LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\82X112222W.M

Title : SW846 8260

Signal : TIC: VX@33074.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.374 41 47 53 rBV 711750 771290 2.03% 0.332%
2 1.752 104 109 126 rVB 3622779 4648594 12.21% 2.003%
3  1.959 138 143 156 rVB2 2000236 3013010 7.91% 1.298%
4 2.069 156 161 168 rVV 374855 542160 1.42% 0.234%
5 2.215 181 185 196 rVB 771217 1185888 3.11% ©.511%
6 2.782 258 278 281 rBV3 376558 1164766 3.06% ©0.502%
7 2.831 281 286 289 rVWW 1073741 2203662 5.79% ©.949%
8 2.867 289 292 308 rVB2 830185 1926511 5.06% ©0.830%
9 3.105 321 331 349 rVB 833986 1883376 4.95% 0.811%
10 3.447 378 387 400 rBV 561278 1247753 3.28% 0.538%
11  3.672 416 424 428 rBV 161503 382567 1.00% ©.165%
12 3.733 428 434 443 rVB 396546 936423 2.46% 0.403%
13 3.837 443 451 457 rBV 246884 622894 1.64% 0.268%
14 4.105 485 495 505 rVB 282164 732690 1.92% 0.316%
15 4.312 518 529 540 rVB 2221264 6319873 16.60% 2.722%
16 5.196 664 674 689 rVB 308269 965823  2.54%  0.416%
17 5.477 710 720 730 rBV 1272108 4024525 10.57% 1.734%
18 5.623 739 744 765 rVB3 162747 598743 1.57% 0.258%
19 5.830 766 778 791 rBV5 189471 614944 1.62% 0.265%
20 6.044 804 813 823 rVB 881524 2251825 5.91% 0.970%
21 6.166 823 833 836 rBV 183108 501567 1.32% 0.216%
22 6.257 843 848 857 rVB2 234923 633634 1.66% 0.273%
23 6.361 857 865 876 rVB2 211413 599833 1.58% 0.258%
24 6.763 924 931 936 rBV 227521 580488 1.52% 0.250%
25 6.848 940 945 954 rVB4 237003 679546 1.78% 0.293%
26 7.178 990 999 1007 rBv2 196984 457486 1.20% 0.197%
27 7.385 1017 1033 1045 rBV3 1072319 2720607 7.15% 1.172%
28 8.147 1152 1158 1163 rVB 460514 782152  2.05% ©.337%
29 8.507 1210 1217 1226 rVB 422364 733270 1.93% 0.316%
30 8.647 1235 1240 1246 rVB 368232 620495 1.63% 0.267%
31 8.720 1246 1252 1258 rBV 1511354 2275892 5.98% 0.980%
32 8.958 1287 1291 1300 rVB 312572 533066 1.40% 0.230%
33  9.049 1300 1306 1311 rBV 287090 453829 1.19% ©.196%
34 10.055 1461 1471 1476 rBV 487049 700626 1.84% 0.302%
35 10.201 1489 1495 1500 rVB 13811899 18680381 49.06% 8.047%

36 10.311 1506 1513 1518 rBV 23964916 38072916 100.00% 16.401%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\82X112222W.M
Title : SW846 8260
37 10.646 1562 1568 1578 rVB 8227537 10363652 27.22% 4.464%
38 10.963 1613 1620 1627 rBV 1257319 1561003 4.10% 0.672%
39 11.079 1635 1639 1644 rVB 323907 412246 1.08% 0.178%
40 11.305 1668 1676 1682 rVB 3318574 3957332 10.39% 1.705%
41 11.384 1683 1689 1696 rVV 8708075 17075687 44.85%  7.356%
42 11.457 1696 1701 1707 rVB 4430013 5622248 14.77% 2.422%
43 11.616 1721 1727 1737 rBV 5853175 7161071 18.81% 3.085%
44 11.762 1745 1751 1755 rVB 20352103 26420133 69.39% 11.381%
45 12.024 1789 1794 1798 rVV2 594428 820372  2.15% ©.353%
46 12.091 1798 1805 1810 rVB 6722363 8093590 21.26%  3.487%
47 12.244 1824 1830 1838 rBV2 6156176 8532749 22.41% 3.676%
48 12.317 1838 1842 1852 rVB3 1429203 2103682 5.53% 0.906%
49 12.408 1852 1857 1862 rBvV2 384490 538687 1.41% 0.232%
50 12.463 1862 1866 1872 rVB 516400 594614 1.56% 0.256%
51 12.530 1872 1877 1879 rBV 1143072 1389037 3.65% 0.598%
52 12.555 1879 1881 1886 rVB 990460 1082840 2.84% 0.466%
53 12.616 1886 1891 1894 rBV 1971121 2313644 6.08% 0.997%
54 12.646 1894 1896 1900 rVB 573446 579754 1.52% 0.250%
55 12.701 1900 1905 1913 rBV2 1666721 2231427 5.86% 0.961%
56 12.847 1924 1929 1934 rVB 579506 703342 1.85% 0.303%
57 12.920 1934 1941 1945 rBV 1159701 1449717 3.81% 0.625%
58 12.963 1945 1948 1954 rVB 1770377 1974245 5.19% 0.850%
59 13.170 1978 1982 1987 rVB 1483372 1685530 4.43% 0.726%
60 13.292 1997 2002 2007 rVB2 3114315 3995262 10.49% 1.721%
61 13.426 2019 2024 2032 rVB 813069 1078932 2.83% 0.465%
62 13.585 2046 2050 2056 rVB3 278235 437184 1.15% 0.188%
63 13.664 2061 2063 2069 rVB2 327327 430913 1.13% ©0.186%
64 13.780 2074 2082 2090 rBV 5856343 7500672 19.70%  3.231%
65 14.225 2149 2155 2164 rVB3 251816 529720 1.39% 0.228%
66 14.640 2218 2223 2233 rVB 2693762 3345887 8.79% 1.441%
67 14.780 2241 2246 2255 rBV 1725939 2185471 5.74% 0.941%
68 15.475 2354 2360 2365 rBV 241429 383230 1.01% 0.165%
69 15.615 2373 2383 2386 rBV 334826 519354 1.36% 0.224%

Sum of corrected areas: 232136332
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX033074.D\data.ms
2e+07
1.5e+07
1le+07
5000000 1752
1.959 4.312 5.477
1.374 2.069215 274887 3105 3447 3578337 4105 5.196 '/\553335.839&})\‘%3%35'
0' ] (N (NE ‘\/_v‘“v—rv_v_v_v—rr\H‘\H\—W\H‘Tr‘?ﬂu\‘v‘:r\u\‘/\\ﬁm/\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\/‘\\\\\‘\\\\‘\\\T‘/\\\ ‘\\mT
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: VX033074.D\data.ms
10.311
2e+07
1.5e+07 10.201
1e+07 10.646 11.384
5000000 457
11.3
8.720 10.963
361 6.7684 7.1787'/3\85 8.147 858647 8.95649 10.05 A1.079
L L e e e T T T T T ‘/\\ T [ — T — ‘4‘;'7 [ A e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX033074.D\data.ms
11.762
2e+07
1.5e+07
1le+07
12.0
616 12244 13.780
5000000
13.292
14.640
317,12 ﬁoéé §33.17q, 14.780
12.0 26616462.6 42815856 14.225 N 15.41/%615
0 1 ‘ 1 i ‘ I [— 1 T T%(,\F I T ‘ T 1 T T ‘ T [ T T T T /‘¥ T T T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.752 388.20 ug/l 4648590  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 28
4 Propane, 2-methyl-2-nitro- 103 C4HSNO2 000594-70-7 10
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
Abundance Scan 109 (1.752 min): VX033074.D\data.ms (-104) (-) m/z 43.05 100.00%
3.0
57.1
5000
1.40 1.60 1.80 2.00
36.0, 50.0 \‘ | . \‘ /z 41.10 92.46Y
O brrprrrrprrrrprerr e e o ‘_HWHHMHWHHWHMHWHH_H‘ m/z . .467%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.05 85.77%
72.0
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘H\\’HH‘HH‘HH’HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol
42.0
310 1.40 1.60 1.80 2.00
5000 ITI/Z 57.10 74 .00%
Ol 150 M
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane R R ama s R Eama
43.0 1.40 1.60 1.80 2.00
m/z 39.05 34.16%
5000
27 0 57.0 720
0 15.0 ‘ 500 “‘ 65.0
HMHWHWHH_HWMWHHMM“WHHWHMHWHWHHMHWMWHH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 7
R.T. EstConc Area Relative to ISTD R.T.
1.959 251.61 ug/l 3013010 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
4 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 12
5 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 10
Abundance Scan 143 (1.959 min): VX033074.D\data.ms (-138) (-) m/z 43.10 100.00%
43.1
5000
57.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
£0.0 ‘ 721 1.60 1.80 2.00 2.20
36.0,|11, 65.1 o
Oteprerrrrrprrre e oG M e e oo M/Z 42,10 59.23%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 L LA L L BN BN R B
1.60 1.80 2.00 2.20
. m/z 41.10 57.37%
27.0 57.0 720 /
oL 150 Ul s00,| es0
\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #766: Oxirane, ethyl-
41.0
1.60 1.80 2.00 2.20
5000 270 m/z 39.10  23.09%
57.0
71.0
15.0 “ ‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #726: Diaziridine,3,3-dimethyl-
32.0 1.60 1.80 2.00 2.20
m/z 57.05 17.01%
41.0
5000
54.0 720
0 | ‘H}

\
m/z--> 5 10 15 20 25 30 35

|
45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Pentane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.831 184.02 ug/l 2203660 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane 72 C5H12 000109-66-0 49
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 38
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 37
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 36
Abundance Scan 286 (2.831 min): VX033074.D\data.ms (-281) (-) m/z 43.10 100.00%
43.1
5000 711 pg
57.1
‘ ‘ | 86.1 2.60 2.80 3.00 3.20
Ottt el A YT m/z 71010 47.50%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 f\uu‘uu‘uu‘uu‘\u
2.60 2.80 3.00 3.20
27.0 570 m/z 42.10 45.47%
0\\‘\]_\5;()\’\\\\“\\\\‘i\}\\’\\H‘\‘\\\\‘}\\\‘\8\61.\()‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
2.60 2.80 3.00 3.20
5000 m/z 41.10 44 ,50%
27.0 57.0 720
15'0 \‘\ plL | L M‘ ‘
Obrr et et e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0 2.60 2.80 3.00 3.20
m/z 39.10 22.44%
5000
71.0
27.0 55.0
Joas0 T | "eg | 880
R B e e R e
m/z--> 10 20 30 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\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,312 527.76 ug/l 6319870  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 80
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 56
Abundance Scan 529 (4.312 min): VX033074.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1 JX
T
‘ ‘ ‘ 84.0 4.00 4.20 4.40 4.60
0“““w““‘u‘c}ﬂ“quw M“ng“‘w‘j“‘u‘ m/z 41.10 53.14%
m/z--> 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  45.86%
28.0 84.0
150 | |
O\\‘\\‘\\‘\\}\“\\\\‘}\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
560 84.0
4.00 4.20 4.40 4.60
5000 41.0 m/z 55.10  26.47%
69.0
27.0 ‘ ‘
ol 30 el
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 4.00 4.20 4.40 4.60
210 m/z 39.1@  25.48%
5000
42.0
‘ ‘ ‘ 84.0
OH‘\\H‘Huiuu“}‘\‘uw\‘; ‘\‘HH‘HH‘\!H‘\H
m/z--> 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\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.384 1040.73 ug/1 17075700  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1689 (11.384 min): VX033074.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1

5000
120.1
/\‘ T T ‘ T T
391 g3 0 91‘-1 11.00 11.50
0“_H‘_H‘_HJ_H‘wH‘_W‘_HM_HNMH‘HM‘MMWMHW‘H‘ m/z 120.10 34.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 * /\}\/\ A *

I
1200 11.00 11.50
m/z 91.10 13.89%

39.0 63.0 77.0 91.0
O \\‘\\\\-‘\\\‘\‘\\\\“‘\\\\“\\\\“\‘\‘\\‘\\\‘}“\\\\“}\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 A
— A
11.00 11.50
5000 ITI/Z 77 .05 12.84%
120.0
3%0 63.0 77.0 91.0
Obrrrrre B e et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #10728: Benzene, 1-ethyl-4-methyl- A R
105.0 11.00 11.50
m/z 106.10 9.90%
5000
120.0
77.0 91.0

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\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616 436.45 ug/1 7161070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1727 (11.616 min): VX033074.D\data.ms (-1721) (| m/z 105.10 100.00%
105.1
5000
120.1
o 770 910 s | 120
Obrrrrr 3k T M M wjz 120010 32.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\I\U\ ‘/\ i \ f‘\
120.0 11.50 12.00
m/z 91.05 12.58%
77.0 91.0
O\\‘]\_\5\.(\)‘\H‘\‘\\3\)?‘.(\)\H“H\\6‘:\)"\.‘(\)\‘H\w“H\“M\\|\M\‘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 m/z 77.05 12.34%
790 120.0
39.0 65.0 ‘ ‘ Il
Ol prrrr e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 11.50 12.00
m/z 79.10 9.61%
5000
120.0
77.0 91.0
27.0 51.0 ‘ ‘
0H‘H‘W‘m‘m“‘HHva‘:“‘um;l“mH‘MH‘M“H‘m“mwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 493.29 ug/l 8093590 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Mesitylene 120 C9H12 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 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
Abundance Scan 1805 (12.091 min): VX033074.D\data.ms (-1798) (- m/z 105.10 100.00%
105.1
5000 120.1 A /\
77.0 911 ‘ 1900 ‘
SN | NN TN oo
O nprnpee el e m/z 120.10  43.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 1200 /\ : /\ :
12.00
770 m/z 77.05 12.51%
. "~ 91.0
O \\‘HH‘\2\\7\.‘()\\H“HHi‘}‘\\M\‘\‘H‘\H‘U‘\H\“\H\‘\‘}1\‘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 91.10 10.76%
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 10.36%
5000 120.0
28.0 77.0 91.0
51.0 :
0 ‘“1“'7&9‘HJ!‘HH“mHH;uH‘NH_‘“!‘_Hn“‘H‘_‘kuu“uwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 520.05 ug/l 8532750 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Benzene, 2-propenyl- 118 CSH1e 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Deltacyclene 118 C9H1e 007785-10-6 64
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
Abundance Scan 1830 (12.244 min): VX033074.D\data.ms (-1824) (- m/z 117.10 100.00%
117.1
5000 NJ\
o A‘1z‘oo‘ 1250
391 631 134.2 ; :
omw"“_nh‘p‘mww“",‘m_m',‘ m/z 118.10  57.04%
m/z--> 20 40 60 100 120 140
Abundance #10179.Indane
11v.0
5000 —r —
12.00 12.50
39.0 580 910 m/z 115.05  34.60%
miz-> 20 40 60 100 120 140
Abundance #10192:Benzene,24nopenyh
117.0
12.00 12.50
m/z 91.10 18.38%
5000 910 /
39.0 65.0
o\\\wwu
miz--> 20 40 80 100 120 140
Abundance #10197.Benzene,cydopropyh
117.0 12.00 12.50
m/z 119.10 12.28%
5000 91.0
51.0
R N L
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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-ethenyl-4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.292 243.50 ug/l 3995260 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 Cl1eH12 000874-35-1 89
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 83
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 81
Abundance Scan 2002 (13.292 min): VX033074.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
132.0
911 AL — A
0‘WHH‘HHMHJMHqMHwNVWmNM‘wwu‘wmw‘whuuwwu‘u‘ m/z 132.00  36.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 UL j\\ ‘
1320 13.00 13.50
o 910 m/z 115.10  29.28%
OH‘H\\‘%Z\‘?H\“HHi‘!‘\\\’\w‘\Tﬂ.\ﬁ)‘\\\\“‘\\\\‘M‘\\‘HH‘\HM‘\‘\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0
13.00 13.50
5000 132.0 m/z 119.10 26.35%
390 g509 910 ‘
0\\‘u\\‘m\‘\\\1“\\\\}‘1‘\\\,1‘“\\,\\\‘1‘\\\w‘\\\\‘Mu\‘m!‘m‘“p‘m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene I AR
117.0 13.00 13.50
m/z 131.05 18.11%
5000
91.0 132.0
390 g50 ‘
0"‘H"‘H“W‘H“""{‘J‘H‘,“1“‘,"1‘1“"‘“‘1H“M“HH‘MM“MH‘W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX@033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Benzocycloheptatriene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.640 203.93 ug/l 3345890 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1-methyl- 142 Cl11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 Cl1Hie 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 Cl11H1e 002471-83-2 64

Abundance Scan 2223 (14.640 min): VX033074.D\data.ms (-2218) (-] | m/z 142.05 100.00%
142.1

5000
115.1
—— —
14.50 15.00
39.0 630 89.0
90 A M ATA2 2071 s 141 65 87.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 P —
115.0 14.50 15.00

m/z 115.10 34.99%
390 630 89.0

O ‘ TTTT “ T \H\ \‘ ‘ “\‘ \“\ H\ ‘ T ‘\‘ TT ‘ TT \‘ } ‘ TTTT ‘i ‘\ TTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-

142.0
— —
14.50 15.00
5000 ITI/Z 143.05 11.60%
115.0
ol 20 000 L
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene —— T
141.0 14.50 15.00
115.0 m/z 139.00 11.39%
5000
630 89.0
o‘HH_Hu““:“h”w‘w‘e“u‘mM_;m,“mwmwuwuu — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112522\
Data File : VX033074.D

Acqg On : 25 Nov 2022 17:37
Operator : JC/MD

Sample : N5742-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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- 1.752 388.2 ug/l 4648590 1 5.556 598743 50.0
Pentane 1.959 251.6 ug/l 3013010 1 5.556 598743 50.0
Pentane, 2-methyl- 2.831 184.0 wug/l 2203660 1 5.556 598743 50.0
Cyclopentane, m... 4.312 527.8 ug/l 6319870 1 5.556 598743 50.0
Benzene, 1l-ethy... 11.384 1040.7 ug/l 17075700 4 12.024 820372 50.0
Benzene, 1l-ethy... 11.616 436.4 ug/l 7161070 4 12.024 820372 50.0
Benzene, 1,2,3-... 12.091 493.3 ug/l 8093590 4 12.024 820372 50.0
Indane 12.244 520.0 ug/l 8532750 4 12.024 820372 50.0
Benzene, 1-ethe... 13.292 243.5 ug/l 3995260 4 12.024 820372 50.0
Benzocyclohepta... 14.640 203.9 ug/l 3345890 4 12.024 820372 50.0
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