LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX032342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

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\82X101922W.M

Title : SW846 8260

Signal : TIC: VX@32342.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.752 104 109 119 rVB 46322 62212 9.77% 0.804%
2 1.953 138 142 148 rVB 8407 11344 1.78% 0.147%
3 2.215 181 185 191 rVB4 5233 7765 1.22% 0.100%
4 2.782 267 278 282 rBV4 8598 21766  3.42% 0.281%
5 2.825 282 285 287 rW 9472 14116  2.22% 0.182%
6 2.867 288 292 305 rvVvB2 16858 36847 5.79% 0.476%
7 3.165 321 331 340 rBV3 16795 37778 5.94%  0.488%
8 4.215 504 513 518 rBV3 3648 9995 1.57% 0.129%
9 4.306 519 528 540 rVB2 41422 118709 18.65% 1.534%
10 5.391 694 706 713 rBvV2 76649 224635 35.29% 2.903%
11 5.477 713 720 725 rVW3 33528 105256 16.54% 1.360%
12 5.556 725 733 756 rVB 138927 431290 67.76% 5.574%
13 5.824 769 777 788 rVB5 3998 12915 2.03% 0.167%
14 5.958 788 799 809 rBV 83535 219348 34.46%  2.835%
15 6.202 823 839 844 rBV3 15226 60779 9.55% 0©.785%
16 6.251 845 847 857 rVW5 10270 23166 3.64% 0.299%
17 6.361 857 865 876 rVB5 6085 16519 2.60% 0.213%
18 6.763 919 931 943 rBV 204336 480745 75.53%  6.213%
19 7.379 1021 1032 1043 rVB2 30128 77019 12.10% 0.995%
20 7.659 1072 1078 1085 rVB4 5466 10570 1.66% 0.137%
21 7.860 1104 1111 1113 rBVS 9235 18956 2.98%  0.245%
22 7.885 1113 1115 1122 rVV2 10753 16036 2.52% 0.207%
23 7.982 1122 1131 1138 rVB6 3064 8080 1.27% 0.104%
24  8.110 1145 1152 1154 rBV4 5677 10382 1.63% 0.134%
25 8.147 1154 1158 1164 rVB 12678 22141  3.48% 0.286%
26 8.507 1211 1217 1225 rVB3 14728 25422 3.99% 0.329%
27 8.598 1225 1232 1235 rBV4 6512 12623 1.98% 0.163%
28 8.647 1235 1240 1249 rVB 397446 636506 100.00%  8.226%
29 8.848 1265 1273 1281 rVB6 4603 11487 1.80% 0.148%
30 8.976 1289 1294 1302 rVB4 6873 12339 1.94% 0.159%
31 9.104 1308 1315 1320 rvB3 6940 11743 1.84% 0.152%
32 9.159 1320 1324 1330 rBV 4274 7041 1.11% 0.091%
33 9.458 1365 1373 1377 rBvV2 6249 10675 1.68% ©0.138%
34 9.513 1377 1382 1386 rvv2 4658 7911 1.24% 0.102%
35 9.567 1386 1391 1395 rvv2 8646 12975 2.04% 0.168%

36 10.055 1465 1471 1478 rBV 407658 541356 85.05% 6.996%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX032342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

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\82X101922W.M
Title : SW846 8260
37 10.128 1478 1483 1490 rVB 9617 16225 2.55% 0.210%
38 10.299 1503 1511 1518 rVB 19706 35796 5.62% 0.463%
39 10.598 1548 1560 1565 rBvV3 4770 11748 1.85% 0.152%
40 10.647 1565 1568 1575 rVB3 4898 7128 1.12% ©.092%
41 10.781 1584 1590 1597 rVB3 10373 17226 2.71% 0.223%
42 10.854 1597 1602 1606 rBvV3 6121 10050 1.58% 0.130%
43 10.964 1615 1620 1625 rBV 66112 80151 12.59% 1.036%
44 11.079 1634 1639 1644 rBV 334117 426902 67.07% 5.517%
45 11.128 1644 1647 1651 rVB4 6533 8672 1.36% 0.112%
46 11.305 1667 1676 1684 rBV 47862 59838 9.40% 0.773%
47 11.616 1722 1727 1734 rVB 18836 25237 3.96% 0.326%
48 11.713 1734 1743 1747 rBV 7832 11148 1.75% 0.144%
49 11.866 1760 1768 1769 rBV 19457 24966 3.92% 0.323%
50 11.890 1769 1772 1778 rVB 49604 62212 9.77% 0.804%
51 12.024 1788 1794 1800 rBV 414197 520206 81.73% 6.723%
52 12.177 1814 1819 1823 rBV 23036 26732 4.20% 0.345%
53 12.244 1823 1830 1836 rVW 122263 159019 24.98%  2.055%
54 12.335 1837 1845 1852 rVB 50003 76815 12.07% ©.993%
55 12.402 1852 1856 1863 rBV 40694 52410 8.23% 0.677%
56 12.610 1881 1890 1893 rBV 119622 158085 24.84% 2.043%
57 12.646 1893 1896 1901 rvVv 62346 79992 12.57% 1.034%
58 12.701 1901 1905 1912 rVvVv3 143012 244781 38.46% 3.163%
59 12.762 1912 1915 1920 rVvV 13767 18577 2.92% 0.240%
60 12.841 1920 1928 1933 rVB 42348 62802 9.87% 0.812%
61 12.921 1933 1941 1946 rBV 118566 173318 27.23%  2.240%
62 12.969 1946 1949 1954 rVB 6810 9180 1.44% 0.119%
63 13.024 1954 1958 1965 rVB3 33814 51926 8.16% 0.671%
64 13.097 1965 1970 1973 rBV 22873 30502 4.79% 0.394%
65 13.140 1973 1977 1979 rVV2 58814 75238 11.82% ©.972%
66 13.176 1979 1982 1985 rWV 48927 64692 10.16% 0.836%
67 13.195 1985 1986 1992 rVB2 16180 13665 2.05% 0.169%
68 13.286 1997 2001 2008 rVV2 293568 433326 68.08% 5.600%
69 13.347 2008 2011 2013 rVvvV2 19205 25820 4.06% 0.334%
70 13.372 2013 2015 2017 rW 18865 21429 3.37% 0.277%
71 13.427 2021 2024 2030 rVB 18436 24456  3.84% 0.316%
72 13.506 2030 2037 2040 rBV3 19538 30429 4.78% 0.393%
73 13.542 2040 2043 2046 rVWV 35782 49617 7.80% 0.641%
74 13.585 2046 2050 2053 rVV3 97203 138014 21.68% 1.784%
75 13.640 2053 2059 2061 rVV3 54883 115446 18.14%  1.492%

76 13.664 2061 2063 2071 rVV2 78070 105051 16.50%  1.358%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX032342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

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\82X101922W.M
Title : SW846 8260
77 13.750 2071 2077 2081 rVwV 23823 33192 5.21% ©.429%
78 13.798 2081 2085 2089 rvV 27717 39591 6.22% ©.512%
79 13.853 2089 2094 2098 rVvV 24935 30764 4.83% 0.398%
80 13.926 2098 2106 2110 rVV3 48720 87525 13.75% 1.131%
81 13.969 2110 2113 2117 rVV2 28609 37925 5.96% ©0.490%
82 14.073 2126 2130 2132 rVV3 22145 28951 4.55% 0.374%
83 14.103 2132 2135 2140 rVVv2 38838 48517 7.62% 0.627%
84 14.164 2142 2145 2147 rVV4 4705 7296 1.15% 0.094%
85 14.213 2149 2153 2163 rVW2 47958 82316 12.93% 1.064%
86 14.317 2166 2170 2175 rVV 19938 31825 5.00% 0.411%
87 14.372 2175 2179 2184 rVWVW2 24212 34614 5.44%  0.447%
88 14.420 2184 2187 2191 rVB2 7369 9144 1.44% 0.118%
89 14.481 2191 2197 2206 rBV2 56477 81827 12.86% 1.057%
990 14.615 2210 2219 2224 rVWV7 5453 15646 2.46% 0.202%
91 14.670 2224 2228 2233 rVB2 15551 22007 3.46% 0.284%
92 14.792 2241 2248 2255 rBV 22591 42568 6.69% 0.550%
93 15.182 2304 2312 2318 rVB3 5740 10092 1.59% 0.130%
94 15.408 2344 2349 2355 rVB 10822 14676  2.31% ©.190%
95 15.481 2356 2361 2365 rBV 18590 26474 4.16% 0.342%
96 15.615 2372 2383 2387 rBV 55769 87795 13.79% 1.135%
97 15.646 2387 2388 2395 rVB2 9215 11480 1.80% ©0.148%
98 15.816 2408 2416 2417 rBV3 8630 13935 2.19% 0.180%
99 15.841 2417 2420 2427 rVB3 12782 21826 3.43% 0.282%
100 15.987 2437 2444 2451 rBV 6634 11430 1.80% 0.148%
Sum of corrected areas: 7738090
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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

Abundance TIC: VX032342.D\data.ms
400000

350000
300000
250000
200000

150000 5.556

100000 5 301 5958
50000 1.752 4.306
1953 2215 2273387 3105 4215

6¢08:
5.82
L L L L L L L L L I L L L L L L B B A R B O A R ‘/ﬁu‘ ﬁ:\\f

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: VX032342.D\data.ms
400000 8.647 10.p55

o

350000 11.079
300000

250000

6.763
200000

150000

100000
10.964

11.305
50000 2379 266
5261 7.6597ERBgR I 8408 g emomyasy 998567 1288% 1omadrpagss 11108 L
—— A G o L M e ey Ut Gl R
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX032342.D\data.ms

400000 12.024

350000
300000 13.286
250000
200000

150000 12.701

12.244 12610 12.921
100000 13.585
12/646 40 é 14.481 15.615
50000 JaE | /128 55 CIEINESA Kl o
. . 7 DR 1 93 B0 ARSYXA % 21515 6akS
: A j\M 9 [ﬁ' 4134204 15.182.5-49815. %87
0 R - L e — T = T L= L B — —

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\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56

Operator JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 Cyclopentane, methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.306 13.76 ug/l 118709  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 80
4 Cyclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
Abundance Scan 528 (4.306 min): VX032342.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
i A Rmana L
‘ ‘ 84.2 4.00 4.20 4.40 4.60
bt el el m/z 41,10 51.55%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L L B R
4.00 4.20 4.40 4.60
m/z 69.05 48.25%
28.0 84.0
150 || |
O\\‘\\‘\\‘\\}\“\\\}}\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\\\\’\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl-
56.0
T
41.0 4.00 4.20 4.40 4.60
5000 m/z 39.00 28.48%
69.0 84.0
29.0 “
0 H“}m“wﬁ TEMVERIS B NS TS
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- A R
56.0 4.00 4.20 4.40 4.60
27.0 m/z 55.18  26.47%
5000
42.0
‘ ‘ ‘ 84.0
0H‘\H\‘Hupul‘}‘\‘\u,\‘w ‘\‘HH‘HH‘\!H,H AHWH,HHWHWH‘
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@32342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.244 15.28 ug/l 159019 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
2 Deltacyclene 118 C9H1e 007785-10-6 90
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 90
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 89
5 Indane 118 C9H1e 000496-11-7 87
Abundance Scan 1830 (12.244 min): VX032342.D\data.ms (-1823) (- m/z 117.10 100.00%
11y.1
5000
91.0 134.2 /\
39.1 630 ‘ ‘ 12.00 12:50
oH‘HH_‘H_m“um}‘m\“l““w‘M\Hmw_‘H‘,HJ‘J‘Wuw m/z 119.10  66.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0
5000 T T AA \A T T }\
91.0 12.00 12.50
39.0 63.0 m/z 105.10 65.06%
O\\‘\H\‘H\‘\‘\\H“\H\HHH‘1‘\‘\\‘\Mh‘HH‘i}H\M‘H\’H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10184: Deltacyclene AA
117.0 J\\/\
12.00 12.50
5000 m/z 118.10 49,50%
39.0 91.0
65.0 ‘
Obrprereprrrrperlberrelber bt s et ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl- ! ﬂ ‘ St
117.0 12.00 12.50
m/z 115.1@  39.25%
5000 91.0
390 650 Mj\
0‘WHH‘HHM‘NMHALHWWLWHNM‘JNH‘Nuwulﬁuu‘uuw‘ — VA‘ —_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

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

VX032342.D

: 24 Oct 2022 15:56

JC/MD

: N5236-02
: 5.0mL/MSVOA_X/WATER
: 16 Sample Multiplier: 1

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

. SW846 8260

: 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 o-Cymene

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.610 15.19 ug/1 158085 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 p-Cymene 134 C10H14 000099-87-6 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93

Abundance Scan 1890 (12.610 min): VX032342.D\data.ms (-1881) (- m/z 119.10 100.00%
119.1
5000
91.1
390 650 ‘ ) 12 12.50 13.00
Ot S gz 134,200 28.54%
miz--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000 /\A}\/\ T T A T T T T
12.50 13.00
91.0 m/z 91.10  18.75%
0 \1\5\.0‘ T \\4%"\0\ h \”’6‘\5‘.\0\ \‘”‘ T ‘W\ \‘\w T 130 T
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 A
IVAVAVISD LR WITAWIV
12.50 13.00
5000 m/z 105.10 11.04%
91.0
41.0 5.0 135.0
R Y T ﬁw\\Wl\\\H‘\\ \
miz--> 20 40 60 80 100 120 140 A AR j\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- N
119.0 12.50 13.00
m/z 77.10 10.33%
5000
R Al
41.0 65.0
oliso 410, 80 o ML SR
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 Indan, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.701  23.53 ug/l 244781 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 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
Abundance Scan 1905 (12.701 min): VX032342.D\data.ms (-1901) (| m/z 117.10 100.00%
117.1
| A )|
91.1 T T ‘ T T ‘ T 1
51.1 74.9 ‘ H‘ 133.2 12.50 13.00
Obv o e ke Rt Sl m/z 115.05 35.41%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 e ML‘AMA
12.50 13.00
200 910 m/z 132.00 31.16%
0, 50 | ‘M 138.0
O\\\‘\‘\\\‘\\‘\‘\"u\\\“\\‘\\‘\\\\‘\V\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
e
12.50 13.00
5000 m/z 91.10 17.11%
91.0
270 °10 70 | ]| 130
ot e e
miz--> 20 40 60 80 100 120 140 J\ A JL“
Abundance #16120: Benzene, 2-butenyl- IR S ﬁ\‘ ‘
117.0 12.50 13.00
m/z 119.10  13.44%
5000 910
39.0 65.0
A | 10
Y SRR RS T S NEE  Hr S.
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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, 1,2,3,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.921 16.66 ug/l 173318 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 1941 (12.921 min): VX032342.D\data.ms (-1933) (- m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 ‘ | 135.1 13.00
ot b WE TS m/z 134,05 43.05%
miz-> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 ‘/\ L
13.00
91.0 m/z 91.00 16.81%
410 439 ‘ 13TS.0
0 \\\‘\‘\\\[\\‘”\“1.‘\\\‘”‘\\\\‘m\\{“l\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 /\
e
13.00
5000 m/z 120.10 10.22%
0 91.0 135.0
oldso BP0 L L Y
m/z--> 20 40 60 80 100 120 140 /\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- O ‘A ‘/\‘ ‘ /\V
119.0 13.00
m/z 77.10 9.20%
5000
91.0
39.0 65.0 135.0 J\
0 \1\5\'(‘)\‘\ \ \“‘\ P \““ e \M ; \:\}T‘\ ——— ‘ ‘/\‘
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\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 6 Benzene, (1-methyl-1-propen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.286 41.65 ug/l 433326 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 84
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 81
4 o-Cymene 134 CleH14 000527-84-4 60
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 60
Abundance Scan 2001 (13.286 min): VX032342.D\data.ms (-1997) (- m/z 119.10 100.00%
119.1
5000 134.1
91.1
5.0 ‘ ‘ ‘ 13.00 13.50
o‘Wwmwm“pw;‘mH_H“W?w_m‘m_‘me‘mw m/z 117.10  66.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
132.0
5000
c10 91.0 13.00 13.50
27.0 ' m/z 134.05 40.85%
0!!
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
i —
13.00 13.50
5000 132.0 m/z 91.10 24.92%
91.0
0270760
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #16114: Benzene, 2-butenyl- ‘ A~‘ P
117.0 13.00 13.50
m/z 115.05 24.78%
132.0
5000 91.0
39.0 65.0
N IPEL S A R PR TP 0V VOO | PO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

82X101922W.M Wed Oct 26 12:41:01 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56

Operator JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 7 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.585 13.27 ug/1 138014 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 70

Abundance Scan 2050 (13.585 min): VX032342.D\data.ms (-2046) (- m/z 131.05 100.00%
131.1
5000
911 J
51.0 13.50
71. 160.1
] R R MR s ‘ 30 S22, m/z 133.05  38.88%
m/z--> 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
13.50
m/z 146.20 36.47%
2710 510
71.0
O\\\\‘\‘\\\“\\“\‘\‘m\‘\\“\\\\‘\']_\\éh \M\‘\“\\\‘\\\
miz--> 20 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
Jy
Lo U LU0
13.50
5000 91.0 m/z 115.10 26.76%
39‘\‘0 \M 63\\0 ‘h Ll \H “‘ LM “
0““20““‘“‘éb“wéb“‘iéd“iéé iaé“iéd“
m/z--> M
Abundance #25011: Benzene, (3-methyl-2-butenyl)- “N\ e ‘fWVVAArf
131.0 13.50
m/z 91.10 18.98%
91.0
5000
0‘““JH‘H“"pMuﬂu‘ul‘ﬁggq‘wm“ﬂﬁ““w
m/z--> 20 60 80 100 120 140 160 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 8 Benzene, (2-methyl-1-butenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.640 11.10 ug/l 115446  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 90
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
5 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 87

Abundance Scan 2059 (13.640 min): VX032342.D\data.ms (-2053) (- m/z 131.05 100.00%
131.1
5000
13.50 14.00
39.0 63.0 | H
o‘Hww,mwuHJ‘HmMu‘!‘_M‘_‘1"‘5?“2”_”‘2‘97‘2‘ m/z 146.05  24.62%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
91.0 k/\ AT AJWUJ\

5000
13.50 14.00
m/z 115.05 21.74%
o 650, |||
0\\\\‘\\\\"‘\\\\‘\\\\‘\\‘}\‘W\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0 W M
13.50 14.00
5000 ITI/Z 145.15 20.47%
39.0
63.0
)Rt O ot w_wmhm 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 j\ A/\/\Jy\
Abundance #25003: Benzene, (1-methyl-1-butenyl)- P e
131.0 13.50 14.00
m/z 116.05 14.56%
91.0
5000
| AW
o‘m‘HH,H“:‘W“MMHm“m!‘_‘”lWm_m_m_m LA /\/‘WA
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 9 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.664 10.10 ug/l 105051 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 87
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 81
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 81
Abundance Scan 2063 (13.664 min): VX032342.D\data.ms (-2061) (- m/z 131.05 100.00%
131.1
5000
911 13.50 14.00
51.0 4 148.2
Y S - W Y- - il WS m/z 146.20  25.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 /A
5000 91.0 I AT /\JW\ ‘
13.50 14.00
m/z 115.05 19.58%
65.0 4 147.0
04 T i \3\9“.‘(\)\‘\‘\ \H T \“‘ - ‘W]\_]\_ \L(‘)\‘EH T \H\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 1\ M
13.50 14.00
5000 m/z 133.05 15.98%
390 g0 1O
0\‘\M\\“\HW\HUH\JM\\\‘N;;%?\MJ\%wzp\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- —=i =
131.0 13.50 14.00
m/z 91.10 11.22%
5000 91.0 jk
39.0 65.0 4
O b ml‘lihww s (G ATLLAWY VAN
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX@32342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 10 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.615 8.44 ug/1 87795 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
Abundance Scan 2383 (15.615 min): VX032342.D\data.ms (-2372) (- m/z 156.20 100.00%
156.2
5000 /L
1151 A T /\
77.0 ‘ m 15 16 00
51.0
0 m,m‘,‘m,“uw‘“‘uuwmw‘!@‘aip‘ e m/z 141. 05 81.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 ‘ J\ ‘ /\
15. 50 16 00
115.0 m/z 155.10  25.94%
o S0 80 Ll
0\\\’\\\\"\\“\\"““‘\‘\‘\\“\\\}‘\‘\‘\\‘\\ ‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #33136: Naphthalene, 1,4-dimethyl-
156.0 /\
p—h —r4
15.50 16.00
5000 m/z 115.10 20.49%
115.0
510 77.0
LR S R W . ) S
m/iz--> 20 40 60 80 100 120 140 160 j\ //\
Abundance #33139: Naphthalene, 1,2-dimethyl- - ‘
141.0 16 00
m/z 128 05 17.50%
5000 51.0
770 115.0
L e sl
m/z--> 200 40 60 80 100 120 140 160 15. 50 16. 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102422\
Data File : VX032342.D

Acqg On : 24 Oct 2022 15:56
Operator : JC/MD

Sample : N5236-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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|
Cyclopentane, m... 4.306 13.8 ug/l 118709 1 5.556 431290 50.0
Benzene, 1-ethe... 12.244 15.3 ug/1l 159019 4 12.024 520206 50.0
o-Cymene 12.610 15.2 wug/l 158085 4 12.024 520206 50.0
Indan, 1-methyl- 12.701 23.5 ug/l 244781 4 12.024 520206 50.0
Benzene, 1,2,3,... 12.921 16.7 ug/l 173318 4 12.024 520206 50.0
Benzene, (1-met... 13.286 41.6 ug/l 433326 4 12.024 520206 50.0
1H-Indene, 2,3-... 13.585 13.3 ug/l 138014 4 12.024 520206 50.0
Benzene, (2-met... 13.640 11.1 ug/l 115446 4 12.024 520206 50.0
1H-Indene, 2,3-... 13.664 10.1 ug/l 105051 4 12.024 520206 50.0
Naphthalene, 2,... 15.615 8.4 ug/l 87795 4 12.024 520206 50.0
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