LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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\82N121422W.M
Title : SW846 8260
Signal : TIC: VNO75856.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.806 629 638 650 rBv4d 9296 29155 1.17% 0.074%
2 8.177 1030 1041 1045 rBV 232102 552176 22.07% 1.395%
3 8.230 1045 1050 1064 rVB 467511 1031997 41.25% 2.608%
4 8.589 1101 1111 1124 rBV2 239589 635090 25.39% 1.605%
5 9.106 1189 1199 1214 rBV 612635 1248018 49.89% 3.154%
6 10.571 1439 1448 1454 rBV 918492 1681998 67.24% 4.251%
7 10.635 1454 1459 1472 rVB 293580 551157 22.03% 1.393%
8 11.871 1661 1669 1679 rVB 785981 1402264 56.05% 3.544%
9 11.965 1679 1685 1693 rVB 110140 186090 7.44% 0.470%
10 12.071 1695 1703 1714 rBV 379377 754226 30.15% 1.906%
11 12.4e0 1751 1759 1767 rBV 710310 1210335 48.38% 059%
12 12.547 1768 1784 1785 rBV7 23289 87355 3.49% 221%
13 12.700 1805 1810 1815 rVB2 55980 91636  3.66%

14 12.853 1829 1836 1845 rVB 649410 1096405 43.83%
15 13.041 1860 1868 1872 rBV 101863 173207 6.92%
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16 13.100 1872 1878 1882 rVV 617463 1058656 42.32%
17 13.135 1882 1884 1887 rVV 318691 403161 16.12%
18 13.176 1887 1891 1897 rVB 407464 660808 26.41%
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19 13.341 1910 1919 1926 rBV 538833 905201 36.18% 288%
20 13.488 1937 1944 1956 rVB 852607 1431532 57.22% 618%
21 13.618 1956 1966 1971 rBV2 83977 166526 6.66% 0.421%
22 13.676 1971 1976 1981 rBV 157678 245235 9.80% 0.620%
23 13.729 1981 1985 1990 rBV 65814 97102 3.88% 0.245%
24 13.794 1990 1996 1998 rBV 824582 1294458 51.74%  3.271%
25 13.823 1998 2001 2008 rVB 819135 1296831 51.84% 3.277%
26 13.888 2008 2012 2016 rVB3 23618 40191 1.61% 102%

27 13.953 2017 2023 2025 rBV 141760 216979  8.67%
28 13.994 2025 2030 2046 rVB3 726107 2293615 91.68%
29 14.118 2046 2051 2057 rBv4 103398 189533  7.58%
30 14.188 2057 2063 2068 rVB 236885 364166 14.56%
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31 14.247 2068 2073 2076 rBV 271786 468459 18.73%
32 14.276 2076 2078 2083 rVB 267964 333776 13.34%
33 14.335 2083 2088 2094 rVB 419232 642325 25.68%
34 14.400 2094 2099 2102 rBV2 120853 206486  8.25%
35 14.447 2102 2107 2113 rVB2 472608 780904 31.22%
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36 14.523 2116 2120 2124 rVB2 25224 37547 1.50%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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\82N121422W.M
Title : SW846 8260
37 14.576 2124 2129 2135 rBV2 195577 314916 12.59% ©.796%
38 14.659 2135 2143 2146 rBV 256929 456328 18.24% 1.153%
39 14.694 2146 2149 2154 rVB 359812 503798 20.14% 1.273%
40 14.741 2154 2157 2160 rVB 95707 116630 4.66% 0.295%
41 14.776 2160 2163 2172 rVB3 72597 148123 5.92% 0.374%
42 14.882 2172 2181 2184 rBvV3 112018 234848 9.39% 0.594%
43 14.929 2184 2189 2194 rBV 499370 882903 35.29% 2.231%
44 15.059 2201 2211 2217 rBV3 1064659 2501642 100.00% 6.322%
45 15.106 2217 2219 2228 rVV4 90282 202209 8.08% ©0.511%
46 15.212 2230 2237 2245 rVV 1000182 1811037 72.39% 4.577%
47 15.323 2245 2256 2260 rVV2 280943 771517 30.84%  1.950%
48 15.365 2260 2263 2269 rVW 177906 340250 13.60% ©0.860%
49 15.447 2269 2277 2285 rVB4 301872 778550 31.12% 1.968%
50 15.594 2297 2302 2305 rBV4 49493 96094 3.84% 0.243%
51 15.641 2305 2310 2315 rVV 134855 267783 10.70% 0.677%
52 15.706 2315 2321 2326 rVV 259728 533195 21.31% 1.348%
53 15.788 2326 2335 2354 rVB5 237575 1065834 42.61% 2.694%
54 15.947 2354 2362 2370 rBV 225787 502356 20.08% 1.270%
55 16.029 2372 2376 2381 rVV7 19324 40307 1.61% ©0.102%
56 16.129 2383 2393 2394 rVV4 193756 353721 14.14% 0.894%
57 16.170 2395 2400 2410 rVV 680408 1452741 58.07% 3.671%
58 16.259 2411 2415 2421 rVW5 63668 139178 5.56% ©.352%
59 16.347 2422 2430 2445 rVB3 162243 534132 21.35% 1.350%
60 16.512 2446 2458 2472 rBV 455530 1118176 44.70% 2.826%

61 16.717 2482 2493 2499 rBV3 203034 537611 21.49% 1.359%

Sum of corrected areas: 39568479
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO075856.D\data.ms

1000000

800000

600000

400000

200000

5.806

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\ﬁ\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\

Time--> 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: VNO75856.D\data.ms

1000000
10.571

800000 118
9.106
600000

8.230

400000

.635
8.1 8.589

200000

0 ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO75856.D\data.ms

15.089.212

1000000

13.488 1837923

800000
12.400

600000

400000 12.071

200000

1 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time-->  12.00 13.50 14.00 14.50 15.00 15.50 16.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\

VN@75856.D

: 16 Dec 2022 18:38

JC\MD

: N60©96-08

5.0mL/MSVOA_N/WATER

. SW846 8260

Library Search Compound Report

: 23 Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M

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 7
R.T. EstConc Area Relative to ISTD R.T.
13.100 40.89 ug/l 1058660 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1878 (13.100 min): VN075856.D\data.ms (-1872) (- | m/z 105.10 100.00%
105.1
5000
390 58, 77.1 13.00 13.50
Ob 280U 129.2 18491741 ) 126 05 30.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T A w
13.00 13.50
77.10 10.81%
39.0 77.0
0 H\‘HH‘\\“:5\8.‘9\\H““H‘MHH‘\“‘HH‘HH’HH 1
miz--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13.00 13.50
5000 91.10 10.63%
o180 %0 se0 0 L
m/z--> 20 40 60 80 100 120 140 160
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50
m/z 106.10 8.81%
5000
77.0
270 50 | ‘
A N S| T T
m/z--> 20 40 60 80 100 120 140 160 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.341  34.96 ug/l 905201 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 C9H12 000108-67-8 90

Abundance Scan 1919 (13.341 min): VN075856.D\data.ms (-1910) (- | m/z 105.10 100.00%

105.1
5000

77.0 13.00 13.50
Ol b Ml 1412 1741 o 106 10 29.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 - A T

13.00 13.50
m/z 91.05 12.25%

O \1\5\(‘)\\\3\9“0\\\5\8‘()\\\\“‘\\‘\\““\\‘\H“\\\\‘\\\\’\\\\ 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

13.00 13.50
5000 ITI z 76.95 11.58%
79.0
® i
AN VNN | S | .
m/z--> 20 40 60 80 100 120 140 160
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 13. 00 13 50

m/z 106.10 8.90%

5000
39.0 77.0
0 ‘ ‘ \\58\ Q\ ‘\\ ‘\ 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_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38

Operator JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 3 1Indane Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
13.994  88.59 ug/l 2293620 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1le 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 68
4 Deltacyclene 118 C9H1e 007785-10-6 58
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1le 1000191-13-7 53
Abundance Scan 2030 (13.994 min): VN075856.D\data.ms (-2025) (- | m/z 117.10 100.00%
117.1
5000
91.1
39.0 63.0 ‘ M 156.2 14.00
L m/z 118.05  54.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 T \"\’V\JK
14.00
39.0 55 91.0 m/z 115.10 34.13%
O\}3\-\0‘\“1\\“‘H“M"“i‘\\\“‘\\“\\“H\ LA LA
m/z--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0
- ZAS
14.00
m/z 105.10  29.04%
5000 91.0
51.0
oHH‘2‘7‘{?“"“‘\N,“‘:‘ww“_u‘ww“‘m‘_m_m,””
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 14.00
m/z 91.10 16.64%
5000 91.0
39.0 65.0
N N OV SN J
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_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38

Operator JC\MD

Sample : N6096-08

Misc 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Indan, 1-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.447  30.16 ug/l 780904 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 74
4 Benzene, (2-methyl-2-propenyl)- 132 C1leH12 003290-53-7 74
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 72

Abundance Scan 2107 (14.447 min): VN075856.D\data.ms (-2102) (- | m/z 117.10 100.00%
117.1
5000
ot ‘ 14.50
39.1 63.0 148.2 s
om"HJ_uwuw‘_w‘w‘m bl TETATLS 2071 7 119,10 35.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000
14.50
m/z 115.10  32.29%
39.0 65.0 91"0 ‘
O\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—F
14.50
5000 m/z 132.05 24.82%
91.0
210\5%0H \ ‘ I
ottt e el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene —
117.0 14.50
m/z 91.10 17.36%
5000
91.0
270 70 ‘ |
LSSk W Y M P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.929  34.10 ug/l 882903 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1eH12 000768-00-3 83
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 2189 (14.929 min): VN075856.D\data.ms (-2184) (- | m/z 117.10 100.00%
117.1
5000
390 650 1.0 ‘ ‘ 148.2 15.00
o “ A al 1482 1822 ;135,05 37.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 A’ ”A‘ '
91.0 15.00
51.0 m/z 115.10 27.76%
270 ‘ ‘
O\\\‘\\\\‘\\‘H\““U\\“\[\\f\‘”!‘\\‘\‘U\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
P
15.00
5000 m/z 131.05 20.30%
390 g0 910
0 H“JH‘M‘WMMWHJ“A“‘H RS MRS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- ——
117.0 15.00
m/z 91.05 13.83%
5000
390 g50 910 ‘
0 "w‘M‘NM‘NM‘W"J"ﬂ““‘m‘wmu““‘_“““‘ N
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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-4-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.059 96.63 ug/l 2501640 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
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 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
Abundance Scan 2211 (15.059 min): VN075856.D\data.ms (-2201) (-~ | m/z 117.05 100.00%
117.1
5000
91.1
39.0 650 L“l 15.00
| Sl A A il Al u!“‘m 14811670 y/7 132.05 37.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 ‘ JL : :
15.00
o 810 m/z 115.05 27.87%
Ot ‘2\7‘\.0\\“ T \“\.\ “1‘?:\3.\0‘ T \“\ T ‘Hi‘\ T M‘\ L R
miz--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
R
15.00
5000 m/z 131.05 18.32%
91.0
27.0 =10 ‘
Il O .Y VI
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0 15.00
m/z 91.10 13.87%
5000
91.0
390  gs50 ‘ ‘
0 \\\‘\‘\\\“\\“”\‘H‘\\1““\\”\‘“\\ ‘\1“\‘\‘\\\\‘\\\\ T
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\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.212  69.95 ug/1 1811040 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
4 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 42
5 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 38

Abundance Scan 2237 (15.212 min): VN075856.D\data.ms (-2230) (- | m/z 104.05 100.00%

104.1
5000 132.1

| 15.00 1550
et WL 1670 2068 0 135 05 49.38%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000

15.00 15.50
m/z 91.10 41.68%

270 51.0 78.0 H ‘
\\\‘\‘\\\“\\““\“‘H\\\H‘\\‘}\“H\\\“\‘1‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0

T
15.00 15.50

51.0 /8.0

o

o

5000 m/z 115.10 17.29%
ol 202
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro- —y— —r=
104.0 15.00 15.50

m/z 117.10  13.65%

5000 132.0
10 780

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.788 41.17 ug/1 1065830 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 83
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
Abundance Scan 2335 (15.788 min): VN075856.D\data.ms (-2326) (- | m/z 131.05 100.00%
131.1
- M
b e
510 911 ‘h | 2072 15.50 16.00
oL % L 4166.1 2072 28LU n/7 146.20  28.53%
m/z--> 50 150 200 250
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
15.50 16.00
91.0 m/z 117.10 21.88%
39.0 ‘
0 ‘\‘\‘ “\ \‘u ‘\‘H‘u\‘ | ‘\L‘M“ \H}‘ ‘H‘ ———
miz--> 50 100 150 200 250
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
e o
15.50 16.00
5000 m/z 115.10 16.75%
91.0
51.0 ‘
0 , ‘\\ Al ‘h‘ il ‘H\‘h\‘ \H}‘ ‘H‘ , — —
m/iz--> 50 100 150 200 250
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- —=5 —
131.0 15.50 16.00
m/z 91.10 15.97%
- | W
39.0 ‘
0 L \“ ‘h Al i H‘u \\H P — — —= L
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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.
16.170  56.11 ug/1 1452740  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 89
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 83
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 53
5 Benzene, 2-ethenyl-1,3,5- trlmethyl 146 C11H14 000769-25-5 50

Abundance Scan 2400 (16.170 min): VN075856.D\data.ms (-2395) (- | m/z 118.10 100.00%

118.1
146.2
5000
91.1 —— L
390 630 ‘ 16.00 16.50
o T e Y ol 2801 7 146,20 69.73%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25047: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118.0
146.0
39.0
5000

15.0 770 16.00 16.50
J m/z 131.85 68.61%
0 {lem##w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
16.00 16.50
5000 ITI/Z 117.10 53.91%
105.0
39.0 77.0
0l rry ‘\‘ : “’\‘ ‘\‘U‘ ‘\‘\\ m‘h‘ U ‘\M\‘ : : ‘M R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24993: Benzene, (1-methylenebutyl)- o e
118.0 16.00 16.50

m/z 105.05 35.98%

5000
91.0
270 230 ‘ ‘1460
0 ‘\ u “H \m & Tt N ‘ . P

m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 5
R.T. EstConc Area Relative to ISTD R.T.
16.512  43.19 ug/1 1118180 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t 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 91
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 89
4 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 72
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
Abundance Scan 2458 (16.512 min): VN075856.D\data.ms (-2446) (- | m/z 131.05 100.00%
131.1
5000
105.1
39‘.0 77‘.0 ‘ ‘ “ 160.2 so71 16.20 16.40 16.60
O RRLL e Far e e | m/z 146.20 67.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
16.20 16.40 16.60
m/z 118.10 66.71%
O' ’\‘“!\"\“\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.20 16.40 16.60
5000 m/z 117.10 36.73%
39.0 91.0
15.0 63.0
ol _u‘m“m ,““1‘,u“m,w_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- R e
131.0 16.20 16.40 16.60
m/z 115.05 33.54%
5000 91.0
39.0
65.0
0 15.0
! R A REaas I e e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75856.D

Acqg On : 16 Dec 2022 18:38
Operator : JC\MD

Sample : N6096-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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-ethy... 13.100 40.9 ug/l 1058660 4 13.794 1294460 50.0
Benzene, 1l-ethy... 13.341 35.0 ug/l 905201 4 13.794 1294460 50.0
Indane 13.994 88.6 ug/l 2293620 4 13.794 1294460 50.0
Indan, 1-methyl- 14.447 30.2 ug/l 780904 4 13.794 1294460 50.0
Benzene, 2-ethe... 14.929 34.1 ug/l 882903 4 13.794 1294460 50.0
Benzene, 1-ethe... 15.059 96.6 ug/l 2501640 4 13.794 1294460 50.0
Naphthalene, 1,... 15.212 70.0 wug/l 1811040 4 13.794 1294460 50.0
Naphthalene, 1,... 15.788 41.2 ug/l 1065830 4 13.794 1294460 50.0
Naphthalene, 1,... 16.170 56.1 ug/l 1452740 4 13.794 1294460 50.0
Naphthalene, 1, 16.512 43.2 ug/l 1118180 4 13.794 1294460 50.0
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