LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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@75247.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.289 36 40 44 rvB2 4783 7900 1.38% 0.120%
2 2.436 57 65 69 rBv2 2378 6678 1.16% 0.102%
3 2.836 124 133 135 rBvV4 15459 39845 6.94% 0.608%
4 7.494 921 925 935 rvB3 3071 7418 1.29% 0.113%
5 8.171 1031 1040 1045 rBV2 86636 207260 36.11% 3.161%
6 8.230 1045 1050 1060 rVB 147053 318454 55.49%  4.856%
7 8.583 1102 1110 1125 rBB 89411 205727 35.85% 3.137%
8 8.800 1137 1147 1150 rBV3 2049 6467 1.13% 0.099%
9 9.106 1190 1199 1208 rBV 216995 434509 75.71% 6.626%
10 10.571 1439 1448 1454 rBV 311352 566728 98.75% 8.642%
11 10.635 1454 1459 1467 rVB 36808 65973 11.50% 1.006%
12 10.747 1472 1478 1482 rBB3 5181 8739 1.52% 0.133%
13 11.418 1589 1592 1597 rVB2 3919 5853 1.02% 0.089%
14 11.647 1624 1631 1636 rBv4 5877 13505 2.35% 0.206%
15 11.747 1643 1648 1653 rVB2 5573 9056 1.58% 0.138%
16 11.865 1657 1668 1678 rBV 284082 510457 88.94% 7.784%
17 11.965 1680 1685 1691 rBV 25468 38294 6.67% 0.584%
18 12.071 1695 1703 1708 rBV2 90372 170157 29.65% 2.595%
19 12.153 1714 1717 1723 rVB2 5185 8340 1.45% 0.127%
20 12.400 1748 1759 1766 rBV 53692 111459 19.42% 1.700%
21 12.482 1766 1773 1778 rVB6 6981 14675 2.56% 0.224%
22 12.612 1785 1795 1801 rVV8 7645 25855 4.50% 0.394%
23 12.694 1805 1809 1813 rBv4 8917 15482 2.70% 0.236%
24 12.853 1830 1836 1845 rVB 224567 398799 69.49% 6.081%
25 12.935 1845 1850 1854 rVB4 3886 6033 1.05% 0.092%
26 13.035 1861 1867 1872 rBV 22734 37706  6.57% 575%

27 13.100 1872 1878 1881 rBV 66917 109935 19.15%
28 13.165 1885 1889 1896 rVB5 67976 136535 23.79%

P ONRERO
[
00
N
R

29 13.229 1896 1900 1905 rVB3 10159 15344  2.67% 234%
30 13.341 1905 1919 1925 rBV 37454 85078 14.82% 297%
31 13.394 1925 1928 1937 rVB6 8661 24246 4.22% ©.370%
32 13.482 1937 1943 1954 rBV 120083 194570 33.90% 2.967%
33 13.618 1962 1966 1970 rVB3 10521 15941 2.78% 0.243%
34 13.676 1970 1976 1981 rBVv4 26120 51122 8.91% ©.780%
35 13.723 1981 1984 1988 rVB4 7873 10609 1.85% ©.162%

36 13.794 1989 1996 2004 rBV2 307330 573924 100.00%  8.752%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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 13.859 2004 2007 2015 rVB3 28023 42443  7.40% 0.647%
38 13.947 2015 2022 2024 rBV5 13385 26085 4.55% 0.398%
39 13.994 2024 2030 2033 rBv3 53626 103954 18.11% 1.585%
40 14.112 2045 2050 2056 rBV4 46241 87605 15.26% 1.336%
41 14.188 2058 2063 2067 rVB 15457 20945 3.65% 0.319%
42 14.247 2069 2073 2075 rBV 20769 30440 5.30% 0.464%
43 14.276 2075 2078 2082 rVB 23349 32417 5.65% 0.494%
44 14.329 2082 2087 2092 rVB 37380 59873 10.43% 0.913%
45 14.400 2094 2099 2101 rBV3 5765 8310 1.45% 0.127%
46 14.447 2101 2107 2112 rVB2 47892 82077 14.30% 1.252%
47 14.517 2112 2119 2124 rBV9 8761 18407 3.21% 0.281%
48 14.576 2124 2129 2133 rBV3 17698 31410 5.47% 0.479%
49 14.629 2133 2138 2141 rBV6 32353 56491 9.84% 0.861%
50 14.694 2146 2149 2153 rVB 27940 36391 6.34% 0.555%
51 14.735 2153 2156 2160 rVB3 19643 23710 4.13% 0.362%
52 14.788 2160 2165 2171 rVB6 17191 41703 7.27% 0.636%
53 14.876 2171 2180 2184 rBV6 21823 53461 9.31% 0.815%
54 14.929 2184 2189 2192 rBV3 44317 83819 14.60% 1.278%
55 15.053 2201 2210 2216 rBv4 87285 209449 36.49%  3.194%
56 15.106 2216 2219 2228 rVB7 22563 42122 7.34% 0.642%
57 15.212 2228 2237 2244 rBV2 69820 138069 24.06%  2.105%
58 15.282 2244 2249 2250 rBV4 8402 13956  2.43% 0.213%
59 15.317 2251 2255 2261 rWV5 36336 81482 14.20% 1.243%
60 15.364 2261 2263 2268 rVB3 16927 20921 3.65% 0.319%
61 15.447 2269 2277 2283 rVB3 37921 83594 14.57% 1.275%
62 15.600 2297 2303 2305 rBV8 12296 23405 4.08% 0.357%
63 15.700 2314 2320 2324 rBV 31980 58382 10.17% ©.890%
64 15.747 2324 2328 2332 rBV5 16342 29860 5.20% 0.455%
65 15.953 2354 2363 2370 rBv4 28391 74382 12.96% 1.134%
66 16.029 2370 2376 2380 rBV5 5803 11411  1.99% 0.174%
67 16.123 2385 2392 2394 rVW4 20673 40287 7.02% 0.614%
68 16.170 2394 2400 2410 rVB2 67006 144553 25.19%  2.204%
69 16.259 2412 2415 2419 rVB5 6768 9449 1.65% 0.144%
70 16.347 2419 2430 2435 rBV3 17578 44919 7.83% 0.685%

71 16.500 2445 2456 2464 rBV5 39770 115038 20.04% 1.754%

72 16.711 2483 2492 2499 rBV5 35299 93210 16.24% 1.421%
73 16.782 2499 2504 2505 rBV4 17368 24941 4.35% 0.380%
Sum of corrected areas: 6557644
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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: VN075247.D\data.ms
300000

250000
200000
150000
100000

50000

2.836
2.289 436

OH\‘\H\‘\H\‘HH‘HH‘HH‘\\H‘\M\T\HF‘\\r‘rTMMTTr\\‘HH‘HH‘HH‘\\H’\H\’HH‘H\\‘HH‘HH‘HH‘HH’HH‘HH

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: VNO75247.D\data.ms
10.571

300000 11.8

250000
9.106
200000

150000 8.230

100000 8.1 8.583

50000 635

7.494 8.800
0 ‘ T T T ‘ T T T T

T ‘ T ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VN075247.D\data.ms

300000 13.794

0.747 11.41811.6874

- e
11.00 11.50

T
10.50

250000
12.853

200000

150000
13.482

1000007 12.071

50000

.153

T

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00

Time--> 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 1 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.100 9.58 ug/l 109935 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1878 (13.100 min): VN075247.D\data.ms (-1872) (- | m/z 105.10 100.00%
105.1
5000
120.1 /\
— =
77.0
39.0 630 | 91.0 ‘ 13.00 13.50
O et e e e m/z 120.05  32.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 : M I ‘
120.0 13.00 13.50
m/z 77.00 13.07%
77.0 91.0
39.0 630 | |
OH‘\H\“\H‘\‘\H\“HH“\\H“\‘\‘H‘H\}“HHM\H‘\MH‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 /\
ARV AR W & WY R
13.00 13.50
5000 m/z 91.05 11.25%
120.0
39.0 77.0 91.0
T R .
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10721: Benzene, 1-ethyl-4-methyl- N ‘A‘ L
105.0 13.00 13.50
m/z 106.10 9.84%
5000
120.0
77.0 91.0
o150 390 630 " ol Lo /\
R L e Pl -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.341 7.41 ug/1 85078 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1919 (13.341 min): VN075247.D\data.ms (-1905) (- | m/z 105.10 100.00%
105.1
b, )
1201 BV AW AW, W
77.0 91.1
39.0 63.1 H ‘ | ‘ 13.00 13.50
Ot e e e e e e m/z 120.10 30.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /JM \A T T T /\
1200 13.00 13.50
m/z 91.10 12.92%
77.0 91.0
O\\‘]\_\5\‘\0‘\\\‘\‘\\3\\9‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
LA WATYYYL
120.0 13.00 13.50
5000 m/z 106.10 12.32%
39.0 630 (-0 910
A1 S A N N AR | SRV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl- 5 L p
105.0 13.00 13.50
m/z 77.00 12.28%
5000
120.0 JKV\
77.0 91.0 /\ f\
ob 280 D 8 bl L L)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 6
R.T. EstConc Area Relative to ISTD R.T.
13.994 9.06 ug/l 103954  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 52
Abundance Scan 2030 (13.994 min): VN075247.D\data.ms (-2024) (- | m/z 117.10 100.00%
117.1
5000
P N
390 630 91‘-0 134.1 14.00
Obrrrrepereerorterb e e il o L mjz 118,10 53.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11v.0
5000 \/\\\ T T \/\/\\/N
14.00
910 m/z 105.05 37.98%
390 630 L I
0H‘HH‘HH‘\H\“H\\i‘\\\\‘}‘\‘\\’\\\\‘\\\\“HH‘HH‘HH’HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0 J\/\
INFAWAIVNIANY
14.00
m/z 115.00 30.53%
5000 91.0
51.0
owHHﬁ?‘?‘”“_ml“H“EH",mHH;:‘H‘:‘m_m,w_w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10185: (Z)-1-Phenylpropene ‘JA\‘ YT
117.0 14.00
m/z 91.05 14.59%
5000
T /%
51.0
0\\27\0‘\HHHT”\‘\\“\‘;\\ N\Aﬂ” /\N\/f\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 unknownl4.112 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.112 7.63 ug/1l 87605 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 42
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 35
3 1-Bromodocosane 388 C22H45Br 006938-66-5 27
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 27
5 Pentyl tetratriacontyl ether 565 C39H800 1010406-42-7 27
Abundance Scan 2050 (14.112 min): VN075247.D\data.ms (-2045) (- | m/z 57.05 100.00%
57.0
- h
10511381 M Ak
M ‘ H 14.00 14,50
0 i w‘m\huw e = m/z 43.05 84.98%
miz--> 50 150 200 250 300
Abundance #33080:Undecane
57.0
5000 P i
14.00 14.50
m/z 41.10 74.65%
98.0 156.0
01\4. p“\ \ h ‘\ “!‘ \“‘\ H‘ \H T ‘\ T ‘ ‘\ T T T ’ L L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
— —
14.00 14.50
5000 m/z 71.05 68.71%
T
ol Lo a0 a0
m/iz--> 100 150 200 250 300 M
Abundance #294055: 1-Bromodocosane e GNAfd\ﬁf“ﬂ
57.0 14.00 14.50
m/z 55.00 39.27%
5000 135.0
7.0
N L M | 1, |1690 211.0 2580 309
— “,‘ p b e e e P
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.929 7.30 ug/1 83819 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 95
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 94
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 83
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 80
Abundance Scan 2189 (14.929 min): VN075247.D\data.ms (-2184) (- | m/z 117.05 100.00%
11y.1
- /k ./MLU
91.0 : R
390 65.0 ‘ ‘ ‘148.1 15.00
bt mpu‘m““‘uUu‘u‘:H_HWH"}QT:Z‘ m/z 132.05 43.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 K\A T \/{\/\
91.0 1500
510 m/z 115. 26.16%
270 ‘
O\\\‘\\\\‘\\‘U\““U\\h\‘\\}\“H\\ ‘\‘U\‘\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- J\va
117.0
WL
1500
5000 m/z 91.00 22.10%
39.0 65.0 ‘
om_wJ_wmMuHU_wwm_m_m,w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- .
117.0 1500
m/z 131.0 19.75%
5000 91.0
51.0
i i
om‘mwu“H‘mw“mw‘:“u!_:“u_uwmwm,uu /\A Al ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 1500

82N102622W.M Mon Nov 14 14:36:46 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 3-Phenylbut-1-ene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.053  18.25 ug/l 209449 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 86
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
Abundance Scan 2210 (15.053 min): VN075247.D\data.ms (-2201) (- | m/z 117.10 100.00%
117.1
5000
91.1 T T
39.0 631 148.2 15.00
0 ‘ml““”w(“““““‘2‘9‘7;1‘ m/z 132.05  34.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
11v.0
5000 A AWAWAPOV
15.00
91.0 m/z 114.95  28.97%
390 g0 ‘ ‘
0\\\‘\‘\\\“\\“”\‘H‘\\ih“!\”\“m\\H[\i“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- J\/ﬂ&/\m
117.0
AN WV L
15.00
5000 m/z 91.10 19.76%
91.0
210\5%0H \ ‘ I
ottt e el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- — ‘
117.0 15.00
m/z 131.05 18.52%
5000
91.0
Lo %0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

82N102622W.M Mon Nov 14 14:36:47 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.211 12.03 ug/l 138069 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 95
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
3 Indan, epoxide 132 C9H80 000768-22-9 53
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 46
5 5,5-Dimethyl-4-phenyldihydrofura... 190 C12H1402 013133-96-5 38
Abundance Scan 2237 (15.212 min): VN075247.D\data.ms (-2228) (- | m/z 104.05 100.00%
104.1
5000 1321 f
ey =~
51.0 78‘0 “ 1664 2072 15.00 15.50
O rerechrdbe bbb AL L 188420720 T 50 65 se. 26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0 J\
132.0
5000 LA

15.00 15.50
m/z 91.10  43.35%

270 51.0 78.0 H ‘
\\\‘\\\\“\\“\‘\“‘H\\\H‘\\\\“\\1‘\‘1‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16679: 2H-Inden-2-one, 1,3-dihydro-
104.0

o

1500 1550
5000 ITI/Z 115.00 19.31%
78.0 132.0
51.0
o270
m/z--> 20 40 60 80 100 120 140 160 180 200 f
Abundance #16653: Indan, epoxide VA L i
104.0 15.00 15.50
m/z 117.00  14.47%
5000
51.0 78.0 132.0
ol VAWV
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\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.170  12.59 ug/1 144553  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 81
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 64
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 55
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 46
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 46
Abundance Scan 2400 (16.170 min): VN0O75247.D\data.ms (-2394) (- | m/z 118.05 100.00%
118.1
146.1
5000 J\
o10 T e
38.9 64.0 : :
o ol 1781 20710 7 131,05 58.76%

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

Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000

16.00 16.50
m/z 146.05 57.35%

105.0

 —

390 770 ‘
H \‘\\ ‘M h“h Ly \‘u

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

Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 /\ /\
T ‘ T T o

o

16.00 16.‘50
5000 ITI/Z 117.10 46.13%
105.0
27.0 510 77.0
0‘\‘\u“‘u“%‘\“m\“l\““u‘h“‘i‘u "\MH‘HH‘HH‘HH J\W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler f/\w ; )
146.0 16.00 16.50
m/z 105.05 34.16%
118.0
5000
91.0
39.0 65.0
0\“““\“““w“““‘“”i“““\”‘“‘ r‘\\\ o T
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\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 4
R.T. EstConc Area Relative to ISTD R.T.
16.500 10.02 ug/l 115038 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 76
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 68
4 2-Propenal, 3-(4-methylphenyl)- 146 C10OH100 001504-75-2 49
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 43
Abundance Scan 2456 (16.500 min): VN075247.D\data.ms (-2445) (- | m/z 131.05 100.00%
131.1
105.1
39.0 ‘ 160.2 16.20 16.40 16.60
T Mmh ””‘ Ll Al b m/z 118.10  75.05%
miz--> 20 40 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4- tetrahydro 5-methyl-
31.0
390 91.0 16.20 16.40 16.60
150 ‘ 63.0 m/z 146.05 60.83%
O \\‘\‘\‘”\\H\\\LJ\"‘M M‘H‘H‘\\‘}\‘\\\ !\’J_W’\S.\()\‘\\
miz--> 20 40 60 100 120 140 160
Abundance  #25049: Naphthalene 1,2,3,4- tetrahydro—6 methyl-
31.0
Hwﬂ«‘/\‘“_uwf/‘\ﬂ
16.20 16.40 16.60
5000 m/z 117.00 48.46%
105.0
39.0 77.0 ‘
‘\‘ m\ M h ‘M (] \‘u Hh‘
1] R T e T
miz--> 20 40 60 100 120 140 160
Abundance #25065: 2,3,4,5,6,7- Hexahydro 1H-cyclopenta[a]pentaler R B e
146.0 16.20 16.40 16.60
m/z 145.20 43.69%
118.0
5000
39.0 65.0
o‘H_uH“um,w“w“”mm“‘ ‘,“m‘u S AL A e
m/z--> 20 40 60 100 120 140 160 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 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 7
R.T. EstConc Area Relative to ISTD R.T.
16.711 8.12 ug/1 93210 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 95
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 78
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 64
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 55

Abundance Scan 2492 (16.711 min): VNO75247.D\data.ms (-2483) (- | m/z 145.00 100.00%
118.1 145.0

5000

H 16.40  16.60
0 w2970z 118,10 97.56%

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 \HHH‘HH
16.40 16.60

91.0 m/z 160.15 58.86%

28.0 510
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-

145.0 W M

16.40 16.60
5000 m/z 117.10 49,98%
0***w**w**H?§9*\?f?w*JM*WV\JH*TH**M**W**H
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- e e
145.0 16.40 16.60

m/z 105.10  43.96%

5000

117.0
91.0
41.0

65.0
15.0 I H Il ‘ \‘ ‘ ‘\H \M\ ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111122\
Data File : VN@75247.D

Acqg On : 11 Nov 2022 14:53
Operator : JC\MD

Sample : N5582-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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|
Benzene, 1l-ethy... 13.100 9.6 ug/l 109935 4 13.794 573924 50.0
Benzene, 1l-ethy... 13.341 7.4 ug/l 85078 4 13.794 573924 50.0
Indane 13.994 9.1 wug/l 103954 4 13.794 573924 50.0
unknownl14.112 14.112 7.6 ug/l 87605 4 13.794 573924 50.0
Benzene, 2-ethe... 14.929 7.3 ug/l 83819 4 13.794 573924 50.0
3-Phenylbut-1-ene 15.053 18.3 ug/l 209449 4 13.794 573924 50.0
Naphthalene, 1,... 15.211 12.0 wug/l 138069 4 13.794 573924 50.0
Naphthalene, 1,... 16.170 12.6 ug/l 144553 4 13.794 573924 50.0
Naphthalene, 1,... 16.500 10.0 ug/l 115038 4 13.794 573924 50.0
Naphthalene, 1,... 16.711 8.1 ug/l 93210 4 13.794 573924 50.0
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