LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 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\82X053122W.M

Title : SW846 8260

Signal : TIC: VX@29126.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 24 29 42 rBV2 351944 769996 3.03% 0.406%
2 1.368 43 46 52 rVB 429226 434151 1.71% 0.229%
3 1.746 103 108 125 rVB 1457726 1981696 7.81% 1.044%
4 1.953 137 142 152 rVB 662349 900743  3.55% 0.474%
5 2.069 155 161 168 rVV 207346 279674 1.10% 0.147%
6 2.752 260 273 275 rBV 243741 517795 2.04% 0.273%
7 2.825 280 285 289 rVW 812815 1751593 6.90% ©.923%
8 2.867 289 292 305 rVB2 590893 1190855 4.69% 0.627%
9 3.105 320 331 350 rVB2 877993 2076849 8.18% 1.094%
10 3.447 377 387 402 rVB 181479 402778 1.59% 0.212%
11 4.306 519 528 542 rVB 854452 2426563 9.56% 1.278%
12 5.391 692 706 712 rBV2 215969 646510 2.55% 0.341%
13 5.483 712 721 728 rVV4 300560 1094755 4.31% 0.577%
14 5.556 728 733 740 rVW 301751 843225 3.32% 0.444%
15 5.617 740 743 764 rVB3 183244 580966 2.29% 0.306%
16 5.830 764 778 791 rBV3 270575 852666 3.36% 0.449%
17 5.964 791 800 803 rBV 185651 453944  1.79% 0.239%
18 6.050 803 814 825 rVB 9331637 25376012 100.00% 13.367%
19 6.172 825 834 835 rBV2 173009 381272 1.50% 0.201%
20  6.257 843 848 851 rBV5 121546 285427 1.12% 0.150%
21 6.330 851 860 880 rVB 3001166 8869941 34.95% 4.672%
22 6.635 890 910 922 rBV2 125964 453518 1.79% 0.239%
23 6.763 922 931 940 rBvV 517011 1231015 4.85% 0.648%
24 7.379 1021 1032 1041 rBV3 722282 1906902 7.51% 1.004%
25 7.659 1071 1078 1090 rVB2 190825 407831 1.61% 0.215%
26 7.897 1104 1117 1123 rBV4 128097 444323 1.75% 0.234%
27 7.988 1123 1132 1144 rVB2 139783 341161 1.34% 0.180%
28 8.110 1144 1152 1155 rBV 182985 381081 1.50% 0.201%
29 8.446 1200 1207 1213 rBV4 150536 386316 1.52% 0.203%
30 8.525 1213 1220 1226 rVB3 380052 808977 3.19% 0.426%
31 8.604 1226 1233 1236 rBV4 148643 306190 1.21% 0.161%
32 8.653 1236 1241 1246 rVB 1066466 1708047 6.73% 0.900%
33 8.720 1246 1252 1258 rBV 3510904 5274828 20.79% 2.779%
34 8.805 1262 1266 1270 rBV 230313 329371 1.30% 0.174%
35 9.104 1308 1315 1321 rVB 147187 254120 1.00% 0.134%

36 9.458 1365 1373 1377 rBv4 130323 288037 1.14% ©.152%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 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\82X053122W.M
Title : SW846 8260

37 9.561 1385 1390 1395 rVB3 154279 282463 1.11% ©0.149%
38 10.055 1460 1471 1475 rBV 1168784 1876628 7.40%  ©.989%
39 10.098 1475 1478 1482 rVVv2 227912 396661 1.56% 0.209%
40 10.147 1482 1486 1489 rVvv2 201981 305972 1.21% 0.161%

41 10.195 1489 1494 1501 rVV 12083732 16590864 65.38% 8.740%
42 10.305 1504 1512 1518 rVB 14117014 19673744 77.53% 10.363%
43 10.646 1562 1568 1573 rVB 4189118 5540591 21.83% 2.919%
44 10.963 1614 1620 1626 rVB 1061627 1471213 5.80% ©.775%
45 11.085 1634 1640 1644 rBV 986362 1280289 5.05% ©.674%

46 11.305 1672 1676 1683 rVB 1591171 1964115 7.74%  1.035%
47 11.378 1683 1688 1690 rVV 2284989 3045781 12.00%  1.604%
48 11.402 1690 1692 1696 rVV 2108967 2271377  8.95%  1.196%
49 11.451 1696 1700 1711 rVB 2506466 3202593 12.62% 1.687%
50 11.616 1722 1727 1738 rVB 3824899 4624819 18.23% 2.436%

51 11.756 1745 1750 1755 rVB 14688320 18111879 71.37% 9.541%

52 12.024 1789 1794 1799 rVB 1361160 1747396 6.89% 0.920%
53 12.091 1799 1805 1810 rBV 2862101 3652172 14.39%  1.924%
54 12.244 1824 1830 1838 rBV3 5251366 7146098 28.16% 3.764%
55 12.317 1838 1842 1852 rVB3 1165753 1772803 6.99% 0.934%
56 12.408 1852 1857 1862 rBvV2 293371 381696 1.50% 0.201%
57 12.463 1862 1866 1872 rVB 496837 632868 2.49% ©.333%
58 12.530 1872 1877 1880 rBV 1256810 1756840 6.92% ©.925%
59 12.555 1880 1881 1886 rVB 839751 696913 2.75% 0.367%
60 12.616 1886 1891 1894 rBV 2073837 2481469 9.78% 1.307%
61 12.646 1894 1896 1900 rVB 454901 449998 1.77% ©.237%
62 12.701 1900 1905 1913 rVB2 1496775 2007386 7.91% 1.057%
63 12.799 1913 1921 1925 rBV 265517 417403 1.64% 0.220%
64 12.847 1925 1929 1934 rVB2 364974 456916 1.80% ©0.241%
65 12.920 1935 1941 1945 rBV 1499869 1915572  7.55% 1.009%
66 12.963 1945 1948 1954 rVB 1743000 2017409 7.95% 1.063%
67 13.170 1978 1982 1986 rVB 1161455 1339887 5.28% ©.706%
68 13.292 1998 2002 2007 rVB2 2137903 2857434 11.26%  1.505%
69 13.420 2020 2023 2031 rVB 235279 320974 1.26% 0.169%
70 13.542 2040 2043 2046 rVV 268560 342595 1.35% ©.180%
71 13.585 2046 2050 2056 rVB4 325036 577666 2.28% ©.304%
72 13.664 2061 2063 2068 rVB2 262248 369800 1.46% 0.195%
73 13.780 2076 2082 2087 rBV 4748795 6147797 24.23%  3.238%
74 13.871 2093 2097 2101 rVB 238980 320385 1.26% ©.169%
75 14.640 2218 2223 2228 rVB 1217762 1513484 5.96% ©.797%

76 14.780 2241 2246 2255 rVB 1011098 1236439 4.87% 0.651%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 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\82X053122W.M
Title : SW846 8260

Sum of corrected areas: 189837517
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3087-06
: 5.0mL/MSVOA_X/WATER
. 22

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\

: VX029126.D
: 01 Jun 2022 18:17

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.746 117.51 ug/l 1981700  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 Pentane 72 C5H12 000109-66-0 43
3 3-Buten-1-o0l 72 C4H80 000627-27-0 25
4 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 12
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 10
Abundance Scan 108 (1.746 min): VX029126.D\data.ms (-103) (-) m/z 43.10 100.00%
1" s71
5000
‘ ‘ 72.1 1.40 1.60 1.80 2.00
| R ———— :H‘M‘,HH,HH_H?’??W m/z 42.05 87.96%
m/z--> 10 20 30 40 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 41.05 85.01%
sso Ll
0\\\‘\\‘\\‘\\\\‘\\\{‘\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
1.40 1.60 1.80 2.00
5000 m/z 57.10 78.41%
7.
27.0 57.0 720
15'0 \‘\‘ i | M
N N S
miz--> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol “‘H““H“‘AH““_
42.0 1.40 1.60 1.80 2.00
310 m/z 56.10  27.21%
5000
570 72.0
b 28 Ll T
m/z--> 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\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.825 103.86 ug/l 1751596  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 47
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 42
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 38

Abundance Scan 285 (2.825 min): VX029126.D\data.ms (-280) (-) m/z 43.10 100.00%

43.1
71.1
5000 J\
57.0 A RmEE
‘ H‘ ‘ 86.1 2.60 2.80 3.00 3.20
ottt e e e e m/z 71.10 55.05%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #2047: Pentane, 2-methyl-
43.0
5000 L B L I LN B
71.0 2.60 2.80 3.00 3.20
57.0 m/z 42.10 44.23%
27"0 ‘ 86.0
O \H’HH’HH’\H\“\\H“\‘H\‘H‘!l‘\\\\l‘\\\\‘Hl\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4475: Pentane, 3,3-dimethyl-
43.0
71.0 2.60 2.80 3.00 3.20
5000 m/z 41.10 37.64%
29.0 85.0
L1050 | 510 || g0
A maa B R L e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8647: Hexane, 2,3-dimethyl-

43.0 2.60 2.80 3.00 3.20
m/z 57.05 19.88%
70.0
5000
27.0

RIETI | 850 990 1140

e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.306 143.89 ug/l 2426560  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 50
Abundance Scan 528 (4.306 min): VX029126.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.1 fJA\
o RRNEEEEEL R
“ ‘ 84.0 4.00 4.20 4.40 4.60
ol v e et e m/z 69.10 47.26%

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 41.05 43.56%

28.0 “ 84.0
\\‘?‘?‘\9‘\\}”“\\\}}\‘\\\i‘\u \‘\\\‘1i\\\\‘\!\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0

o

84.0 N A AERaRaEaS
4.00 4.20 4.40 4.60
5000 41.0 m/z 55.10 24.62%
69.0
il |
o280 Ul
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- AR
56.0 4.00 4.20 4.40 4.60
27.0 m/z 42.05 18.28%
5000
‘ ‘ 84.0
oH_m_H‘HH‘HWmMHH_HWAH_H S S S—
miz--> 10 20 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\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.330 360.27 ug/l 8869940 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 860 (6.330 min): VX029126.D\data.ms (-851) (-) m/z 73.05 100.00%
73.0
5000
43.1 551 87.1
A
‘ ‘ ‘ 6.00 6.20 6.40 6.60
Ol el bl L 20LL s 87,10 26.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L B R I R I
43.0 6.00 6.20 6.40 6.60
55.0 87.0 m/z 43.10 26.01%
29.0 ‘
O\\\’\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2109: Acetamide, N-ethyl-
30.0
87.0
43.0 6.00 6.20 6.40 6.60
5000 m/z 55.10 24.74%
72.0
15.0 ‘ ‘ 59.0 ‘
)M | RN | s O [N
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #838: N-Ethylformamide R R R
30.0 6.00 6.20 6.40 6.60
73.0 m/z 71.18  11.50%
5000
440 58.0
150 ||
om,mlwl“ HHMMMmwmwmwmwmwm‘ \H_m‘mwm_m,
m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.378 87.15 ug/1 3045780 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1688 (11.378 min): VX029126.D\data.ms (-1683) (-~ m/z 105.05 100.00%
105.1
5000
120.1 A
N
391 579 10 11.00 11.50
ol SO 1882 hp 100,10 31.74%
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 — ‘f‘\/\‘ I
120.0 11.00 11.50
m/z 91.00 11.89%
77.0
o 390 590 17 |
0 \\\‘\‘\\\“‘\\‘\\“‘\‘\\\“\\}\“1\\‘\““\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 m/z 77.00 10.99%
120.0
39.0 77.0
0 \“H “M‘S‘?‘.C‘)“‘ ‘ ““‘ e P Y
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 11.00 11.50
m/z 106.10 9.10%
5000 120.0
39.0 77.0 J\
0 ‘1‘5"?“1““““‘1“6‘2“79‘HM‘H‘H‘UH‘H“‘HH‘H P ‘/v‘\/\‘ e
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17

Operator JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 6 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.616 132.34 ug/l 4624820 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-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90

Abundance Scan 1727 (11.616 min): VX029126.D\data.ms (-1722) (-
105.1

m/z 105.05 100.00%

5000 /\ A
120.1
s
510 77.0 11.50 12.00
ok 380 200 Ll L1880 4s 106,05 32.27%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ Mw A ‘
120.0 11.50 12.00
m/z 91.00 11.53%
39.0 77.0
0 \\\‘\‘\ T \“ T \‘\5\9‘9‘\ T !“‘[ T \‘1 T ‘H‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
11.50 1200
120.0
79.0
39.0 63.0 H ‘
) A e N N VY
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 1150 1200
m/z 106.10 9.10%
5000 120.0
39.0 77.0 A
o220 d 0, 820 W AL
m/z--> 20 40 60 80 100 120 140 1150 1200

82X053122W.M Thu Jun 02 14:48:10 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17

Operator JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 1,2,3-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.091 104.50 ug/l 3652170 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
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): VX029126.D\data.ms (-1799) (-
105.1

5000 120.1
77.0
ol 389 550 1399
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 120.0
77.0
51.0
O \\\‘2\7\.0\\“\\“H\H“\‘\\\‘H‘\\‘\\ M‘\\‘\““\\\\‘\\
m/z--> 20 40 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
39. 77.0
obt50 b 22 b b
m/z--> 20 40 80 100 120 140
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0
120.0
5000
27.0 51.0 77.0 ‘
S T MPVINN N P
m/z--> 20 80 100 120 140

82X053122W.M Thu Jun 02 14:48:11 2022

m/z 105.05 100.00%

LI g

12.00
m/z 120.05 44.78%
|
12.00
m/z 77.00 10.92%
/\J\ |
1200
m/z 119.10 10.29%
J\AM
12.00
91.00 9.49%
12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 204.48 ug/l 7146100 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 50
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 50

Abundance Scan 1830 (12.244 min): VX029126.D\data.ms (-1824) (- m/z 117.05 100.00%

117.1
5000
010 WP |
‘ 12.00 12.50
0 H“‘H“Hmﬂﬂm‘w‘wh“w‘ 402 2067 m/z 118.10  58.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 \
1200 1250
m/z 115.10  33.89%
39.0 63.0 91.0
O\:L\EJ\‘()\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10188: Benzene, 2-propenyl-
117.0
12.00 12.50
m/z 91.00 17.08%
5000 91.0
39.0 65.0
om"m‘_w‘:uu““uwu‘wu“m R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.05 14.04%
5000
91.0
w | I
27.0
0 TR N N | AL S

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

82X053122W.M Thu Jun 02 14:48:12 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 o0-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.616 71.00 ug/l 2481470 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 1891 (12.616 min): VX029126.D\data.ms (-1886) (- m/z 119.10 100.00%

119.1
5000
w00 650 91"0 1250 13.00
bt bbb 24982070 sz 134,05 31.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
5000
12.50 13.00
91.0 m/z 91.00  15.48%
0 \1\5\-9\‘\ \Llw‘]‘r\?‘\ \”6“5\‘.\0\\‘”‘ T \‘i‘\ ‘W\ \‘” LB L B B I B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
12.50 13.00
5000 m/z 120.05 10.17%
91.0
ol18:0. 230, 8000 | iy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 12.50 13.00
m/z 105.05 8.82%
5000
91.0
39.0 65.0 ‘
o180 S b A L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

82X053122W.M Thu Jun 02 14:48:12 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Indan, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.292 81.76 ug/l 2857430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 83
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 81

Abundance Scan 2002 (13.292 min): VX029126.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1

1
5000
65.0 91.0 13.00 13.50
39.1 50 1622
0 bl st om/z 119.10 37.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
5000 AN —
13.00 13.50
m/z 132.05 36.46%
91.0
39.0 65.0
O\\\‘\‘\\\“\\“\‘\“H‘\\\“\\“\\‘\\\ ‘\\\5\.’()\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
e g
13.00 13.50
5000 m/z 115.10  28.24%
91.0
390 650 ‘ M
0 \\\‘\“\\M\\%\‘H“\wm\ Hi\ﬂﬂ\\ R o
miz--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 13.00 13.50
m/z 131.00 18.43%
5000
91.0
39.0 65.0
B R PR P R S | MY N—
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X053122W.M Thu Jun 02 14:48:13 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029126.D

Acqg On : 01 Jun 2022 18:17
Operator : JC/MD

Sample : N3087-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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- 1.746 117.5 wug/l 1981700 1 5.556 843225 50.0
Pentane, 2-methyl- 2.825 103.9 wug/l 1751590 1 5.556 843225 50.0
Cyclopentane, m... 4.306 143.9 ug/l 2426560 1 5.556 843225 50.0
Butane, 2-metho... 6.330 360.3 ug/l 8869940 2 6.763 1231020 50.0
Benzene, 1-ethy... 11.378 87.2 ug/l 3045780 4 12.024 1747400 50.0
Benzene, 1l-ethy... 11.616 132.3 ug/l 4624820 4 12.024 1747400 50.0
Benzene, 1,2,3-... 12.091 104.5 wug/l 3652170 4 12.024 1747400 50.0
Indane 12.244 204.5 ug/l 7146100 4 12.024 1747400 50.0
o-Cymene 12.616 71.0 ug/l 2481470 4 12.024 1747400 50.0
Indan, 1-methyl- 13.292 81.8 wug/l 2857430 4 12.024 1747400 50.0

82X053122W.M Thu Jun 02 14:48:13 2022
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