LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\82X041922W.M

Title : SW846 8260

Signal : TIC: VX028208.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.142 6 9 17 rBV 77488 68472 1.62% 0.167%
2 1.264 26 29 40 rVB 460151 441493 10.42% 1.074%
3 1.374 41 47 53 rBV 2766204 3023142 71.32% 7.354%
4 1.429 53 56 63 rVB 210950 212353 5.01% 0.517%
5 1.49 63 67 71 rBV 189287 177652 4.19% 0.432%
6 1.752 103 109 120 rBV 911599 1241965 29.30% 3.021%
7 1.9106 130 135 138 rBV 50879 70963 1.67% 0.173%
8 1.959 138 143 155 rVW2 430166 768376 18.13% 1.869%
9 2.069 156 161 169 rVvV 225759 320600 7.56% 0.780%
10 2.166 170 177 181 rW 113714 184839 4.36% 0.450%
11  2.215 181 185 195 rVB 353839 515746 12.17%  1.255%
12 2.752 258 273 281 rBV2 80774 207924 4.91% 0.506%
13 2.825 281 285 288 rW 59860 119568 2.82% 0.291%
14 2.867 288 292 305 rVB 116742 245312 5.79% 0.597%
15 3.105 323 331 343 rBV2 44098 103044  2.43% 0.251%
16 3.447 379 387 398 rVB2 26717 59575 1.41% 0.145%
17 4.3e6 517 528 539 rVB2 77311 219268 5.17% 0.533%
18 5.202 665 675 686 rVB2 18098 56198 1.33% 0.137%
19 5.391 694 706 715 rBV2 288549 851721 20.09% 2.072%
20 5.477 715 720 724 rVW2 41543 112425 2.65% 0.273%
21 5.556 724 733 755 rVB 400273 1161806 27.41% 2.826%
22 5.958 788 799 805 rBV 279355 744623 17.57% 1.811%
23  6.044 805 813 828 rVB 662550 1744646 41.16% 4.244%
24  6.763 921 931 944 rBV 617353 1486042 35.06% 3.615%
25 7.385 1023 1033 1042 rVB4 22772 57534 1.36% 0.140%

26 8.653 1234 1241 1246 rBV 1465435 2322270 54.79%
27 8.720 1246 1252 1265 rVB 2860639 4238680 100.00% 1
28 10.055 1465 1471 1485 rBV 1404229 1844647 43.52%
29 10.195 1489 1494 1505 rVB 240139 308928 7.29%
30 10.299 1505 1511 1525 rBV 1997461 2767079 65.28%
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31 10.640 1562 1567 1579 rVB 1501243 1984728 46.82%
32 11.079 1634 1639 1652 rBV 1292617 1694627 39.98%
33 11.378 1683 1688 1696 rVV 825538 1396835 32.95%
34 11.451 1696 1700 1713 rVB 444716 542352 12.80%
35 11.616 1721 1727 1733 rBV 414219 522421 12.33%
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36 11.750 1744 1749 1756 rBV 897117 1122055 26.47% 2.729%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\82X041922W.M
Title : SW846 8260
37 11.969 1778 1785 1789 rBV 48253 61884 1.46% ©.151%
38 12.024 1789 1794 1800 rVV 1572795 1907502 45.00% 4.640%
39 12.091 1800 1805 1811 rVB 510221 635903 15.00% 1.547%
40 12.244 1822 1830 1833 rBV 472356 663713 15.66% 1.614%
41 12.317 1838 1842 1851 rvB2 251551 342791 8.09% 0.834%
42 12.463 1862 1866 1871 rVB 78188 92237 2.18% 0.224%
43 12.530 1871 1877 1879 rBV 111628 140109 3.31% 0.341%
44 12.555 1879 1881 1886 rVB 113091 128980 3.04% 0.314%
45 12.616 1886 1891 1894 rBV 232151 282526 6.67% ©.687%
46 12.646 1894 1896 1900 rVB 61933 64892 1.53% 0.158%
47 12.701 1900 1905 1913 rBV2 166882 262199 6.19% ©.638%
48 12.847 1925 1929 1934 rVB2 76875 100742 2.38% 0.245%
49 12.920 1934 1941 1945 rBV 137505 176598 4.17% 0.430%
50 12.963 1945 1948 1954 rVB 219177 247128 5.83% 0.601%
51 13.170 1978 1982 1986 rVB 164342 196615 4.64% 0.478%
52 13.256 1992 1996 1998 rBV3 29579 44450 1.05% 0.108%
53 13.292 1998 2002 2007 rVB2 396531 523370 12.35% 1.273%
54 13.420 2018 2023 2031 rVB 192140 258781 6.11% ©0.629%
55 13.506 2032 2037 2040 rBvV2 35071 49043 1.16% ©0.119%
56 13.542 2040 2043 2046 rBV 58244 76637 1.81% ©.186%
57 13.585 2046 2050 2055 rvv3 77673 120044 2.83% 0.292%
58 13.664 2060 2063 2070 rvVB2 80371 116622 2.75% ©.284%
59 13.774 2075 2081 2088 rVWV 143063 211371 4.99% 0.514%
60 13.853 2089 2094 2100 rVB 69714 96969 2.29% 0.236%
61 13.926 2100 2106 2110 rBV2 89179 125726 2.97% 0.306%
62 14.079 2126 2131 2135 rBV 70351 91856 2.17% 0.223%
63 14.225 2149 2155 2163 rBV3 157540 287311 6.78% 0.699%
64 14.323 2167 2171 2175 rBV 36490 45782 1.08% 0.111%
65 14.371 2175 2179 2184 rVB 74257 94879 2.24% 0.231%
66 14.481 2192 2197 2202 rBvV2 134038 178953 4.22% 0.435%
67 14.615 2215 2219 2220 rBV 63829 69375 1.64% 0.169%
68 14.640 2220 2223 2226 rVW 106538 143747 3.39% 0.350%
69 14.670 2226 2228 2234 rVB 43136 53910 1.27% 0.131%
70 14.780 2241 2246 2249 rBV 49902 63440 1.50% 0.154%
71 14.902 2262 2266 2272 rVV3 30193 53548 1.26% 0.130%
72 15.182 2308 2312 2319 rVB 66075 114566 2.70% 0.279%
73 15.615 2377 2383 2386 rBV3 29473 46273 1.09% 0.113%
Sum of corrected areas: 41110381
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17

Operator JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

o

142

TIC: VX028208.D\data.ms
1.374

1.752

6.044

1.264 1.959 2915 5.556
2065 5.391

5.9
1420
e 166 278887 4.306
19 298287 3105 3.447 - 5.202 /5.4

Time-->
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TIC: VX028208.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 TIsobutane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.264 19.00 ug/l 441493  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Propene 42 C3H6 000115-07-1 5
3 Hydrogen isocyanate 43 CHNO 000075-13-8 4
4 Cyclobutylamine 71 C4HON 002516-34-9 4
5 Propane, 1-chloro-2-methyl- 92 C4HoCl 000513-36-0 4

Abundance  Scan 29 (1.264 min): VX028208.D\data.ms (-26) (-) m/z 43.05 100.00%

43.0
5000
1.20 140 1.60
Ol el e e aatie m/z 41,18 50.74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #266: Isobutane
43.0
5000
1.20 140 1.60
m/z 42.10 33.85%
15.0‘ ‘
0\‘\\\‘\‘\H\‘\\‘i‘\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
R E o e
1.20 140 1.60
5000 m/z 39.10 25.04%
15.0‘
0Lttt e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 }L
Abundance #76: Hydrogen isocyanate LB S et o o
43.0 1.20 140 1.60
m/z 38.10 4.42%
5000
15.0‘
o‘_‘w‘wuwu"H"_m_"‘_H"WWWWWW
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Butane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.374 130.10 ug/l 3023140  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 80
2 Acetone 58 C3H60 000067-64-1 9

3 Isobutane 58 C4H1e 000075-28-5 9
4 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9

5 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9
Abundance  Scan 47 (1.374 min): VX028208.D\data.ms (-41) (-) m/z 43.05 100.00%

43.0
5000

| | 1.20 1.40 160 1.80
0t (O 208 m/z 41.05 36.76%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #263: Butane
43.0
5000

120 140 1.60 1.80
m/z 39.10 18.91%

120, \‘\ |
\‘\\\\‘\\\\‘}\\\“ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #236: Acetone
43.0 /L

1.20 140 1.60 1.80

o

5000 m/z 58.10 18.25%
15.0
0 w*H¢MWWNM*w*H*w*H\H*W*H*M*H\H*W*H*M*H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #267: Isobutane N R e
43.0 1.20 140 1.60 1.80

m/z 42.05 14.59%

5000
15.0 ‘ ‘
0 | |

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Butane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.752  53.45 ug/l 1241976  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 35
3 Pentane 72 C5H12 000109-66-0 32
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 10
Abundance Scan 109 (1.752 min): VX028208.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
5000
72.1 1.40 1.60 1.80 2.00
Obrprrrpreeillally | 2083 2072 ;4105  92.03%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000
1.40 1.60 1.80 2.00
15.0 m/z 42.05 89.50%
‘ I ‘ 720
O \‘\\\‘\’\\\\ \H\“\"\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #5667: Butane, 1-chloro-2-methyl-
57.0
1.40 1.60 1.80 2.00
5000 29.0 m/z 57.10 80.59%
Y SRS 1 | T S 11 N —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane ‘_“W“H“‘ATH“‘
43.0 1.40 1.60 1.80 2.00
m/z 39.05 34.82%
5000
72.0
I
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Pentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.959 33.07 ug/l 768376  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Oxirane, ethyl- 72 C4H80 000106-88-7 53
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 52
4 Isobutylene epoxide 72 C4H80 000558-30-5 47
5 1-Propene, 2-methoxy- 72 C4H80 000116-11-0 37
Abundance Scan 143 (1.959 min): VX028208.D\data.ms (-138) (-) m/z 43.10 100.00%
5000
72.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ ‘ 1.60 1.80 2.00 2.20
Olrrrrrrprrr st 2982 myz 42.10 61.06%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #807: Pentane
43.0
1.60 1.80 2.00 2.20
m/z 41.10 58.77%
15.0 ‘ |
O \‘\\\‘\’\‘\\\i}\\w’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #762: Oxirane, ethyl-
42.0
1.60 1.80 2.00 2.20
5000 m/z 39.10 25.57%
71.0
Sell L
S N N —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #725: Diaziridine,3,3-dimethyl-
32.0 1.60 1.80 2.00 2.20
m/z 57.05 19.49%
5000
57.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 2-Methyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.069 13.80 ug/l 320600 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87

4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 72

Abundance Scan 161 (2.069 min): VX028208.D\data.ms (-156) (-) m/z 55.05 100.00%

55.
5000 C
1.80 2.00 2.20 2.40
bl st 9092069 /7 7e.10  45.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #643: 2-Methyl-1-butene
55.0
5000
1.80 2.00 2.20 2.40
29.0 m/z 39.00 29.03%
0 \\\‘\‘i\\‘i‘\\”\“l’\\M\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
1.80 2.00 2.20 2.40
5000 m/z 42.10 26.86%
29.0H
0 Hw‘H‘um‘w,m“mwHH_wwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.80 2.00 2.20 2.40
m/z 41.05 20.90%
5000
27.0
o N
m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 2-Butene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.215 22.20 ug/l 515746  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
4 2-Methyl-1-butene 70 C5H10 000563-46-2 78
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 78
Abundance Scan 185 (2.215 min): VX028208.D\data.ms (-181) (-) m/z 55.10 100.00%
55.
5000 C
H‘ ‘ 1.80 2.00 2.20 2.40 2.60
O i82 2000 myz 70.05  49.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: 2-Butene, 2-methyl-
55.0
5000
1.80 2.00 2.20 2.40 2.60
29.0 m/z 39.10 27.34%
O \\\‘\H\\"“\\”\M“\‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0
REAEE R
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.05 25.03%
27.0
o! T S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #660: Cyclopropane, 1,1-dimethyl-
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 19.69%
5000
29.0 ‘
ok
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VXe42022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17

Operator JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.378 36.61 ug/l 1396840 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 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
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): VX028208.D\data.ms (-1683) (-
105.1

m/z 105.05 100.00%

|

5000
120.1
—
91.0
30.0 65.0 ‘ ‘ 11.00 1150
0 e el e m/z 1200100 31.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.50
m/z 90.95 12.70%
77.0 91.0
OH‘]—\5\\()‘\\H‘\?%[9\\“\Hﬁ%\‘\()\‘\H‘\“\\H“HH‘\Ml\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
1100 11.50
120.0
77.0 91.0
PN SO < N O O N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 1100 1150
m/z 106.10
120.0
5000
270 510 77‘0910 |
) S A R PR T WS | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.091 16.67 ug/l 635903 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 CO9H12 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): VX028208.D\data.ms (-1800) (- m/z 105.05 100.00%

105.1
5000 120.1
77.0
30.0 63.0 : 9%0 | | 12.00
Ot e e e m/z 120.05 43.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0
12.00
770 m/z 76.95 10.76%
51.0 7 91.0
O \\’\H\’\2\\7\.’0\\\\“\H\i‘}‘\\}“Gﬂ"\(\)‘\H‘H‘\\H“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
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 ITI/Z 90.95 9.74%
39.0 77.0 91.0
N0 1Y AT OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.00 9.66%
5000 120.0
28.0 77.0 91.0
N O PR T SOV N
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.244  17.40 ug/l 663713 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 1830 (12.244 min): VX028208.D\data.ms (-1822) (- m/z 117.05 100.00%

1171
5000
91.1
39.0 63.0 12.00 12.50
Obr el el b A 2080 7 118,10 56.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
11y7.0
5000 —r —
12.00 12.50
30.0 91.0 m/z 115.00 35.08%
|
O\J\-:\g\o‘\‘\\\“\\\\“‘\‘\\\‘\\‘\\‘\\\’\\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10185: (Z)-1-Phenylpropene
117.0
12.00 12.50
5000 m/z 91.10 17.21%
91.0
51.0
oH"_m_“‘w“““mw”_mp“m‘,‘m,w,w,w,w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.05 15.02%
5000 91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.292 13.72 ug/1 523370 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 83
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 81
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76

Abundance Scan 2002 (13.292 min): VX028208.D\data.ms (-1998) (- m/z 117.05 100.00%

117.1
5000
910 m 13.00 13.50
39.0 65.0 : :
bt ‘ el “\“““‘1‘4719‘ 2052 m/z 132.05  38.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11y.0
5000 e Hoenn
91.0 13.00 13.50
51.0 m/z 119.10 33.50%
27.0 ‘ ‘
0 \\\‘\‘\ T \“i‘u‘”ﬁ“”\ \m\‘h‘uuw‘”{‘u “ \‘U\‘\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
13.00 13.50
5000 m/z 115.00 29.63%
91.0
39.0 66.0 ‘
NELT U T VR N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
11v.0 13.00 13.50
m/z 131.00 18.53%
5000
91.0
390 650 ‘ ”
0 \H‘\‘\\\“H“}H“i‘\mh“H‘i\‘“1‘\\H‘\M\‘\m‘mwm,\m
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042022\
Data File : VX028208.D

Acqg On : 20 Apr 2022 19:17
Operator : JC/MD

Sample : N2459-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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|
Isobutane 1.264 19.0 ug/l 441493 1 5.556 1161810 50.0
Butane 1.374 130.1 ug/l 3023140 1 5.556 1161810 50.0
Butane, 2-methyl- 1.752 53.5 ug/l 1241970 1 5.556 1161810 50.0
Pentane 1.959 33.1 wug/l 768376 1 5.556 1161810 50.0
2-Methyl-1-butene 2.069 13.8 ug/l 320600 1 5.556 1161810 50.0
2-Butene, 2-met... 2.215 22.2 ug/l 515746 1 5.556 1161810 50.0
Benzene, 1l-ethy... 11.378 36.6 ug/l 1396840 4 12.024 1907500 50.0
Benzene, 1,2,3-... 12.091  16.7 ug/l 635903 4 12.024 1907500 50.0
Indane 12.244 17.4 ug/l 663713 4 12.024 1907500 50.0
Benzene, 2-ethe... 13.292 13.7 ug/l 523370 4 12.024 1907500 50.0
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