LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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@29573.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.258 23 28 30 rBV 349514 588027 14.93% 1.987%
2 1.752 104 109 128 rVB2 112086 204626 5.20% 0.691%
3  1.953 138 142 149 rBV 45867 63825 1.62% 0.216%
4 2.562 230 242 249 rBV2 18100 84943  2.16% 0.287%
5 2.782 262 278 281 rBV3 48016 126592 3.21% 0.428%
6 2.825 281 285 290 rVB 73356 127981 3.25% 0.432%
7 3.165 323 331 342 rVB2 96116 226239 5.74% 0.765%
8 3.446 380 387 401 rVB3 31285 73113 1.86% 0.247%
9 4.306 519 528 541 rVB2 130927 376506 9.56% 1.272%
10 5.391 694 706 714 rBV2 150105 442234 11.23% 1.494%
11 5.477 714 720 725 rVW4 33743 90124  2.29% 0.305%
12 5.556 725 733 743 rVWV 252632 687779 17.46% 2.324%
13 5.830 766 778 789 rVB4 25084 80755 2.05% 0.273%
14 5.958 789 799 806 rBV 160434 425162 10.80% 1.437%
15 6.043 806 813 824 rVVv2 253759 688250 17.48%  2.326%
16 6.165 824 833 839 rVW4 27172 95536 2.43% 0.323%
17 6.251 840 847 857 rVW4 55749 185811 4.72% 0.628%
18 6.361 857 865 877 rVB6 21866 66303 1.68% 0.224%
19 6.763 922 931 941 rBV 416424 999330 25.38% 3.377%
20 7.379 1019 1032 1046 rBV3 99876 268618 6.82% 0.908%
21 7.659 1072 1078 1087 rVB2 21530 43004 1.09% ©0.145%
22 7.988 1123 1132 1144 rVB2 31956 69293 1.76% 0.234%
23 8.110 1144 1152 1156 rBV 61910 126532 3.21% 0.428%
24  8.506 1212 1217 1225 rVB3 25346 46653 1.18% ©0.158%
25 8.653 1235 1241 1247 rVB 832186 1290725 32.78% 4.362%

26 8.720 1247 1252 1258 rVB 117924 181537 4.61%
27 10.055 1460 1471 1477 rBV 839386 1146129 29.10%
28 10.195 1489 1494 1500 rBV 944818 1199970 30.47%
29 10.305 1506 1512 1518 rVB 570355 807731 20.51%
30 10.646 1562 1568 1579 rVB 1386964 1876186 47.64%
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31 10.963 1614 1620 1625 rBV 166772 204833 5.20%
32 11.085 1634 1640 1645 rBV 642285 831614 21.12%
33 11.305 1667 1676 1683 rBV 382756 476567 12.10%
34 11.378 1683 1688 1696 rVV 452853 672713 17.08%
35 11.451 1696 1700 1707 rVB 100591 131308  3.33%
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36 11.616 1721 1727 1736 rBV 736212 893937 22.70% 3.021%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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 11.756 1745 1750 1764 rVB 3277236 3938080 100.00% 13.308%
38 11.890 1770 1772 1778 rVB 36210 44246 1.12% 0.150%
39 11.969 1781 1785 1789 rBV 39610 50233 1.28% 0.170%
40 12.024 1789 1794 1800 rVB 892899 1059531 26.90% 3.580%
41 12.091 1800 1805 1810 rBV 676057 846831 21.50% 2.862%
42 12.244 1823 1830 1838 rBv2 1212818 1621198 41.17% 5.478%
43 12.317 1838 1842 1852 rVB3 147080 243742 6.19% 0.824%
44 12.408 1852 1857 1862 rBvV2 60534 82854 2.10% ©.280%
45 12.463 1862 1866 1872 rVB 115749 143782 3.65% 0.486%
46 12.530 1872 1877 1879 rBV 242089 302231 7.67% 1.021%
47 12.555 1879 1881 1886 rVB 215104 242486 6.16% ©.819%
48 12.616 1886 1891 1894 rBV 459344 545960 13.86% 1.845%
49 12.646 1894 1896 1900 rVB 97279 102981 2.62% 0.348%
50 12.701 1900 1905 1913 rBv2 313377 451463 11.46% 1.526%
51 12.847 1925 1929 1934 rVB2 72973 94051 2.39% 0.318%
52 12.920 1934 1941 1945 rBV 227097 296539 7.53% 1.002%
53 12.963 1945 1948 1954 rVB 349150 398515 10.12% 1.347%
54 13.024 1954 1958 1965 rBV3 32470 57462 1.46% 0.194%
55 13.170 1974 1982 1986 rBV 271767 348099 8.84% 1.176%
56 13.256 1992 1996 1998 rBvV2 36957 49946 1.27% 0.169%
57 13.292 1998 2002 2008 rVB2 280237 381242 9.68% 1.288%
58 13.426 2019 2024 2032 rVB 103056 137505 3.49% 0.465%
59 13.506 2032 2037 2040 rBV2 37811 52594 1.34% 0.178%
60 13.542 2040 2043 2046 rVV 69829 94660 2.40% ©0.320%
61 13.579 2046 2049 2056 rvv3 68895 151242 3.84% ©0.511%
62 13.664 2060 2063 2069 rVB2 70807 118610 3.01% 0.401%
63 13.774 2075 2081 2091 rBV 686230 903169 22.93% 3.052%
64 13.865 2091 2096 2101 rVB2 60277 100249 2.55% ©0.339%
65 13.926 2101 2106 2111 rBV2 49225 71013 1.80% 0.240%
66 14.079 2126 2131 2135 rBV 61975 79710 2.02% 0.269%
67 14.219 2149 2154 2163 rBV3 67573 135844 3.45%  ©.459%
68 14.371 2176 2179 2184 rVB3 46527 63116 1.60% 0.213%
69 14.481 2192 2197 2202 rBV3 24665 40278 1.02% 0.136%
70 14.603 2210 2217 2219 rBV 33761 58861 1.49% 0.199%
71 14.640 2219 2223 2227 rVB 71372 98605 2.50% ©0.333%
72 14.780 2241 2246 2251 rBv2 177683 240232 6.10% 0.812%
73 15.188 2306 2313 2320 rBvV2 23906 44874 1.14% 0.152%
Sum of corrected areas: 29592520
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX@29573.D

Acqg On : 18 Jun 2022 16:36

Operator JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VX029573.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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 2
R.T. EstConc Area Relative to ISTD R.T.
1.258 42.75 ug/l 588027 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 28 (1.258 min): VX029573.D\data.ms (-23) (-) m/z 63.95 100.00%

64.0
5000 JL‘
R
1.20 140 1.60
e e e M/Z 48,00 47.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LI LA A LB B B
1.20 140 1.60
m/z 66.00 5.10%
32‘.0
| , |
\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
e e e R
1.20 140 1.60
5000 m/z 50.00 2.20%
17.0
N O N S
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T
64.0 1.20 140 1.60
m/z 65.00 0.83%
5000
44,
16.0
| ‘ ‘ 93.0 1150 143.0 169.0
I L e e AR T
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\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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 Cyclopentane, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.306 27.37 ug/l 376506  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 Cyclohexane 84 C6H12 000110-82-7 64

4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43

Abundance Scan 528 (4.306 min): VX029573.D\data.ms (-519) (-) m/z 56.10 100.00%
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\\\‘\\\\‘\\\\‘\\\\‘\\\\i\‘\\\i‘\w\‘\\\‘1“\\\\‘\\\\‘\\ mz 6905 47.35%
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Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 L L R B R
4.00 4.20 4.40 4.60

m/z 41.05 46.51%
‘ ‘\ m‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0

41.0 4.00 4.20 4.40 4.60
5000 m/z 55.10  26.54%
27.0
‘ ‘ 69.0
SR N N .
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane R R R N RREns namn
56.0 4.00 4.20 4.40 4.60
84.0 m/z 42.05 19.20%
5000 41.0
69.0
i
"‘\”"\‘1‘5‘9\”“H\”‘w”‘w”‘w‘”‘“\”w““w” AR AR AR AR
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\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.378 31.75 ug/1l 672713 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX029573.D\data.ms (-1683) (-~ m/z 105.05 100.00%
105.1
5000
120.2 AM‘ A
— e
77.1 91.1 11.00 11.50
a7 41 ol ;
e e e e e e e m/z 120.20  29.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 \‘
120.0 11.00 11.50

m/z 91.10 11.99%

77.0 91.0
39.0
\\‘\%\8\‘(\)\\\‘\\\\“\\\\“\\\\6‘?\.‘\0\‘\\\‘\“\\\\“}\\\‘\\1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

11.00 11.50
5000 m/z 77.10 11.47%
120.0
77.0 91.0
As0 O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 1150
m/z 106.10 .92%
5000
120.0
79.0 ‘
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.616  42.19 ug/l 893937 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-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1727 (11.616 min): VX029573.D\data.ms (-1721) (- m/z 105.10 100.00%

106.1
5000
120.1 ]\
A

511 640 77.1 91.1 11.50 12.00
e 381 20 880 LMl Ll m/z 120010 31.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 e
120.0 11.50 12.00

m/z 91.10 11.80%

39.0 77.0 91.0
\\‘\2\6\+\0‘\\\\“\\\\i‘\\\\6’%1‘10\’\\\‘}“\\\\“\\\\‘\‘\1\‘\\‘\1“‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12.00
5000 m/z 77.10 11.65%
120.0
79.0
390
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 j\
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 1150 1200
m/z 79.10 9.58%
5000
120.0
39.0 77.0 91.0
20 L 80 L N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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, 1l-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 39.96 ug/l 846831 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 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1805 (12.091 min): VX029573.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 120.2
[N DV
51.1 77.1 91.0 12.00
Obrrrrrerrr 0k i 84l m/z 120020 41.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
5000 1200 i ‘A :
12.00

77.106  11.52%

77.0
51.0 91.0
\\‘\\\\‘\2\\7\.‘0\\\\"\\\\i‘{‘\\\"eﬂho\‘\\\‘}“\\\\“\\\\‘\M1\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl
105.0

120.0 12.00
5000 91.05 10.10%
77.0 91.0
H\1”5*9\*H‘*weﬁ;‘?‘w‘””ﬁ%*‘(*)wm‘*‘wHw‘mw“!w”‘*‘w‘”w*
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 12.00

m/z 119.10 9.58%

120.0
5000
77.0
27.0 51.0 91.0
H“m‘m“‘uH,"Hi‘:h‘\‘?ﬁr‘q“u‘l‘_m“:mwmemw

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 76.51 ug/1 1621200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Deltacyclene 118 C9H10 007785-10-6 58
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 49

Abundance Scan 1830 (12.244 min): VX029573.D\data.ms (-1823) (- m/z 117.05 100.00%
1

11y
5000 NJX
1.1 LA ——Y
30.1 63.0 ‘ ‘ ‘ 134.2 12.00 12.50
e e e el m/z 118.100 56.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 = —
91.0 12.00 12.50
51.0 m/z 115.10 33.69%
\\‘HH‘%Zi'?\\}“H\\H}Hl‘EH\\Tﬁ“}ﬂ\)‘\H\M}H\‘}‘H\‘HH“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
12.00 12.50
5000 m/z 91.10 18.31%
39.0 63‘.0 9L.0
- . | TR L | L I
P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 14.88%
5000 91.0
39.0 65.0
‘wHH‘HH_Hquﬂh‘MWM‘mNMHJMHWJHWHMHHHMH‘MH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

82X061822W.M Mon Jun 27 ©0:42:59 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX@29573.D

Acqg On : 18 Jun 2022 16:36

Operator JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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 7 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.616  25.76 ug/l 545960 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 1891 (12.616 min): VX029573.D\data.ms (-1886) (-
119.1

m/z 119.10 100.00%

5000 h b
1.1
39.0 65.1 ° 12.50 13.00
et bl 3968 g 134 00 28.40%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.50 13.00
910 m/z 91.10 16.59%
39.0 650 '
T \1\5‘\.(‘)\‘\ T \M\ \‘i‘\ “i“\ T \‘H’ T \‘\ T “1“\ \“\H’ T \1\‘\6‘0\ T
m/z--> 0 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
12.50 13.00
5000 ITI/Z 120.05 9.34%
91.0
39.0 65.0 ‘
“‘EQ?‘H‘AH‘W‘HJHJW‘Niwﬂh‘Hlu‘u““
miz--> 0 20 40 60 80 100 120 140 J\A
Abundance #16998: 0-Cymene e f\ﬁA\ ‘
119.0 12.50 13.00
m/z 117.10 9.19%
5000
91.0 J
41.0 65.0 NJK
m/z--> 0 20 40 60 80 100 120 140 12.50 13.00

82X061822W.M Mon Jun 27 ©0:43:00 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX@29573.D

Acqg On : 18 Jun 2022 16:36

Operator JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Indan, 1-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.701 21.30 ug/l 451463  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 86
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 83

Abundance Scan 1905 (12.701 min): VX029573.D\data.ms (-1900) (- m/z 117.10 100.00%

117.1
5000 AAAg A
011 A
391 65.0 ‘ 12.50 13.00
Ot H‘U“J“M“yu“‘,““““‘ m/z 115.10 31.61%
miz--> 20 40 6 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000
12.50 13.00
91.0 m/z 132.20 28.14%
39.0 650 ' ‘ 3‘
\\\‘\‘\\\"\\‘\ \“M‘\\\“\\“\\‘\\\1"\1-}‘\‘3\.0‘\\\\
mfz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—— ey
12.50 13.00
0 91.0
51.
133.0
A T L T N . L
m/z--> 20 80 100 120 140
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
11v.0 12.50 13.00
m/z 118.10 9.42%
5000
91.0
39.0
65.0 ‘
133.0
180 u‘,M el ‘M“ SRR P | N E— —_—
m/z--> 20 40 60 80 100 120 140 12 50 13.00

82X061822W.M Mon Jun 27 ©0:43:01 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.963 18.81 ug/l 398515 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 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 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1948 (12.963 min): VX029573.D\data.ms (-1945) (- m/z 119.10 100.00%
119.

19.1
5000
91.1
390 650 | | 1352 13.00
e e WL N m/z 134,200 43.34%
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
910 m/z 91.10 16.12%
39.0 65.0 ’ 135.0
\1\5\.0‘\‘\ T \“‘\ \‘\‘\ “\“\ T \““ T T “i‘\ \N T \\%‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
=
13.00
5000 ITI/Z 120.10 10.01%
91.0
EC L2 N NP s
miz--> 20 40 60 80 100 120 140 J}\
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- : A‘/\‘ Pl
119.0 13.00
m/z 133.15 8.20%
5000
390 .. 910 1350 Aﬂ&/\/\x
\H‘\‘\ \ \“‘H“N\“i‘u : \““H‘H“;‘H‘;‘l \H‘\‘HH L
m/z--> 20 40 60 80 100 120 140 13.00

82X061822W.M Mon Jun 27 00:43:02 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 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 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.292  17.99 ug/l 381242 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 83
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 70
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 70
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 64
Abundance Scan 2002 (13.292 min): VX029573.D\data.ms (-1998) (- m/z 117.10 100.00%
1171
5000
132.2
91.0
39.1 65.0 ‘ ‘ 13.00 13.50
T \“‘\ \“1‘ \““H\ \‘\‘H‘ et “‘\h\ T ““ \‘\““\”\ ‘1\4\8.\1\ m/Z 119.10 55.31%
m/z--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 132.0 RV M :
13.00 13.50
91.0 o
m/z 132.20 34.56%
51.0 ‘
‘2\7‘\-‘0\\“‘\\“\”\“}‘\?QH?\\”\‘W‘\\H‘\M\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 j\
ey Pl
13.00 13.50
5000 m/z 115.05 29.32%
132.0
L L ! 1 L | el
e e e
miz--> 20 40 60 80 100 120 140
Abundance #16120: Benzene, 2-butenyl- = T fAAMNru
11v.0 13.00 13.50
m/z 134.20 21.03%
132.0
5000 91.0
390 650 ‘ JL
TN Y Y N O Y VL Y | WS
m/z--> 20 40 60 80 100 120 140 13.00 13.50

82X061822W.M Mon Jun 27 ©0:43:03 2022 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029573.D

Acqg On : 18 Jun 2022 16:36
Operator : JC/MD

Sample : N3325-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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 1.258 42.8 ug/l 588027 1 5.556 687779 50.0
Cyclopentane, m... 4.306 27.4 wug/l 376506 1 5.556 687779 50.0
Benzene, 1l-ethy... 11.378 31.8 ug/l 672713 4 12.024 1059530 50.0
Benzene, 1l-ethy... 11.616 42.2 ug/l 893937 4 12.024 1059530 50.0
Benzene, 1-ethy... 12.091 40.0 ug/l 846831 4 12.024 1059530 50.0
Benzene, cyclop... 12.244 76.5 wug/l 1621200 4 12.024 1059530 50.0
Benzene, 4-ethy... 12.616 25.8 wug/l 545960 4 12.024 1059530 50.0
Indan, 1-methyl- 12.701 21.3 wug/l 451463 4 12.024 1059530 50.0
Benzene, 1,2,4,... 12.963 18.8 wug/l 398515 4 12.024 1059530 50.0
1-Phenyl-1-butene  13.292 18.0 wug/l 381242 4 12.024 1059530 50.0
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