LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX032629.D

Acqg On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X102622W.M

Title : SW846 8260

Signal : TIC: VX032629.D\data.ms

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

# min scan scan scan TY height area % max. total
1 1.246 22 26 28 rBV 18267 23740 1.76% 0.136%
2 1.746 103 108 118 rVB 217142 290600 21.57% 1.671%
3 1.953 137 142 154 rVB 158961 214766 15.94% 1.235%
4 2.337 198 205 212 rBV 31823 62166 4.61% ©.357%
5 2.556 234 241 253 rBvV2 6376 18154 1.35% ©.104%
6 2.709 259 266 271 rBV5 6795 18075 1.34% 0.104%
7 2.782 271 278 281 rVW 112921 242472 18.00%  1.394%
8 2.825 281 285 295 rVB 268025 522993 38.82% 3.007%
9 2.941 301 304 318 rVB 16688 36760 2.73% 0.211%
10 3.099 321 330 346 rVB 210312 470147 34.89% 2.703%
11  3.331 359 368 378 rBV 17838 45021 3.34% 0.259%
12 3.447 378 387 402 rVB 117015 254746 18.91% 1.465%
13 3.587 402 410 416 rBv4 7492 19221 1.43% 0.111%
14 3.666 416 423 430 rVW2 21045 52570 3.90% 0.302%
15 3.837 442 451 458 rBvV2 9543 24480 1.82% 0.141%
16 3.953 458 470 480 rBV3 10515 29648 2.20% ©.170%
17 4.099 489 494 502 rVB3 7327 17455 1.30% ©0.100%
18 4.209 502 512 519 rWwW4 16472 49179 3.65% ©0.283%
19 4.306 519 528 541 rVB 169742 488773 36.28% 2.810%
20 5.385 691 705 713 rBV 71447 223323 16.57% 1.284%
21 5.477 713 720 726 rBV5 43171 140462 10.42% ©0.808%
22 5.550 726 732 739 rVB 78952 203282 15.09% 1.169%
23  5.830 767 778 790 rBv4 43297 136095 10.10% ©0.782%
24 5.958 790 799 812 rW2 74367 195646 14.52%  1.125%
25 6.159 815 832 839 rBV4 36958 124095 9.21% 0.713%
26 6.257 839 848 857 rW3 67785 213554 15.85% 1.228%
27 6.361 857 865 875 rVvw3 40223 116078 8.62% 0.667%
28 6.458 875 881 893 rvB7 5741 18333 1.36% 0.105%
29 6.611 893 906 913 rBV3 15376 38733 2.87% 0.223%
30 6.763 923 931 939 rVWW 173507 431857 32.05%  2.483%
31 6.836 941 943 952 rVv4 23816 58985 4.38% 0.339%
32 6.915 952 956 962 rvv3 8218 18235 1.35% 0.105%
33 7.062 974 980 988 rvVB2 8773 19187 1.42% 0.110%
34 7.178 991 999 1008 rBv2 13883 33165 2.46% 0.191%
35 7.379 1019 1032 1044 rBvV2 158943 411107 30.51% 2.363%
36 7.659 1072 1078 1089 rVB2 30768 60622  4.50%  0.349%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX032629.D

Acqg On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X102622W.M
Title : SW846 8260
37 7.988 1122 1132 1142 rVB 34936 78518 5.83% 0.451%
38 8.110 1142 1152 1160 rBvV2 52607 115204 8.55% 0.662%
39 8.190 1160 1165 1175 rVB3 10686 23569 1.75% 0.135%
40 8.440 1201 1206 1209 rBvV2 11338 17537 1.30% 0.101%
41  8.507 1212 1217 1226 rVB3 15805 32673  2.42% 0.188%
42 8.604 1226 1233 1234 rBV2 16659 27108 2.01% 0.156%
43  8.653 1235 1241 1249 rVB 359423 580815 43.11% 3.339%
44  9.104 1305 1315 1320 rBV2 11171 22433 1.66% 0.129%
45  9.159 1320 1324 1330 rBV 19408 30133  2.24% 0.173%
46 10.055 1466 1471 1477 rVB 357656 473600 35.15% 2.723%
47 10.195 1490 1494 1498 rBV 16732 23610 1.75% ©.136%
48 10.299 1505 1511 1518 rVB 438572 597787 44.37%  3.437%
49 10.640 1562 1567 1579 rVB 370714 479810 35.61% 2.758%
50 10.964 1615 1620 1626 rBV 47533 59740 4.43% 0.343%
51 11.079 1634 1639 1645 rBV 340949 434260 32.23%  2.497%
52 11.305 1673 1676 1680 rVB 19002 21738 1.61% 0.125%
53 11.378 1684 1688 1689 rBvV 221464 232109 17.23% 1.334%
54 11.402 1689 1692 1696 rVV 300757 389331 28.90% 2.238%
55 11.451 1696 1700 1709 rVB 465613 555770 41.25% 3.195%
56 11.616 1719 1727 1734 rVB 305034 393998 29.24% 2.265%
57 11.750 1744 1749 1755 rBV 1080530 1347376 100.00% 7.746%
58 11.866 1762 1768 1770 rBvV2 23298 33373 2.48% 0.192%
59 11.890 1770 1772 1778 rVB 32730 37246 2.76% 0.214%
60 11.969 1778 1785 1789 rBV 89348 109254 8.11% 0.628%
61 12.024 1789 1794 1799 rVV 399346 523303 38.84% 3.008%
62 12.085 1799 1804 1810 rVB 307250 381086 28.28% 2.191%
63 12.250 1826 1831 1832 rBV 131270 160546 11.92% 0.923%
64 12.268 1832 1834 1838 rVW 179661 193336 14.35% 1.111%
65 12.317 1838 1842 1851 rVB3 452280 663668 49.26%  3.815%
66 12.408 1852 1857 1861 rVB 32127 40324 2.99% 0.232%
67 12.463 1861 1866 1872 rVB 148923 170832 12.68% 0.982%
68 12.530 1872 1877 1879 rBV 240833 302019 22.42% 1.736%
69 12.555 1879 1881 1886 rVB 251020 267748 19.87% 1.539%
70 12.616 1886 1891 1895 rBV 385259 472093 35.04% 2.714%
71 12.701 1900 1905 1913 rBV3 130685 233732 17.35%  1.344%
72 12.792 1917 1920 1924 rVB2 13933 17742 1.32% 0.102%
73 12.847 1924 1929 1934 rVB 90364 110949 8.23% 0.638%
74 12.920 1934 1941 1944 rBV 248641 298367 22.14% 1.715%
75 12.963 1944 1948 1954 rVB 319653 376568 27.95%  2.165%
76 13.049 1954 1962 1964 rBv2 43642 93185 6.92% 0.536%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX032629.D

Acqg On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X102622W.M
Title : SW846 8260
77 13.073 1964 1966 1968 rVB 21066 18820 1.40% ©.108%
78 13.164 1978 1981 1985 rVB2 36747 47332  3.51% 0.272%
79 13.213 1985 1989 1992 rVB3 23978 30787 2.28% 0.177%
80 13.256 1992 1996 1998 rBv2 41414 56465 4.19% 0.325%
81 13.286 1998 2001 2008 rvv2 113329 173422 12.87% ©.997%
82 13.372 2012 2015 2020 rVB 33139 40768 3.03% 0.234%
83 13.426 2020 2024 2030 rVB4 17270 24054 1.79% 0.138%
84 13.506 2032 2037 2040 rBV2 30210 44877 3.33% 0.258%
85 13.542 2040 2043 2046 rvV 66911 87124 6.47% ©.501%
86 13.579 2046 2049 2056 rVvv3 83561 154377 11.46% ©.888%
87 13.664 2056 2063 2069 rVB2 68922 148802 11.04% ©.855%
88 13.774 2074 2081 2090 rVB 108407 149849 11.12% 0.861%
89 13.853 2090 2094 2100 rVB4 9665 16901 1.25% 0.097%
90 13.926 2100 2106 2110 rBvV2 34151 52034 3.86% 0.299%
91 13.969 2110 2113 2117 rVB 18020 21535 1.60% ©0.124%
92 14.073 2126 2130 2136 rBV 42799 54404 4.04% 0.313%
93 14.213 2148 2153 2163 rBV 50965 88353 6.56% 0.508%
94 14.323 2167 2171 2176 rBV 24378 34298 2.55% ©.197%
95 14.371 2176 2179 2183 rVB2 23436 27183 2.02% 0.156%
96 14.512 2199 2202 2210 rVB 29412 41749 3.10% 0.240%
97 14.634 2210 2222 2228 rBV 149942 206592 15.33% 1.188%
98 14.780 2241 2246 2250 rBV 66427 85108 6.32% ©.489%
99 15.475 2354 2360 2370 rVB 13007 22669 1.68% 0.130%
100 15.615 2378 2383 2386 rBv2 13884 20711 1.54% 0.119%
Sum of corrected areas: 17394429
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\

1 VX032629.D

: 07 Nov 2022 16:01
: JC/MD

: N5484-21

: 5.0mL/MSVOA_X/WATER
. 16

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX032629.D\data.ms
1000000
800000
600000
400000
2.825
1.746 3.099
200000 1.953 4.306
2.782 3.447 5 5550 958
. 5
1.246 2.337 5 5ep 709 2.941 3£3A3_ B.837958 098 %5}3\35% ‘ﬁs/&y
oﬁ\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \/WT\/T"VTY_Y_\\‘T\\\TY*\\\‘\\\\’\\ ‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘F\\\‘\\T
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: VX032629.D\data.ms
1000000
800000
600000
10.299 11.451
400000 8.653 10.055 10640 11 079
11.402
11.
200000 6.763 7.379
10 .
o€ 458.611/6083615.052.78 /\ 7659 7988000 5 amp 94459 0.19 10964 443
T e e e s RS e ‘ T e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX032629.D\data.ms
11.750
1000000
800000
600000
400000
.616
200000 14.634
{7 14.780
. e ' thawas1z 15.47%615
1 T ‘ T 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

82X102622W.M

Tue Nov 08 17:03:56 2022 Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.746  71.48 ug/l 290600  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 36
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 33
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 16
Abundance Scan 108 (1.746 min): VX032629.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
57.1
5000
‘ 72.1 1.40 1.60 1.80 2.00
0l ettt e e m/z 410180 95.57%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #813: Butane, 2-methyl-
43.0 j\
57.0
5000 27.0 T T T T T

1.40 1.60 1.80 2.00

15.0 m/z 42.10 86.82%
72.0
O\\\%\(\)\\‘\\‘\\‘\\11‘\\\\}\1\\“\‘\‘!\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane
43.0
e REEARRAR
1.40 1.60 1.80 2.00
5000 ITI/Z 57.10 68.63%
7.
27.0 57.0 720
15'0 \‘\‘ \‘\\ M‘ ‘
ottt et
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4207: 2(3H)-Furanone, dihydro-4-methyl- e A RAREEREE S
42.0 1.40 1.60 1.80 2.00
m/z 39.10 34.62%
5000 56.0
0 ‘ il . 700 100.0
B R e RS AR TSR, R RERERREE A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01

Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Pentane Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T.
1.953 52.82 ug/l 214766  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 38
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
4 Butane, 2-methyl- 72 C5H12 000078-78-4 9
5 Tetrahydrofuran 72 C4H80 000109-99-9 9

Abundance Scan 142 (1.953 min): VX032629.D\data.ms (-137) (-) m/z 43.10 100.00%

43.1
5000
57.1
500 ‘ 65072-1 1.60 1.80 2.00 2.20
O+ e e e e m/z 42.05 60.69%
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 L N B L R I
1.60 1.80 2.00 2.20
. m/z 41.10 58.64%
21.0 57.0 72.0
0 15.0 \“ \‘\ | SOQ I 65.0
H‘HH’HH‘HH‘HH‘HH’HH‘HH‘ \‘HH’HH‘HH‘\H\’HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #762: Oxirane, ethyl-
42.0
T e
1.60 1.80 2.00 2.20
5000 27.0 m/z 39.05 23.49%
57.0 71.0
15.0
Obrrprergrrstrrseprrrrr bt D00 e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #726: Diaziridine,3,3-dimethyl- Wm‘mwm_m ‘
32.0 1.60 1.80 2.00 2.20
m/z 57.10 16.75%
41.0
5000
54.0 72.0
Ol ww_wwww
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\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Butane, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.782 59.64 ug/l 242472  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
3 Pentane 72 C5H12 000109-66-0 36
4 Tetrahydrofuran 72 C4H80 000109-99-9 36
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 22
Abundance Scan 278 (2.782 min): VX032629.D\data.ms (-271) (-) m/z 43.05 100.00%
43.0
5000
71.0
55.1 ‘ 86.1 2.40 2.60 2.80 3.00 3.20
0 b et el M/z 42.05 83.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.40 2.60 2.80 3.00 3.20
970 m/z 41.10 45.23%
. 55.0
150 L 8o
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0
M
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.05 26.91%
27.0 71.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane R L ama
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 23.63%
5000
27.0 57.0 720
0 \\\‘\\\\‘:\LI\SFQ‘\m‘l“\\m‘i\1\\,m‘lWH\‘!\H‘HH‘\H
m/z--> 0O 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\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01

Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Pentane, 2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
2.825 128.64 ug/l 522993 Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 43
3 Pentane 72 C5H12 000109-66-0 43
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 40
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 285 (2.825 min): VX032629.D\data.ms (-281) (-) m/z 43.10 100.00%
43.1
5000 711
57.0
‘ ‘ ‘ 86.1 2.60 2.80 3.00 3.20
Ottt el T m/z 71010 48.71%
miz--> 10 20 30 40 50 20
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 /\\\\\‘\\\\’\\\\‘\\\\‘\\\
2.60 2.80 3.00 3.20
270 570 m/z 42.10  46.64%
86.0
O\\‘\]_\5;()\‘\\\‘\“\\\\‘i\}\\’\\H‘\‘\\\\l}\\\’\\l\‘\\\
miz--> 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
5000 m/z 41.10 42 .52%
71.0
27.0 55.0
Joas0 T | “egq | 880
e R T e R
m/z--> 10 20 30 40 50 60 70 90
Abundance #809: Pentane REREREE e AR
43.0 2.60 2.80 3.00 3.20
m/z 39.10 24.47%
5000
27.0 57.0 720
0\\":L'TSTQ‘\\1‘1“\H1‘}\1\\,m‘l\‘HH‘!\H,HH‘H\ AR e ARRAREE
m/z--> 10 20 30 50 60 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\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pentane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.099 115.64 ug/l 470147  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 53
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 330 (3.099 min): VX032629.D\data.ms (-321) (-) m/z 57.10 100.00%
57.1
41.1
5000
‘ “ | 86.1 2.80 3.00 3.20 3.40
ol v e e m/z 56.10  86.13%
m/z--> 0 20 40 60 80 100 120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 L L B B R
2.80 3.00 3.20 3.40
m/z 41.10 70.18%
15.0 ‘ 86.0
O\‘\\\‘\’\‘1\\“\\\“\“\\‘\\‘\‘\\\‘\\\\’\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
4100 2.80 3.00 3.20 3.40
5000 m/z 43.10 24 .55%
85.0
15.0 H
Ol L a000
m/z--> 0 20 40 60 80 100 120
Abundance #13926: 3,4-Dimethyldihydrofuran-2,5-dione
56.0 2.80 3.00 3.20 3.40
41.0 m/z 39.10 22.36%
5000
ol P A28 /\/\
m/z--> 0 20 40 60 80 100 120 2.80 3.00 3.20 3.40

82X102622W.M Tue Nov 08 17:04:00 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 n-Hexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.447 62.66 ug/l 254746  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 83
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
3 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 50
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 40
5 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 40

Abundance Scan 387 (3.447 min): VX032629.D\data.ms (-378) (-) m/z 57.10 100.00%

57.1
41.1
5000
86.1 I R RN
‘ 711 3.20 3.40 3.60 3.80
0 ‘w‘““H““‘m}‘\“pMLJ“H“M“w““‘u‘ m/z 41.10 74.24%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000
3.20 3.40 3.60 3.80
86.0 m/z 43.10 59.79%
15.0 71.0
O\\‘\H\\‘\\1\‘\\\i}\}\\’\‘\‘\1‘\\\\“\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
R AANARRRREE
41.0 3.20 3.40 3.60 3.80
5000 m/z 56.10 51.03%
29.0 86.0
71.0
015'0,,
miz--> 10 20 30 40 50 60 70 80 90 /\
Abundance #2019: Furan, tetrahydro-3-methyl- R RARRNEERETw o
56.0 3.20 3.40 3.60 3.80
21.0 m/z 42.10 32.46%
5000
86.0
29.0
71.0 ‘
I .S NN P N Y WY VA WYL WY’
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.306 120.22 ug/l 488773 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 64
4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 59
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47
Abundance Scan 528 (4.306 min): VX032629.D\data.ms (-519) (-) m/z 56.05 100.00%
56.0
41.1
5000 69.1
R R L RaREEE
‘ 84.1 4.00 4.20 4.40 4.60

o""w"Mw_mwmmu_wumwlw‘ m/z 41.10  56.37%

m/z--> 0O 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 44.17%
‘ “ MH‘

28.0 84.0
\\\‘\\\\‘]\-\5\0\‘\\\‘!“\\\\‘\\\\‘\\ \‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0

41.0 4.00 4.20 4.40 4.60
5000 m/z 39.05 29.50%

27.0
69.0
10 150 | T e40
R B e L R L R R A
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2-cyclopropyl-
56.0

4.00 4.20 4.40 4.60

o

o

41.0 m/z 55.10 28.30%
5000
27.0 69.0
180 Ll w0
ot e et
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

82X102622W.M Tue Nov 08 17:04:01 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01

Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Hexane, 3-methyl- Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
5.830 33.47 ug/l 136095 Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 74
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 50
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 47
Abundance Scan 778 (5.830 min): VX032629.D\data.ms (-767) (-) m/z 43.10 100.00%
71.1
57.1
5000
631 R RRREEEAEE
| | 1 100 5.60 5.80 6.00 6.20
O bt e ettt e M/ 710100 70.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 L B L LI LR B
5.60 5.80 6.00 6.20
29.0 m/z 70.10 68.06%
LI O :
O\\‘\\\\‘\\\\’\\\\‘\}\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0
56.0
41.0 M%@vﬁ\ﬁ“u“_‘u“u
5.60 5.80 6.00 6.20
5000 m/z 41.10 66.22%
27.0 83.0
S T | O O O O
o) S — wlﬂm“m ST TR N N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4998: 1-Butanol, 2-ethyl- R REREEES SR
43.0 5.60 5.80 6.00 6.20
m/z 57.10 59.16%
5000 70.0
55.0
29.0
H ‘ 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

82X102622W.M Tue Nov 08 17:04:02 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Cyclopentane, 1,3-dimethyl-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.159 30.52 ug/l 124095 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 97
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 95
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 52
Abundance Scan 832 (6.159 min): VX032629.D\data.ms (-815) (-) m/z 70.10 100.00%
70.1
56.1
41.1
5000
83.2 \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ ‘ ‘ 98.2 5.80 6.00 6.20 6.40
0 ‘H‘H‘W‘H‘_‘H‘H‘uwu‘wum‘uﬂ;VHMM‘H‘H‘M‘H‘ m/z 56.10 72.67%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0 /\
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘\
5.80 6.00 6.20 6.40
270 83.0 m/z 55.10  66.95%

o

‘ ‘ 98.0
\\\‘\\\\‘]-\4\\9‘\\}}“\\\\l\‘\\\i‘\” ‘\‘\\‘\H ‘\\\‘\“‘\\\\‘\\\‘\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 A\

5.80 6.00 6.20 6.40

5000 m/z 41.10 62.99%
27.0 83.0
I e
0L g \m‘\m‘m‘wm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 \\
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- wmwm,mwm_
410 56.0 70.0 5.80 6.00 6.20 6.40

m/z 39.00  34.25%

5000
I /\ /\/\/\A
83.0
98.0
ol 10 140 \‘ all ‘ | \

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40

82X102622W.M Tue Nov 08 17:04:03 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.616  37.65 ug/l 393998 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 1727 (11.616 min): VX032629.D\data.ms (-1719) (- m/z 105.10 100.00%
105.1
5000
120.1
391 630 77‘.1 91‘-1 11.50 12.00
Ot reprerrrrrerprreperee et bbb bt m/z 120,100 30.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.50 12.00

m/z 91.10 12.75%

77.0 91.0
\\‘]\_\5\.(\)‘\\\‘\‘\\3\?‘.9\\\“\\\\6‘%\.‘(\)\‘\\\M“\\\\“{\\\‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl
105.0

o

11.50 12.00
5000 m/z 77.10 11.48%

120.0

79.0
39.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-

105.0 11.50 12.00

m/z 103.10 8.90%

5000 120.0

39.0 77.0 91.0 N\ A
0 15.0 Ly ‘\ in 63\.\0 M ‘ ‘ M‘ Pt

m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00

>

i

82X102622W.M Tue Nov 08 17:04:04 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.085 36.41 ug/l 381086 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# 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-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 1804 (12.085 min): VX032629.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1
5000 W
77.1
39.1 12.00
121.2
O a0l L) G2 1802 100,10 6. 60%
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 K‘ T j‘\ i \
12.00
m/z 77.10 12.68%
510 770 120
O \\\‘2\7\.(\)\“ T \‘M‘\““\‘\ T \‘H‘ T \‘\ T ‘h‘\ \‘\“‘\.\\ \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
12.00
5000 m/z 91.10 11.31%
77.0
. 121.0
LN T R M v
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.65%
5000
28.0 51.0 77.0 1o
N N IR N Y .-
m/z--> 20 40 60 80 100 120 140 12.00

82X102622W.M Tue Nov 08 17:04:05 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

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

R.T. EstConc Area Relative to ISTD R.T.
12.530  28.86 ug/l 302019 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 1-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
3 o-Cymene 134 CleH14 000527-84-4 94
4 p-Cymene 134 CleH14 000099-87-6 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94

Abundance Scan 1877 (12.530 min): VX032629.D\data.ms (-1872) (- m/z 119.10 100.00%

116.1
5000
134.1
91.1
81 650 ‘ | 12.50
Obreprereprresprrraeree gt bbbl - m/z 134,05 32.26%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000

12.50
91.0 1340 m/z 91.10 19.93%
39.0 65.0 ‘ ‘
0 \\‘1\?)\.\0‘\\\‘\‘HH“‘\H\NU\\\‘MH‘HiU’\H\‘H‘H\‘M‘}\‘waluu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
12.50
5000 ITI/Z 105.10 14.42%
91.0 134.0
39.0 65.0 ‘ ‘
0 H%?P_Hm‘HMMHqM‘WMMWH“UHquHNwmwﬂwku‘“m‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0 12.50

m/z 77.10 10.60%

5000
134.0
91.0
41.0 65.0 ‘
0 L] | | m \H |

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

82X102622W.M Tue Nov 08 17:04:08 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.616 45.11 ug/1 472093 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 CleHi4 000527-84-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95

Abundance Scan 1891 (12.616 min): VX032629.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000
91.0 12.50 13.00
39.0 650 \ Ly 1352 : —
O e e L e T S AN [ m/z 134.05 28.93%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.50 13.00
910 m/z 91.05 17.23%
T \1\5‘\.0‘ T ‘\ \3\9“‘? T ‘1‘ T ‘6?‘.\0\ \‘H’ T \‘\'\ “1“\ \Hw T \1?\":\_)‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
A —
12.50 13.00
5000 m/z 120.10 10.05%
91.0
39.0 65.0 ‘ ‘
0 ‘1‘5"0‘“1 SN VRN PSR “”, - “M ; ‘1‘35“0‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #16996: o-Cymene /\N P ‘/\‘ (Jk‘
119.0 12.50 13.00
m/z 105.05 9.14%
5000
91.0
150 390 450 | 13‘50
) S O P M O O e AL pcnon
m/z--> 0 20 40 60 80 100 120 140 12.50 13.00

82X102622W.M Tue Nov 08 17:04:11 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.921  28.51 ug/l 298367 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94

Abundance Scan 1941 (12.920 min): VX032629.D\data.ms (-1934) (| m/z 119.10 100.00%
119.1
5000
91.1
391 65.0 | | 1352 13.00
Ottt e MECEIE gz 134,05 44.85%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 91.18 17.35%
65.0
O \1\5\0‘\‘\ T \“‘\ \‘\ T “\‘\ T \“ T \‘\ T “1‘\ \Hl\\]-\?.?\ LI
miz--> 20 60 80 100 120 140
Abundance #17066. Benzene, 1,2,3,5-tetramethyl-
119.0
P
13.00
5000 m/z 120.10 10.16%
91.0
410 430 | 135.0
) AN W E St ol ﬁﬂ“Wl“‘\““
m/z--> 20 40 60 80 100 120 140 f/\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- f\‘A‘ (ﬁk~‘ ¥\
119.0 13.00
m/z 133.05 8.96%
5000
91.0
150 390 650 135.0 MU\}L
0 ““‘M“W“W“U“Jq“‘““M‘Mw“ R LA
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acq On : 07 Nov 2022 16:01

Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
12.963 35.98 ug/l 376568 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 95
4 o-Cymene 134 CleHi4 000527-84-4 94
5 p-Cymene 134 CleH14 000099-87-6 94

Abundance Scan 1948 (12.963 min): VX032629.D\data.ms (-1944) (- m/z 119.10 100.00%
119.1
5000 134.1 ?
91.1
391 650 | 13.00
Obrrprrrrrrrr ety m/z 134.05 41.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000
13.00
m/z 91.10 16.27%
39.0 65.0 91.0
0 H‘l\\s\.\o‘\\\‘\‘\\H“HH“\‘\\\‘\‘m.\‘\HM"HH“\H\‘\m\\‘H‘ml\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
—
13.00
5000 134.0 m/z 120.10  9.74%
39.0 65.0 91.0
0‘wuH‘Hm_H«MHWMmewuﬁw‘umuwmhwﬂmkuwmhw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 NJ\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- f\‘A‘ {Ar\‘ v\
119.0 13.00
m/z 117.10 8.59%
5000 134.0
91.0
0 \\%ﬁ(ﬂ\\ﬁ‘\??&?\\NH\\?ﬁ;ﬂ\\hyu\\m\\wﬁw\‘uW1L\u,Jﬁ\‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110722\
Data File : VX@32629.D

Acqg On : 07 Nov 2022 16:01
Operator : JC/MD

Sample : N5484-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 71.5 ug/l 290600 1 5.556 203282 50.0
Pentane 1.953 52.8 wug/l 214766 1 5.556 203282 50.0
Butane, 2,3-dim... 2.782 59.6 ug/l 242472 1 5.556 203282 50.0
Pentane, 2-methyl- 2.825 128.6 wug/l 522993 1 5.556 203282 50.0
Pentane, 3-methyl- 3.099 115.6 ug/l 470147 1 5.556 203282 50.0
n-Hexane 3.447 62.7 wug/l 254746 1 5.556 203282 50.0
Cyclopentane, m... 4.306 120.2 wug/l 488773 1 5.556 203282 50.0
Hexane, 3-methyl- 5.830 33.5 wug/l 136095 1 5.556 203282 50.0
Cyclopentane, 1... 6.159 30.5 wug/l 124095 1 5.556 203282 50.0
Benzene, 1-ethy... 11.616 37.6 ug/l 393998 4 12.024 523303 50.0
Benzene, 1,2,3-... 12.085 36.4 ug/l 381086 4 12.024 523303 50.0
Benzene, 2-ethy... 12.530 28.9 wug/l 302019 4 12.024 523303 50.0
Benzene, 4-ethy... 12.616 45.1 ug/l 472093 4 12.024 523303 50.0
Benzene, 1,2,4,... 12.921 28.5 wug/l 298367 4 12.024 523303 50.0
Benzene, 1,2,3,... 12.963 36.0 ug/l 376568 4 12.024 523303 50.0
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