LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X101922W.M

Title : SW846 8260

Signal : TIC: VX@32346.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 26 29 43 rBV 720986 914659 2.32%  0.275%
2 1.368 43 46 54 rBV 4725869 6017281 15.24% 1.807%
3 1.746 103 108 127 rVB 19629283 27467395 69.55% 8.250%
4 1.953 137 142 155 rVB 6303997 9154368 23.18% 2.750%
5 2.069 156 161 168 rVV 1625371 2219473 5.62% 0.667%
6 2.166 172 177 181 rVW 668769 997364 2.53%  0.300%
7 2.215 181 185 197 rVW 1811735 2655599 6.72% ©.798%
8 2.343 198 206 218 rVB 381130 744211 1.88% 0.224%
9 2.782 271 278 281 rVV 1180224 2603432 6.59% 0.782%
106 2.831 281 286 289 rVV 2596421 5371504 13.60% 1.613%
11  2.867 289 292 318 rVV2 1728995 4087481 10.35% 1.228%
12 3.105 318 331 349 rVB 1914781 4246049 10.75% 1.275%
13 3.318 355 366 378 rBV 332856 756105 1.91% 0.227%
14 3.446 378 387 400 rBV 789910 1747081 4.42%  0.525%
15 3.587 400 410 416 rBV 230340 593622 1.50% 0.178%
16 3.666 416 423 428 rBV 173383 427423 1.08% 0.128%
17 3.733 428 434 443 rVB 750367 1749951 4.43% 0.526%
18 3.843 443 452 458 rBV 459752 1191121 3.02% ©.358%
19 4.105 485 495 505 rVw 508382 1307208 3.31% 0.393%
20 4.215 505 513 519 rVwV 166994 491739 1.25% 0.148%
21  4.312 519 529 540 rVV 3848767 10871539 27.53% 3.265%
22 4.428 540 548 563 rVB 177580 532413 1.35% 0.160%
23 5.196 664 674 690 rVB 444903 1409649 3.57% 0.423%
24 5.385 690 705 711 rBV3 116790 404608 1.02% 0.122%
25 5.483 711 721 736 rVV4 698537 3104694 7.86% 0.933%
26 5.623 737 744 765 rVB3 409653 1535900 3.89% 0.461%
27 5.830 765 778 791 rBV 355976 1073290 2.72% 0.322%
28 6.044 804 813 822 rBV 818288 2059904 5.22% 0.619%
29 6.166 823 833 837 rBV2 269811 825055 2.09% 0.248%
30 6.257 842 848 857 rVV3 549358 1617312 4.10% 0.486%
31 6.367 857 866 877 rVB2 259782 763528 1.93% 0.229%
32 6.611 895 906 914 rBV2 172747 435877 1.10% 0.131%
33 6.763 924 931 935 rBV 220973 535799 1.36% 0.161%
34 6.854 936 946 957 rVB6 419601 1571111 3.98% 0.472%
35 7.171 990 998 1007 rBV 269152 609240 1.54% 0.183%

36 7.379 1019 1032 1045 rBv4 784226 2194747 5.56% 0.659%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X101922W.M
Title : SW846 8260
37 7.659 1072 1078 1090 rVB 204007 400546 1.01% 0.120%
38 7.988 1122 1132 1144 rVB 217129 507323 1.28% 0.152%
39 8.110 1144 1152 1154 rBV 336031 635195 1.61% 0.191%
40 8.147 1154 1158 1162 rW 544798 963463 2.44% 0.289%
41  8.507 1211 1217 1227 rVB 437800 750501 1.90%  0.225%
42 8.653 1236 1241 1247 rVB 456817 751386 1.90% 0.226%
43 8.720 1247 1252 1258 rBV 482335 751042 1.90% 0.226%
44 10.055 1467 1471 1476 rVB 443800 584703 1.48% 0.176%
45 10.207 1489 1496 1501 rVB 25745057 37451251 94.83% 11.249%

46 10.317 1506 1514 1519 rVB 27025000 39494698 100.00% 11.863%
47 10.640 1562 1567 1578 rVB 1410257 1934948 4.90% 0.581%
48 10.963 1613 1620 1626 rBV 2155934 2666086 6.75% 0.801%
49 11.085 1635 1640 1644 rBV 404213 548049 1.39% 0.165%
50 11.305 1666 1676 1682 rBV 5754604 7312583 18.52% 2.196%

51 11.402 1683 1692 1697 rVV 11117975 14658065 37.11% 4.403%
52 11.457 1697 1701 1712 rVB 5106273 6256948 15.84% 1.879%
53 11.616 1721 1727 1736 rBV 5362642 6361544 16.11% 1.911%
54 11.762 1745 1751 1756 rBV 28344353 38145926 96.58% 11.458%
55 12.024 1789 1794 1799 rVB2 610825 883444  2.24%  0.265%

56 12.091 1799 1805 1810 rBV 8914035 10675440 27.03%  3.206%
57 12.244 1825 1830 1837 rBV 8904981 12028207 30.46% 3.613%
58 12.317 1837 1842 1849 rVV3 2804706 4142430 10.49%  1.244%
59 12.408 1852 1857 1862 rBV2 430349 558491 1.41% 0.168%
60 12.463 1862 1866 1872 rVB 1168988 1389920 3.52% 0.417%
61 12.530 1872 1877 1880 rBV 2106040 3067581 7.77% 0.921%
62 12.555 1880 1881 1886 rVV 1771610 1559102 3.95% 0.468%
63 12.616 1886 1891 1894 rVV 4017640 4553144 11.53% 1.368%
64 12.646 1894 1896 1900 rVV 564056 615128 1.56% ©.185%
65 12.701 1900 1905 1917 rVB2 1744670 2591725 6.56% 0.778%
66 12.847 1924 1929 1934 rVB 975826 1232115 3.12% 0.370%
67 12.920 1934 1941 1945 rBV 1792523 2323537 5.88% 0.698%
68 12.963 1945 1948 1954 rVB 2771521 3146616 7.97% 0.945%
69 13.170 1977 1982 1986 rVB 1931582 2278946 5.77% 0.685%
70 13.292 1998 2002 2007 rVB2 3891655 5075020 12.85% 1.524%
71 13.426 2019 2024 2032 rVB 547772 723554  1.83% 0.217%
72 13.579 2046 2049 2056 rVB4 325074 591966 1.50% 0.178%
73 13.664 2060 2063 2069 rVB3 235860 410470 1.04% 0.123%
74 13.774 2076 2081 2089 rBV 4862515 6396103 16.19%  1.921%
75 14.640 2218 2223 2233 rVB 2131601 2741548 6.94% 0.823%

76 14.780 2241 2246 2257 rVB 1200267 1487445 3.77%  0.447%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Title : SW846 8260

Sum of corrected areas: 332933921
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N5260-01
: 5.0mL/MSVOA_X/WATER
: 20 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\

: VX@32346.D
: 24 Oct 2022 17:30

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32346.D

Acqg On : 24 Oct 2022 17:30

Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 1 Butane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
1.368 195.89 ug/l 6017280  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 86
2 Isobutane 58 C4H1e 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4
Abundance  Scan 46 (1.368 min): VX032346.D\data.ms (-43) (-) m/z 43.10 100.00%
43.1
5000
‘ 58.1 120 140 1.60 1.80
obrrrrrrrrrrrprree el st e e ey M/z 41,100 38.59%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #262: Butane
43.0
5000 29.0
1.20 1.40 1.60 1.80
m/z 39.10 20.10%
O \\\‘\\\\‘\\‘\\’\\1\‘\\\ii\}\\’\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane
43.0
1.20 1.40 1.60 1.80
5000 m/z 58.10 15.36%
27.0
oL 10 140 |, L, s10
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
3.0 1.20 1.40 1.60 1.80
m/z 42.10 14.79%
5000
27.0
o 0 | | 640 830 990
e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.746 894.18 ug/1l 27467400  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 42
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
4 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 33
Abundance Scan 108 (1.746 min): VX032346.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1 57.0
5000
721 1.40 1.60 1.80 2.00
Ol et L 820 7 42,10 86.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 41.10 86.03%
72.0
150 Ly \ ‘
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #807: Pentane
43.0
1.40 1.60 1.80 2.00
5000 ITI/Z 57.05 84.13%
27.0
57.0
. 15.0 “ ‘ 72.0
O Tt e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- ““‘W““‘H‘Aq‘u“‘
430 5g 1.40 1.60 1.80 2.00
m/z 56.10 31.00%
5000
27.0
om"m_m"‘M‘pmwl‘:‘Wm“u“7‘1“'9“_?6{2” AVABBND £ VY, SV RIS
m/z--> 0 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.953 298.01 ug/l 9154370  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 9
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9

Abundance Scan 142 (1.953 min): VX032346.D\data.ms (-137) (-) m/z 43.10 100.00%

43.1
5000 /L
571 L L L B B BRI R
. c0.0 ‘ 65172-1 1.60 1.80 2.00 2.20
Ot e e m/z 42.10 60.11%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.10 57.65%
27.0 57.0 720 /
oL 150 Ul s00,| es0
\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\‘HH‘HH‘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 #766: Oxirane, ethyl-
41.0
1.60 1.80 2.00 2.20
5000 270 m/z 39.10  22.02%
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 #814: Butane, 2-methyl-
43.0 1.60 1.80 2.00 2.20
m/z 57.10 18.00%
57.0
5000
29.0
72.0
0 150 ‘ ‘50.0“ ‘ A
T T e e e T e
m/z--> 5 10 15 20 25 30 35 40 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\VX102422\
Data File : VX@032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 6
R.T. EstConc Area Relative to ISTD R.T.
4,312 353.91 ug/l 10871500  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 78
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 53
Abundance Scan 529 (4.312 min): VX032346.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1 J{
e
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
oH_WWH_H;HMMu_mu””,”‘”_” m/z 41.18 53.77%
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 46.81%
28.0 M ‘ 84.0
O\\‘\J-ﬁ;o\‘\\}H“\\\}}\‘\\\“\u ‘\‘\\\‘1i\\\\’\!\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0
4.00 4.20 4.40 4.60
5000 41.0 m/z 55.10 26.74%
69.0
27.0 H ‘
0H‘\J"\STO\‘\H‘H‘HH‘{HH‘N ‘\‘HHWHH,M‘H‘H\
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
21.0 m/z 39.10  26.10%
5000
42.0
‘ ‘ ‘ 84.0
0H‘\\H‘Hupul‘}‘\‘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\VX102422\
Data File : VX@032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.402 829.60 ug/l 14658100 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, 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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1692 (11.402 min): VX032346.D\data.ms (-1683) (| m/z 105.10 100.00%
105.1
5000 ]\/\
P
510 77‘-0 | 11.00 11.50
Ob ettt L A28L 1740 h; 100,05 33.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 —t j‘\/\‘ A
11.00 11.50
m/z 91.05 13.36%
39.0 77.0
0 T \‘\ T \“‘\ \“1‘5\9‘.9\ T \““ T \‘1 T “1‘\ \‘\“‘\ L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
e L
11.00 11.50
5000 m/z 77.05 12.97%
79.0
0 |l
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene AW A A
105.0 11.00 11.50
m/z 106.10  10.65%
5000 /\
77.0
51.0
b0 b b — )\A L
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32346.D

Acqg On : 24 Oct 2022 17:30

Operator JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 6 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.616 360.04 ug/l 6361540 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 Benzene, 1-ethyl-3-methyl- 120 CO9H12 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): VX032346.D\data.ms (-1721) (- m/z 105.10 100.00%
105.1
5000
120.1 /\
e —
391 g 7l 11.50 12.00
O 0 820 L)l 1881 100,10 32.25%
mfz--> 20 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M\j\‘ ML ‘A
120.0 11.50 12.00
m/z 91.05 12.83%
39.0 77.0
Ol T \‘\ T \“ T \‘\5\‘9‘9‘\ T \““ T \‘1 T ‘H‘\ \‘\“‘\ T
m/z--> 20 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 AAA
1150 1200
5000 m/z 77.10 12.44%
120.0
79.0
) SR PRSORo 1 NE NS  EY M
m/iz--> 20 80 100 120 140 f\
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 1150 1200
m/z 79.10 9.71%
5000
120.0
77.0
XTI L
0l e AL SR Y N
miz--> 20 80 100 120 140 11,50 12,00

82X101922W.M Wed Oct 26 12:42:44 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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.
12.244 680.76 ug/l 12028200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Deltacyclene 118 C9H10 007785-10-6 58
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 50

Abundance Scan 1830 (12.244 min): VX032346.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1

5000
91.0 L - — wdk
391 630 | 1342 12.00 12.50
o‘WH‘wHH‘Huhu‘wuhﬂmwuwwuuhuu_ﬂ‘_ﬂ“me‘wu‘ m/z 118.85 57.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000

—r T
12.00 12.50
m/z 115.10 35.68%

91.0
39.0 63.0
\\‘]-\\5\\0‘\\\\‘HH“H\\i‘\\HH‘\‘\\‘HH‘HH“\H\‘HH‘\\!\‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10195: Benzene, cyclopropyl-
117.0

o

12.00 12.50
5000 ITI z 91.05 20.00%
91.0
51.0 ‘ ‘
O brrrrrr 20O e b bl e M
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  16.75%

5000 91.0
39.0 65.0 M
0 L ‘ wll ‘AfA,‘ Lo JULA

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 9 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.616 257.69 ug/l 4553140 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 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 1891 (12.616 min): VX032346.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000 ﬂ !
911 12.50 13.00
39.1 65.0 : :
0 ‘_HwHHuum,uuHMH‘H‘M“ W48l 2071 hp 134,15 29.99%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.50 13.00
91.0 m/z 91.10 17.43%
65.0 ‘
0 \‘\?—\5\.9\‘\\3\9“;9\“\‘\"1‘\H‘H‘\H\“H“\ \‘M \H‘\‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.50 13.00
5000 m/z 120.10 10.42%
91.0
39.0 65.0 ‘ ‘
0 w‘%ﬁ?m‘ﬂuﬂuﬂﬁ‘h‘muﬂk‘m‘Hu‘u‘w‘u“u‘w‘u‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 12.50 13.00
m/z 105.10 9.65%
5000
39.0 450 91.0
0 W‘%ﬁ?ﬂ‘ﬂﬂﬂuph‘h‘w‘pL‘N‘HM‘H‘W‘H“H‘W‘H‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32346.D

Acqg On : 24 Oct 2022 17:30

Operator JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.292 287.23 ug/l 5075020 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 90
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87

Abundance Scan 2002 (13.292 min): VX032346.D\data.ms (-1998) (- m/z 117.10 100.00%
11y.1
5000
ot 13.00 13.50
39.1 65.0 : :
S ST A AN L 1623 1 n/7 132,05 35.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T /\\
91.0 13.00 13.50
510 m/z 119.10 32.10%
27.0 ' ‘
0 \\\‘\‘\ T \“"‘\ \“U\““H\?\s"ﬂ el “H‘\\ T \‘U\‘\ LI R B
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 m/z 115.05 29.61%
39.0 65.0 91.0
) HN Y NS ‘M‘ A0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl-
117.0 13.00 13.50
m/z 131.05 17.97%
5000 910
39.0 65.0
] “,u o ‘H“ SNBSS na —
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X101922W.M Wed Oct 26 12:42:46 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX032346.D

Acqg On : 24 Oct 2022 17:30
Operator : JC/MD

Sample : N5260-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 1.368 195.9 ug/l 6017280 1 5.556 1535900 50.0
Butane, 2-methyl- 1.746 894.2 ug/l 27467400 1 5.556 1535900 50.0
Pentane 1.953 298.0 ug/l 9154376 1 5.556 1535900 50.0
Cyclopentane, m... 4.312 353.9 ug/l 10871500 1 5.556 1535900 50.0
Benzene, 1l-ethy... 11.402 829.6 wug/l 14658100 4 12.024 883444 50.0
Benzene, 1l-ethy... 11.616 360.0 ug/l 6361540 4 12.024 883444 50.0
Indane 12.244 680.8 ug/l 12028200 4 12.024 883444 50.0
Benzene, 4-ethy... 12.616 257.7 ug/l 4553140 4 12.024 883444 50.0
Benzene, 2-ethe... 13.292 287.2 ug/l 5075020 4 12.024 883444 50.0
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