LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29675.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 22 26 44 rBV 214800 417727 32.77%  3.109%
2 1.746 104 108 118 rVB 35684 52551 4.12% 0.391%
3 2.380 209 212 222 rVB 15600 25558 2.00%  0.190%
4 2.544 229 239 246 rBvV2 7991 19998 1.57% 0.149%
5 2.782 268 278 283 rBV 30988 68578 5.38% 0.510%
6 2.867 288 292 300 rVvv2 12891 25781 2.02% 0.192%
7 2.965 300 308 322 rW 37758 87922 6.90% 0.654%
8 3.111 322 332 343 rVB2 45415 112495 8.82% 0.837%
9 4.306 520 528 537 rVB2 12029 34329 2.69% 0.255%
106 5.391 694 706 715 rBV 140010 413609 32.45% 3.078%
11 5.556 724 733 758 rVB2 263138 805437 63.18% 5.994%
12 5.842 771 780 790 rBV4 9261 29119 2.28% 0.217%
13 5.958 790 799 808 rBV 148335 392751 30.81% 2.923%
14 6.044 809 813 821 rVB2 11586 27027 2.12% 0.201%
15 6.245 829 846 857 rBvVv3 31737 114860 9.01% 0.855%
16 6.361 857 865 877 rVB3 17413 53037 4.16% 0.395%
17 6.763 922 931 943 rBV 394747 961945 75.46% 7.158%
18 7.367 1021 1030 1040 rBV4 19054 52246 4.10% 0.389%
19 7.885 1104 1115 1123 rBVS 7729 25733 2.02% 0.191%
20 7.988 1123 1132 1140 rVB4 14201 37050 2.91% 0.276%
21 8.110 1143 1152 1156 rBV 33861 70189 5.51% ©.522%
22 8.318 1179 1186 1195 rBV6 6240 17021 1.34% 0.127%
23 8.427 1199 1204 1211 rVB 20929 35379 2.78% 0.263%
24  8.507 1211 1217 1226 rVB2 34374 63175 4.96% 0.470%
25 8.653 1226 1241 1250 rBV 790013 1274785 100.00%  9.486%
26 8.842 1265 1272 1280 rVB2 28542 52862 4.15% 0.393%
27 8.964 1288 1292 1300 rVW4 17360 40756  3.20% ©0.303%
28 9.049 1300 1306 1311 rVV2 14322 26944  2.11% 0.201%
29 9.104 1311 1315 1320 rVB 17252 27186 2.13% 0.202%
30 9.165 1320 1325 1334 rBV 13990 26654 2.09% 0.198%
31 9.458 1364 1373 1377 rBV4 29542 67255 5.28% 0.500%
32 9.506 1377 1381 1387 rVB5 11661 24439 1.92% 0.182%
33 9.762 1418 1423 1428 rBvV3 10850 18029 1.41% 0.134%
34 10.055 1461 1471 1476 rBV 813657 1092568 85.71% 8.130%
35 10.147 1482 1486 1491 rVB2 26178 42358 3.32% ©0.315%
36 10.250 1497 1503 1506 rBV3 15692 31187 2.45% 0.232%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82X061822W.M
Title : SW846 8260
37 10.305 1506 1512 1517 rVB 25819 47317 3.71% ©0.352%
38 10.787 1586 1591 1598 rBV7 10477 24998 1.96% 0.186%
39 10.963 1613 1620 1627 rVB 70438 92448 7.25% 0.688%
40 11.085 1634 1640 1645 rBV 621475 784733 61.56% 5.840%
41 11.305 1673 1676 1686 rVB 84030 110212 8.65% ©0.820%
42 11.616 1719 1727 1735 rBv2 16756 27099 2.13% 0.202%
43 11.713 1735 1743 1747 rBvV2 14391 26706 2.09% 0.199%
44 11.866 1761 1768 1770 rBV 20508 31704 2.49% 0.236%
45 11.890 1770 1772 1777 rVB 39242 48326 3.79% 0.360%
46 12.024 1789 1794 1800 rBV 840705 1004987 78.84% 7.479%
47 12.110 1800 1808 1815 rVV 11724 33668 2.64% 0.251%
48 12.177 1815 1819 1824 rVB 47478 60858 4.77% ©0.453%
49 12.244 1824 1830 1835 rBv2 275652 358586 28.13% 2.668%
50 12.317 1837 1842 1852 rVV 248989 322002 25.26% 2.396%
51 12.408 1852 1857 1863 rvV 84559 111922 8.78% 0.833%
52 12.469 1863 1867 1872 rVB2 16106 25903 2.03% 0.193%
53 12.616 1882 1891 1894 rBV 79379 109980 8.63% 0.818%
54 12.713 1900 1907 1912 rVvV3 78842 164656 12.92%  1.225%
55 12.762 1912 1915 1920 rVB 31373 37925 2.98% 0.282%
56 12.841 1920 1928 1933 rBV 79920 108844 8.54% 0.810%
57 12.927 1933 1942 1947 rBV2 99392 175602 13.78% 1.307%
58 13.036 1955 1960 1965 rVB 69804 93648 7.35% 0.697%
59 13.115 1967 1973 1974 rBv2 18737 28718 2.25% 0.214%
60 13.140 1974 1977 1980 rWwV 58803 74610 5.85% ©.555%
61 13.170 1980 1982 1984 rVV 40240 48257 3.79% ©0.359%
62 13.195 1984 1986 1992 rVB 83093 96316 7.56% 0.717%
63 13.256 1992 1996 1999 rBV3 22069 35729 2.80% 0.266%
64 13.292 1999 2002 2008 rVB2 56108 79876  6.27% ©.594%
65 13.347 2008 2011 2014 rBV2 30674 41853  3.28% 0.311%
66 13.390 2014 2018 2021 rVV3 43420 62916 4.94% 0.468%
67 13.426 2021 2024 2033 rVB3 68938 112810 8.85% 0.839%
68 13.518 2033 2039 2041 rBV5 20959 41763  3.28% 0.311%
69 13.548 2041 2044 2046 rVvV2 21314 24804 1.95% 0.185%
70 13.579 2046 2049 2053 rVV3 46598 66726 5.23% 0.497%
71 13.622 2053 2056 2058 rVv2 58399 76136 5.97% 0.567%
72 13.664 2061 2063 2068 rVB2 48336 67761 5.32% 0.504%
73 13.750 2074 2077 2080 rVB2 13612 16528 1.30% 0.123%
74 13.798 2081 2085 2089 rVB5 28412 43573  3.42% 0.324%
75 13.847 2089 2093 2099 rVB3 80316 118172 9.27% 0.879%

76 13.926 2099 2106 2110 rBV3 65731 118981 9.33% 0.885%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82X061822W.M
Title : SW846 8260
77 13.969 2110 2113 2118 rBV 21284 31467 2.47% ©.234%
78 14.079 2126 2131 2135 rBV 131837 182914 14.35% 1.361%
79 14.219 2150 2154 2166 rVB4 57621 130090 10.20% 0.968%
80 14.323 2166 2171 2176 rBV 81845 110900 8.70% 0.825%
81 14.377 2176 2180 2184 rVB 65351 82198 6.45% 0.612%
82 14.420 2184 2187 2193 rVB8 19405 32058 2.51% 0.239%
83 14.487 2193 2198 2202 rBV3 55726 99708 7.82% 0.742%
84 14.615 2211 2219 2222 rBV2 146402 270260 21.20% 2.011%
85 14.670 2226 2228 2233 rVB3 40691 55627 4.36% 0.414%
86 14.725 2233 2237 2241 rBV4 30707 47991 3.76% 0.357%
87 14.786 2243 2247 2251 rVW2 71310 124976 9.80% ©.930%
88 14.847 2255 2257 2260 rVV4 38394 43722 3.43% 0.325%
89 14.908 2265 2267 2274 rVB6 18604 35047 2.75% 0.261%
990 15.182 2309 2312 2315 rBV 48512 70628 5.54% 0.526%
91 15.213 2315 2317 2321 rVB 90251 96253 7.55% 0.716%
92 15.377 2340 2344 2347 rBV3 35458 51591 4.05% 0.384%
93 15.414 2347 2350 2355 rVB4 28332 41059 3.22% 0.306%
94 15.481 2357 2361 2366 rBV 55442 79865 6.26% ©.594%
95 15.615 2379 2383 2387 rBV2 65808 95372 7.48% 0.710%
96 15.810 2412 2415 2418 rBV3 13129 21965 1.72% 0.163%
97 16.084 2457 2460 2466 rBV5 14561 27509 2.16% ©.205%
98 16.353 2501 2504 2512 rVB2 15191 31140 2.44% 0.232%
99 16.597 2542 2544 2549 rVB3 20786 28705 2.25% 0.214%
100 16.658 2551 2554 2559 rVB 13521 20865 1.64% ©.155%
Sum of corrected areas: 13438103
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029675.D\data.ms
800000

700000
600000
500000
400000

300000 5556

1.246

200000 5 301 5058

100000 1.746 63111
' 2.380 544 2 B85 4.306 5.8426.0445-24

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX029675.D\data.ms
800000 8.653 10.055

700000
11.085
600000
500000
400000 6.763

300000

200000

100000 10.96 11.305
6t 7.36 1ga9&%i2§3§§%ﬁ?7 88¢2maass 94586 o.762 160805 10.787

— el ST PPN S N AN e TR WA |

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX029675.D\data.ms
800000 12.p24

700000

600000

500000

400000

300000

200000

100000
R¥b8

0

T ‘ T T ‘ T
.00 14.50 16.50

L — T T
Time--> 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

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

Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.246  25.93 ug/l 417727  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 26 (1.246 min): VX029675.D\data.ms (-22) (-) m/z 63.95 100.00%

64.0
5000 L
e I Eae e
1.20 140 1.60
Ol e M/Z 47.95 47.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LI L L L B B B B
1.20 140 1.60
m/z 66.00 5.14%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
64.0
e By
1.20 140 1.60
5000 ITI/Z 50.00 2.43%
17.0
0 42.0 96.0
N e B o L I e
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e R o
64.0 1.20 140 1.60
m/z 65.00 0.85%
5000
44,
16.0 ‘
bbb 930 1150 1430 169.0 oty 0 g
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Amylene hydrate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.245 5.97 ug/1 114860 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 53
3 2,4-Dimethyl-4-penten-2-ol 114 C7H140 019781-53-4 53
4 3-Hexanol 102 C6H140 000623-37-0 45
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 38
Abundance Scan 846 (6.245 min): VX029675.D\data.ms (-829) (-) m/z 59.10 100.00%

59.1
73.1
5000 43.1

‘ | 002 6.00 6.20 6.40 6.60
et A m/z 55.85  63.27%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2360: Amylene hydrate
59.0
73.0 /\

o

5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
43.0 6.00 6.20 6.40 6.60
T m/z 57.10 63.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
59.0
 RARREEEE SRS SR
21.0 6.00 6.20 6.40 6.60
5000 ITI z 73.10 59.35%
27.0
0l 120 73.0 87.0 1040 126.0
T T T T o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8567: 2,4-Dimethyl-4-penten-2-ol HHWHWH,MWH
59.0 6.00 6.20 6.40 6.60

m/z 43.10 41.28%

5000 43.0 A
81.0
990 -

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 .20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 17.84 ug/1l 358586 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 83
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Deltacyclene 118 C9H1e 007785-10-6 64
Abundance Scan 1830 (12.244 min): VX029675.D\data.ms (-1824) (- | m/z 117.10 100.00%
1171
5000
90 LW 12.00 12.50
39.0 631 : :
o) S NS J‘c 16501881 2 118,10 55.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10178: Indane
117.0
5000 e —
12.00 12.50
m/z 115.10  33.44%
58.0 91.0
27-0 ‘ ‘ \‘ H It “ L
O \\\‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117.0
— —
12.00 12.50
m/z 91.05 17.24%
5000 910 /
39.0 65.0
0l el e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.10 10.71%
5000 91.0
51.0
ok ZO Al d N
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Benzene, 1,4-diethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.317 16.02 ug/l 322002 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87
Abundance Scan 1842 (12.317 min): VX029675.D\data.ms (-1837) (- m/z 119.15 100.00%
119.2
5000
91.1
390 651 12.00 12.50
S T ‘“:H“1“?"2”“‘1‘7‘3‘? m/z 105.05  84.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 A = A S
91.0 12.00 12.50
m/z 134.20 46.24%
41.0 65.0 ‘
O\\\‘\‘\‘\\“‘\\‘\\"\‘\\\m‘\\‘}‘\‘ \\‘\‘l\\\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
119.0 /\ A A
a o SO UL
12.00 12.50
5000 m/z 91.10 34.68%
91.0
39.0
o 15.0 65.0
e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17034: Benzene, 1,3-diethyl-
119.0 12.00 12.50
m/z 117.10 15.87%
5000
91.0
390 650 |
0 \H‘\‘\‘H“‘\ \“U\”’H‘\\\‘H‘ e HMH\‘\ R
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\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Benzene, 1,2-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.408 5.57 ug/1 111922 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 83
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76

Abundance Scan 1857 (12.408 min): VX029675.D\data.ms (-1852) (- m/z 105.10 100.00%
1

05.1
5000 134.2
77.0 ‘12\50‘ -
39.1 ‘ :
N m““ i p‘!“ Ml 1520 h 110,10 82.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.50
77.0 m/z 134.20 45 .44%
39.0 ‘
0 \1\5‘\.0‘\‘\‘\ \“‘\ \‘EZ.’(‘)‘J\ \‘1“‘ - “‘\‘\ \“\M T L
m/z--> 20 40 60 80 100 120 140 160
Abundance
119.0 A JU\
AL
12.50
5000 ITI/Z 91.05 31.05%
91.0
o 41.0 65.0 136.0
A I e B B B B B L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17030: Benzene, 1,3-diethyl-
105.0 12.50
m/z 117.05 22.17%
134.0
5000
77.0
27.0 51.0 ‘
Y N S v T O | N O
m/z--> 20 40 60 80 100 120 140 160 12.50

82X061822W.M Wed Jun 22 12:38:08 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.713 8.19 ug/1 164656 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 81
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 76
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 76
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 76
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 76
Abundance Scan 1907 (12.713 min): VX029675.D\data.ms (-1900) (| m/z 119.10 100.00%
119.1
5000
91.1
39.0 65.0 ‘ 148.3 12.50 13.00
Y ot M M:‘u M " 8402072 7 117,10 31.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.50 13.00
91.0 m/z 134.20 29.11%
39.0 g5 ‘
0 ?‘\5\.‘0\‘\\\“‘H“\‘\“i“\\\““H\\‘m\\N\H“\‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0 A I\A
MRS UL
12.50 13.00
5000 m/z 91.10 21.76%
91.0
. 15.0 39.0 65.0
e A B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- Roeat, 2y
119.0 12.50 13.00
m/z 105.10 15.71%
5000
91.0
39.0 65.0 ‘ ‘
olts0 T b b W L W poop
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

82X061822W.M Wed Jun 22 12:38:08 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.927 8.74 ug/1 175602 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 1942 (12.927 min): VX029675.D\data.ms (-1933) (- m/z 119.10 100.00%
119.1
5000
91.0
39 0 65.1 13.00
OFrrr b et i 1493 1733y 134,00 43.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A J\ A
13.00
91.0 m/z 91.05 16.53%
39.0
O \1\5\?\‘\\\"‘\\‘\\??\()\ \“‘\\\\‘\\\Ul\\\‘\’\\\\’\\\\
miz-> 20 60 80 100 120 140 160
Abundance
119.0
—
13.00
5000 m/z 120.20 9.38%
91.0
150 390 650
e e e e
miz--> 20 40 60 80 100 120 140 160 M Nx/\j
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- . o ‘M‘ e
119.0 13.00
m/z 77.10 8.30%
5000
39‘ .0 65.0 91.0
AN O v R ) N )
m/z--> 20 40 60 80 100 120 140 160 13.00

82X061822W.M Wed Jun 22 12:38:09 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Cycloprop[a]indene, 1,1a,6,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.426 5.61 ug/1 112810 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 89
2 2-Methylindene 130 C10H10 002177-47-1 89
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 86
4 Benzene, (1-methyl-2-cyclopropen... 130 C1eH10 065051-83-4 84
5 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10H10 006053-74-3 80

Abundance Scan 2024 (13.426 min): VX029675.D\data.ms (-2021) (-] ' m/z 119.10 100.00%

119.1
5000
91.1
148.3
39.1 639 | 2071 13.50
0’ el BBAL20TL ) 136,00 97.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15061: Cycloprop[aJindene, 1,1a,6,6a-tetrahydro-
130.0
5000 /\ \/-\,/\\ T W\
13.50
510 m/z 115.10  86.55%
27.0 ‘ H 77.0 102.0
O\\\‘\‘\“\\\‘\\‘\\“\‘\\H}“‘\\‘\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130.0
e
13.50
5000 ITI/Z 129.05 67.35%
51.0
o 28.0 77.0 102.0
R R T e RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15030: 1H-Indene, 1-methyl- —
130.0 13.50
m/z 104.10 45.207%
5000
=to 77.0 J
102 0
o 8 et ] e

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

82X061822W.M Wed Jun 22 12:38:10 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Tridecane, 7-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.847 5.88 ug/l 118172 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 55
2 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 49
3 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 47
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 47
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 47
Abundance Scan 2093 (13.847 min): VX029675.D\data.ms (-2089) (- m/z 57.05 100.00%
57.0
5000 104.1 w
146 2 - Lo
13.50 14.00
177.4
0 _“Jﬂ‘w“mﬂhH oo WHﬁ ‘@“m“p‘w“‘fgﬁg‘ m/z 71.1e 92.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 a e
112.0 13.50 14.00
m/z 43.05 53.38%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
57.0
— —
13.50 14.00
5000 m/z 104.05 43.58%
113.0
85.0
. 29.0 169.0
e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 ’j\
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester £ ‘ #Mﬁ“?*?
57.0 13.50 14.00
m/z 41.05 31.98%
5000
85.0 113.0
29.0
N Mt SRRV NN NN Dl
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

82X061822W.M Wed Jun 22 12:38:11 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.926 5.92 ug/1 118981 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 93
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 93
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 86

Abundance Scan 2106 (13.926 min): VX029675.D\data.ms (-2099) (- m/z 131.20 100.00%
2

131
5000
91.1

39.1 648 162.1
e ol O R Y 1 ‘“Ww“w“‘%??% m/z 117.10  35.02%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

5000 1

o

m/z 146.20  34.59%

39.0 91.0
O\‘\‘i\\“H“i‘\G‘s‘};c\)‘M“\\‘\\‘]‘-\'1\0\-‘9‘\‘M\H“\H‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0

91.0 14.00
5000 m/z 91.10 30.87%

41.0 65.0
0 111.0
L e B A I O e
m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- :
131.0 14.00

m/z 115.10  25.13%

5000
91.0
390 65.0 ‘
[T FERTRN %;Qkﬁ H\‘

[ R RSN PR TR MM, 0 -
miz--> 20 40 60 80 100 120 140 160 180 14.00

82X061822W.M Wed Jun 22 12:38:12 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.079 9.10 ug/l 182914 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 97
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
Abundance Scan 2131 (14.079 min): VX029675.D\data.ms (-2126) (- m/z 131.00 100.00%
131.0
5000 ﬂ A
14.00
39.0 71 L
oHH_"Wm‘w"H""‘“MMW‘F?",‘H%??‘:ZH m/z 146.20  33.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 e ‘
14.00
m/z 115.10 17.64%
270 519 91.0
O\\\\‘\‘\\\“\\“\‘\‘m\‘\\‘\\‘\\‘J\.‘]\-]\-M()‘\‘M\‘\“\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
T \
14.00
5000 m/z 129.00 14.25%
39.0 91.0
0 15.0 63.0 111.0
AL A B o B R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- ‘
131.0 14.00
m/z 145.20  13.15%
5000
39.0 910
0 630 ‘
oo L0 Lol LAY
m/z--> 20 40 60 80 100 120 140 160 180 14.00

82X061822W.M Wed Jun 22 12:38:13 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.219 6.47 ug/1 130090 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 52

Abundance Scan 2154 (14.219 min): VX029675.D\data.ms (-2150) (- m/z 131.05 100.00%
1

131.
5000
911

162.2 1400 1450
‘,"‘3)‘9“'%&“?3'9“““‘,‘w“‘s““H 1804 m/z 133.20  41.43%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0

o

5000 e s
14.00 14.50
390 91.0 m/z 146.00 28.90%
0 630 ‘
O\’\‘V\\“‘\\“i‘\“mm\“’\\‘H‘J-\‘]Towlk\p‘\‘M\MM\H‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
e —
14.00 14.50
5000 m/z 115.05 19.44%
39.0 91.0
0 63.0 110.0
B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- — —
131.0 14.00 14.50

m/z 129.05 17.36%

) | MWMM
39.0
65.0
‘\‘H\M Il ‘\ }“\‘}‘HH“‘LM “

O et L e — ——
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50

82X061822W.M Wed Jun 22 12:38:13 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX@29675.D

Acqg On : 21 Jun 2022 20:26

Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

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, pentamethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.323 5.52 ug/1 110900 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 92
2 2-tert-Butyltoluene 148 C11H16 001074-92-6 62
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 62
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 58
5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 58

Abundance Scan 2171 (14.323 min): VX029675.D\data.ms (-2166) (- m/z 133.15 100.00%
138.2
- AM\_AW
91.1 o LI
41.0 650 | ‘ ‘ Lm “ ‘ “ 160.2 193.9 14.00 14.50
O b gt gy iﬁm‘pNh‘w‘u“‘u‘q m/z 148.20 38.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26355: Benzene, pentamethyl-
133.0
5000 — M/t L
14.00 14.50
91.0 m/z 145.15  25.57%
39.0 .
0 \1\5\.‘0\‘\\\“‘\\‘\‘\6“51‘\9\““ T \‘\ T “\‘\ \m“‘\1‘\‘\‘\‘\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133.0
- T
14.00 14.50
5000 105.0 m/z 129.60  17.04%
41.0
. 15.0 77.0
R e B mE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26348: 3,4-Dimethylcumene e T
133.0 14.00 14.50
m/z 91.10 14.80%
h WWW
105.0
41.0 77.0
o280, 1 o b b b A SRAT
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50

82X061822W.M Wed Jun 22 12:38:14 2022

Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.615 13.45 ug/l 270260 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 83
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 42
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 25
4 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 25
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 25
Abundance Scan 2219 (14.615 min): VX029675.D\data.ms (-2211) (- | m/z 57.10 100.00%
57.1
118.1
5000 160.2
—— —
‘ ‘ ‘ h ( 14.50 15.00
ok : \;\ ‘H \‘\un‘mﬁhg‘q\‘d"H‘\w ‘hh\\‘u‘\ ) ‘\1‘97‘5‘ : — ‘?8‘1-‘- m/z 71.05 96.97%
miz-> 50 100 150 200 250
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 s —
160.0 14.50 15.00
m/z 118.10 58.99%
390 /7.0 ‘
O ——- \‘\‘ “\ i‘” “h“‘mh\‘ \“ ‘\H‘H‘ ‘h\ ‘\\“ R e e R
miz--> 50 100 150 200 250
Abundance
118.0
. =
160.0 14.50 15.00
5000 m/z 43.10 53.52%
390 770
ob i N e .
miz--> 50 100 150 200 250
Abundance #45501: Decane, 3,7-dimethyl- — —
43.0 14.50 15.00
m/z 145.15  44.89%
5000
T //\AAJ\/W
127.0
0 H‘“Hu I VR ALY Y
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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 Naphthalene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.786 6.22 ug/1 124976 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 93
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 89
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 76
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 68
5 Naphthalene, 1-(2-hydroxypropyl) 186 C13H140 027653-13-0 50

Abundance Scan 2247 (14.786 min): VX029675.D\data.ms (-2243) (- m/z 142.05 100.00%

142.1
5000
57.1 T Y
‘ ‘ ‘ 172 2 ) 14.50 15.00
0 ,w\u Al Al ‘w‘w we b M 2722 2070 2811 o 141,05 84.32%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 DA =
14.50 15.00
m/z 115.10  45.44%
0 27. \\6\% ?\ ol 11 \ 0
’HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
— —
14.50 15.00
5000 ITI/Z 147 .05 37.17%
71.0
0 39.0 113.0
P T T T e
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene P I
141.0 14.50 15.00
m/z 129.00  33.19%
5000

63.0
027 0‘ I \‘\ i 9:\LO Il
R ARNRA A Ea e e e N e e RN LR R R AR e

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

2
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029675.D

Acqg On : 21 Jun 2022 20:26
Operator : JC/MD

Sample : N3325-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.246 25.9 wug/1 417727 1 5.556 805437 50.0
Amylene hydrate 6.245 6.0 ug/l 114860 2 6.769 961945 50.0
Indane 12.244 17.8 ug/l 358586 4 12.024 1004990 50.0
Benzene, 1,4-di... 12.317 16.0 ug/l 322002 4 12.024 1004990 50.0
Benzene, 1,2-di... 12.408 5.6 ug/l 111922 4 12.024 1004990 50.0
Benzene, 1,2,4,... 12.713 8.2 ug/l 164656 4 12.024 1004990 50.0
Benzene, 1,2,3,... 12.927 8.7 ug/l 175602 4 12.024 1004990 50.0
Cycloprop[al]ind... 13.426 5.6 ug/l 112810 4 12.024 1004990 50.0
Tridecane, 7-me... 13.847 5.9 ug/l 118172 4 12.024 1004990 50.0
1H-Indene, 2,3-... 13.926 5.9 wug/l 118981 4 12.024 1004990 50.0
1H-Indene, 2,3-... 14.079 9.1 ug/l 182914 4 12.024 1004990 50.0
1H-Indene, 2,3-... 14.219 6.5 ug/l 130090 4 12.024 1004990 50.0
Benzene, pentam... 14.323 5.5 ug/l 110900 4 12.024 1004990 50.0
Naphthalene, 1,... 14.615 13.4 ug/l 270260 4 12.024 1004990 50.0
Naphthalene, 2-... 14.786 6.2 ug/l 124976 4 12.024 1004990 50.0
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