LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VNO©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.M

Title : SW846 8260

Signal : TIC: VN@71016.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.587 96 102 111 rBV 137119 244486 1.57% 0.124%
2 3.681 276 288 313 rBV 1176740 3201565 20.53% 1.622%
3  4.287 381 391 403 rBV 53492 163066 1.05% ©0.083%
4 8.016 1013 1025 1031 rBV 543631 1352446 8.67% ©0.685%
5 8.081 1031 1036 1057 rVB 1115151 2503386 16.05% 1.268%

6 8.433 1084 1096 1108 rBV 644633 1562283 10.02%
7 8.963 1177 1186 1207 rBV 1552690 3221862 20.66%
8 10.439 1423 1437 1443 rBV 2393027 4408229 28.26%
9 10.498 1443 1447 1461 rVB 491773 925726 5.94%
10 11.739 1650 1658 1669 rBV 2117667 3760317 24.11%
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N
w
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R

11 11.839 1669 1675 1684 rBV 509534 875053 5.61%
12 11.945 1684 1693 1704 rBV 2324638 4488064 28.77%
13 12.274 1737 1749 1758 rBV 2143643 3866462 24.79%
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O
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o]
B

14 12.363 1759 1764 1769 rVB 131721 200451  1.29% 102%
15 12.480 1781 1784 1794 rVV5 120726 308614  1.98% 156%
16 12.574 1794 1800 1805 rVV 298654 527064  3.38% 0.267%
17 12.651 1805 1813 1816 rVv4 178147 441377  2.83% 0.224%
18 12.680 1816 1818 1820 rVV 186883 199081 1.28% 0.101%
19 12.727 1820 1826 1837 rVB 1812574 3229609 20.71% 1.636%
20 12.916 1850 1858 1863 rBV 974249 1645552 10.55% 0.834%

21 12.974 1863 1868 1872 rVV 4032317 6892721 44.19%
22 13.010 1872 1874 1877 rVV 1831070 2579390 16.54%
23 13.051 1877 1881 1887 rVV2 3129870 5659534 36.29%
24 13.104 1887 1890 1895 rVB2 172915 257161 1.65%
25 13.215 1900 1909 1916 rBV 2751251 4751585 30.46%

NONE W
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[o]
B

26 13.280 1916 1920 1926 rVB2 418873 715928  4.59%
27 13.363 1927 1934 1946 rBV 9775501 15597143 100.00%
28 13.492 1947 1956 1961 rVB2 381176 769921  4.94%
29 13.557 1961 1967 1971 rBV2 940784 1606563 10.30%
30 13.604 1971 1975 1979 rBV2 426938 649405  4.16%

OO ONO
w
O
(]
R

31 13.668 1981 1986 1988 rBV 1994248 3085126 19.78%
32 13.698 1988 1991 1996 rVB 4095880 6236813 39.99%
33 13.739 1996 1998 2005 rVB2 283272 409644  2.63%
34 13.868 2009 2020 2024 rBV2 5113613 10360307 66.42%
35 13.992 2036 2041 2046 rBV2 2489732 4008868 25.70%

NUTO W
N
[
[o]
B

36 14.062 2046 2053 2058 rVV 1042978 1735973 11.13% ©0.880%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VNO©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.M
Title : SW846 8260
37 14.127 2059 2064 2066 rVV 1370015 2136440 13.70% 1.082%
38 14.157 2066 2069 2073 rVB 1468671 2075058 13.30% 1.051%
39 14.210 2073 2078 2083 rVB 2037673 3012492 19.31% 1.526%
40 14.274 2083 2089 2092 rBV2 563292 830869 5.33% 0.421%
41 14.321 2092 2097 2103 rVB 2736352 4297362 27.55% @ 2.177%
42 14.386 2103 2108 2114 rVB6 236747 518793 3.33% 0.263%
43 14.457 2114 2120 2124 rBV3 1066283 2130672 13.66% 1.080%
44 14.504 2124 2128 2131 rBV3 661078 1005245 6.45% ©.509%
45 14.539 2131 2134 2137 rVV2 885563 1229258 7.88% 0.623%
46 14.574 2137 2140 2144 rVB 1773208 2315822 14.85% 1.173%
47 14.615 2144 2147 2151 rVB 804282 961633 6.17% 0.487%
48 14.657 2151 2154 2161 rVB3 545788 908862 5.83% 0.461%
49 14.721 2161 2165 2167 rBV3 256467 383334 2.46% 0.194%
50 14.757 2167 2171 2174 rVB2 488164 604747 3.88% 0.306%
51 14.804 2174 2179 2182 rBV 3014299 4720085 30.26% 2.392%
52 14.839 2182 2185 2191 rVB2 2562091 4102504 26.30% 2.079%
53 14.927 2191 2200 2206 rBV2 6433902 14066723 90.19% 7.127%
54 15.080 2219 2226 2233 rVB 5592936 9685762 62.10% 4.908%
55 15.151 2234 2238 2239 rBV3 286355 372761 2.39% 0.189%
56 15.186 2239 2244 2248 rVV3 1034340 1873945 12.01% 0.949%
57 15.227 2249 2251 2256 rVB 560890 770967 4.94%  0.391%
58 15.304 2257 2264 2273 rVB3 1293815 3331894 21.36% 1.688%
59 15.386 2274 2278 2285 rVB5 456190 997582 6.40% 0.505%
60 15.462 2285 2291 2294 rBV2 764467 1518715 9.74% 0.770%
61 15.498 2294 2297 2302 rVB 762387 1175081 7.53% ©.595%
62 15.557 2302 2307 2312 rBV 1007221 1599738 10.26% 0.811%
63 15.609 2312 2316 2318 rBV2 670091 1047948 6.72% 0.531%
64 15.698 2326 2331 2340 rVB 1934389 3795673 24.34% 1.923%
65 15.798 2340 2348 2356 rBV2 1272380 3024707 19.39% 1.533%
66 15.880 2358 2362 2368 rVB4 330973 588133 3.77% 0.298%
67 16.015 2371 2385 2394 rVB 2790105 7304281 46.83% 3.701%
68 16.104 2397 2400 2405 rVv4 143123 217843 1.40% 0.110%
69 16.186 2407 2414 2421 rVB3 607499 1555085 9.97% 0.788%
70 16.339 2430 2440 2446 rBV 1841658 4400967 28.22% 2.230%
71 16.456 2456 2460 2465 rBV 255989 443829 2.85% 0.225%
72 16.539 2468 2474 2481 rVvV4 780863 1898067 12.17% 0.962%
73 16.609 2481 2486 2491 rW 723087 1582493 10.15% 0.802%
74 16.674 2492 2497 2510 rVB 1180160 2437510 15.63% 1.235%

Sum of corrected areas: 197363655
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VN@©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN071016.D\data.ms
8000000
6000000
4000000
2000000
3.681
0 2.587 4.287
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VN071016.D\data.ms
8000000
6000000
4000000
10.439 11.739
2000000 8.963
8.081
8./0\}/5 8.433 498 1.8
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN071016.D\data.ms
13.863
8000000
14.927
6000000 15080
13.868
13.698
12.974
4000000 14.804
051 A aad 16.015
13.215 13.992, 23321 L
2000000 : ioE |Laksine 5,186, " 15 85715798 16.674
12.9 13.55 ' ‘IA 4 ‘y" i’ ;- Aix‘ lA 880 16.186 61:51_9
8 goP41739 4.386-1 |14 79 FIRRTY 5. 6.10% 456
, 31001 23 PR 1 A ‘ AL PN Vimv~a L
0 T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VN@©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.974 111.71 ug/1 6892720 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1868 (12.974 min): VN071016.D\data.ms (-1863) (-  m/z 105.10 100.00%

105.1
5000
39.1 77.0 13.00
Ol et Jl bl 1400 20694/ 1061 31.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M /\
13.00
m/z 77.05 11.87%
77.0
O \:L\E)\.‘O\‘\\S\g‘"\o\‘\\“\‘\\\M‘\\‘}\‘H‘\ \‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
AL
13.00
5000 ITI/Z 91.00 11.45%
77.0
39.0
L IR A Y R ———
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 106.05 8.93%
5000 /\
77.0
0150390 T J\V\J\

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VN@©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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, 1-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.216 77.01 ug/l 4751590 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1909 (13.215 min): VN071016.D\data.ms (-1900) (-  m/z 105.10 100.00%

105.1
5000
120.1
391 63.0 77.0 91.1 13.00 13.50
oH_m_m_HJ“wwm_mwH“:Mm“mH_‘s!wwww m/z 120.05  30.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00 13.50
m/z 76.95 12.53%
77.0 91.0
0H‘1\\5\-\0‘\\\‘\‘\?\9"\0\\\“\H?%\.P\‘H\m‘uu‘MH‘\H\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 91.10 11.87%
120.0
79.0
39.0 65.0 ‘ N
Ottt s it
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0 13.00 13.50
m/z 106.10 8.72%
120.0
5000
77.0
3?.0 | 63.0 I 9]‘..0 | ‘
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21822\
Data File : VNO71016.D

Acqg On : 18 Feb 2022 21:27

Operator JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.868 167.91 ug/1 10360300 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 94
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Indane 118 C9H10 000496-11-7 76
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64

Abundance Scan 2020 (13.868 min): VN071016.D\data.ms (-2009) (-
11y.1

m/z 117.10 100.00%

5000
91.0 = A
39.0 630 ‘ 1341 13.50 14.00
O Ll bl L1881 2 118010 54.01%
miz--> 20 80 100 120 140
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 — YOV
13.50 14.00
91.0 m/z 105.05  48.41%
39.0 58.0 ‘
N P YOV Y N O
O‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 80 100 120 140
Abundance #10195: Benzene, cyclopropyl-
117.0
13.50 14.00
5000 m/z 115.10 33.20%
91.0
A G TIC I S R—
miz--> 20 40 60 80 100 120 140
Abundance #10190: Benzene, 2-propenyl-
117.0 13.50 14.00
m/z 91.05 20.15%
5000
58.0 91.0
39.0 ‘
Y U WY VI8 Y O VL Wy
miz--> 20 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21822\
Data File : VNO71016.D

Acqg On : 18 Feb 2022 21:27

Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.M
: SW846 8260

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

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

Peak Number 4 Indan, 1-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.321 69.65 ug/l 4297360 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 74
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 74
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 72

Abundance Scan 2097 (14.321 min): VN071016.D\data.ms (-2092) (-  m/z 117.10 100.00%
1171
5000
o il TR 2072 2820 s q19.00 32.91%
m/z--> 100 150 200 250
Abundance #16104: Indan, 1-methyl-
11y7.0
5000
14.00 14.50
m/z 115.05 31.75%
98 70|
O T T ‘\ ‘\ “ ‘\h\ T T \“\ H\“ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
2 e
14.00 14.50
5000 m/z 132.05 25.87%
65.0 ‘
0 ‘2‘7\"0“\ i‘m‘h“ H‘ I ‘m‘ “ H“‘ — — —
miz--> 50 100 150 200 250
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- - =
117.0 14.00 14.50
m/z 91.10 19.64%
5000
ow‘u‘u‘h‘w ”“““u““‘ e e P M
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VN@©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.804 76.50 ug/l 4720090 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87

Abundance Scan 2179 (14.804 min): VN071016.D\data.ms (-2174) (- m/z 117.10 100.00%

1171
5000
51.0 | ‘ 14.50 15.00
Obrrrrrrbrrbe Bl o b WL48L 1821 28LU .5 937 05 38.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 N T T
14.50 15.00
390 m/z 115.10 27.08%
770 ‘ ‘
O\H‘\“H\““H“”\"‘U\\H\“‘\\“\\‘”\‘\\“\‘U\‘\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
= —5
14.50 15.00
5000 m/z 131.05 21.00%
39.0 77-0‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16106: 3-Phenylbut-1-ene
117.0 14.50 15.00
m/z 91.05 14.53%
5000
39.0 77.0‘ ‘
0\u‘\‘\\\“\\“1‘\,‘1‘\mh“u‘m“}‘u“m“h‘\u\,\u\,\\u‘\m‘\m‘\m‘\m,u — 3
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VN@©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.839 66.49 ug/l 4102500 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 89
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 58
3 Tridecane 184 C13H28 000629-50-5 53
4 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 53
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 53

Abundance Scan 2185 (14.839 min): VN071016.D\data.ms (-2182) (- m/z 57.10 100.00%
57.1

s

5000
85.1 119.1
— —
H ‘ 170.2 14.50 15.00
0 _“A:HuuunuuHN‘m‘y“w‘WH‘HM‘_‘H“H‘M“‘ m/z 43.10 81.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45479: Dodecane
43.0
71.0
5000

— T
14.50 15.00
m/z 71.10 57.54%
98.0 1270 170.0

| | \‘\ | ,
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester

o

s

57.0
o T
14.50 15.00
5000 m/z 41.10 41.35%
85.0
29.0
ot h ‘h‘ M0 1540 1820 2270
et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane “ —
57.0 14.50 15.00
m/z 85.10  32.35%
5000
29.0 85.0
ol i d 41180, 100 18a0 LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

82N©21522W.M Mon Feb 21 17:45:07 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VN@©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.927 227.98 ug/l 14066700 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 93
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 91
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90

Abundance Scan 2200 (14.927 min): VN071016.D\data.ms (-2191) (-  m/z 117.05 100.00%

1171
5000
391 77.1 ‘ 15.00
I W B e | “““‘1‘4*‘3'1‘ 1802 28l /7 132.05  37.46%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11y7.0
5000 T
15.00
51.0 ‘ m/z 115.10 27.93%
01‘5"0“ “i‘ }‘\\\‘\““\\#7\;\(')‘\\\\‘“‘ \H“‘ R A e e e S
m/z--> 50 100 150 200 250
Abundance #16106: 3-Phenylbut-1-ene
117.0
—
15.00
5000 ITI/Z 131.00 18.61%
39.0 77.0‘ ‘
0 . “‘ “ }‘u ‘h“‘h\‘ 1 ‘\M‘H‘ u“w‘ — — —
m/z--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 15.00
m/z 91.10 15.07%
5000
39.0 77.0‘
ol fw g AN
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©21822\
Data File : VN@©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.M
Quant Title : SW846 8260

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

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

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.080 156.97 ug/1 9685760 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
3 Benzenepropanoic acid, methyl ester 164 C10H1202 000103-25-3 43
4 5,5-Dimethyl-4-phenyldihydrofura... 190 C12H1402 013133-96-5 43
5 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 38

Abundance Scan 2226 (15.080 min): VN071016.D\data.ms (-2219) (- m/z 104.10 100.00%

104.1
5000 132.0
P

510 781 H 15.00
et L WL gk 1661 2071 0 135 09 40.38%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0

5000 )
1500

m/z 91.05 41.85%
‘\\\\‘\\\\‘\\\\‘\\\\‘ L L L L L L LN I B

78.0
270 °1° ) L4
Lol Wl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0

o

o

1500
5000 132.0 m/z 115.00 15.92%
51.0 8.0
0 ‘H“H‘ﬂﬁ‘\‘uw‘w“‘“H“‘J“H““‘H“““H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39381: Benzenepropanoic acid, methyl ester ‘A
104.0 1500

m/z 117.10  14.59%

5000
164.0
51.0 7.0 133.0
Jazo SO T mpe |

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VN@©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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.
16.015 118.38 ug/1l 7304280 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 97
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 78
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 62
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60
Abundance Scan 2385 (16.015 min): VN071016.D\data.ms (-2371) (-  m/z 131.00 100.00%
131.0
5000
91.1 T
51.0 ‘ Jm ‘ 16.00
(
ol b bodiph g LU 60T 2070 2804 17 118,10 82.41%
miz--> 50 100 150 200 250
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 s :
16.00
390 10 m/z 146.05  69.84%
ok ‘\“ \“\ }‘H ‘\N‘m‘h‘ “‘H‘M‘ hl‘ ““‘ T
miz--> 50 100 150 200 250
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.00
5000 m/z 117.10 40.74%
39.0 91.0
0 d H\N ‘hm‘h‘ Il ‘ML \H‘\ “\\‘ —————
miz--> 50 100 150 200 250
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- . ‘
131.0 16.00
m/z 105.05 31.15%
5000 91.0
39.0
0 T — S
miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VN@©71016.D

Acq On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.339 71.33 ug/1 4400970 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 90
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 64
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 64

Abundance Scan 2440 (16.339 min): VN071016.D\data.ms (-2430) (-  m/z 131.05 100.00%

131.1
5000
91.1 ‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—(
39.1 ‘ JM ‘ 60.1 16.0016.2016.4016.60
O bbbk LT 2072 2810 17 11805  66.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
300 91.0 16.0016.2016.4016.60
' m/z 146.05 62.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.0016.2016.4016.60
5000 ITI/Z 117.05 35.29%
39.0 91.0
0 _‘“1‘_“”‘,””,”H_ww_ww,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- T T T T T T e
146.0 16.0016.2016.4016.60
m/z 105.10 30.21%
5000
117.
m/z--> 20 40 60 80 100120140160180200220240260280 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21822\
Data File : VNO©71016.D

Acqg On : 18 Feb 2022 21:27
Operator : JC\MD

Sample : N1611-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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... 12.974 111.7 ug/l 6892720 4 13.668 3085130 50.0
Benzene, 1l-ethy... 13.216 77.0 ug/l 4751590 4 13.668 3085130 50.0
Benzene, 1l-ethe... 13.868 167.9 ug/l 10360300 4 13.668 3085130 50.0
Indan, 1-methyl- 14.321 69.7 ug/l 4297360 4 13.668 3085130 50.0
1H-Indene, 2,3-... 14.804 76.5 ug/l 4720090 4 13.668 3085130 50.0
Dodecane 14.839 66.5 ug/l 4102500 4 13.668 3085130 50.0
Benzene, 2-ethe... 14.927 228.0 ug/l 14066700 4 13.668 3085130 50.0
Naphthalene, 1,... 15.080 157.0 ug/l 9685760 4 13.668 3085130 50.0
Naphthalene, 1,... 16.015 118.4 ug/l 7304280 4 13.668 3085130 50.0

3 4 0

Naphthalene, 1,... 16.339 71. ug/l 4400970 13.668 3085130 50.
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