LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X062822W.M

Title : SW846 8260

Signal : TIC: VX@29960.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.240 20 25 34 rBV 17187 31499 3.23% 0.349%
2 2.538 231 238 249 rBV 22765 40500 4.15% 0.448%
3 5.391 694 706 718 rBV2 109323 316597 32.47%  3.504%
4 5.562 722 734 746 rVB 187523 544364 55.84% 6.025%
5 5.958 788 799 814 rBV 120460 320859 32.91% 3.551%
6 6.763 922 931 945 rBV 307623 742826 76.20% 8.222%
7 8.653 1234 1241 1251 rVB 631912 974895 100.00% 10.790%
8 10.055 1466 1471 1478 rBV 614653 834291 85.58% 9.234%
9 10.287 1501 1509 1518 rVB7 4930 12296 1.26% 0.136%
10 10.963 1616 1620 1626 rBV2 7647 9774 1.00% 0.108%
11 11.085 1634 1640 1646 rBV 465055 594250 60.96% 6.577%
12 11.616 1723 1727 1731 rBV2 10057 13971 1.43% 0.155%
13 11.713 1737 1743 1747 rBV4 6722 9832 1.01% 0.109%
14 11.866 1762 1768 1770 rBV4 7062 13113 1.35% 0.145%
15 11.890 1770 1772 1780 rVB 17715 22576  2.32%  0.250%
16 12.024 1789 1794 1803 rBV 623348 772190 79.21% 8.547%
17 12.177 1815 1819 1824 rVB 22665 28442  2.92% 0.315%
18 12.244 1824 1830 1837 rBV2 363099 469407 48.15% 5.195%
19 12.317 1837 1842 1849 rVB 41379 56891 5.84% 0.630%
20 12.408 1852 1857 1864 rBV6 7370 13295 1.36% 0.147%
21 12.646 1891 1896 1901 rVV 123058 154877 15.89% 1.714%
22 12.701 1901 1905 1912 rVV2 112628 168316 17.27% 1.863%
23 12.762 1912 1915 1919 rWv2 10978 14961 1.53% 0.166%
24 12.841 1919 1928 1934 rVB 34561 57763 5.93% 0.639%
25 12.920 1934 1941 1946 rBV6 16765 36961 3.79% 0.409%
26 13.030 1954 1959 1965 rVB3 39788 61281 6.29% ©.678%
27 13.140 1965 1977 1980 rBV 42433 66791 6.85% ©.739%
28 13.195 1980 1986 1992 rVB2 28590 49456 5.07% ©.547%
29 13.292 1998 2002 2007 rBV 98057 121764 12.49% 1.348%
30 13.347 2007 2011 2015 rVB2 29462 37311 3.83% 0.413%
31 13.396 2015 2019 2020 rBV2 14146 16025 1.64% 0.177%
32 13.426 2020 2024 2032 rVB3 34461 54159 5.56% 0.599%
33 13.506 2032 2037 2039 rBV4 10764 16772 1.72% 0.186%
34 13.542 2039 2043 2047 rW 28132 38751 3.97% 0.429%
35 13.585 2047 2050 2053 rvVv 43531 55781 5.72% 0.617%

36 13.640 2053 2059 2060 rvv2 69344 116667 11.97%  1.291%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X062822W.M
Title : SW846 8260
37 13.664 2060 2063 2073 rVB 142131 199391 20.45% 2.207%
38 13.756 2074 2078 2080 rvVv 15984 19666 2.02% 0.218%
39 13.798 2081 2085 2090 rVv4 13045 25603 2.63% 0.283%
40 13.853 2090 2094 2099 rVB 110347 130495 13.39% 1.444%
41 13.926 2099 2106 2110 rBV 164493 208915 21.43% 2.312%
42 13.969 2110 2113 2117 rVWV2 30999 41368 4.24% 0.458%
43 14.012 2117 2120 2122 rVB 13196 14515 1.49% 0.161%
44 14.073 2126 2130 2133 rBV 47064 61829 6.34% 0.684%
45 14.103 2133 2135 2141 rVB4 13525 16445 1.69% 0.182%
46 14.213 2148 2153 2163 rVV2 57313 105282 10.80% 1.165%
47 14.286 2163 2165 2167 rVV3 12603 13008 1.33% 0.144%
48 14.323 2167 2171 2175 rVV2 48080 61225 6.28% 0.678%
49 14.377 2175 2180 2184 rVB2 81829 113619 11.65% 1.258%
50 14.420 2184 2187 2192 rVB2 19029 26040 2.67% 0.288%
51 14.481 2192 2197 2202 rBV2 117174 170997 17.54%  1.893%
52 14.530 2202 2205 2210 rVB4 12487 19605 2.01% 0.217%
53 14.615 2210 2219 2222 rBV4 58807 130232 13.36% 1.441%
54 14.676 2225 2229 2233 rVB 52696 73718 7.56% 0.816%
55 14.725 2233 2237 2242 rBV2 24272 36424 3.74% 0.403%
56 14.792 2242 2248 2250 rBvV3 37005 62615 6.42% 0.693%
57 14.816 2250 2252 2255 rVvV3 = 30497 40829 4.19% 0.452%
58 14.847 2255 2257 2261 rVB3 29349 32616 3.35% 0.361%
59 14.902 2261 2266 2272 rBv4 29888 66065 6.78% 0.731%
60 15.048 2286 2290 2294 rVB4 14621 22331 2.29% 0.247%
61 15.182 2306 2312 2320 rBV3 58504 109756 11.26%  1.215%
62 15.255 2320 2324 2331 rVVé6 20526 37587 3.86% 0.416%
63 15.322 2331 2335 2339 rVWV5 7097 11684 1.20% 0.129%
64 15.377 2339 2344 2347 rVWW4 16950 26500 2.72% 0.293%
65 15.481 2358 2361 2364 rBv4 10126 12723  1.31% 0.141%
66 15.524 2364 2368 2373 rVB9 14512 26881 2.76%  0.298%
67 15.603 2377 2381 2387 rVB7 9207 18866 1.94% 0.209%
68 15.658 2387 2390 2397 rVB9 11189 21189 2.17% 0.235%
69 15.725 2397 2401 2402 rBV3 10904 12018 1.23% 0.133%
70 15.810 2411 2415 2418 rBV2 23640 35438 3.64% 0.392%
71 15.847 2418 2421 2426 rVB5 18835 30226 3.10% 0.335%
72 15.987 2439 2444 2448 rBV2 31481 51708 5.30% 0.572%
73 16.328 2495 2500 2508 rVB5 13421 27941 2.87% 0.309%
74 16.426 2510 2516 2521 rVB7 5940 10211 1.05% 0.113%
75 16.530 2529 2533 2540 rBV9 8429 20012 2.05% 0.221%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X062822W.M
Title : SW846 8260

Sum of corrected areas: 9035077
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029960.D\data.ms
600000

500000
400000
300000

200000 5.562

5.391 5.958
100000

1.240 2.538
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX029960.D\data.ms
600000 8.653 10.055

500000 11.085

400000

6.763
300000

200000

100000
0 Lo.zm 10.96

‘ —— — —F— — ‘
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX029960.D\data.ms

600000 12.024

500000

400000

12.244

300000

200000

100000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244  30.39 ug/l 469407 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 83
2 Indane 118 C9H10 000496-11-7 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 1830 (12.244 min): VX029960.D\data.ms (-1824) (- m/z 117.10 100.00%
1

117
5000 M
91.1 : ‘/\ —l]

30.0 579 ‘ ‘ 134.2 12.00 12.50
Obrperrrrerrrrrethrrretbb e P28l ML myz 118,10 55.10%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000 —p L
910 12.00 12.50

m/z 115.10  36.04%

39.0 s5g0
\\‘H\\‘\\\‘\‘\\H“\\\\HM\‘1‘}U\\‘7\\5\.‘}()‘\\H“}H\‘{‘H\‘H!\“HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 M

=
12.00 12.50

o

5000 m/z 119.15 23.31%
91.0
o 15.0 39.0 63.0
T T [T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #10195: Benzene, cyclopropyl- T At A
117.0 12.00 12.50

m/z 105.10  21.57%

5000
91.0
51.0 ‘ ‘ j\
0 270 o o TAR ) L A

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14

Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
. 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 2 (E)-1-Phenyl-1-butene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.646 10.03 ug/l 154877 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 93
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 93
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92

Abundance Scan 1896 (12.646 min): VX029960.D\data.ms (-1891) (- m/z 117.10 100.00%
117.1
5000 M
91.1 s
12.50 13.00
10 ymp | A ,
01—ttty ekt R m/z 132.05 45.17%
miz--> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 e
91.0 12.50 13.00
_ 51.0 J m/z 115.10 31.72%
0 \\\‘\‘1.\\“\\“‘\”\““}‘\7\?}%?\\‘1\’”1\\!"\]‘-}‘\?\.0‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
117.0 M
o e
12.50 13.00
5000 m/z 91.10 20.77%
91.0
27.0 51.0 74.0 133.0
1 RN PSS PR PR, AN RTINS [ NN [
m/iz--> 20 40 60 80 100 120 140
Abundance #16140: Benzene, (2-methyl-1-propenyl)-
117.0 12.50 13.00
m/z 131.05 15.30%
5000 91.0
51.0 133.0 ﬂA
om‘2‘7‘(9““‘m“w‘:“?f‘ﬂ&‘M‘,‘uw“,u:h“_m — SPLES
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\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14

Operator JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 3 1Indan, 1-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.701 10.90 ug/l 168316 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 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 90
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87

Abundance Scan 1905 (12.701 min): VX029960.D\data.ms (-1901) (- m/z 117.10 100.00%
117.1
5000 M
—— —
39.0 630 91"1 Ll 12.50 13.00
Y AR P i WY AP v e m/z 115.05  30.70%
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 — M A4
12.50 13.00
00 91.0 m/z 132.20 28.71%
0, 50 | ‘\ 133.0
O\\\‘\‘\\\’\\‘\\“u\\\“\\‘\\‘\\\1’\1‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
117.0
e A A S
12.50 13.00
5000 m/z 91.10 14.42%
91.0
51.0
0 29.0 74.0 133.0
L e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
117.0 12.50 13.00
m/z 118.10 10.59%
5000
91.0
39.0
65.0
o | 1o
] N MRS T | M — ——
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\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.292 7.88 ug/1 121764 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 86
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 80
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 80
Abundance Scan 2002 (13.292 min): VX029960.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
Jb\g
oo O W NN
390 650 ‘ 13.00 13.50
o"wH‘J"m“u“‘!‘m‘w‘wm!‘mUuu_“‘1‘6‘5‘9“”‘%9‘?9 m/z 132.20  39.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 Ay by AM/\
13.00 13.50
m/z 115.05 30.29%
390 g5 91.0 ‘ ‘
O\\\‘\‘\\\“\\“”\“U\\\“\\\\‘\\\1‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 M
AL
13.00 1350
5000 m/z 131.20 %
91.0
51.0
27.0
O et ettt Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0 13.00 1350
m/z 91.05 %
5000
39.0 65.0 91"0 ‘
0 H“HH‘H‘ﬂHNW“‘H"_“lwiu‘_“W“‘W“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 5 Benzene, (2-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.640 7.55 ug/1 116667 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 95
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91

Abundance Scan 2059 (13.640 min): VX029960.D\data.ms (-2053) (- m/z 131.05 100.00%
131.1
5000
91.1
390 64.7 ‘ ‘ 13.50 14.00
ob 220 ol Lol gl ] 1620 1930 o146 00 a1.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 910 Iy A ‘ j\“
13.50 14.00
m/z 115.10 19.57%
o w0
O\‘\‘\‘\\“‘\\‘\‘\‘\‘}\\“‘\\‘}\“\H\\\“\‘\“\\‘\H\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0 L/\
P -
13.50 14.00
5000 m/z 116.10 13.74%
91.0
51.0
LN
m/iz--> 20 40 60 80 100 120 140 160 180 \A Mj\
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- dN‘ e e
131.0 13.50 14.00
m/z 91.10 13.32%
5000 91.0
39.0 65.0
o‘_M‘“‘uuhu‘uh‘Muw‘peu‘H‘w‘uwwm_m_m usa e
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.664 12.91 ug/l 199391 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
Abundance Scan 2063 (13.664 min): VX029960.D\data.ms (-2060) (- m/z 131.10 100.00%
131.1
5000 H
91.1
391 %48 ‘ ‘ 13.50 14.00
Oyl bl 428222071 e b0 29,72
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 A A L ] le
13.50 14.00
91.0 m/z 115.10 20.58%
51.0 ‘
O\\\\‘\\\\‘\\‘\‘\‘w\\\“‘\\H\\“U\\H“\‘U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 J\
1 —
13.50 14.00
5000 m/z 91.10 18.36%
91.0
150 390 630
Ol el el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)- A 7
131.0 13.50 14.00
m/z 116.10 13.19%
91.0
5000
41.0 65.0 M}\
0 SO NN (. VLU, P WO VAPR
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\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.853 8.45 ug/1 130495 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 93
2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 58
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 58
4 7-Azabicyclo[4.2.2]deca-2,4,9-tr... 147 C9HINO 017198-06-0 35
5 2-Phenylethylamine, N,N-di(trifl... 313 C12H9F6NO2 1000463-67-7 35
Abundance Scan 2094 (13.853 min): VX029960.D\data.ms (-2090) (- m/z 104.10 100.00%
104.1
5000 146.2
_/\ ‘ T T ‘ T
301 .- LM128.1 13.50 14.00
) SN Y -, ““ bl L 2883 146,15 42.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 L ] M“
13.50 14.00
m/z 91.10 34.87%
39.0 78.0 128.0
O\\\‘\\\\‘\\‘\S\S‘Q‘\\\H‘\\\\“‘ H‘ ‘H\\‘\H\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
104.0
— —
13.50 14.00
5000 146.0 m/z 131.05 25.27%
39.0 58.0 78.0
0 128.0
B R A m
m/z--> 20 40 60 80 100 120 140 160
Abundance #24947: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0 13.50 14.00
m/z 115.10 20.21%
146.0
5000
78.0
39.0
olts0 T P28 4 U laeso i AT,
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\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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, (1-methyl-1-butenyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.926  13.53 ug/l 208915 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93

Abundance Scan 2106 (13.926 min): VX029960.D\data.ms (-2099) (- m/z 131.00 100.00%

131.0
5000
91.0

39.1 6438 ‘ ‘ 14.00
Obr b b LML 11803 2070 146 s 36.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
5000 \‘\\\\
14.00

m/z 117.10  33.04%

51.0
70 ] | |
\\\‘H\\“\\H‘\“MH”M\H\“‘\‘H\"\‘H\‘\‘H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0

o

14.00
5000 m/z 91.05 25.57%
91.0
39.0 65.0
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)- —
131.0 14.00

m/z 115.10 20.08%

5000 91.0
2080 |
A e M Il i

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.481 11.07 ug/l 170997 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 89
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
4 2-Propenal, 3-(4-methylphenyl)- 146 C10OH100 001504-75-2 58
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 52
Abundance Scan 2197 (14.481 min): VX029960.D\data.ms (-2192) (- m/z 131.20 100.00%
131.2
5000
105.1
Py
510 77.0 ‘ 160.2 14.50
o N Sl A M S m/z 118.10  56.61%
miz--> 20 40 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4- tetrahydro—S—methyI—
31.0
5000 ot ]
390 T /z 146 13550 47.749
15.0 ‘ 63.0 m/z . . 0
O\\\‘\‘\‘”\\‘i‘\\w hm‘“‘\\‘}\‘\\\ 1\‘\“\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance
131.0
LNE ‘ ‘4NNMf\4”
14.50
5000 m/z 117.20 31.86%
105.0
39.0 77.0
L
m/z--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)- —
131.0 14.50
m/z 145.15  31.39%
91.0
5000
39.0
M 65.0
oHH_HMH“‘::H_m‘u@ﬁ“?‘ S VAL
m/z--> 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.615 8.43 ug/1 130232 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 89
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 62
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 55
Abundance Scan 2219 (14.615 min): VX029960.D\data.ms (-2210) (- m/z 118.10 100.00%
118.1
145.2
5000
91.1 P Pt
39.1 | ‘ ‘ 14.50 15.00
0l s L Dl 18822070 e e 7. 74
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 L —
14.50 15.00
91.0 m/z 160.20  73.61%
28.0 510
O' \\“‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118.0
= —
160.0 14.50 15.00
5000 m/z 117.10 52.22%
39.0 91.0
63.0
O ettt e Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- T —
145.0 14.50 15.00
m/z 131.20 52.19%
5000
91.0 1150
39.0 ‘
o‘1‘5‘?”"Mwu??’w‘Hwu“”1“,“1“NHm“w_ww o L LN
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070722\
Data File : VX029960.D

Acqg On : 07 Jul 2022 17:14
Operator : JC/MD

Sample : N3617-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.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|
Benzene, 1l-ethe... 12.244 30.4 ug/l 469407 4 12.024 772190 50.0
(E)-1-Phenyl-1-... 12.646 10.0 ug/l 154877 4 12.024 772190 50.0
Indan, 1-methyl- 12.701 10.9 wug/l 168316 4 12.024 772190 50.0
1H-Indene, 2,3-... 13.292 7.9 ug/l 121764 4 12.024 772190 50.0
Benzene, (2-met... 13.640 7.5 ug/l 116667 4 12.024 772190 50.0
2,2-Dimethylind... 13.664 12.9 ug/l 199391 4 12.024 772190 50.0
Naphthalene, 1,... 13.853 8.4 ug/l 130495 4 12.024 772190 50.0
Benzene, (1-met... 13.926 13.5 wug/l 208915 4 12.024 772190 50.0
Naphthalene, 1,... 14.481 11.1 ug/l 170997 4 12.024 772190 50.0
Naphthalene, 1,... 14.615 8.4 ug/l 130232 4 12.024 772190 50.0
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