LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N102622W.M

Title : SW846 8260

Signal : TIC: VN@75045.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.295 35 41 50 rBV 15785 35234 3.93% 0.333%
2 2.677 100 106 112 rBV 6494 12417 1.39% 0.117%
3 2.824 125 131 146 rVB5 15627 62917 7.02% 0.594%
4 3.812 289 299 320 rBV 344579 896240 100.00%  8.464%
5 4.453 399 408 417 rBV2 13055 37680 4.20% 0.356%
6 4.741 446 457 465 rBV 4339 12670 1.41% 0.120%
7 5.812 628 639 652 rVB3 16969 58103 6.48% 0.549%
8 7.447 908 917 922 rBV2 4190 11109 1.24% 0.105%
9 8.171 1030 1040 1045 rBV 102976 241316 26.93% 2.279%
10 8.229 1045 1050 1062 rVB 162398 357446 39.88%  3.376%
11  8.594 1099 1112 1125 rBV3 144762 480785 53.64% 4.541%
12 8.759 1132 1140 1141 rBV2 4421 10282 1.15% 0.097%
13 9.106 1190 1199 1209 rVB 259263 524691 58.54% 4.955%
14  9.276 1219 1228 1236 rBV4 6629 16342 1.82% 0.154%
15 10.571 1439 1448 1453 rBV 397515 729640 81.41% 6.891%

16 10.635 1453 1459 1467 rVB 430382 780759 87.11%

7.
17 11.870 1659 1669 1679 rBV 348262 632713 70.60% 5.976%
18 11.965 1679 1685 1693 rwV 53000 89543 9.99%  0.846%
19 12.070 1693 1703 1714 rVWV 49341 96348 10.75% 0.910%
20 12.400 1751 1759 1766 rBV 121775 198897 22.19% 1.878%
21 12.694 1805 1809 1814 rBV2 7398 11976 1.34% ©.113%
22 12.847 1829 1835 1845 rVB 266753 461971 51.55% 4.363%
23 13.041 1861 1868 1872 rBV 21302 34129 3.81% 0.322%
24 13.100 1872 1878 1881 rVVv2 45839 80908 9.03% 0.764%
25 13.135 1881 1884 1886 rVVv2 39109 55251 6.16% ©.522%
26 13.170 1886 1890 1897 rVB2 54325 99290 11.08% ©.938%
27 13.335 1910 1918 1924 rBV 65188 110576 12.34% 1.044%
28 13.482 1938 1943 1954 rVB 46523 75054 8.37% 0.709%
29 13.617 1960 1966 1970 rVB2 12364 18552 2.07% 0.175%
30 13.670 1970 1975 1981 rBV 22229 36635 4.09%  0.346%
31 13.729 1981 1985 1989 rBV2 9940 13706 1.53% ©.129%
32 13.794 1989 1996 2006 rBV2 354938 743062 82.91% 7.018%
33 13.876 2006 2010 2017 rVB2 27684 46912 5.23% 0.443%
34 13.953 2017 2023 2024 rBV2 20372 29239 3.26% ©.276%
35 13.994 2024 2030 2033 rBV2 78369 156283 17.44% 1.476%

36 14.111 2045 2050 2056 rBv4 26098 47147 5.26%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N102622W.M
Title : SW846 8260
37 14.188 2056 2063 2067 rVB 34470 54839 6.12% 0.518%
38 14.247 2067 2073 2075 rBV 34574 54234 6.05% 0.512%
39 14.276 2075 2078 2082 rVB 36423 48979 5.46% 0.463%
40 14.329 2082 2087 2093 rVB 67322 100155 11.18% 0.946%
41 14.394 2094 2098 2101 rBV 15789 23852 2.66% 0.225%
42 14.441 2101 2106 2112 rVB2 73829 128960 14.39% 1.218%
43 14.523 2115 2120 2123 rVB5 6952 10710 1.19% 0.101%
44 14.576 2123 2129 2134 rBV2 32433 51357 5.73% 0.485%
45 14.658 2134 2143 2145 rBV 42297 82089 9.16% 0.775%
46 14.694 2145 2149 2153 rvv2 68750 97912 10.92% 0.925%
47 14.735 2153 2156 2160 rVB2 24261 30107 3.36% 0.284%
48 14.782 2160 2164 2166 rBvV2 10896 16420 1.83% 0.155%
49 14.876 2172 2180 2184 rBV3 20154 42471 4.74% 0.401%
50 14.929 2184 2189 2193 rBV 80917 150668 16.81% 1.423%
51 15.053 2201 2210 2217 rBV2 179460 438908 48.97% 4.145%
52 15.211 2230 2237 2244 rBV 160698 295118 32.93% 2.787%
53 15.323 2251 2256 2260 rBV5 37085 65192 7.27% 0.616%
54 15.441 2267 2276 2284 rVB3 60129 176032 19.64% 1.662%
55 15.511 2284 2288 2291 rBV6 5445 9931 1.11% 0.094%
56 15.594 2297 2302 2305 rBV5 13706 24299 2.71% 0.229%
57 15.635 2305 2309 2314 rVWV 21009 39656 4.42% 0.375%
58 15.700 2314 2320 2325 rVW 50844 93743 10.46% 0.885%
59 15.747 2325 2328 2330 rVVv3 26185 36511 4.07% 0.345%
60 15.782 2331 2334 2339 rVVv2 39375 89219 9.95% 0.843%
61 15.829 2340 2342 2353 rVB2 42196 72788 8.12% 0.687%
62 15.947 2354 2362 2369 rBV 50106 107056 11.95% 1.011%
63 16.129 2383 2393 2394 rBV3 39613 75502 8.42% 0.713%
64 16.170 2394 2400 2409 rVB 132757 294549 32.86% 2.782%
65 16.258 2411 2415 2420 rVB5 12766 20557 2.29% 0.194%
66 16.347 2420 2430 2436 rBvV4 31822 86442 9.64% 0.816%
67 16.505 2445 2457 2471 rBV2 96701 259220 28.92% 2.448%
68 16.717 2481 2493 2498 rBvV2 56072 141778 15.82% 1.339%
69 16.782 2498 2504 2505 rBV 44292 63326 7.97% 0.598%
Sum of corrected areas: 10588403
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO75045.D\data.ms
400000

350000 3.812
300000
250000
200000
150000
100000

50000
2.295 2 672.824 4.453 4241 5.812

Om\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\

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: VNO75045.D\data.ms

400000 101@1%35

350000 11.8

300000
9.106
250000

200000

8.229
150000 8.594
100000 8.1
50000
0 7.447 8.759 9.276
—— : e P — : —— L
8.00

— 2 ‘ ‘ —T —
Time--> 7.00 7.50 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO75045.D\data.ms

400000

13.794
350000

300000
12.847

250000
200000

150000
12.400

100000

.335
1.96970 1 70 13.482
50000 13E 13
. 13
LS Y N L.

T ‘ T
Time->  12.00 12.50 13.00 13.50 14.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.812 125.37 ug/1 896240  Pentafluorobenzene 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 299 (3.812 min): VN075045.D\data.ms (-289) (-) m/z 45.10 100.00%

45.1
5000

3.40 3.60 3.80 4.00 4.20
Ol e e O e M/Z 46,10 42.56%

m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #106: Ethano
31.0
45.0

5000 A
3.40 3.60 3.80 4.00 4.20

m/z 43.00  22.44%

180 ZG\F | |
| | | |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #110: Dimethyl ether
45.0
29.0

3.40 3.60 3.80 4.00 4.20

o

15.0
5000 m/z 42.00 8.78%
0"‘H"_‘1M“H“H“H1¢1‘H“H“H““‘w“u“
m/iz--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #103: Methane, nitroso- R AARERAREE
30.0 3.40 3.60 3.80 4.00 4.20
45.0 m/z 43.95 3.23%
5000
15.0
o"‘WNM:WWHM: S V1 T DO
m/z--> 5 10 15 20 25 30 35 40 45 50 55 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.994 10.52 ug/l 156283 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 58
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 58
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 58
Abundance Scan 2030 (13.994 min): VN075045.D\data.ms (-2024) (- | m/z 117.05 100.00%
117.1
5000 AA/\
91.0 A
39‘.0 ‘63‘-0 77‘.0 | 134.1 14.00
ol v e b il el e m/z 118.05  52.50%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10178: Indane
11v.0
5000 o will
14.00
910 m/z 115.00  34.42%
58.0 .
O\‘\\\‘\‘\\3\?‘.\0\\\i‘\H‘L‘}‘\‘\\‘\7\?{.‘0\\H“‘HH‘\‘\H‘H!\“HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10195: Benzene, cyclopropyl-
e Nl
o ‘
14.00
5000 m/z 105.05 29.18%
91.0
P2 N
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 \
Abundance #10190: Benzene, 2-propenyl- A\‘ L A
117.0 14.00
m/z 91.05 18.88%
5000
w00 B0 910
' 77.0 ‘ I\/\
0\‘mu‘u\\“\\\\{‘1\m“M\‘u\‘1‘\\\\‘ih\\‘1‘\”‘”!\“””‘””‘” \/‘\‘ A
m/z--> 20 30 40 50 60 70 80 90 100110 120130140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.929 10.14 ug/l 150668 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
Abundance Scan 2189 (14.929 min): VNO75045.D\data.ms (-2184) (- m/z 117.85 100.00%
117.1
5000
39.0  65.0 133.1 15.00
| AN NS R uM ‘ m - e e m/z 132,05  39.24%
miz-> 20 40 60 100 120 140
Abundance #16149: Benzene, 2-ethenyl-l,4-d|methyl-
117.0
5000 /\ J\ !
91.0 15.00
51.0 m/z 115.00 30.87%
27.0 | ‘ 1%3.0
O\\\‘\\\\‘\\‘H‘“H\\h\‘\\‘}\““ “\‘U\‘\‘\\\\
miz-> 20 40 80 100 120 140
Abundance #16152.1H4ndene,Zs—mhydnr44nemyh
117.0
b
15.00
5000 m/z 131.00 24 .43%
39.0 1.
Lo | 1#3-0
0 ‘“‘w“NV‘NUWH“wH“““““‘WH“““
miz--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene M/\ J\ Y
117.0 15.00
m/z 91.05 17.00%
5000
91.0
39.0
®0 w0 o
(O B e B I R —
m/z--> 20 40 60 80 100 120 140 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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, 1l-ethenyl-4-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.053  29.53 ug/1 438908 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
Abundance Scan 2210 (15.053 min): VN075045.D\data.ms (-2201) (- | m/z 117.05 100.00%
117.1
5000
91.1
39.0 65.1 L‘“ 15.00
Y S A P T I e _‘1““”‘1‘@59‘ 297 /7 132,05 35.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 : J\ : :
15.00
o 810 m/z 115.10  31.02%
O \\\‘2\7\.9\“\\“\.\‘w\\\“‘\\“\\“w\\H‘\W\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
/\ T T T ‘ T ‘
15.00
5000 m/z 131.05 18.68%
91.0
39.0 450 ‘
0 \\\‘\‘H\“\\“1‘\“1‘”1““\M\“‘1‘\\\“\1“\‘\‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 ffk
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- P I
117.0 15.00
m/z 91.10 16.58%
5000
39.0 g50 910 ‘
) M A VRS WP Y AR
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.211 19.86 ug/l 295118 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 Indan, epoxide 132 C9H80 000768-22-9 70
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 59
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
5 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 41
Abundance Scan 2237 (15.211 min): VNO75045.D\data.ms (-2230) (- | m/z 104.05 100.00%
104.1
5000 91.0 1321 f
—= ——
39.0 63.0 80 117.0 15.00 15.50
0 ‘_m,‘H‘,uH‘,‘M‘H,\‘UH_m‘\“wwwa H‘HJ“WM“MW m/z 132.05  46.91%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 91.0 132.0 J\ : A
15.00 15.50
1170 m/z 91.05 41.51%
78.0 .
270 | °10 030 [T
0 \‘\H‘\’\H\’\H\"‘\‘H\"\HH\‘\‘\”\\‘HH‘HH\H H|H1\|\H‘M|\‘\H|\
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16653: Indan, epoxide
104.0
—— —
15.00 15.50
5000 m/z 115.05 17.29%
51.0 78.0 1320
NI O 100 R ..
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 /
Abundance #16121: Benzene, cyclobutyl- T Ty
104.0 15.00 15.50
m/z 103.10 14.59%
5000
50.0 % 910 132.0 A
O e dberrey ooyl 0 L s L, J
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.441  11.85 ug/l 176032  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
Abundance Scan 2276 (15.441 min): VNO75045.D\data.ms (-2267) (- | m/z 131.05 100.00%
131.1
910 ‘ = ‘
51.0 ‘ 162.2 15.50
oWH‘_“‘wwmuummmMm‘_m_m_mz‘(??‘l‘ m/z 133.05  28.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 U ™
15.50
m/z 146.15 23.00%
90 600 %0 |
0\‘\‘\\\“\\‘\‘\‘W\\\“\\\\‘\\\1‘\‘“‘\\‘i“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
,\ \M T T ‘ T
15.50
5000 m/z 115.00 18.80%
91.0
e ]
o‘_‘H“_“‘“Wm_kuml“www:‘m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 \\ M
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- el /
131.0 15.50
m/z 91.00 15.70%
5000
39‘.0 63.0 91.0 ‘ ‘
ol et e b W L
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 1H-1,3,2-Benzodiazaborole, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.170  19.82 ug/1 294549  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 60
2 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 58
3 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000529-34-0 46
4 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 45
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 38
Abundance Scan 2400 (16.170 min): VN0O75045.D\data.ms (-2394) (- | m/z 118.05 100.00%

118.1
146.1
5000

91.0 ACAN A

39.0 63.0 16.00 16.50
0 ‘w‘!“lu,‘”c“u“““““‘2,9‘772‘ m/z 131.05  60.36%

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

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

5000 118.0 R R
16.00 16.50

m/z 146.05 55.72%

27.0 520 90.0 \‘ \‘\ ‘\ \H

0 ‘\‘\H“\\‘H“V\\\“HH‘HH‘\\‘H’HH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25037: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146.0 j\
104.0 VA LAL
16.00 16.50
5000 ITI/Z 117.05 55.22%
77.0 ‘
0 ‘HH_Hww‘m”w!w“m‘Mul‘w‘,‘”m_m_m,uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24948: 1(2H)-Naphthalenone, 3,4-dihydro- /"\‘ : R
118.0 16.00 16.50
m/z 105.10 36.14%
90.0 146.0
5000
39.0 63.0 ‘ M
0‘mH“\\“\H‘“U\ww“H‘H“‘H\‘1”‘\1‘\\,\“H\‘HH‘HH,HH P P
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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.
16.505 17.44 ug/1 259220 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 87
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 70
5 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H100 002461-34-9 62
Abundance Scan 2457 (16.505 min): VN0O75045.D\data.ms (-2445) (- | m/z 131.05 100.00%
131.1
5000
105. AN
771 T
39.0 : 1602 16.20 16.40 16.60
0 et 20010 n/z 118,10 59.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 J\
39.0 91.0 16.20 16.40 16.60
15.0 63.0 m/z 146.85 57.57%
O' \‘\H\“‘\‘\\‘\““!\“\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
N A REmEE S
16.20 16.40 16.60
5000 ITI/Z 117.10 43.48%
105.0
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler R e e e R
146.0 16.20 16.40 16.60
m/z 115.10 34.66%
118.0
5000
91.0
39.0 650
o S ww‘m_uwuu_m R e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VN@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 9
R.T. EstConc Area Relative to ISTD R.T.
16.717 9.54 ug/l 141778 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 97
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 86
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 78
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 70
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 60
Abundance Scan 2493 (16.717 min): VNO75045.D\data.ms (-2481) (- | m/z 145.00 100.00%
118.1 145.0
5000
B A
2071 16.40 16.60
ol w,h‘!‘”n\“ww_m m/z 118.18  97.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 LN L L R |
16.40 16.60
91.0 m/z 160.15  59.20%
28.0 510
O' \\"‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
VAT
16.40 16.60
5000 m/z 117.10 47.91%
91.0 115.0
39.0
150 1 880 | ) |
O e e b ————
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- “’J‘\‘/\P?‘ A
145.0 16.40 16.60
m/z 115.05 33.34%
5000
105.0
o, 70y )
) B RSP T R A A — I
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102722\
Data File : VNO@75045.D

Acqg On : 27 Oct 2022 16:55
Operator : JC\MD

Sample : N5303-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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|
Ethanol 3.812 125.4 ug/l 896240 1 8.229 357446 50.0
Indane 13.994 10.5 wug/l 156283 4 13.794 743062 50.0
Benzene, 2-ethe... 14.929 10.1 wug/l 150668 4 13.794 743062 50.0
Benzene, 1l-ethe... 15.053 29.5 ug/l 438908 4 13.794 743062 50.0
Naphthalene, 1,... 15.211 19.9 ug/l 295118 4 13.794 743062 50.0
1H-Indene, 2,3-... 15.441 11.9 ug/l 176032 4 13.794 743062 50.0
1H-1,3,2-Benzod... 16.170 19.8 ug/l 294549 4 13.794 743062 50.0
Naphthalene, 1,... 16.505 17.4 ug/l 259220 4 13.794 743062 50.0
Naphthalene, 1,... 16.717 9.5 ug/l 141778 4 13.794 743062 50.0
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