LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21423\
Data File : VNO@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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_N\methods\82N©21323W.M
Title : SW846 8260
Signal : TIC: VNO76665.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.825 143 151 152 rBV3 13598 22641 1.09% 0.076%
2 4.442 419 426 434 rBV 10358 26336 1.27% 0.088%
3 8.172 1049 1060 1065 rBV 250382 599312 28.93% 2.000%
4 8.230 1065 1070 1082 rVB 447422 966007 46.63%  3.224%
5 8.583 1119 1130 1143 rBV 275669 645286 31.15% 2.154%
6 9.107 1209 1219 1229 rBV 668373 1369161 66.08% 4.570%
7 10.571 1459 1468 1475 rBV 1008040 1846568 89.13% 6.163%
8 10.630 1475 1478 1485 rVB2 30411 51416 2.48% 0.172%
9 11.301 1586 1592 1600 rBV2 46303 84782 4.09% 0.283%
10 11.865 1679 1688 1699 rBV 888225 1596547 77.06% 5.329%

11 11.965 1699 1705 1713 rWV 48249 82102 3.96%
12 12.071 1715 1723 1735 rVB 164619 326781 15.77%
13 12.401 1767 1779 1788 rBV 94681 170090  8.21%
14 12.695 1824 1829 1834 rBV2 18040 27690 1.34%
15 12.854 1848 1856 1864 rVB 667506 1131299 54.60%
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16 13.036 1881 1887 1892 rBV 66527 110209 5.32%
17 13.101 1892 1898 1901 rVV 318813 529802 25.57%
18 13.130 1901 1903 1907 rVV 161514 243714 11.76%
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19 13.177 1907 1911 1918 rVB 212042 339272 16.38% 132%
20 13.336 1930 1938 1944 rBV 186512 318011 15.35% 061%
21 13.483 1956 1963 1976 rVB 724795 1183124 57.11%  3.949%
22 13.612 1976 1985 1990 rBv4 26831 57341 2.77% 0.191%
23 13.671 1990 1995 2000 rBV2 54487 80952 3.91% ©0.270%
24 13.736 2000 2006 2008 rBV5 19428 32270 1.56% ©.108%
25 13.795 2009 2016 2027 rVV2 884670 2071821 100.00% 6.915%
26 13.954 2036 2043 2045 rBV3 69615 112472 5.43% 0.375%
27 13.995 2045 2050 2053 rBV2 266554 513479 24.78% 1.714%
28 14.112 2065 2070 2077 rBv4 75332 136389 6.58% 0.455%
29 14.183 2077 2082 2087 rBV 84665 133212 6.43% 0.445%
30 14.248 2087 2093 2095 rBV 128395 205285 9.91% ©.685%

31 14.277 2095 2098 2102 rVB 134358 186564  9.00%
32 14.330 2102 2107 2113 rVB 223820 361469 17.45%
33 14.401 2113 2119 2122 rBV2 46741 85815 4.14%
34 14.448 2122 2127 2134 rVB2 189385 319161 15.40%
35 14.577 2143 2149 2154 rBV2 99335 170098 8.21%
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36 14.659 2154 2163 2166 rBV 175177 337465 16.29% 1.126%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21423\
Data File : VNO@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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_N\methods\82N©21323W.M
Title : SW846 8260
37 14.695 2166 2169 2173 rVB 241335 311351 15.03% 1.039%
38 14.736 2173 2176 2180 rVB2 72242 94137 4.54% 0.314%
39 14.777 2180 2183 2191 rVB4 44343 89469 4.32% 0.299%
40 14.877 2191 2200 2204 rBV5 67669 139679 6.74% 0.466%
41 14.930 2204 2209 2212 rBV 312177 525028 25.34% 1.752%
42 14.959 2212 2214 2221 rVB2 231547 357762 17.27% 1.194%
43 15.053 2221 2230 2237 rBV2 670831 1640180 79.17% 5.475%
44 15.212 2250 2257 2264 rBV 546524 986858 47.63%  3.294%
45 15.283 2264 2269 2270 rBV3 54949 75721 3.65% ©.253%
46 15.318 2270 2275 2280 rBV3 177229 348287 16.81% 1.163%
47 15.448 2288 2297 2304 rVB4 227723 612186 29.55% 2.043%
48 15.512 2304 2308 2316 rVB6 45556 102253  4.94% 0.341%
49 15.595 2316 2322 2326 rBv4 107473 215352 10.39% 0.719%
50 15.636 2326 2329 2335 rVB 89863 155959 7.53% 0.521%
51 15.700 2335 2340 2345 rBV 205826 373341 18.02%  1.246%
52 15.753 2345 2349 2351 rVV3 136558 226882 10.95% 0.757%
53 15.783 2352 2354 2358 rVWW2 163619 308141 14.87% 1.029%
54 15.836 2359 2363 2374 rVB 312066 612539 29.57%  2.045%
55 15.948 2374 2382 2389 rBV 294836 669353 32.31% 2.234%
56 16.024 2390 2395 2400 rBV8 36136 64059 3.09% 0.214%
57 16.130 2403 2413 2414 rBV3 209981 418368 20.19% 1.396%
58 16.171 2414 2420 2430 rVB 750145 1664991 80.36% 5.557%
59 16.259 2431 2435 2440 rBv4 71362 110487 5.33% 0.369%
60 16.347 2441 2450 2456 rBV3 177294 473359 22.85% 1.580%
61 16.506 2465 2477 2489 rBV2 571466 1561738 75.38% 5.213%
62 16.618 2492 2496 2501 rVB3 56817 91116 4.40% 0.304%
63 16.712 2502 2512 2518 rBV3 310252 798774 38.55%  2.666%
64 16.783 2518 2524 2525 rBV2 328499 458573 22.13% 1.531%

Sum of corrected areas: 29959886
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO76665.D\data.ms
1000000

800000

600000

400000

200000

2.825 4.442

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 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 6.40 6.60 6.80

Abundance TIC: VNO76665.D\data.ms
1000000 10.671

800000

9.107
600000

8.230

400000
8.583
200000

0630 11.301
AN

0—— — — — — —_ — —
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VNO76665.D\data.ms
1000000

—— ——
11.00 11.50

865 13.795

16.171

800000
13.483
12.854

600000

400000

13.101 13.995

200000

‘ 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.101 12.79 ug/l 529802 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 1898 (13.101 min): VN076665.D\data.ms (-1892) (- | m/z 104.95 100.00%
105.0
5000
120.1
39.0 630 40 910 13.00 13.50
0‘W‘H‘WH‘W‘mVHHHm‘MMM‘_HM_‘HwMH‘MEWHWWMHw m/z 120.10 27.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘ ‘AN‘\ A L
120.0 13.00 13.50
m/z 91.00 13.15%
77.0 91.0
0 H‘\:\I-\S\-’Q\ m T \?\)%’“c\)\ TT “\ T \?%\.‘\O\ T M TTTT ‘M T \‘1 T \‘\‘\“‘\ T
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10695: Mesitylene
105.0 /\
—— Rl
120.0 13.00 13.50
5000 m/z 77.00 13.03%
39.0 3 77.0 91.0
0H‘HH,"‘ﬂ,‘m‘,“mi‘;w“Hfhwm‘l‘_m“;m‘“l!“mh“‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 /\
Abundance #10717: Benzene, 1,2,4-trimethyl- A
105.0 13.00 13.50
m/z 103.00 9.36%
120.0
5000
77.0
27.0 51.0 91.0 /\\/\ /\
0‘W‘HW‘thu‘ﬂ‘uﬂhm?ﬁpw‘MHHHHM‘WNEW‘mhhu“ A S
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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-3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.930 12.67 ug/l 525028 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 93
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87

Abundance Scan 2209 (14.930 min): VN076665.D\data.ms (-2204) (- | m/z 117.00 100.00%

117.0
5000
L m

51.0 15.00
ok LWu”wﬁqPﬂh‘ 1481 280 nyz 132,00 34.06%
miz--> 50 100 150 200 250
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 A’ ']\

m/z 114.95 30.40%

0 ! i‘”‘\mw”““\ b ‘HH\ ‘\ “\H\ B B e B I s
miz> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

15.00
5000 m/z 131.00 22.12%
51.0
0 1‘5"0\‘ ‘L‘ }‘H \‘\m . \\‘ﬁ‘?\;\o‘\h\ . “ \H“ — — —
miz-> 50 100 150 200 250
Abundance #16106: 3-Phenylbut-1-ene Aoy —r
117.0 15.00
m/z 90.95 15.86%
5000
39.0 710‘
A k N‘Wh‘u‘M“‘uL‘ T v\
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.M
Quant Title : SW846 8260

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

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

Peak Number 3 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.054 39.58 ug/l 1640180 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 93
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
Abundance Scan 2230 (15.053 min): VN076665.D\data.ms (-2221) (- | m/z 117.05 100.00%
117.1
5000
39.0 770 15.00
ol b L a “‘;“4“‘?'9 2003 28L. nm/z 132.05  35.98%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 : J\ : :
15.00
51.0 ‘ m/z 115.00  29.88%
01\5\0‘\ “i‘ }‘\\\‘\““\w\ﬁ‘?\;p‘\h““‘ ‘H\‘\ L B e B B B
miz--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
T
15.00
5000 m/z 131.00 17.74%
39.0 77.0‘
) Y N A Y N ——
miz--> 50 100 150 200 250
Abundance #16106: 3-Phenylbut-1-ene
117.0 15.00
m/z 90.95 16.42%
5000
39.0 77.0‘ ‘
A W | ‘ T v
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.212  23.82 ug/1 986858 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Indan, epoxide 132 C9H80 000768-22-9 53
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 46
5 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 40
Abundance Scan 2257 (15.212 min): VN076665.D\data.ms (-2250) (- | m/z 103.95 100.00%
104.0
5000 132.0 ‘j\
P —
51.0 780 H 15.00 15.50
Ob el LML 1660 2066 /135 60 49.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 ”A‘ i T ]
132.0 15.00 15.50
78 m/z 91.10 41.71%
28.0 510 ‘ ‘
O\\\‘\‘1}\“\\“}‘\“‘m\\”}“\\‘}\‘\\1“\‘1“!‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0
—— —
15.00 15.50
5000 m/z 115.00 19.41%
ol i B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro- —Y— —
104.0 15.00 15.50
m/z 117.05 15.26%
5000 132.0
51.0 78.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.448 14.77 ug/1 612186 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
2 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 81
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
Abundance Scan 2297 (15.448 min): VNO76665.D\data.ms (-2288) (- m/z 131.85 100.00%
131.1
5000
91.0
39.0 64.3 M 15.50
O‘z‘dmzt“dmé‘(‘)‘“g‘()‘ ““1‘6‘(“)“ Hell ‘11‘1.9‘1‘5';6‘ ‘2‘?)2‘771‘ m/z 146.00  23.49%
m/z-->
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ‘15\50‘
m/z 133.00 21.08%
390 ea0 O
O\‘\‘H\“‘\\“1‘\““\‘”“\H\“\‘\\1‘\‘U‘HH“\H’HH’HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25059: Benzene, 1—methyl—lZé(llbmethyl—Z—propenyl)—
—
15.50
5000 91.0 m/z 115.05 17.78%
39.0 65.0
o‘_‘H“‘uuhw‘m‘h_umwu“l‘w!“lwm,uH,HH,HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- —==
131.0 15.50
m/z 91.00 12.59%
5000
91.0
39.0 630 ‘
bbb e W M N
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

82N©21323W.M Wed Feb 15 12:55:53 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.836 14.78 ug/1 612539 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
3 Undecane 156 C1l1H24 001120-21-4 59
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 53
5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 2363 (15.836 min): VN076665.D\data.ms (-2359) (- | m/z 57.05 100.00%
57.0
5000
85.1
“ —
15.50 16.00
26.2145.0 184.3
o,“H‘,‘:Huum“w‘uw“_w%‘m_mlﬁ“?w”w m/z 43.00 87.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane
57.0
5000 = s
15.50 16.00
29.0 85.0 m/z 71.85 53.32%
ol Il Lh L ‘ 1130 1410 184.0
’\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
— —
15.50 16.00
5000 m/z 41.05 47.03%
85.0
O 130 M0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33081: Undecane “ ——
57.0 15.50 16.00
m/z 85.10 34.86%
5000
29.0 85.0
0L me o
0,\‘\H,HH‘HH‘1\\\”‘\\Mwm\‘\ul‘uu‘uu = —
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.948 16.15 ug/1 669353  1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 95
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 93

Abundance Scan 2382 (15.948 min): VN076665.D\data.ms (-2374) (- | m/z 131.05 100.00%

131.1
5000

91.0
570 ’ 16.00
oLt ] ,“““M | Jie22 2810 o is6.05  34.49%
miz-> 50 100 150 200 250
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000

m/z 114.95 16.63%

39.0 91.0 ‘ ‘
00— L\ ‘\‘ i“‘ L \H\ \‘ T “\ M r“‘ L s Bt B B B
miz--> 50 100 150 200 250
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0

16.00
5000 m/z 128.00 14.50%
91.0
39.0 ‘ ‘
o) S U O ,ﬂuhh i e

m/z--> 50 100 150 200 250
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- o
131.0 16.00

m/z 145.05 13.91%

5000
39.0 91.0
oL~ ‘ ‘\ ’\L\ ! ‘ P “\‘ \Hl A

Rl
miz--> 50 100 150 200 250 16.00

el

82N©21323W.M Wed Feb 15 12:55:55 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00

Operator JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21323W.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 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.171  40.18 ug/l 166499 1,4-Dichlorobenzene-d4  13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 76

2 Naphthalene, 1,2,3,4-tetrahydro-... 146

C1l1H14

001680-51-9 70

3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 46
4 1H-Tetrazole, 5-phenyl- 146 C7H6N4 018039-42-4 38
5 7-Methylindan-1-one 146 C10H1e0 039627-61-7 38
Abundance Scan 2420 (16.171 min): VNO76665.D\data.ms (-2414) (- | m/z 118.00 100.00%
118.0
w M
i —
39.0 71% ‘ 60.2 16.00 16.50
ol b bl L LU 4602 2060 872 513108 61.63%
miz--> 50 100 150 200 250 300 350
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 P AR
16.00 16.50
1. m/z 146.85 58.74%
39.0 ‘ H
0 \‘\ ‘\‘ “L“\mih“‘h\ s “‘”\H\ ‘hl \”“‘ L B B B O
miz--> 50 100 150 200 250 300 350
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.00 16.50
5000 ITI/Z 117.00 49,75%
91.
39.0 ‘ “
oy i
m/z--> 50 100 150 200 250 300 350
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- =y =
131.0 16.00 16.50
m/z 105.10 36.62%
5000 91.0
39.0
S TTYATTY I 1 YV WA VY WAR
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.506  37.69 ug/l 1561740  1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 74
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 68
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 52
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 52
Abundance Scan 2477 (16.506 min): VN076665.D\data.ms (-2465) (- | m/z 131.00 100.00%
131.0
91.0
‘Y_Y—rY_Y_Y_Y—rY_Y_Y_Y—rY_Y_Y_Y—(
39.0 16.20 16.40 16.60
0! A6l 28L1 ny7 117.95  65.17%
miz--> 50 100 150 200 250
Abundance  #25041: Naphthalene 1,2,3,4-tetrahydro-5-methyl-
31.0
5000
30 91.0 16.20 16.40 16.60
m/z 146.05 61.68%
oL ‘\‘n‘ H‘ “H \‘\m ‘hm‘\\‘ ‘\ \“ \r \H‘ “‘\‘ N
miz--> 100 150 200 250
Abundance #25049. Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.20 16.40 16.60
5000 m/z 117.00 34.81%
91.0
Ll
0 . . “\‘ i“‘ ‘\M ‘h“h‘ \‘\ ‘\‘u‘ H‘ Jm \H‘ — — —
m/iz--> 50 100 150 200 250
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)- R AR R
146.0 16.20 16.40 16.60
m/z 115.00 33.17%
5000 115.0
85.0
51.0 ‘
m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21423\
Data File : VN@76665.D

Acqg On : 14 Feb 2023 17:00

Operator JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21323W.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 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.712 19.28 ug/l 798774  1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 96
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 78
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 76
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 70
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64

Abundance Scan 2512 (16.712 min): VN076665.D\data.ms (-2502) (- | m/z 118.00 100.00%
118.0
160.1
5000
P
390 T “ 16.40 16.60
N —T ‘h N 1l o, 2071 2811 3% 14500  97.68%
miz--> 50 100 150 200 250 300 350
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 LA L B BB B
160.0 16.40 16.60
m/z 160.10 71.11%
39.0 77% ‘
ol d “\ \L\‘H\Mh\‘ | ‘\H‘ ‘\h\ A
miz--> 50 100 150 200 250 300 350
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
R
16.40 16.60
5000 m/z 117.10 47 .08%
1050‘
m/z--> 50 lOO 150 200 250 300 350
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- T
118.0 16.40 16.60
160.0 m/z 105.00 39.84%
5000
39.0 779
| ‘\ n Lk ‘ i hm A4 |
0Lkl ———————— e e
m/z--> 50 100 150 200 250 300 350 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21423\
Data File : VNO@76665.D

Acqg On : 14 Feb 2023 17:00
Operator : JC\MD

Sample : 01549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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-ethy... 13.101 12.8 ug/l 529802 4 13.795 2071820 50.0
Benzene, 1-ethe... 14.930 12.7 ug/l 525028 4 13.795 2071820 50.0
Benzene, 2-ethe... 15.054 39.6 ug/l 1640180 4 13.795 2071820 50.0
Naphthalene, 1,... 15.212 23.8 ug/l 986858 4 13.795 2071820 50.0
1H-Indene, 2,3-... 15.448 14.8 ug/l 612186 4 13.795 2071820 50.0
Tridecane 15.836 14.8 ug/l 612539 4 13.795 2071820 50.0
1H-Indene, 2,3-... 15.948 16.1 ug/l 669353 4 13.795 2071820 50.0
Naphthalene, 1,... 16.171 40.2 ug/l 1664990 4 13.795 2071820 50.0
Naphthalene, 1,... 16.506 37.7 ug/l 1561740 4 13.795 2071820 50.0
Naphthalene, 1,... 16.712 19.3 ug/l 798774 4 13.795 2071820 50.0
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