LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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©51822W.M

Title : SW846 8260

Signal : TIC: VN@72573.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.240 37 43 45 rBV3 19512 31375 2.02% 0.232%
2 2.740 123 128 131 rBV4 10485 16955 1.09% 0.126%
3 4.287 381 391 401 rBvV 60605 174544 11.26% 1.293%
4 8.022 1016 1026 1031 rBV 224238 557180 35.94% 4.126%
5 8.081 1031 1036 1047 rVB 400292 897630 57.90% 6.648%

8.433 1085 1096 1110 rBV 260679 607764 39.20%
8.963 1176 1186 1202 rBV 509760 1042764 67.26%
9.457 1264 1270 1277 rVB3 8582 15962 1.03%
10.439 1428 1437 1443 rBV 846163 1550409 100.00% 11.
10 10.498 1443 1447 1458 rVB 134142 250183 16.14%

PR ONM
=
=
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11 11.739 1650 1658 1670 rBV 645911 1142055 73.66%
12 11.839 1670 1675 1685 rVB 61238 102229 6.59%
13 11.945 1685 1693 1703 rBV 184839 366933 23.67%

ORrLr NO
~N
[ty
~N
S

14 12.274 1739 1749 1756 rBvV2 141308 252959 16.32% 873%
15 12.569 1795 1799 1805 rBV3 12869 25002 1.61% 185%
16 12.727 1819 1826 1838 rVB 604016 1010860 65.20% 7.486%
17 12.916 1851 1858 1863 rBV 32252 53469 3.45% 0.396%
18 12.980 1863 1869 1872 rVVv2 113292 200710 12.95% 1.486%
19 13.010 1872 1874 1877 rVV2 62659 93809 6.05% 0.695%
20 13.051 1877 1881 1887 rVV2 115884 206936 13.35% 1.533%
21 13.216 1901 1909 1915 rBV 88357 157918 10.19% 1.170%
22 13.280 1916 1920 1928 rVV7 14163 28180 1.82% 0.209%
23 13.363 1928 1934 1940 rVV 217261 338872 21.86% 2.510%
24 13.498 1950 1957 1961 rVB4 14699 21835 1.41% 0.162%
25 13.557 1961 1967 1971 rBV2 30847 49508 3.19% 0.367%
26 13.610 1971 1976 1979 rBvV4 20152 35776  2.31% 0.265%
27 13.668 1979 1986 1997 rBV2 561102 1140711 73.57% 8.448%
28 13.763 1999 2002 2008 rVB2 31705 49420 3.19% 0©.366%
29 13.833 2010 2014 2015 rBv2 20135 24800 1.60% 0.184%
30 13.868 2015 2020 2023 rVVv2 83853 138541 8.94% 1.026%
31 13.898 2023 2025 2030 rVB2 44520 69550 4.49%  0.515%
32 13.986 2036 2040 2047 rBV2 91909 148730  9.59% 1.101%
33 14.063 2047 2053 2059 rVV2 34449 61401 3.96% ©.455%
34 14.127 2059 2064 2066 rVvv2 31816 52253 3.37% ©.387%
35 14.151 2066 2068 2073 rVB 37580 53001 3.42% ©.393%
36 14.210 2073 2078 2083 rBV2 57941 83785 5.40% ©.620%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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©51822W.M
Title : SW846 8260
37 14.321 2092 2097 2102 rVB2 75594 116680 7.53% 0.864%
38 14.457 2114 2120 2124 rBV2 37804 68833 4.44% 0.510%
39 14.504 2124 2128 2131 rVV5 28434 50615 3.26% 0.375%
40 14.539 2131 2134 2137 rVV4 32469 50787 3.28% 0.376%
41 14.574 2137 2140 2144 rVB 49734 66358 4.28% 0.491%
42 14.615 2144 2147 2151 rVB4 24742 32883 2.12% 0.244%
43 14.662 2151 2155 2161 rVB7 21417 38968 2.51% 0.289%
44 14.757 2167 2171 2174 rVB4 15659 22458 1.45% 0.166%
45 14.804 2174 2179 2182 rBV2 56131 91694 5.91% 0.679%
46 14.839 2182 2185 2192 rVB2 84569 132712 8.56% 0.983%
47 14.927 2192 2200 2205 rBV2 151791 360757 23.27% 2.672%
48 15.080 2220 2226 2234 rVB 98233 181622 11.71% 1.345%
49 15.186 2239 2244 2249 rVV5 40870 81208 5.24% 0.601%
50 15.227 2249 2251 2256 rVv4 22899 39582 2.55% 0.293%
51 15.310 2259 2265 2272 rVB4 43972 107867 6.96% 0.799%
52 15.462 2285 2291 2294 rBV5 26637 54871 3.54% 0.406%
53 15.498 2294 2297 2302 rVWV 31075 56399 3.64% 0.418%
54 15.562 2302 2308 2312 rVV3 35515 72978 4.71% 0.540%
55 15.615 2312 2317 2318 rVV5 30086 48363 3.12% 0.358%
56 15.633 2318 2320 2326 rVV5 38574 79724 5.14% 0.590%
57 15.698 2326 2331 2340 rVB5 60643 130400 8.41% 0.966%
58 15.798 2340 2348 2355 rBV3 33135 87999 5.68% 0.652%
59 15.880 2358 2362 2367 rVB7 10940 17629 1.14% 0.131%
60 15.974 2371 2378 2380 rVVv4 24428 48894 3.15% 0.362%
61 16.009 2380 2384 2395 rVB3 69774 143183 9.24% 1.060%
62 16.186 2407 2414 2421 rBV8 16682 41473 2.67% 0.307%
63 16.339 2431 2440 2447 rBV5 53418 138653 8.94% 1.027%
64 16.539 2468 2474 2482 rVV5 26271 58162 3.75% 0.431%
65 16.615 2482 2487 2491 rBV4 14800 27153 1.75% 0.201%
Sum of corrected areas: 13502914
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N2965-06
: 5.0mL/MSVOA_N/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©52022\

: VN@72573.D
: 20 May 2022 13:35

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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0

Time--> 2
Abundance
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TIC: VNO72573.D\data.ms

4.287
2.240 2.740

L L L LA L L L L L L L B L L L L L L L B L L B
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TIC: VNO72573.D\data.ms
10.A439

11.739

8.963

8.081

8.433

0.498

11.8
9.457

0
Time-->
Abundance

800000

700000

600000

500000

400000

300000

200000

100000

0
Time-->

82NO51822W.M

A R T — T T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VNO72573.D\data.ms

12.727
13.668

1.945
12.274

b 15.080
414807 s

I I T T T
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©52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.980 8.80 ug/l 200710 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1869 (12.980 min): VN072573.D\data.ms (-1863) (-  m/z 105.05 100.00%
105.1
5000
120.1
391 630 /(0 911 13.00
0‘W‘H‘_H‘_‘Hm‘HMmm‘mhwuwm‘uqhu‘ﬁhﬁwwmwu‘w m/z 120.10  29.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 M A ‘
120.0 13.00
m/z 77.00 11.24%
77.0 91.0
39.0
OH‘\H\.‘\H‘\‘H\\“‘HH“HH‘G‘%\-‘\O\‘H\‘H‘HH‘M\H‘\Ml\‘\\‘\‘\“‘u\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
A A ) T L
13.00
5000 m/z 91.10 10.91%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\w?%;‘?wu“1“””“1"W‘;Mmu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10727: Benzene, 1-ethyl-4-methyl- A
105.0 13.00
m/z 79.10 10.36%
5000
120.0
79.0
39.0 65.0 ‘
0 | | H 9?'0 ‘ | \ A A " T

m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.216 6.92 ug/1 157918 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-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1909 (13.216 min): VN072573.D\data.ms (-1901) (- m/z 105.10 100.00%
105.1
5000
120.1
51. L 77.0 91.1 13.00 13.50
Ot O MWl myz 120010 28.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M \/\ T T T T /\
120.0 13.00 13.50
m/z 77.00 12.00%
39.0 77.0 91.0
OH‘\\H‘\2\6\\?\\\\“‘\\Hi‘\‘ui‘e‘%\"\ow‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
boag) U nag)
13.00 13.50
5000 m/z 91.10 11.57%
120.0
77.0 91.0
P T O Y I
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 /\ M
Abundance #10692: Mesitylene R B B e e o
105.0 13.00 13.50
m/z 106.10 9.58%
5000 1200
77.0
51.0 91.0 /\
Obrgrrrr 250 b k80 e LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.868 6.07 ug/1l 138541 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 68
2 Indane 118 C9H10 000496-11-7 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 62
4 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 58
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 55

Abundance Scan 2020 (13.868 min): VN072573.D\data.ms (-2015) (-  m/z 117.05 100.00%

1171
5000
91.1 T T
39.0 63.0 ‘ 134.2 13.50 14.00
o‘wWHH_H:MumM:H‘«‘:‘mwu‘u‘m”uJ,:m‘MWWWJH,H m/z 118.10  49.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10184: Deltacyclene
117.0
5000 |\/\\\\\‘\M/\[\‘
910 13.50 14.00
39.0 ' m/z 105.05 42.93%
65.0 ‘
OH‘\\\\‘HH‘\\\}}H\\“‘\“\\!‘}‘\‘H‘\\\u‘HH"‘}\H‘\‘H\‘Hl\“\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10178: Indane
117.0
13.50 14.00
5000 m/z 115.10 30.83%
39.0 58.0 91.0
0‘wuuw‘mwuﬁu‘duANUHZ%eHHwHHNHWH‘WHH_HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0 13.50 14.00
m/z 91.10 18.56%
5000 91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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 (E)-1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.321 5.11 ug/1 116680 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 96
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 94
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 92
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 86
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70
Abundance Scan 2097 (14.321 min): VN072573.D\data.ms (-2092) (-  m/z 117.05 100.00%
1171
5000
91.0
390 651 148.0 14.00 14.50
ol 207.0 9
01 e e m/z 119.10 50.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 A NAtE
91.0 14.00 14.50
51.0 m/z 115.05  38.46%
28.0 ‘
O\\\‘\‘1\\“\\}‘\“H\\H}H‘\\}\‘w\\!’\M\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
/WW NJ\’W
14.00 14.50
5000 m/z 91.00 29.15%
91.0
39.0 65.0
SELT TN T O A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16114: Benzene, 2-butenyl-
117.0 1400 1450
m/z 132.15 26.15%
5000 91.0
39.0 65.0
o0 bbb b dw s e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.839 5.82 ug/l 132712 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 Oxalic acid, allyl octyl ester 242 C13H2204 1000309-23-6 47
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 47
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 43
5 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 38

Abundance Scan 2185 (14.839 min): VNO72573.D\data.ms (-2182) (- m/z 57.10 100.00%
57.1

5000
119.1
A ‘ T T ‘ T
170.1 14.50 15.00
H w [ \ 281. 9
O et el b b e b M/z 430100 79.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45480: Dodecane
57.0
5000 — -
14.50 15.00
m/z 71.05 62.72%
27‘.0 H | 98.0 1579 170.0
O\H‘\‘\H“‘}H‘\"\\‘}\"1‘\\\H‘\\lg\-‘\“\\.\‘H\\‘H‘H’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125670: Oxalic acid, allyl octyl ester
41.0
)I/\\ ‘ T T ‘ T
14.50 15.00
5000 71.0 m/z 41.10 53.91%
Ol b, 1820, 3570
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141075: Hexadecane, 7,9-dimethyl- — —
57.0 14.50 15.00
m/z 85.10 36.44%
5000 }L\/\/\
126.0155.0 MM
0 | h\ H\ \\\97\"0‘\\ | | | 197.0 239.0 A M w

"
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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, 1l-ethenyl-3-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.927 15.81 ug/1l 360757 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 93
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 81
Abundance Scan 2200 (14.927 min): VN072573.D\data.ms (-2192) (-  m/z 117.10 100.00%
11y.1
5000
91.0 m 500
391  65.0 ‘ :
) SR R U u‘: el My 14811684 0 130 05 33.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 "“J\/\
15.00
91.0 m/z 115.10  29.63%
51.0
O ’2\7‘\.9\" T \“1‘\"“\‘\7:\3‘79‘ T \“\ ™7 T M‘\ LU
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 W
o —
15.00
5000 m/z 131.05 19.69%
39.0 65.0 91.0
0 "‘,‘MH“,H“;u,‘\t‘mh_w‘wmhﬂ_%?-“)‘m_m
miz--> 20 40 60 80 100 120 140 160 /\/\
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- WWWLAVAYVL
117.0 15.00
m/z 91.05 17.76%
5000
390 g5 910
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35

Operator JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51822W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.080 7.96 ug/l 181622 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 96
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 53
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 53
5 Indan, epoxide 132 C9H80 000768-22-9 52

Abundance Scan 2226 (15.080 min): VN072573.D\data.ms (-2220) (- m/z 104.10 100.00%

104.1
5000 132.2
77.0 15.00 |
51.0 ' .
Ll H 1l M ‘\ \ 166.3 9
0 bl 22 m/z 132.20 42.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 NA
5000 T T /\\ T I
1500
m/z 91.05 38.93%
51.0 78.0
O\\\’2\7\(\)\"\\“\‘\"”\‘\\\H‘\\}\“H\\M‘\‘l“\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
1500
5000 132.0 m/z 115.10  17.00%
51.0 8.0
0 H‘H\m
miz--> 20 40 60 100 120 140 160 A
Abundance #16121.Benzene,cydobunﬂ— LS — e
104.0 15.00
m/z 103.00 13.59%
5000
s00 0 132.0
0 | \‘ Ll “ ‘\ ‘ LMM‘ ‘A | W

m/z-->

20 40 60

100 120 140 160

82NO51822W.M Mon May 23 12:03:22 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52022\

Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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 Tridecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.698 5.72 ug/1 130400 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 58
2 Pentadecane 212 C15H32 000629-62-9 50
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 47
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 43
5 Undecane 156 C11H24 001120-21-4 43

Abundance Scan 2331 (15.698 min): VN072573.D\data.ms (-2326) (- m/z 57.10 100.00%
57.1
- NMM
179.9 — Yol
119 0 15.50 16.00
b Ll | 261
oMw;‘lwH‘mmw‘mlwwuhWM‘,!H‘,wwwwww m/z 43.05 82.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59027: Tridecane
57.0
5000 — sl
15.50 16.00
27,0 m/z 41.05 57.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane
57.0
—— —
15.50 16.00
5000 m/z 71.15 47 .47%
99.0
o 0L L a0 a0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8638: Hexane, 3,3-dimethyl- — — Mm
43.0 15.50 16.00
m/z 85.05 44.61%
- | J\M
; R
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

82NO51822W.M Mon May 23 12:03:23 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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 5
R.T. EstConc Area Relative to ISTD R.T.
16.009 6.28 ug/1 143183 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 80
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 72
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 58
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 45
5 3-Phenylpropyl benzoate 240 C16H1602 060045-26-3 38
Abundance Scan 2384 (16.009 min): VN072573.D\data.ms (-2380) (-  m/z 118.05 100.00%
118.1
5000
AN AN {
391 770 ‘ , 16.00

0 : ‘\\mNMNuM\M\\mMMH‘ ‘%99?”‘ . “?8}7 m/z 131.05 65.03%
m/z--> 150 200 250
Abundance #25047. Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

118.0
39.0
5000 SEas pod
77.0 16.00
m/z 117.10 61.53%

0 L—ml B.0
N T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
LA LVATY,

16.00
5000 m/Z 146.05 58.88%
91.0
39.0
0 T ——

miz--> 50 100 150 200 250 /\

Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- LAy
146.0 16.00

m/z 115.05 37.06%

5000
20, 1 N\
0 T M NSRS T ’\ Al A

miz--> 50 100 150 200 250 16.00

82NO51822W.M Mon May 23 12:03:24 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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 6
R.T. EstConc Area Relative to ISTD R.T.
16.339 6.08 ug/1l 138653 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 55
4 1-Methylindan-2-one 146 C1OH1e0 035587-60-1 53
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 53

Abundance Scan 2440 (16.339 min): VN072573.D\data.ms (-2431) (- m/z 131.05 100.00%

131.1
5000
629 7t
39.0 ) | 160.4 208.2 16.0016.2016.4016.60
o el e m/z 118.00  74.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000
39.0 91.0 16.0016.2016.4016.60
15.0 63.0 m/z 146.05  54.48%
O' ‘\‘\H\“‘\‘\\‘\““!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
16.0016.2016.4016.60
5000 ITI/Z 117.05 39.44%
0 “”1"u“m_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 16.0016.2016.4016.60
m/z 128.05 37.90%
5000 91.0
39.0
65.0

m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60

82NO51822W.M Mon May 23 12:03:25 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52022\
Data File : VN@72573.D

Acqg On : 20 May 2022 13:35
Operator : JC\MD

Sample : N2965-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51822W.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... 12.980 8.8 ug/l 200710 4 13.668 1140710 50.0
Benzene, 1l-ethy... 13.216 6.9 ug/l 157918 4 13.668 1140710 50.0
Indane 13.868 6.1 ug/l 138541 4 13.668 1140710 50.0
(E)-1-Phenyl-1-... 14.321 5.1 wug/l 116680 4 13.668 1140710 50.0
Dodecane 14.839 5.8 ug/l 132712 4 13.668 1140710 50.0
Benzene, 1-ethe... 14.927 15.8 ug/l 360757 4 13.668 1140710 50.0
Naphthalene, 1,... 15.080 8.0 ug/l 181622 4 13.668 1140710 50.0
Tridecane 15.698 5.7 wug/l 130400 4 13.668 1140710 50.0
Naphthalene, 1,... 16.009 6.3 ug/l 143183 4 13.668 1140710 50.0
Naphthalene, 1,... 16.339 6.1 ug/l 138653 4 13.668 1140710 50.0
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