60 70 80 90 100 110120130
Abundance  #9368: Thiophene, tetrahydro-2,5-dimethyl-, trans-
101.0
AN /\/\J\
5000 59.0 116.0 1050
41.0 74.0
27.0 m/z 41.10 28.74%

i
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance
101.0

—T
10.50

m/z 59.00 28.45%
5000 59.0 116.0
27.0 410 74.0
87.0
R RA i R o R E e e S
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #4502: 1,2,4-Thiadiazole, 5-amino-
74.0 101.0 10.50
m/z 69.10 22.00%
5000 59.0
43.0
—T
m/z--> 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 30 p-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.646 252.40 ug/L 4074780  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 p-Xylene 106 C8H1e0 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 1568 (10.646 min): VX026092.D\data.ms (-1563) (- m/z 91.05 100.00%
91.0
5000 106.1 /\
51.1 771 ‘ 1050 11.00
Obrreeeprrrs 300 il il bl 1281 myz 106.10 45.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5719: o-Xylene
91.0
5000 106.0 A e —
10.50 11.00
m/z 105.05 18.90%
51.0 77.0
H’HH‘%Z\‘?H\“\H\H}‘\HH‘\‘H’H\U’H\\“l\\\‘\‘h‘\‘\H\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
91.0
adl Nk
10.50 11.00
5000 106.0 m/z 77.10 13.07%
270 51.0 77.0
T T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 j\
Abundance #5727: 0-Xylene P A
91.0 10.50 11.00
m/z 51.10 11.27%
5000 106.0
39.0 77.0
e |
SN N O TN S N [ —— A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 31 2-Heptanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.768 64.62 ug/L 1043290 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Heptanone 114 C7H140 000110-43-0 91
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 90
Abundance Scan 1588 (10.768 min): VX026092.D\data.ms (-1581) (- m/z 43.10 100.00%
43.1
58.1
5000
10.50 11.00
72.1 99.1 114.1
0 HwWHHWUJ:"_m“HH%HWWWH_1“_‘1‘3‘9-‘1‘“ m/z 58.10  61.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8418: 2-Heptanone
43.0
58.0
5000 b —
10.50 11.00
27.0 m/z 71.10  15.59%
114.0
H\11\3\.‘9‘\\\‘}“H\\“‘\‘{H‘\\‘\\“\\\\7%'\0\\‘\\\\‘\??“9\\‘\}H‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
58.0 10.50 11.00
5000 m/z 41.10 12.83%
27.0
72.0 99.0 114.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8424: 2-Heptanone —T —T
43.0 10.50 11.00
m/z 59.05 10.42%
58.0
5000
27.0
e e e e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 32 trans-2,3-Dimethylthiophane Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.902 16.30 ug/L 263196 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 60
2 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 41
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 35
4 Hexanenitrile 97 C6H11N 000628-73-9 27
5 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 27
Abundance Scan 1610 (10.902 min): VX026092.D\data.ms (-1605) (- m/z 41.10 100.00%
41.1
69.1 101.1
5000 5.1
116.1
T —
H “ 51 | 10.50 11.00
H_H‘_H‘_H:LMMWH‘MM Muu‘ul_ﬂMwuw‘uw‘uw‘u‘ m/z 101.10  64.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9349: trans-2,3-Dimethylthiophane
101.0
5000 116.0
40 o 10.50 11.00
74.0 m/z 69.10  58.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
41.0 101.0
= —
10.50 11.00
5000 m/z 43.10 57.64%
60.0 86.0
T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9346: cis-2,3-Dimethylthiophane
101.0 10.50 11.00
m/z 54.05 52.20%
116.0
5000
410 590 5,4
27.0 ‘ ‘ ‘
H_m‘w_HwH‘lh‘M1“”H‘;‘Hwmwl_Mlmwwwm - L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 33 Benzene, (1-methylethyl)- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.963 14.48 ug/L 233830 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1620 (10.963 min): VX026092.D\data.ms (-1615) (- m/z 105.10 100.00%
105.1
5000 [\J\
77.1 L
51.0 12‘1 1 11.00
O bl AT 1441 0 100, 10 27.26%
miz--> 20 40 60 80 100 120 140
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 \/\‘ T }\\ T
11.00
m/z 77.10 16.90%
270 51.0 77.0 ‘
\\\‘\7‘\-\\“‘\\“\\‘\\\\m‘\\‘\\“\‘\\172‘1\-0\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance
105.0 A‘}\}\
L :
11.00
5000 m/z  79.05  11.99%
77.0
270 OO 121.0
. T
miz--> 20 40 60 80 100 120 140 J\ﬁ
Abundance #10714: Benzene, (1-methylethyl)- MA‘ : ‘
105.0 11.00
m/z 103.10 10.68%
5000
51.0 77.0 ‘ N
‘“‘2‘7“.9““”“1““‘”““‘H‘H“1‘”1‘2‘;"0‘”_” — AL
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 36 Benzene, propyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.305 19.67 ug/L 319852 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 86
4 Benzene, propyl- 120 C9H12 000103-65-1 81
5 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 72

Abundance Scan 1676 (11.305 min): VX026092.D\data.ms (-1673) (- m/z 91.10 100.00%

91.1
5000

391 12L . 11.00 1150
ol A 1554 24892811 s 100 10 22.75%
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0

5000 — /\/\A

11.00 11.50
m/z 65.05 11.58%

"?’?"Mm\“l‘z‘ﬂp‘_‘H_m_m
m/z--> 50 100 150 200 250
Abundance
91.0

11.00 11.50
5000 ITI z 92.10 10.02%
39.0 121.0
- A e T
m/z--> 50 100 150 200 250 A
Abundance #10699: Benzene, propyl-
91.0 1100 1150
m/z 78.10 6.55%
5000
0 | 1o U\A L
A e R T
m/z--> 50 100 150 200 250 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 37 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.378 108.88 ug/L 1770946  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 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX026092.D\data.ms (-1681) (- m/z 105.10 100.00%
105.1
5000 /\/\
|
391 o 77.0 | 11.00 11.50
A PRl 2801701 15010 30.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — M /\ :
11.00 11.50
m/z 91.05 14.28%
39.0 77.0
\\\‘\‘\\\“‘\\“i‘s\g‘“\\\\““\\‘{\‘H‘\\‘\“\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
105.0
— A
11.00 11.50
5000 m/z 77.05 12.85%
77.0
180 390 500
i B o T o e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 11.00 11.50
m/z 106.10 8.83%
5000
39.0 77.0 )\/\ j\
\\\‘\‘\\\“‘\\“1‘5\?‘.9\\\““\\M\‘H‘\\‘\“‘\\\\‘\\\\‘\\\\ A Pk
m/z--> 200 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 38 Mesitylene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.451 53.00 ug/L 861990 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Mesitylene 120 C9H12 000108-67-8 97
4 Mesitylene 120 C9H12 000108-67-8 95
5 Mesitylene 120 CS9H12 000108-67-8 94
Abundance Scan 1700 (11.451 min): VX026092.D\data.ms (-1695) (| m/z 105.10 100.00%
105.1
5000 j\A j\
P
391 77‘0 11.50
Obr e 2R L4261 1849y 0 106,10 47.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000
11.50
m/z 77.05 13.71%

77.0
T ‘2\7\0\\“ \5\]“.\ (\)h‘ \ T \““ T \‘\ T “\‘\ \‘\““\ T ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance
105.0

11.50
5000 m/z 119.05 12.21%
77.0
150 >0 s00
L L S B B e B e S e
mlz--> 20 40 60 80 100 120 140 160 j\A
Abundance #10695: Mesitylene ey
105.0 11.50

m/z 91.10 11.23%

5000
77.0
I 39‘\0 \5?9 ‘\\ L ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 40 Benzene, 1,2,3-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.616  49.17 ug/L 799682 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 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1727 (11.616 min): VX026092.D\data.ms (-1723) (| m/z 105.10 100.00%
105.1
5000
120.1 j\
e —
391 g30 090 11.50 12.00
oH,w,ww“uH‘mm_mW:‘_Hu“m‘_‘:!wHuu‘mwm m/z 120.10  30.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 AM /\ ‘ A
120.0 11.50 12.00
m/z 91.05 12.68%
77.0 91.0
H’]T\S\.(\)’\H‘\‘H?T\g‘.?\\“\Hﬁ%\"\ow‘\HHHH“M\\‘\‘11\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
11.50 12.00
5000 m/z 77.05 12.62%
120.0
. 39.0 63.0 77.0 91.0
T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 79.10 9.26%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 42 Benzene, 1,2,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.756 156.30 ug/L 2542200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Mesitylene 120 CO9H12 000108-67-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 1750 (11.756 min): VX026092.D\data.ms (-1745) (| m/z 105.85 100.00%
105.1
5000 120.1 [\/\ j\
A —
391 630 77"0 911 1150 12.00
oH_HwHH_H‘Mu‘H,‘MwM‘,‘HH‘W,“M‘MMHuu“uww m/z 120.10  46.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 M j\
5000 AL /\ e
11.50 12.00
m/z 77.05 13.55%
39.0 77.0 91.0
H‘\H.\‘H\‘\‘\H\“‘HH"‘\‘Hﬁ?\.‘\()\’\H“\“HH"HH‘\HE\‘H‘\‘\“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
11.50 12.00
5000 120.0 m/z 119.05  11.89%
77.0
. 91.0
27.0 51.0
T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10693: Mesitylene
105.0 11.50 12.00
120.0 m/z 91.10 11.24%
5000
39.0 77.0 910
sl L, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 46 Heptanonitrile Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.969 55.94 ug/L 909825 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanonitrile 111 C7H13N 000629-08-3 72
2 Heptanonitrile 111 C7H13N 000629-08-3 47
3 Heptanonitrile 111 C7H13N 000629-08-3 43
4 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 43
5 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 43
Abundance Scan 1785 (11.969 min): VX026092.D\data.ms (-1779) (- m/z 82.10 100.00%
82.1
41.1
5000
119.1 o
‘ Pl 146.0 12.00
el O3 1480 4y e 71.11%
mfz--> 20 0O 60 80 100 120 140
Abundance #6934: Heptanonitrile
41.0 82.0
5000 T
12.00
m/z 83.10 44.33%
e o
\\\\‘\‘1\\‘1\\‘\‘\‘\\‘}\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
41.0
=
82.0 12.00
5000 m/z 54.10  34.49%
15.0 57.0 110.0
e A e R
m/z--> 20 40 60 80 100 120 140
Abundance #6932: Heptanonitrile
41.0 12.00
82.0 m/z 43.10  32.82%
5000
15\‘O F.O Ly 1100
1 | 1
e e —
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 48 1Indane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.243 61.24 ug/L 996070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 81
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 76
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
Abundance Scan 1830 (12.243 min): VX026092.D\data.ms (-1822) (- | m/z 117.10 100.00%
117.1
5000
91.0
39.1 63.0 ‘ 12.00 12.50
el gl L3401 1609 s 918 16 55.64%
miz--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 —— el
12.00 12.50
39.0 g0 91.0 m/z 115.05 35.31%
\]\-3\.\()‘ \‘\ T \“‘\\“i\““\‘\ T \h‘\\“\\“\\\ ‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
12.00 12.50
5000 ITI/Z 91.00 17.89%
91.0
51.0
27.0 73.0
B L A L e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0 12.00 12.50
m/z 119.10 11.90%
5000
91.0
39.0 63.0
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 51 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
12.530 14.50 ug/L 235803 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 96
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 1877 (12.530 min): VX026092.D\data.ms (-1871) (| m/z 119.10 100.00%
119.1
5000
91.1
39.0 650 ‘ 12.50
S RS T “\‘u AL 362 s 134,05 31.18%
miz--> 0O 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
91.0 m/z 91.10 19.74%
Sl N
il Ll Il Ll i i
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance
119.0
T
12.50
5000 m/z 105.10 14.03%
91.0
150 390 90
B o e
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl- ‘jyk‘/\ ‘ ‘
119.0 12.50
m/z 120.10 10.59%
5000
91.0
39.0 65.0
‘“Eﬁ?‘ﬁuhﬂ‘w‘mh‘$\‘w“$‘ﬁﬂ“uh‘u“
m/z--> 0 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\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 53 o-Cymene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.615 15.36 ug/L 249884  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
Abundance Scan 1891 (12.615 min): VX026092.D\data.ms (-1887) (- m/z 119.05 100.00%
119.1
5000
391 651 91"1 12.50 13.00
el 3400 7 134 05 27.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16998: 0-Cymene
119.0
5000
12.50 13.00
91.0 J m/z 91.10 16.05%
41.0 65.0
\\1\5\.(‘)\ T \“‘\ T \“‘\‘\ T \“‘ T ‘W\ \‘\w T \1\‘\6"0\ T T
miz--> 20 40 60 80 100 120 140 160
Abundance
119.0
A —
12.50 13.00
5000 m/z 120.05 9.10%
91.0
150 390
65.0 136.0
e B B o
m/z--> 20 40 60 80 100 120 140 160
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50 13.00
m/z 77.05 8.77%
5000
91.0
150 390 650 | ] 13
I e B —r —
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\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 54 1,4-Dithiane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.701  53.23 ug/L 865774  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dithiane 120 C4H8S2 000505-29-3 93
2 1,4-Dithiane 120 C4H8S2 000505-29-3 93
3 1,4-Dithiane 120 C4H8S2 000505-29-3 91
4 1,4-Dithiane 120 C4H8S2 000505-29-3 83
5 2-Methyl-1,3-dithiacyclopentane 120 C4H8S2 005616-51-3 38

Abundance Scan 1905 (12.701 min): VX026092.D\data.ms (-1898) (- m/z 120.00 100.00%

120.0
5000

12.50 13.00
) 148.0 170.0 m/z 117.10  80.30Y%

m/z--> 20 40 60 80 100 120 140 160
Abundance #10497: 1,4-Dithiane
120.0
46.0
5000

12.50 13.00
27.0 0 92.0 m/z 46.00 68.81%
\\\‘\“}\‘\‘\‘}\\!\\h\‘\‘\‘!\‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
120.0
61.0 T ™7
12.50 13.00
5000 m/z 61.00 55.90%
92.0
27.0
T L e S N R A B T AL Ao
m/z--> 20 40 60 80 100 120 140 160
Abundance #10496: 1,4-Dithiane — I
46.0 120.0 12.50 13.00

m/z 44.95 42.80%

5000
27.0 2.0
\“ ‘ I

m/z--> 20 40 100 120 140 160 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
12.762 11.19 ug/L 181948 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 55
2 trans-3-Decene 140 C10H20 019150-21-1 46
3 cis-3-Decene 140 C10H20 019398-86-8 43
4 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 38
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 35

Abundance Scan 1915 (12.762 min): VX026092.D\data.ms (-1912) (- m/z 59.10 100.00%
1

59
5000

AN
‘ “ 111.11401 067 12.50 13.00
el 2080 26T 6o 10 76.30%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0

5000 1
12.50 13.00
m/z 43.10 68.88%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance
41.0

69.0

T
12.50 13.00

5000 ITI/Z 41.10 64.81%
g70 1400
T T
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #20648: cis-3-Decene T —
53.0 12.50 13.00

m/z 55.10 64.13%

5000
270 640 140.0
L o

T ‘
m/z--> 20 40 60 80 100120140160 180200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 56 Benzofuran, 2,3-dihydro- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.798 13.52 ug/L 219908 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2,3-dihydro- 120 C8H80 000496-16-2 93
2 Benzofuran, 2,3-dihydro- 120 C8H80 000496-16-2 81
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 76
4 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 76
5 4-Vinylphenol 120 C8H80 002628-17-3 72
Abundance Scan 1921 (12.798 min): VX026092.D\data.ms (-1918) (- m/z 91.10 100.00%
91.1
120.1
5000
391 630 | 462 12.50 13.00
\\\‘\\\\“" \‘\“1\i‘\m‘\\‘\“‘\\“\\“\‘\‘\\‘H\\‘\‘\\‘-\\‘\ m/Z 120.10 75.15%
m/z--> 20 40 60 80 100 120 140
Abundance #10681: Benzofuran, 2,3-dihydro-
120.0
91.0
5000 /\ T ‘/v\/\\ T T T T T J\
12.50 13.00
m/z 119.05 31.39%
39.0 65.0
h L Il \H L
\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\\\\\‘\\\\\
miz-> 20 40 60 80 100 120 140
Abundance
910 1200
12.50 13.00
5000 m/z 92.05 16.47%
39.0 63.0
T T T T
miz--> 20 40 60 80 100 120 140
Abundance #10667: Benzaldehyde, 3-methyl-
91.0 119.0 12.50 13.00
m/z 63.00 14.63%
5000
65.0
39.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 58 Octanenitrile Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.908 33.09 ug/L 538190 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanenitrile 125 C8H15N 000124-12-9 87
2 Octanenitrile 125 C8H15N 000124-12-9 86
3 Octanenitrile 125 C8H15N 000124-12-9 80
4 Octanenitrile 125 C8H15N 000124-12-9 59
5 Nonanenitrile 139 C9H17N 002243-27-8 59
Abundance Scan 1939 (12.908 min): VX026092.D\data.ms (-1935) (- m/z 82.10 100.00%
82.1
41.1
5000
==
0 ‘ L 11‘9.1 1522 13.00
uwW1‘w‘(q‘M“c‘J‘“‘ci““‘ m/z 41.10 80.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #12437: Octanenitrile
41.0 82.0
5000 T
13.00
m/z 96.10 46.71%
‘ 110.0
‘\w‘\\i{\i .‘()\‘!h\\‘\\\\‘\\\\‘i\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
82.0
=
41.0 13.00
5000 m/z 69.05 44.04%
110.0
65.0
e L e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #12440: Octanenitrile T
82.0 13.00
m/z 54.10 42.50%
41.0
5000
110.0
“W“M“‘ 65 u‘yl“J“w“‘:““““““‘ s
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\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_X\Me
: VOC Analysis

: C:\Database\NIST20.L

thod\SFAMXLM122321WMA.M

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 59 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.963  22.28 ug/L 362439 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 1948 (12.963 min): VX026092.D\data.ms (-1945) (- m/z 119.10 100.00%
119.1
5000
91.0
39.1 65.1 ‘ 401 13.00
el e b W BAOL 7 134,05 43.38%
miz--> 20 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 91.00 15.86%
39.0 65.0
\1\5\.0‘\‘\ T \“‘\ \“\‘\ “\“\ T \““ T “\‘\ \M T \\.‘\\\\ 1
miz-> 20 40 60 80 100 120 140
Abundance
119.0
—
13.00
5000 m/z 120.10 9.95%
91.0
15.0 39.0 65.0 136.0
L B B a B
m/iz--> 20 40 60 80 100 120 140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 77.00 9.33%
91.0
150 90 0 1 . 130 A
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41

Operator JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 74

R.T. EstConc Area Relative to ISTD R.T.
13.018 5.33 ug/L 86688 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 2,6-dimethyl- 140 C10H20 006874-29-9 38
2 Cyclopropane, 1,2-dimethyl-3-pen... 140 C10H20 062238-05-5 35
3 4-Nonene, 2-methyl-, (Z)- 140 C1eH20 051090-05-2 35
4 1-Octene, 2,7-dimethyl- 140 C1eH20 033718-03-5 35
5 1-Octene, 2,7-dimethyl- 140 C10H20 033718-03-5 35

Abundance Scan 1957 (13.018 min): VX026092.D\data.ms (-1953) (- m/z 59.05 100.00%
59.0
41.1
5000
T \
‘ 83.1 11?'1 137.1 13.00
LI “\ T \“ w \HM\ T ‘”‘U‘\ ‘\9\9‘.0\ B T \‘ “\]\-5\‘3\2‘ m/Z 56.10 77 .82%
miz--> 20 40 60 80 100 120 140
Abundance #20703: 1-Octene, 2,6-dimethyl-
56.0
5000{ 29.0 —— ‘
13.00
84.0 m/z 69.10 57.04%
M | 111.0 1400
\‘\\\\‘\\‘\“ ‘\h‘\\““\‘\\\“\\M\‘\\\\l\\\\
miz--> 20 40 60 80 100 120 140
Abundance
56.0
T \
13.00
5000 m/z 41.10 53.19%
29.0 84.0
111.0 140.0
e T T
m/iz--> 20 80 100 120 140
Abundance #20713: 4-Nonene, 2-methyl-, (2)- —
56.0 13.00
m/z 43.10 33.29%
5000
27.0 ‘ 84.0 140.0
S | ) A -
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 62 1-Phenyl-1-butene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.292  53.13 ug/L 864087 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 92
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 86
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70
Abundance Scan 2002 (13.292 min): VX026092.D\data.ms (-1992) (- m/z 117.10 100.00%
117.1
5000
91.1
39.0 650 - 13.00 13.50
S P TS T N 721542 m/z 119.05  68.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000
13.00 13.50
910 m/z 132.05  33.56%
51.0 ‘
T |2\7‘\.(\)\“ T \“i”\ ‘?9.\0\“‘ T ‘W‘\ L” T U‘\‘\ [T T T T T
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
13.00 13.50
5000 m/z 115.05  31.34%
91.0
39.0
63.0
15.0
B B e mamin i B
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- e 4
117.0 13.00 13.50
m/z 134.05 28.17%
5000
91.0
27.0 >to ‘
R P <Y Y | ]
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\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41

Operator JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 63 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
13.426  18.11 ug/L 294518 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 95
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90

Abundance Scan 2024 (13.426 min): VX026092.D\data.ms (-2016) (- m/z 104.10 100.00%
104.1
5000 132.1
\/\—“\—J\—J\Lﬂ T \/\’F
13.50
152.2
““““‘p d“‘%“uJM by ‘u M W B m/z 132.05  49.03%
miz--> 20 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
13.50
m/z 91.10 41.71%
51.0 78 0
\\\‘\‘\}\\‘\\“H\“‘ \‘}\‘M\\M‘\“\“\‘\’\\\\‘\\\
miz--> 20 40 80 100 120 140 160
Abundance
104.0
— T
132.0 13.50
5000 m/z 115.10 31.14%
27.0 51.0 78.0
L e T o
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- e
104.0 13.50
m/z 129.05 17.92%
5000 132.0
51.0 78.0
B, Y T
m/z--> 20 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 66 Azulene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.780 91.80 ug/L 1493176 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 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 2082 (13.780 min): VX026092.D\data.ms (-2074) (- m/z 128.05 100.00%
128.1
5000
1350 1400
51.1 102.1 . .
) 74“1‘ VB R AL 14611662 /7 127.05 13.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 A ——
13.50 14.00
m/z 129.05 10.73%
5.0 750 1020 |
L 1l 1y .
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
128.0
Mafn I
13.50 14.00
5000 m/z 102.10 9.01%
51.0 102.0
28.0 75.0
R B e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #13679: Azulene A — e
128.0 13.50 14.00
m/z 126.10 7.41%
5000
51.0 a0 1020
B2 C.IVHRS L A Y IR ) USRS |
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 70 Naphthalene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.639 48.92 ug/L 795674  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
Abundance Scan 2223 (14.639 min): VX026092[Ndmarns(2219)( m/z 142.05 100.00%
.1
5000
115.1
14 50 15 00
39.1 63.0 89.0
O oot el 1682 2069 o141 @5 85.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0 K
5000
115.0 14 50 15 00
115.05 34.18%

390 030 890 I
1l iyl i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0

14.50 15.00
5000 ITI z 143.05 11.56%
115.0
50.0 710 959
R R e T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0 14 50 15 00
m/z 139.05 10.76%
5000 115.0
390 939 890 |
1l il i
R e o T o
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 48 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 71 Naphthalene, 1-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.780  34.94 ug/L 568236 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
Abundance Scan 2246 (14.780 min): VX026092.D\data.ms (-2242) (- | m/z 142.05 100.00%
142.1
5000 1151
—— —
63.0 14.50 15.00
. 89.0
— ‘3‘9“1‘ e b 1603 s 141 05 90.56%
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.05 39.01%
390 030 890 I
L il L I ul il 4
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
142.0
14.50 15.00
5000 m/z 139.00 11.37%
115.0
39.0 0630 89.0
i A B
m/z--> 20 40 60 80 100 120 140 160
Abundance #22147: Naphthalene, 1-methyl- T —
142.0 14.50 15.00
m/z 143.05 11.37%
5000 115.0
2 ?3\.0\ 83.0 I
e e e e — —
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122721\
Data File : VX026092.D

Acqg On : 28 Dec 2021 03:41
Operator : JC/MD

Sample : M5232-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 48 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|
(DEL) Alkane: S 1.270 11.1 ug/L 122085 1 6.769 548413 50.0
(DEL) Alkane: S 1.751 8.1 wug/L 88691 1 6.769 548413 50.0
(DEL) Alkane: S... 1.971 11.9 ug/L 129975 1 6.769 548413 50.0
(DEL) Alkane: C... 2.221 24.9 ug/L 273377 1 6.769 548413 50.0
(DEL) Alkane: S 3.739 7.8 ug/L 85201 1 6.769 548413 50.0
(DEL) Alkane: C... 4.312 9.1 ug/L 99534 1 6.769 548413 50.0
Cyclopentene, 1... 5.202 21.3 ug/L 233856 1 6.769 548413 50.0
Ethane, 1,1,1-t... 5.391 317.3 ug/L 3480260 1 6.769 548413 50.0
(DEL) Alkane: C... 7.385 9.8 ug/L 107908 1 6.769 548413 50.0
n-Propyl acetate 7.799 156.3 ug/L 1714770 1 6.769 548413 50.0
Methyl Isobutyl... 8.579 69.6 ug/L 1123860 2 10.055 807203 50.0
Propanoic acid,... 9.482 159.7 ug/L 2577870 2 10.055 807203 50.0
Isopropyl butyrate 9.915 86.2 wug/L 1391890 2 10.055 807203 50.0
Thiophene, tetr... 10.402 19.5 ug/L 314809 2 10.055 807203 50.0
Thiophene, tetr... 10.439 32.3 ug/L 522139 2 10.055 807203 50.0
p-Xylene 10.646 252.4 ug/L 4074780 2 10.055 807203 50.0
2-Heptanone 10.768 64.6 ug/L 1043290 2 10.055 807203 50.0
trans-2,3-Dimet... 10.902 16.3 ug/L 263196 2 10.055 807203 50.0
Benzene, (1-met... 10.963 14.5 ug/L 233830 2 10.055 807203 50.0
Benzene, propyl- 11.305 19.7 ug/L 319852 3 12.024 813238 50.0
Benzene, 1l-ethy... 11.378 108.9 ug/L 1770940 3 12.024 813238 50.0
Mesitylene 11.451 53.0 ug/L 861990 3 12.024 813238 50.0
Benzene, 1,2,3-... 11.616 49.2 ug/L 799682 3 12.024 813238 50.0
Benzene, 1,2,4-... 11.756 156.3 ug/L 2542200 3 12.024 813238 50.0
Heptanonitrile 11.969 55.9 ug/L 909825 3 12.024 813238 50.0
Indane 12.243 61.2 ug/L 996070 3 12.024 813238 50.0
Benzene, 2-ethy... 12.530 14.5 ug/L 235803 3 12.024 813238 50.0
o-Cymene 12.615 15.4 ug/L 249884 3 12.024 813238 50.0
1,4-Dithiane 12.701 53.2 ug/L 865774 3 12.024 813238 50.0
(DEL) Alkane: S... 12.762 11.2 ug/L 181948 3 12.024 813238 50.0
Benzofuran, 2,3... 12.798 13.5 ug/L 219908 3 12.024 813238 50.0
Octanenitrile 12.908 33.1 ug/L 538190 3 12.024 813238 50.0
Benzene, 1,2,4,... 12.963 22.3 ug/L 362439 3 12.024 813238 50.0
(DEL) Alkane: S... 13.018 5.3 ug/L 86688 3 12.024 813238 50.0
1-Phenyl-1-butene 13.292 53.1 wug/L 864087 3 12.024 813238 50.0
Naphthalene, 1,. 13.426 18.1 ug/L 294518 3 12.024 813238 50.0
Azulene 13.780 91.8 ug/L 1493170 3 12.024 813238 50.0
Naphthalene, 2-... 14.639 48.9 ug/L 795674 3 12.024 813238 50.0
Naphthalene, 1-... 14.780 34.9 ug/L 568236 3 12.024 813238 50.0
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