LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X022322W.M

Title : SW846 8260

Signal : TIC: VX@27167.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.380 207 212 222 rBV 11839 19904 2.39% 0.171%
2 5.391 695 706 722 rBV 52916 150817 18.12% 1.295%
3 5.556 722 733 747 rVB 93044 260689 31.32%  2.239%
4 5.964 789 800 808 rBV 55549 147856 17.76%  1.270%
5 6.043 808 813 826 rvB2 11061 28511 3.43% 0.245%

6.769 920 932 946 rBV 140347 337664 40.57%
8.580 1223 1229 1234 rBV 5700 9562 1.15%
8.653 1234 1241 1247 rVV 290003 453275 54.46%
8.720 1247 1252 1262 rVB 97407 148846 17.88%
10 10.055 1465 1471 1485 rVB 302820 398502 47.87%
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w
R

11 10.195 1490 1494 1499 rBV 9923 13064 1.57%
12 10.299 1506 1511 1519 rBV 114844 160311 19.26%
13 10.640 1562 1567 1576 rBV 101852 136043 16.34%
14 11.079 1634 1639 1650 rVB 238787 313763 37.69%
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=
o
0
R

15 11.378 1683 1688 1696 rBV 81899 143186 17.20% 230%
16 11.451 1696 1700 1704 rBV 56463 69826 8.39% 0.600%
17 11.616 1721 1727 1735 rVB 58963 75818 9.11% 0.651%
18 11.750 1745 1749 1757 rVB 199477 252085 30.28% 2.165%
19 11.890 1769 1772 1777 rVB 8157 9942 1.19% ©0.085%
20 11.969 1781 1785 1789 rVB 19055 21576 2.59% 0.185%

21 12.024 1789 1794 1800 rBV 313245 399276 47.97%
22 12.085 1800 1804 1812 rBV 141707 192447 23.12%
23 12.244 1823 1830 1833 rBV 130276 186581 22.42%
24 12.268 1833 1834 1838 rVB 64652 49647 5.96%
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25 12.317 1838 1842 1849 rVB3 99715 148007 17.78% 271%
26 12.420 1851 1859 1863 rBV2 40057 68015 8.17% ©.584%
27 12.463 1863 1866 1872 rVB 54060 63645 7.65% 0.547%
28 12.530 1873 1877 1879 rBV 72901 92015 11.05% 0.790%
29 12.555 1879 1881 1886 rVB 74034 77590  9.32% 0.666%
30 12.615 1886 1891 1894 rBV 106043 123366 14.82% 1.059%
31 12.646 1894 1896 1900 rVB 33444 33237 3.99% ©.285%
32 12.701 1900 1905 1913 rBV2 89911 165099 19.83% 1.418%
33 12.798 1917 1921 1923 rBV 15817 19916 2.39% 0.171%
34 12.847 1925 1929 1933 rVB2 51196 65140 7.83% 0.559%
35 12.920 1933 1941 1945 rBV 80829 125465 15.07% 1.077%

36 12.963 1945 1948 1954 rVB 146260 183806 22.08% 1.578%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X022322W.M
Title : SW846 8260
37 13.042 1954 1961 1964 rBV4 34234 71279 8.56% 0.612%
38 13.073 1964 1966 1968 rVB 12458 9787 1.18% 0.084%
39 13.170 1974 1982 1986 rBv2 198944 279840 33.62% 2.403%
40 13.213 1986 1989 1992 rVB2 35351 38382 4.61% 0.330%
41 13.292 1992 2002 2007 rBV3 505465 832381 100.00%  7.148%
42 13.371 2012 2015 2019 rVv2 16521 29095 3.50% 0.250%
43 13.420 2019 2023 2032 rVB 383382 517954 62.23% 4.448%
44 13.506 2032 2037 2040 rBvV2 52133 71560 8.60% 0.615%
45 13.542 2040 2043 2046 rVV 66656 84762 10.18% 0.728%
46 13.585 2046 2050 2055 rVV3 93551 157719 18.95%  1.354%
47 13.640 2056 2059 2060 rVV 39440 48165 5.79% 0.414%
48 13.664 2060 2063 2071 rVB2 99639 143384 17.23% 1.231%
49 13.774 2077 2081 2088 rVB 84502 128164 15.40% 1.101%
50 13.853 2088 2094 2099 rVB2 149174 222335 26.71% 1.909%
51 13.926 2099 2106 2111 rBV2 159006 244382 29.36%  2.099%
52 13.969 2111 2113 2117 rVB 48143 52070 6.26% 0.447%
53 14.005 2117 2119 2121 rBV 9503 9496 1.14% 0.082%
54 14.036 2121 2124 2127 rVB 84679 88780 10.67% 0.762%
55 14.079 2127 2131 2134 rBV 127955 148543 17.85%  1.276%
56 14.231 2149 2156 2163 rVB 422428 662266 79.56% 5.687%
57 14.322 2167 2171 2175 rBV 39730 51027 6.13% 0.438%
58 14.371 2175 2179 2184 rvV 115511 150247 18.05%  1.290%
59 14.420 2184 2187 2192 rVB3 25468 39884 4.79% 0.343%
60 14.481 2192 2197 2207 rBV2 304779 425717 51.14% 3.656%
61 14.566 2207 2211 2215 rVB5 14933 23344 2.80% 0.200%
62 14.615 2215 2219 2220 rBV 141834 150816 18.12% 1.295%
63 14.633 2220 2222 2226 rW 192426 259262 31.15% 2.226%
64 14.670 2226 2228 2233 rVB 75181 95731 11.50% ©0.822%
65 14.731 2233 2238 2239 rBV2 29275 36228 4.35% 0.311%
66 14.755 2239 2242 2244 rW 100875 115768 13.91% 0.994%
67 14.780 2244 2246 2250 rVV 101545 132251 15.89% 1.136%
68 14.822 2250 2253 2255 rVWV 46058 65535 7.87% 0.563%
69 14.847 2255 2257 2261 rVvV2 44388 51042 6.13% 0.438%
70 14.902 2263 2266 2274 rVB3 44391 78006 9.37% 0.670%
71 15.048 2285 2290 2294 rBV2 21727 35660 4.28% 0.306%
72 15.109 2295 2300 2303 rBV6 10598 19716 2.37% 0.169%
73 15.182 2307 2312 2315 rBV 106615 173240 20.81% 1.488%
74 15.206 2315 2316 2320 rVB2 82583 78800 9.47% 0.677%
75 15.255 2320 2324 2325 rBV3 8460 11388 1.37% 0.098%
76 15.328 2332 2336 2340 rVB5 7353 10423 1.25% ©0.090%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X022322W.M
Title : SW846 8260
77 15.377 2340 2344 2347 rBV 35230 50661 6.09% ©.435%
78 15.487 2356 2362 2366 rBV2 117562 201093 24.16% 1.727%
79 15.572 2373 2376 2378 rBV4 7154 11218 1.35% 0.096%
80 15.615 2378 2383 2386 rvwVv 70692 117248 14.09% 1.007%
81 15.652 2386 2389 2397 rVB 43344 74119 8.90% ©.637%
82 15.841 2416 2420 2424 rBV4 11873 18238 2.19% 0.157%
83 15.993 2441 2445 2448 rBV3 9307 14587 1.75% 0.125%
84 16.090 2456 2461 2469 rBV2 22811 52808 6.34% 0.453%
85 16.377 2501 2508 2518 rVB2 50553 92804 11.15% ©.797%
86 16.517 2528 2531 2536 rBV5S 5203 11836 1.42% 0.102%
87 16.657 2550 2554 2560 rVB2 5976 11132 1.34% 0.096%
Sum of corrected areas: 11644665
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
500000

400000

300000

200000

100000

0
Time-->
Abundance

500000

400000

300000

200000

100000

: 9

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\

: VX027167.D
: 24 Feb 2022 14:00
JC/MD
: N1647-03
: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VX027167.D\data.ms

5.556
5.391

5.964

2.380 /&.243

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
TIC: VX027167.D\data.ms

8.653 10.055

11.079

6.769

10.299

.720 10.640

11.378

0
Time-->
Abundance

500000

400000

300000

200000

100000

Time-->
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OA 1.8 ‘*-m‘

111.451
85 0.19
T

8. 50 9.00 9.50 10.00 10.50 11.00
TIC: VX027167.D\data.ms

14.231
13.420

12.024 14.481

11.750 13.170

13485% 2079
56864, 4. 06 151206
1p 317, 312 ', EY <L gt 0
12 " 5/ 396 ! 16.377

l“l i“ ﬂ " ‘il “'i ]ln‘mh ’w ,,.J 5 h 15. 8@@@)90 16 1657

12.963

12.0 15.487
85 244 12605 141 15.182

15.615

.616
6 0

T
12 OO 12 50 13 00 13 50 14.00 14 50 15 00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.085 24.10 ug/l 192447 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1804 (12.085 min): VX027167.D\data.ms (-1800) (- m/z 105.05 100.00%
105.1
5000 120.1
39.1 631 77.0 91‘0 12.00
Obrrrrrerrrrepereperreirrt bl et et m/z 120010 42.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0 f\ o A
12.00
770 m/z 77.05 12.61%
51.0 7 91.0
O H‘HH‘%\7\'9\H"HHi“\‘\\‘\“\‘\‘\\’\\\‘U‘\H\“HH’\M1\‘\\‘\‘\“\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
oLl A
‘ R
12.00
m/z 91.05 10.38%
5000 120.0
39.0 77.0 91.0
L O o MOV RSO Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12 00
m/z 106.10 9.55%
5000 120.0
280 g 77.0 91.0 A A
o“‘1‘4“9‘m\_m‘,mH;‘w”WJH,H“!“mw“m,“!lwuu“m,w Mg AV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.170  35.04 ug/l 279840 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 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87

Abundance Scan 1982 (13.170 min): VX027167.D\data.ms (-1974) (- m/z 117.10 100.00%

1171
5000
511 91.0 M 4B 13.00 13.50
Ob e 898y gl 14811682 0 135 00 37.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
13.00 13.50
m/z 115.10 26.27%
390 g5 910
O T \“\ T \““\ \“”\ “‘U\ \”\“‘ T \“\ T ‘”\‘\ \\m‘ \;\L\'\-\-’.‘O\ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 ITI/Z 131.05 21.15%
91.0
1.
ol 20 00 730 | i SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0 13.00 13.50
m/z 91.05 12.73%
5000
91.0
390  g50 ‘ M
0\\\‘\‘\\\“\\“”\‘H‘\\{M“\\”\“M\\‘\1‘\‘\‘\\\\‘\\\\ . e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.292 104.24 ug/1 832381 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 76
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 76
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70

Abundance Scan 2002 (13.292 min): VX027167.D\data.ms (-1992) (- m/z 117.10 100.00%

117.1
5000
ot 13.00 13.50
39.0 65.0 : :
Ol bbb bl 1481 1841 7 119,05 40.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 13.00 13.50
510 m/z 132.05 35.18%
27.0 ‘
0 \\\‘\‘\ T \“i‘\ \‘U\““U\ \“1‘“‘ T M T ‘M\\ ‘\‘U\‘\ (L B R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16120: Benzene, 2-butenyl-
117.0
13.00 13.50
5000 ITI/Z 115.05 28.59%
91.0
39.0 65.0
0 m_‘m“u M‘ww‘:“ SV _‘U‘me‘”wm
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 13.00 13.50
m/z 91.10 17.89%
5000
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

82X022322W.M Fri Feb 25 16:59:15 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.420 64.86 ug/l 517954 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 5,5-Dimethyl-4-phenyldihydrofura... 190 C12H1402 013133-96-5 43
4 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 40
5 Acetic acid, 2-phenylethyl ester 164 C10H1202 000103-45-7 38

Abundance Scan 2023 (13.420 min): VX027167.D\data.ms (-2019) (- m/z 104.10 100.00%

104.1
5000 132.0 JL
o ‘
51.1 /81 H 13.50
Ot W L gl 1661 ) 135 00 47.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000
132.0 13.50
78.0 m/z 91.10 41.17%
280 510 ‘ ‘
0 \\\‘\‘1}\“\\“}‘\“‘m\\H}“‘\\‘}\“M\\1"\‘1“\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16653: Indan, epoxide
104.0
P
13.50
5000 ITI/Z 115.05 16.90%
51.0 78.0 132.0
w0y |,
o] N S N A |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #64661: 5,5-Dimethyl-4-phenyldihydrofuran-2(3H)-one =
104.0 13.50
m/z 117.10 14.42%
5000
78.0
olts0 430 v 130 1620 1900
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.853 27.84 ug/l 222335 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 95
2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 76
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 68
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 50
5 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 35

Abundance Scan 2094 (13.853 min): VX027167.D\data.ms (-2088) (- m/z 104.10 100.00%

104.1
5000 146.2 J\
78.0 13‘56 | 5.4‘06
57.1 ' WZ ‘1 . .
Y- Yoot A Y W i b B0 myz 146.15  47.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
13.50 14.00
- 390 o ‘ m/z 91.10 32.89%
0t \‘\.‘ \‘i‘\ \““\ \““\ "‘U\ \‘\H‘ b ‘M\ \‘r‘ﬁzﬁ‘io\ ‘MM L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0
P P
13.50 14.00
5000 146.0 m/z 131.05 23.84%
39.0 58.0 78.0
0 H\‘NWH«\MMJJM\M‘Hm\“H\\ ?%9““‘_““H
miz-> 20 40 60 80 100 120 140 160 180
Abundance #24947: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0 13.50 14.00
m/z 115.05 18.98%
146.0
5000
78.0
39.0
ol180 TP M Jaero oo LUV
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\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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, (2-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.926 30.60 ug/l 244382 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 93
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 87
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 86

Abundance Scan 2106 (13.926 min): VX027167.D\data.ms (-2099) (- m/z 131.05 100.00%
131.1

=

5000
91.1
390 649 160.2 14.00
R PSS S P R 52823 m/z 117.10 39.35%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 —
14.00
m/z 146.05  35.29%
65.0
\\39\\0 i L, i \\114”\0 \‘H Il
O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-

=

131.0
14.00
5000 m/z 91.10 25.52%
91.0
00 650
I N
miz—> 20 40 60 80 100 120 140 160 180

Abundance #36270: Bicyclo[4.2.0]octa-1,3,5-triene, 7-butyl- .
131.0 14.00

104.0 m/z 115.10  25.11%
5000
160.0
39.0 77.0
TR N TN N A N A L]
miz—> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.231  82.93 ug/l 662266 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 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 83
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 60
Abundance Scan 2156 (14.231 min): VX027167.D\data.ms (-2149) (- m/z 131.05 100.00%
131.1
5000
105.1
51.0 /7.0 ‘ 14.00 14.50
0b e el et bl 16211823 08 10 75, 05y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 ‘jvw i 1
105.0 14.00 14.50
39.0 77.0 ‘ m/z 146.15 62.72%
O\\\‘\\\\“‘\\“U\“‘H\\H}‘h‘\\‘}\“h‘\\ \‘\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.00 14.50
5000 m/z 117.10 36.97%
39.0 91.0
15.0 63.0
0! _“m“m_“M‘,u“mw”_”
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- 5 ==
131.0 14.00 14.50
m/z 115.05 28.17%
5000 91.0
39.0
‘ 65.0 ‘ ‘
0‘1‘5‘?“"w‘J‘:“p‘l“‘w‘“‘H‘m““uu“_ SO R— AL o)
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX@27167.D

Acqg On : 24 Feb 2022 14:00

Operator JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 4

R.T. EstConc Area Relative to ISTD R.T.
14.481 53.31 ug/l 425717 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 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 89
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 76
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70

Abundance Scan 2197 (14.481 min): VX027167.D\

13

L

data.ms (-2192) (-
.0

5000
105.1
77.0
51.1
ol ek bk A 2902 1821
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

5000

m/z 131.00 100.00%

-

14.50

m/z 118.10 62.77%

14.50
m/z 146.05

-

59.22%

0' \\\“\f\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.50
5000 ITI/Z 117.10 34.00%
39.0 91.0
15.0 63.0
0! _u‘m“m ,““Mu“m,mwm
miz-> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- =
131.0 14.50
m/z 115.05 28.93%
5000 91.0
39.0
‘ 65.0 ‘ ‘
ol 220 1l A “M“M‘”‘ gt M M o)
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.633  32.47 ug/1 259262 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 87
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 86
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 53

Abundance Scan 2222 (14.633 min): VX027167.D\data.ms (-2220) (- m/z 142.05 100.00%

142.1
5000
115.1
T \

—
500 69.9 14.50 15.00
e 900 L 17411962 10 41,05 82.51%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0

5000 T
115.0 1450 1&00
m/z 115.10 29.05%

300, 239, 890 I
O ‘\\\\‘\\H\ T “\ \‘\H\ ‘ \‘\ TT ‘ T f \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ T 1T ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0

o

1450 1500
5000 m/z 139.05 10.89%
115.0
oL 300 930 890 I
L L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-

141.0 1450 1500

m/z 143.05 10.72%

5000 115.0
39.0 6570 89.0 ‘
0 _H‘\HHHwmuh_H‘_‘HMHH_H“HH_

m/z--> 20 40 60 80 100 120 140 160 180 200 14-50 15 OO

82X022322W.M Fri Feb 25 16:59:20 2022
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: N1647-03
: 5.0mL/MSVOA_X/WATER
: 9 Sample Multiplier: 1

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\

: VX027167.D
: 24 Feb 2022 14:00

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Pentadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.487  25.18 ug/1 201093 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 89
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 86
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 83
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 66

Abundance Scan 2362 (15.487 min): VX027167.D\data.ms (-2356) (-

m/z 57.05 100.00%

57.0
156.1
5000 85.0
115.1 R
Vbl S e 22 o
0 bl b el b b Ml S0 T m/z 43.10 77.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90192: Pentadecane
57.0
85.0
5000 T
15.50
290 m/z 71.85 69.14%
. H | 1130 1410 1690 2120
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33130: Naphthalene, 2,7-dimethyl-
156.0
e
15.50
5000 ITI/Z 156.10 61.86%
128.0
15.0 39.0 77.0
o2 2020
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0 15.50
m/z 85.05 46.65%
5000
115.0
o280 _eo0 Tl b
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022422\
Data File : VX027167.D

Acqg On : 24 Feb 2022 14:00
Operator : JC/MD

Sample : N1647-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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, 1,2,3-... 12.085 24.1 ug/l 192447 4 12.024 399276 50.0
1H-Indene, 2,3-... 13.170 35.0 ug/l 279840 4 12.024 399276 50.0
Benzene, 2-ethe... 13.292 104.2 ug/l 832381 4 12.024 399276 50.0
Naphthalene, 1,... 13.420 64.9 ug/l 517954 4 12.024 399276 50.0
Naphthalene, 1,... 13.853 27.8 ug/l 222335 4 12.024 399276 50.0
Benzene, (2-met... 13.926 30.6 ug/l 244382 4 12.024 399276 50.0
Naphthalene, 1,... 14.231 82.9 wug/l 662266 4 12.024 399276 50.0
Naphthalene, 1,... 14.481 53.3 ug/l 425717 4 12.024 399276 50.0
Naphthalene, 1-... 14.633 32.5 ug/l 259262 4 12.024 399276 50.0

2 4 0

Pentadecane 15.487 25. ug/l 201093 12.024 399276 50.
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