LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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@27153.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.453 57 60 65 rBv 5596 6336 1.39% 0.106%
2 2.386 207 213 223 rVB 8245 13112 2.88% 0.220%
3 2.544 233 239 249 rBV 5647 10269 2.26% 0.172%
4 5.397 694 707 721 rBV 52388 152239 33.50% 2.551%
5 5.562 722 734 750 rVB 92701 264061 58.10% 4.425%
6 5.964 789 800 813 rBV 57288 149320 32.85% 2.502%
7 6.769 921 932 943 rBV 139794 335614 73.84% 5.624%
8 8.580 1223 1229 1234 rBV 15631 24492 5.39% 0.410%
9 8.653 1234 1241 1249 rVB 295904 454498 100.00% 7.617%
106 9.525 1379 1384 1390 rBV2 3350 4635 1.02% 0.078%
11 10.055 1465 1471 1482 rBV 297233 400448 88.11% 6.711%
12 11.079 1634 1639 1650 rBV 236636 310272 68.27% 5.200%
13 11.756 1746 1750 1756 rVB 13927 17216 3.79% 0.289%
14 12.024 1789 1794 1800 rBV 328040 396570 87.25%  6.646%
15 12.091 1800 1805 1811 rVB 9417 13826 3.04% 0.232%
16 12.244 1823 1830 1832 rBV2 10835 14990 3.30% 0.251%
17 12.268 1832 1834 1838 rVB 13065 14261 3.14% 0.239%
18 12.317 1838 1842 1848 rVB4 23954 36949 8.13% 0.619%
19 12.427 1851 1860 1863 rBV2 12521 18696 4.11% 0.313%
20 12.463 1863 1866 1872 rVB 10660 13301 2.93% 0.223%
21 12.530 1872 1877 1879 rBV 17145 21648 4.76% 0.363%
22 12.555 1879 1881 1885 rVB 17330 18652 4.10% 0.313%
23 12.616 1886 1891 1894 rBV 25989 29425 6.47% 0.493%
24 12.646 1894 1896 1900 rVB 6202 6581 1.45% 0.110%
25 12.701 1900 1905 1909 rBV 18292 33030 7.27% 0.554%
26 12.798 1917 1921 1923 rBV3 4853 6614 1.46% 0.111%
27 12.853 1926 1930 1933 rVV2 12901 17080 3.76% 0.286%
28 12.920 1933 1941 1945 rVWV 23321 35723 7.86% ©.599%
29 12.963 1945 1948 1955 rVB 43115 56587 12.45% 0.948%
30 13.030 1955 1959 1960 rBV 10556 14866  3.27%  0.249%
31 13.048 1960 1962 1964 rVvVv2 10543 10661 2.35% 0.179%
32 13.073 1964 1966 1968 rVB 7047 6256 1.38% 0.105%
33 13.170 1974 1982 1986 rBV2 55272 83473 18.37% 1.399%
34 13.213 1986 1989 1992 rVB 17335 18143 3.99% 0.304%
35 13.292 1998 2002 2007 rVB2 125836 168833 37.15% 2.829%

36 13.335 2007 2009 2012 rVB 8196 8022 1.77%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 13.372 2012 2015 2019 rBV2 10207 11482 2.53% 0.192%
38 13.420 2019 2023 2033 rVB 107341 146871 32.31% 2.461%
39 13.506 2033 2037 2040 rBv2 22606 31152 6.85% 0.522%
40 13.542 2040 2043 2046 rBV 34060 40835 8.98% 0.684%
41 13.585 2046 2050 2055 rVV3 42776 72947 16.05%  1.222%
42 13.640 2056 2059 2060 rvV 15245 18975 4.17% 0.318%
43 13.664 2060 2063 2069 rVB2 46101 71130 15.65% 1.192%
44 13.725 2069 2073 2074 rBvV2 4008 5077 1.12% ©.085%
45 13.780 2079 2082 2088 rVB2 12330 22933 5.05% ©0.384%
46 13.853 2088 2094 2099 rVB 73862 105959 23.31% 1.776%
47 13.926 2099 2106 2111 rBV3 81134 127434 28.04%  2.136%
48 13.975 2111 2114 2117 rW 23189 25887 5.70% 0.434%
49 14.006 2117 2119 2121 rVV 8663 8867 1.95% 0.149%
50 14.036 2121 2124 2127 rVB3 17363 20519 4.51% 0.344%
51 14.079 2127 2131 2134 rBV 64327 78000 17.16% 1.307%
52 14.109 2134 2136 2139 rVB3 5742 5944 1.31% 0.100%
53 14.164 2142 2145 2148 rVB 10171 10002 2.20% 0.168%
54 14.231 2148 2156 2162 rBV 228676 361307 79.50% 6.055%
55 14.323 2167 2171 2176 rBV2 27737 36669 8.07% 0.615%
56 14.371 2176 2179 2184 rVB 64339 78031 17.17% 1.308%
57 14.420 2184 2187 2192 rVB2 16750 24886 5.48% 0.417%
58 14.481 2192 2197 2203 rBV2 159859 214840 47.27%  3.600%
59 14.615 2215 2219 2221 rBV 98066 128468 28.27% 2.153%
60 14.640 2221 2223 2226 rVV 101314 110914 24.40% 1.859%
61 14.676 2226 2229 2233 rVB 54567 70413 15.49% 1.180%
62 14.731 2233 2238 2240 rBV 22427 29462 6.48% 0.494%
63 14.755 2240 2242 2244 rW2 16695 20348 4.48% 0.341%
64 14.780 2244 2246 2250 rVWW2 46790 60684 13.35% 1.017%
65 14.823 2250 2253 2255 rVW2 33083 44023 9.69% 0.738%
66 14.847 2255 2257 2263 rVB4 31958 36830 8.10% 0.617%
67 14.902 2263 2266 2273 rBV2 33779 60527 13.32% 1.014%
68 15.048 2283 2290 2295 rBV2 19035 36906 8.12% 0.618%
69 15.182 2306 2312 2320 rBV2 77710 163052 35.88% 2.732%
70 15.249 2320 2323 2326 rBv4 8087 12076 2.66% 0.202%
71 15.329 2332 2336 2339 rVB5 5904 9425 2.07% 0.158%
72 15.377 2339 2344 2348 rBV2 27517 44077 9.70% 0.739%
73 15.481 2352 2361 2366 rVV2 58753 117238 25.80%  1.965%
74 15.530 2366 2369 2373 rVV3 19761 35883 7.90% 0.601%
75 15.572 2373 2376 2378 rVV4 10891 16470 3.62% 0.276%
76 15.615 2378 2383 2386 rVV2 56765 96377 21.21% 1.615%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 15.652 2386 2389 2397 rVB3 31698 55457 12.20% 0.929%
78 15.725 2397 2401 2404 rBV5 3422 6516 1.43% 0.109%
79 15.841 2417 2420 2425 rVB5 10919 16656 3.66% 0.279%
80 15.987 2440 2444 2447 rBV 7619 12688 2.79% 0.213%
81 16.091 2456 2461 2474 rBV3 10738 25358 5.58% 0.425%
82 16.292 2491 2494 2498 rBV5 2645 4733 1.04% 0.079%
83 16.377 2498 2508 2514 rVB3 11042 27002 5.94% 0.453%
84 16.597 2542 2544 2549 rVB4 6150 8062 1.77% 0.135%
85 16.658 2549 2554 2560 rVB2 6409 11145 2.45% 0.187%
Sum of corrected areas: 5967236
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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

Abundance TIC: VX027153.D\data.ms

300000
250000
200000
150000
100000 5.562

5.964
50000 5.397

1.453 2.386.544

o

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX027153.D\data.ms

300000 8.653 10.055

250000 11.079
200000

150000 6.769

100000

50000

8.5
Aﬁ 9525 L
0

T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9 50 10.00 10.50 11.00

Abundance TIC: VX027153.D\data.ms
12.024

300000
250000 14.231

200000
14.481

150000 13.292

3.420 134‘ A

100000 l 15.182
3

ﬁZ@ 154@.615
|A' l T2 r 652
PO

4 Gl ¢ l‘
g64 1T |hl||“ e 5W. |. 72 %9@1’916771&8

13. 17

Al

50000 9 0
 SA T 043 9 i"' R4k b3 " !'l‘ 0 ‘ 3
1]3(56‘4%9@& 3 6 B ; ‘z“"n g k‘ ' !E. ) ‘ —

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_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.292  21.29 ug/l 168833  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 86
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 86
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 70
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 70
Abundance Scan 2002 (13.292 min): VX027153.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
5000
91.1
390 650 ‘ 13.00 13.50
]S A P OV Y N ‘%“F"l““l“?‘?"l‘ m/z 119.10  43.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000  — ‘ ‘J\UM
13.00 13.50
m/z 132.05 37.39%
390 g5 910
Ot T \“\ T \“"\ \“‘\‘\ “H\‘\ \”\“‘ T \“\ T ‘”\‘\ ™ \;\L\S\.‘O\ L |
miz--> 20 40 60 80 100 120 140 160
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
e LU MA
13.00 13.50
5000 m/z 115.10 30.39%
91.0
39.0 66.0
o280 L bl b dlase
miz--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- %A‘ ‘ ——
117.0 13.00 13.50
m/z 91.10 19.38%
5000
91.0
27.0 >0 ‘
P O N AT NN V) /904 "1
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\VX022322\
Data File : VX@27153.D

Acqg On : 23 Feb 2022 18:09

Operator JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.420  18.52 ug/l 146871 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 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
3 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 45

5 5,5-Dimethyl-4-phenyldihydrofura... 190 C12H1402 013133-96-5 43

m/z 104.05 100.00%

Abundance Scan 2023 (13.420 min): VX027153.D\data.ms (-2019) (-
1

10

"

5000 1321
51.0 78.0
SR Y Y N WA
miz--> 20 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
51.0 78.0
O T \‘2\7‘\'0\\" T \““\“‘H\ T \H‘ T \‘} T “H\ \M‘ \‘1“\‘\ ‘ LI ‘ LI
miz--> 20 60 80 100 120 140 160
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
5000 132.0
51.0 78.0
miz--> 20 40 60 80 100 120 140 160
Abundance #34717: Benzene, 3-cyclohexen-1-yl-
104.0
5000
158.0
78.0
51.0 129.0
0 H\‘%KQ\H\HW\Mﬁuwm\wM\p“\J\‘JV\‘\\\\W\\\
m/z--> 20 40 60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.853 13.36 ug/l 105959 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 90
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 64
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H100 002461-34-9 58
4 2-Azetidinone, 4-phenyl- 147 C9H9NO 005661-55-2 45
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 38
Abundance Scan 2094 (13.853 min): VX027153.D\data.ms (-2088) (- m/z 104.05 100.00%
104.1
5000 146.2
— Ay
39.0 78.0 128,0 13.50 14.00
I o1 “‘_MWM‘ Ml m/z 146.15  43.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
13.50 14.00
m/z 91.10  33.16%
O \\\‘\\\\“\\\L‘SSQ‘\ T \H‘ \\}\“H\ \m‘ \‘UW T ‘M\M\\\‘\\\
m/z--> 20 80 100 120 140 160
Abundance #24951. 2(1H)—Naphthalen0ne, 3,4-dihydro-
104.0
— —
146.0 13.50 14.00
5000 m/z 131.05 23.38%
39.0 58.0 78.0
o N R TN [ "
miz--> 20 40 60 80 100 120 140 160
Abundance  #24966: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0 13.50 14.00
m/z 115.05 20.81%
5000 146.0
39.0 58.0 78.0
obrrrdirild D AL leeme | JLWAL YR
m/z--> 20 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Benzene, (2-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.926 16.07 ug/l 127434  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 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 92
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 92
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 87
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 81

Abundance Scan 2106 (13.926 min): VX027153.D\data.ms (-2099) (- m/z 131.00 100.00%
131.0
5000
91.0
39.1 64.9 ‘ g 148.1 14.00
) S R PSOST N ) A - ‘ﬁ’ L. WIES1658 sz 117,10 42.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 910 \ 2
14.00
m/z 146.00 35.99%
04 T i \3\9“‘9 T ‘\‘ T ??P\ \“‘ - 11LHO ‘EH T ‘1\ \8\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
14.00
5000 m/z 115.05 27.43%
39.0 91.0
63.0
bbb T 2140 | 1480
miz--> 20 40 60 80 100 120 140 160
Abundance #25011: Benzene, (3-methyl-2-butenyl)- —
131.0 14.00
m/z 91.05 26.88%
91.0
5000
41.0 65.0
L e ) 409, ‘ :
bbbl 3090 ) 1480 AldL
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 1
R.T. EstConc Area Relative to ISTD R.T.
14.231  45.55 ug/1 361307 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 83
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60

Abundance Scan 2156 (14.231 min): VX027153.D\data.ms (-2148) (- m/z 131.05 100.00%
1

3.1
5000
105.1
390 770 ‘ L6 14.00 1450
O et il 1160118020 998 10 73.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 Hor e L
39.0 91.0 14.00 14.50
15.0 63.0 m/z 146.15  64.31%
O ‘\‘\‘}\"‘\‘\\ ‘\““!\“\“\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
14.00 14.50
5000 ITI/Z 117.10 36.30%
] _‘“Mum,mw‘
miz-> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- —= =
131.0 14.00 14.50
m/z 115.10 29.87%
5000 91.0
39.0
Wi L)
0 ‘1‘5"?“"uihJ‘:“p‘l“‘m‘“‘Hm,‘h“m“_ 0 SR o e
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\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.481 27.09 ug/l 214840 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 81
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 76
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70

Abundance Scan 2197 (14.481 min): VX027153.D\data.ms (-2192) (- m/z 131.00 100.00%
131.0

5000
105.0
51.0 77‘.1 ‘ ‘ 160.1 14.50
Ol il m/z 118.10  62.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
I M
5000 L
39.0 91.0 14.50
15.0 63.0 m/z 146.85  56.81%
0- ‘\‘M\“‘\‘H ‘\““!\“\“\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
14.50
5000 ITI/Z 117.10 32.86%
39.0 91.0
15.0 ‘ 63.0
0h ‘ ;e ‘w“m“\ rally “‘m _‘Ul ; ‘u‘“ R
miz-> 20 40 60 80 100 120 140 160 180
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- =
146.0 14.50
m/z 115.05 28.30%
5000 118.0 MM
90.0
ol 200 520 ug TiT :‘\ el )
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\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.615 16.20 ug/l 128468 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 68
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 62

Abundance Scan 2219 (14.615 min): VX027153.D\data.ms (-2215) (- m/z 118.10 100.00%

118.1
160.2
5000
91.0
39.0 70. ‘ 141/0 14.50 15.00
| S Y Y P P | il m/z 160.15  68.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 AVA A
14.50 15.00
91.0 o
m/z 145.05 65.16%
28.0
O\\\‘\‘\“i\‘\\\“\“‘7‘9“‘\\‘\\"”\\ \\“‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
5 —
160.0 14.50 15.00
5000 ITI/Z 117.05 50.81%
39.0 91.0
‘ | 41,0
0 ““““H“W“M‘uw‘ el 7 R |
miz--> 60 80 100 120 140 160 180
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- P 4
145.0 14.50 15.00
m/z 105.05 34.67%
5000
105.0
390 77.0
by 880 10 || 1280 | SIE LY.
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 8 Naphthalene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.640 13.98 ug/l 110914 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 93
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 90
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 87
4 1H-Indene, 1l-ethylidene- 142 C11H10 002471-83-2 59
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 56
Abundance Scan 2223 (14.640 min): VX027153.D\data.ms (-2221) (- m/z 142.05 100.00%
142.1
5000
115.1
—— —
50.0 70.3 89.0 174.2 14.50 15.00
Obr e 22O b 020 b A2 s 141,05 88.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 115.0

1450 1500
115.10  28.91%

390 630 .o
O ‘\‘\\\‘\\‘\\“‘\‘\“\H\‘\\\\‘\\\\‘\\\\‘i‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22150: Naphthalene, 2-methyl-
142.0

1450 1500
5000 m/z 139.05 10.79%
115.0
51.0 ‘7]‘.0 89.0 H
O e e e e

m/z--> 20 40 60 80 100 120 140 160 180 A\
Abundance #22140: Benzocycloheptatriene ey W i e
141.0 14.50 15.00

m/z 143.05 9.96%

5000
115.0
39.0 630 g9 /k
‘ i \‘\H\ \- L w{\\\‘\\\\‘\ /\/\/\

m/z--> 20 40 60 80 100 120 140 160 180 1450 1500

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.182  20.56 ug/l 163052 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 95
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 92
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 87
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 76

Abundance Scan 2312 (15.182 min): VX027153.D\data.ms (-2306) (- m/z 145.05 100.00%
145.1

.

5000
115.1 e e
91.0 15.00 15.50
390 650 7 “ 1722 .
Ol MMl P m/z 160,15 37.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 M/\“A T
15.00 15.50
105.0 m/z 132.05  22.34%
39.0 77.0
0 . I N lu ‘ \‘ ‘1{2 \h‘ \‘
\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\\\\\’\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

—

—— .
15.00 15.50

5000 m/z 115.05 21.56%
91.0 1150
39.0
150, 7" 650, | | |
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- — ——
145.0 15.00 15.50
m/z 130.05 20.97%

5000

117.0
91.0
150 390 650 A

01T v o st el e S
miz--> 20 40 60 80 100 120 140 160 180 15.00 15.50

-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 10 Naphthalene, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.481 14.78 ug/1 117238 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94

Abundance Scan 2361 (15.481 min): VX027153.D\data.ms (-2352) (- m/z 156.10 100.00%
156.1

5000 M\
AL
15.50
0! m/z 141.05 75.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 L
15.50
115.0 m/z 145.05 41.06%
51.0 76.0
0 \\\‘2\7‘\.\0\“ T \“\ T “”‘\ \”U“ T 7T \‘1 T \“!‘\ \‘i‘\ \‘U“‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
[
15.50
5000 m/z 155.10 34.79%
77.0
27.0 510 ‘ 102.0 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 j\ /\\
Abundance #33153: Naphthalene, 2,6-dimethyl- R
156.0 15.50
m/z 128.00 27.74%
5000
77.0 115.0
PO N Y ' N A
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\VX022322\
Data File : VX027153.D

Acqg On : 23 Feb 2022 18:09
Operator : JC/MD

Sample : N1648-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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|
1H-Indene, 2,3-... 13.292 21.3 ug/l 168833 4 12.024 396570 50.0
Naphthalene, 1,... 13.420 18.5 ug/l 146871 4 12.024 396570 50.0
Naphthalene, 1,... 13.853 13.4 wug/l 105959 4 12.024 396570 50.0
Benzene, (2-met... 13.926 16.1 ug/l 127434 4 12.024 396570 50.0
Naphthalene, 1,... 14.231 45.5 ug/l 361307 4 12.024 396570 50.0
Naphthalene, 1,... 14.481 27.1 ug/l 214840 4 12.024 396570 50.0
Naphthalene, 1,... 14.615 16.2 wug/l 128468 4 12.024 396570 50.0
Naphthalene, 1-... 14.640 14.0 ug/l 110914 4 12.024 396570 50.0
Benzene, 1,3,5-... 15.182 20.6 ug/l 163052 4 12.024 396570 50.0
Naphthalene, 2,... 15.481 14.8 ug/l 117238 4 12.024 396570 50.0
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