LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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\82X051222W.M

Title : SW846 8260

Signal : TIC: VX028649.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.373 43 47 52 rBV 335887 350043 2.05% 0.304%
2 1.751 103 109 123 rBV 3461225 4800547 28.11% 4.170%
3 1.953 137 142 155 rVB 2130522 2999962 17.57% 2.606%
4 2.068 156 161 168 rVV 300093 418294  2.45% 0.363%
5 2.166 172 177 181 rVW 117584 180098 1.05% 0.156%
6 2.215 181 185 195 rVB 305557 455306 2.67% ©.395%
7 2.343 195 206 220 rVB 204963 422053  2.47% 0.367%
8 2.721 257 268 272 rBvV3 81851 221425 1.30% 0.192%
9 2.782 272 278 281 rBV 420485 851723 4.99% 0.740%
10 2.824 281 285 290 rBV 937156 1608138 9.42% 1.397%
11  3.105 318 331 350 rVB 967095 2185326 12.80% 1.898%
12 3.446 378 387 400 rBvV 467320 1042385 6.10% 0.905%
13 3.733 428 434 443 rVB 129263 303174 1.78% 0.263%
14  3.842 443 452 457 rBV 116361 306328 1.79% 0.266%
15 3.903 457 462 472 rW 100956 246741 1.44% 0.214%
16 4.105 487 495 504 rVB 101726 262010 1.53% 0.228%
17 4.3066 518 528 540 rVV 1158021 3315008 19.41% 2.879%
18 5.196 669 674 689 rVB2 59084 175043 1.03% 0.152%
19 5.391 689 706 712 rBV2 196314 596025 3.49% 0.518%
20 5.476 712 720 728 rVV4 406549 1537334 9.00%  1.335%
21 5.556 729 733 739 rVWW 304606 844279 4.94% 0.733%
22 5.623 740 744 764 rVB4 187339 594275 3.48% 0.516%
23 5.830 766 778 790 rBV2 200999 611670 3.58% 0.531%
24 5.958 790 799 808 rBV 193352 512706 3.00% 0.445%
25 6.165 820 833 837 rBV2 144580 455159 2.67% ©0.395%
26 6.257 843 848 857 rVB3 217239 611104 3.58% 0.531%
27 6.360 857 865 877 rVB2 121001 335454  1.96%  0.291%
28 6.763 922 931 939 rBV 469698 1152130 6.75% 1.001%
29 6.842 939 944 954 rVB2 76014 224838 1.32% 0.195%
30 7.378 1020 1032 1045 rBV5 506895 1377731 8.07% 1.197%
31 7.659 1072 1078 1090 rVB 112165 227035 1.33% 0.197%
32 7.988 1123 1132 1144 rVB 73266 177408 1.04% 0.154%
33 8.110 1144 1152 1155 rBV2 147642 303848 1.78% 0.264%
34 8.147 1155 1158 1163 rVB 155435 234070 1.37% 0.203%
35 8.506 1211 1217 1225 rVB2 201728 349099 2.04% 0.303%

36 8.653 1235 1241 1247 rVB 984656 1525830 8.94%  1.325%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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\82X051222W.M
Title : SW846 8260

37 8.720 1247 1252 1259 rVB 1669880 2487017 14.56% 2.160%
38 8.842 1264 1272 1280 rVB 140770 266809 1.56% ©.232%
39 10.055 1461 1471 1476 rBV 1079516 1513996 8.87% 1.315%
40 10.195 1489 1494 1499 rBV 5372681 6870495 40.23% 5.968%

41 10.305 1506 1512 1518 rVB 12957417 17076633 100.00% 14.833%
42 10.646 1562 1568 1577 rVB 6959251 8870132 51.94% 7.705%

43 10.963 1613 1620 1627 rVB 684885 848659 4.97% 0.737%
44 11.085 1635 1640 1645 rBV 891680 1112076 6.51% 0.966%
45 11.305 1660 1676 1681 rBV 1330571 1677840 9.83%  1.457%
46 11.384 1683 1689 1691 rBV 3841121 5612346 32.87% 4.875%
47 11.451 1696 1700 1707 rVB 2239245 2794439 16.36% 2.427%
48 11.615 1721 1727 1736 rBV 3170184 3930847 23.02% 3.414%
49 11.756 1744 1750 1755 rBV 8147804 9491120 55.58%  8.244%
50 11.975 1780 1786 1789 rBV 136510 177626 1.04% 0.154%
51 12.024 1789 1794 1799 rVB 1270692 1552612 9.09% 1.349%
52 12.091 1799 1805 1809 rBV 2747288 3338292 19.55% 2.900%
53 12.243 1823 1830 1838 rBV3 1956617 2868113 16.80% 2.491%
54 12.317 1838 1842 1850 rVB3 834886 1284234 7.52% 1.116%
55 12.408 1852 1857 1862 rBV2 218945 304980 1.79% ©.265%
56 12.463 1862 1866 1872 rVB 302895 362650 2.12% ©.315%
57 12.530 1872 1877 1880 rBV 564103 773081 4.53% 0.672%
58 12.554 1880 1881 1886 rVB 372103 311821 1.83% 0.271%
59 12.615 1886 1891 1894 rBV 1245771 1451671 8.50% 1.261%
60 12.701 1900 1905 1913 rBV2 647965 903992 5.29% 0.785%
61 12.847 1924 1929 1934 rVB 214793 275994  1.62%  ©.240%
62 12.920 1934 1941 1945 rBV 626165 778802 4.56% 0.676%
63 12.963 1945 1948 1954 rVB 585538 685039 4.01% 0.595%
64 13.170 1978 1982 1986 rVB 408638 467557 2.74%  0.406%
65 13.292 1998 2002 2007 rVB2 845685 1111985 6.51% ©0.966%
66 13.426 2019 2024 2030 rVB 215087 280196 1.64% 0.243%
67 13.664 2060 2063 2069 rVB2 122011 187253 1.10% ©.163%
68 13.774 2075 2081 2091 rBV 1707218 2251054 13.18%  1.955%
69 14.639 2218 2223 2233 rVB 722575 921241 5.39% 0.800%
70 14.779 2241 2246 2256 rBV 364283 470524  2.76%  0.409%

Sum of corrected areas: 115124725
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

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

Abundance TIC: VX028649.D\data.ms

1.2e+07
1le+07
8000000
6000000

4000000 1.751

2000000 1.953
2. 824 3.105 4.306

1.373 2068845343 27 8446 3 733434.105 5.1065. 8041852358 900586. 1585
[N \‘W\Tﬂ\%\m“v—v_v_v—rr\ \\/\\\‘W‘/\\\\‘v"rﬁ/\\\"\\fﬁﬁr‘\’\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T‘\\\\“WmT
Time--> 1.20 140 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: VX028649.D\data.ms

o
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Time--> 6. 50 7.00 7.50 8. 00 8 50 9. OO 9.50 10.00 10.50 11.00
Abundance TIC: VX028649.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.751 284.30 ug/l 4800550  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 35
4 Pentane 72 C5H12 000109-66-0 33
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 109 (1.751 min): VX028649.D\data.ms (-103) (-) m/z 43.10 100.00%
T o571
5000
‘ 72.1 1.40 1.60 1.80 2.00
ol il b 850 m/z 41.18 92.04%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0
1.40 1.60 1.80 2.00
m/z 42.10 87.29%
140 ‘ ‘ 72.0
O H\‘\H\‘\}\\‘Hl\‘\\\\‘ }Hi‘\‘\‘\}‘\\HMH\‘\H\‘\H\‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #752: 3-Buten-1-ol
42.0
1.40 1.60 1.80 2.00
5000 m/z 57.10 77 .49%
27. 720
57.0 .
0‘H‘HH%AP‘HMM‘M}Muwwﬂwu‘ﬂuw‘uw‘uwu‘wu
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5667: Butane, 1-chloro-2-methyl- R AREEERRRELE S
41.0 57.0 1.40 1.60 1.80 2.00
m/z 39.05 35.06%
5000
27.0
70.0
Ol B0 il 9101060
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Pentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.953 177.66 ug/l 2999960  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Butane, 2-methyl- 72 C5H12 000078-78-4 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 35
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 16
Abundance Scan 142 (1.953 min): VX028649.D\data.ms (-137) (-) m/z 43.05 100.00%
43.0 n F
5000
57.0
‘ 72‘-1 1.60 1.80 2.00 2.20
ol et L 921 m/z 42,10 59.73%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.10 55.26%
27.0 570 5 /
O\H‘:\LI\S;O\‘\H“\“‘\H“ }\\‘\‘\w\‘\\\\‘\\\\‘\\\\‘\\\\ 1
miz--> 10 20 30 40 50 60 70 80 90
Abundance #767: Oxirane, ethyl-
42.0
1.60 1.80 2.00 2.20
5000 m/z 39.05 21.64%
27.0 72.0
57.0
w0 | )
0\\\‘\1‘\\‘\\\‘\“\\\‘}‘ et
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0 1.60 1.80 2.00 2.20
m/z 57.05 17.99%
57.0
5000
29.0
72.
0 15.0 ‘ il | “0
T e e e e A REmaaRET e
m/z--> 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.782 50.44 ug/l 851723  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Pentane 72 C5H12 000109-66-0 45
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 42
4 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 27
5 Propanoic acid, 2-methyl-, 2-pro... 128 C7H1202 015727-77-2 10
Abundance Scan 278 (2.782 min): VX028649.D\data.ms (-272) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.0 86.1 2.40 2.60 2.80 3.00 3.20
oL et e e e e m/z 42,100 84.70%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000 U LR UL B
71.0 2.40 2.60 2.80 3.00 3.20
27.0 m/z 41.10 42.26%
55.0 86.0
O 150 \‘ Y \‘ “
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #808: Pentane
43.0
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.10 29.39%
27.0 570 720
o"“H"3‘5"9"HH_H“i‘1H‘Hw“_w!m_m_m
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl- M
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 20.36%
5000
27.0 71.0
so |0
ob— e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.824 95.24 ug/l 1608140  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 94
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
3 Pentane 72 C5H12 000109-66-0 46
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
Abundance Scan 285 (2.824 min): VX028649.D\data.ms (-281) (-) m/z 43.10 100.00%
43.1
5000 71.1
57.1
‘ ‘ ‘ 6.1 2.60 2.80 3.00 3.20
0 H_m‘m‘_mgmwm“_m_‘H_m_” m/z 71.10  49.92%
m/z--> 10 20 30 40 70 80 90
Abundance #2045:Pentane,24nethyb
43.0
5000 71.0 T T T T T
2.60 2.80 3.00 3.20
21.0 57.0 m/z 42.10  47.40%
86.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
e EaEEEEEE R
2.60 2.80 3.00 3.20
5000 m/z 41.10 43,24%
71.0
27.0 55.0
ol1s0 L Teso | %0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0 2.60 2.80 3.00 3.20
m/z 39.10 22.37%
5000
27.0 57.0 720
0 150\\\\\
m/z--> 10 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Pentane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.105 129.42 ug/1 2185330  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 43
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 331 (3.105 min): VX028649.D\data.ms (-318) (-) m/z 57.10 100.00%
57.1
41.0
5000
‘ ‘ 711 gs1 2.80 3.00 3.20 3.40
Obrrrrrrrprerr et b A e M/Z 56,10 84.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000 T[T T T[T T T T T
2.80 3.00 3.20 3.40
m/z 41.05 60.58%
27,
S T R e
O \\‘\\\\’\\\{‘\H\‘}\\\’\\\\‘\H\‘\\\\’\\}\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
2.80 3.00 3.20 3.40
5000 41.0 m/z 43.05 22.06%
270 71.0
0 14.0 M ‘\ \‘ I ‘ | \“ 85.0 113'0
R R e T S ARRARR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4490: Butane, 2,2,3-trimethyl-
57.0 2.80 3.00 3.20 3.40
43.0 m/z 39.10 18.52%
85.0
5000
29.0
o, 150 \“ L 700 990
e A RARARRA TS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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-Ethyl-oxetane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.446 61.73 ug/1 1042390  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 91
2 n-Hexane 86 C6H14 000110-54-3 87
3 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 53
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 40
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 40

Abundance Scan 387 (3.446 min): VX028649.D\data.ms (-378) (-) m/z 57.10 100.00%

57.1
5000 f
86.1
‘ 3.20 3.40 3.60 3.80
ol b 2998 n/z 41,05 70.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1948: 2-Ethyl-oxetane
57.0
5000
3.20 3.40 3.60 3.80
290 86.0 m/z 43.05 57.71%
0 }\H\‘M‘\\‘\\’\M\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2041: n-Hexane
57.0
3.20 3.40 3.60 3.80
5000 m/z 56.05 51.92%
86.0
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2019: Furan, tetrahydro-3-methyl- R AARENEEREE Ea
56.0 3.20 3.40 3.60 3.80
m/z 42.10 31.40%
5000
20.0 86.0
0 Hw“Hm‘mu““HH,JM,HH,HH,HH_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80

82X051222W.M Mon May 16 ©6:39:48 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,306 196.32 ug/l 3315010 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclobutane 56 C4H8 000287-23-0 53
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43
Abundance Scan 528 (4.306 min): VX028649.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.1 J\\
e
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
0 “w“u“u“‘u“u‘:hﬁ‘quwM“mwiu“_j“_‘ m/z 41.10 50.86%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60
m/z 69.10 46.83%
280 ‘ ‘ ‘ 84.0
0 \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\w ‘\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
°6.0 84.0
4.00 4.20 4.40 4.60
5000 41.0 m/z 55.10  26.41%
69.0
27.0 ‘
) SRS -1 R A 1 e NP NS /N
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0 4.00 4.20 4.40 4.60
m/z 39.05 25.06%
41.0
5000
27.0
69.0
o 20 50 Ml 240
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

82X051222W.M Mon May 16 ©6:39:48 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Hexane, 3-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
5.830 36.22 ug/l 611670  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 59
Abundance Scan 778 (5.830 min): VX028649.D\data.ms (-766) (-) m/z 43.10 100.00%
71.1
57.1
5000
OLrrrrrrererprrreprrette gl el el n/z 71.10  75.06%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 j\,
20.0 5.60 5.80 6.00 6.20
m/z 70.10 66.84%
so | | w00
O H\‘HH’HH‘H}\‘HH’HH‘HH‘HH’HH‘\H\‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0 A/‘\/\
R EAREEmaEsEEEEEEEE
5.60 5.80 6.00 6.20
5000 57.0 710 m/z 41.05 65.43%
290 100.0
o eso
Ol e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 5.60 5.80 6.00 6.20
m/z 57.10 60.38%
71.0
5000
29.0
57.0
rrpere e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20

82X051222W.M Mon May 16 06:

39:49 2022

Page:

11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.384 180.74 ug/1 5612350 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1689 (11.384 min): VX028649.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1
/\‘ T T ‘ T T
77.0 91.0
39.1 63.0 M ‘ | 11.00 11.50
O e e e e e m/z 120.05 32.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

5000 : AM }\ ‘

120.0 11.00 11.50
m/z 91.05 13.23%

77.0 91.0
\\‘]\_\5\\0‘\\\\‘\\3\?‘(\)\\\“\\\\?%\‘(\)\‘\\\‘\“\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

o

11.00 11.50
5000 ITI z 77.00 11.91%
120.0
77.0 91.0
oL 180, 00 .80
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-

105.0 11.00 11.50

m/z 106.05 9.14%

120.0
5000
77.0 91.0 A
ol 19.0 \\ 1830 Ll \ A i

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50

82X051222W.M Mon May 16 ©6:39:49 2022 Page: 12



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51222\

VX028649.D
: 12 May 2022 19:35
JC/MD
: N2799-03
: 5.0mL/MSVOA_X/WATER
: 32 Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M

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, 1l-ethyl-4-methyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.615 126.59 ug/1 3930850 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1727 (11.615 min): VX028649.D\data.ms (-1721) (| m/z 105.05 100.00%
105.1
5000
120.1
A —
77.0 91.0
391 63.0 0 ‘ 11.50 12.00
O 'rrprrrrprrerprerdpree e e e e e m/z 120.10 30.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M ‘/\‘ ‘ j\
120.0 11.50 12.00
m/z 91.00 12.81%
77.0 91.0
O\\‘]\-\5\.9‘\\\‘\‘\\3\)?‘.(\)\H“H\\6‘%\.‘\0\‘\Hm‘\\H“MH‘\H\‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
11.50 12.00
5000 ITI/Z 76.95 12.39%
120.0
79.0
39.0 65.0 ‘
Ol e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0 11.50 12.00
m/z 79.05 9.30%
120.0
5000
Y O MO TN PO O IO Al-! L]
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
82X051222W.M Mon May 16 06:39:49 2022

Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.091 107.51 ug/1 3338290 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-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1805 (12.091 min): VX028649.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1
5000 120.1 A A
‘ —
390  g30 10 91‘-0 ‘ 12.00
0 e i el e m/z 1200160 42.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0 /\ : /\ :
12.00
m/z 77.00 12.35%
77.0 91.0
O\\‘HH‘\2\\7\.‘()\\H“\H\i‘}‘\\}“\‘\‘\\‘\H‘U‘\\H“HH‘\Ml\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 12.00
5000 m/z 91.00 10.59%
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 12.00
m/z 119.05 10.04%
5000
120.0
39.0 77.0 91.0
o280 L 0 0 L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00

82X051222W.M Mon May 16 ©6:39:49 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Benzene, 2-propenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.243  92.36 ug/l 2868110 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 70
2 Indane 118 C9H10 000496-11-7 70
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 70
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 46

Abundance Scan 1830 (12.243 min): VX028649.D\data.ms (-1823) (- m/z 117.10 100.00%
1

11y
5000
91.1

39.0 63.0 ‘ 134.0 12.00 12.50
AL

Ol e bt ML L myz 118,10 54.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
11v.0
An
5000 ;e —
91.0 12.00 12.50

m/z 115.05 34.39%

39.0 65.0
H‘H\\‘H\\‘\\\{“‘\\\\M\‘\\1’}‘{‘\\’\HH‘HH‘H\HH‘\H‘H} ‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0

o

12.00 12.50
5000 m/z 119.05 23.58%
91.0
Olaosgoﬁsﬂv
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 12.00 12.50

m/z 91.10  21.32%

5000 91.0
370 65.0
Y S A R N R N S

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

82X051222W.M Mon May 16 ©6:39:49 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 13 Benzene, 1,2-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.317 41.36 ug/l 1284230 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, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 94
Abundance Scan 1842 (12.317 min): VX028649.D\data.ms (-1838) (- m/z 119.10 100.00%
119.1
5000
91.0
39.1  65.0 ‘ 135.0 12.00 12.50
Ob el e TR w2 165,10 71.46%
miz-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 - N\ /\ ‘
910 12.00 12.50
' m/z 134.05  44.47%
39.0 5.0 135.0
0 \1\5\‘0‘\‘\‘\ \“‘\ \“\” \“‘r‘\ T \m‘ - “H\ \‘1” i \‘\ (R
miz-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
12.00 12.50
5000 m/z 91.05 28.35%
91.0
39.0 65.0 ‘ ‘ 135.0
0 \H‘\‘\‘\ \“‘\ H‘l‘w“;‘\ ol il “‘H\ \M A
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 12.00 12.50
m/z 77.00 15.40%
5000
91.0
41.0 65.0 ‘ ‘ 135.0
Y VU T S VI | SRR R s
m/z--> 20 40 60 80 100 120 140 12.00 12.50

82X051222W.M Mon May 16 ©6:39:50 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

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 14 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.615 46.75 ug/l 1451670  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 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, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1891 (12.615 min): VX028649.D\data.ms (-1886) (- m/z 119.10 100.00%

119.1
5000
134.1
91.1

390 650 | 12.50 13.00
o m/z 134.05  29.27%
miz--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000

134.0 12.50 13.00
m/z 91.10 16.73%

91.0
0 ‘1‘5"0‘ - ‘3‘9\"\0‘ . ‘6?‘0‘ “w‘ : “‘ : ‘\}“‘ ‘\‘\"‘ — —
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0

12.50 13.00
5000 m/z 120.10 10.05%
91.0 134.0
39.0 65.0 ‘
2 e P P O T
m/z--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene

119.0 12.50 13.00

m/z 105.05 9.32%

5000
134.0
91.0
41.0 65.0 ‘ ‘
0 \H‘\‘\ku‘\ H“H‘\H‘”‘HM“}‘H‘;“,‘HH\,H

m/z--> 20 40 60 80 100 120 140 12.50 13.00

82X051222W.M Mon May 16 ©6:39:50 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.292  35.81 ug/l 1111996 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 95
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 92
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
Abundance Scan 2002 (13.292 min): VX028649.D\data.ms (-1998) (- m/z 117.05 100.00%
117.1
5000
91.1
51.0 ‘ “ 13.00 13.50
bt e Ml 2070 e 119,10 46.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 RAVLN —
91.0 13.00 1350
51.0 m/z 132.05 35.94%
270" ‘
O\\\‘\\\\‘\\‘U\““U\\h\‘\1\\‘”}\\\’\‘Uf\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 AA
= ‘
13.00 1350
5000 m/z 115.10 %
91.0
390 66.0 ‘
NEL LT Y A A " I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 13.00 1350
m/z 91.10 %
5000
390 g5 91.0 ‘ ‘
Ol b el bl
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028649.D

Acqg On : 12 May 2022 19:35
Operator : JC/MD

Sample : N2799-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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|
Butane, 2-methyl- 1.751 284.3 wug/l 4800550 1 5.556 844279 50.0
Pentane 1.953 177.7 wug/l 2999960 1 5.556 844279 50.0
Butane, 2,3-dim... 2.782 50.4 ug/l 851723 1 5.556 844279 50.0
Pentane, 2-methyl- 2.824 95.2 ug/l 16081406 1 5.556 844279 50.0
Pentane, 3-methyl- 3.105 129.4 wug/l 2185330 1 5.556 844279 50.0
2-Ethyl-oxetane 3.446 61.7 wug/l 1042390 1 5.556 844279 50.0
Cyclopentane, m... 4.306 196.3 wug/l 3315010 1 5.556 844279 50.0
Hexane, 3-methyl- 5.830 36.2 ug/l 611670 1 5.556 844279 50.0
Benzene, 1-ethy... 11.384 180.7 wug/l 5612350 4 12.024 1552610 50.0
Benzene, 1-ethy... 11.615 126.6 ug/l 3930850 4 12.024 1552610 50.0
Benzene, 1,2,3-... 12.091 107.5 wug/l 3338290 4 12.024 1552610 50.0
Benzene, 2-prop... 12.243 92.4 ug/l 2868110 4 12.024 1552610 50.0
Benzene, 1,2-di... 12.317 41.4 ug/l 1284230 4 12.024 1552610 50.0
Benzene, 2-ethy... 12.615 46.8 ug/l 1451670 4 12.024 1552610 50.0
Benzene, 2-ethe... 13.292 35.8 wug/l 1111990 4 12.024 1552610 50.0
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