LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42222\
Data File : VN@72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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\82N©33022W.M
Title : SW846 8260
Signal : TIC: VN@72165.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.681 276 288 308 rBV 273036 758652  3.65% 0.442%
2 4.281 377 390 428 rBV 6974415 20800593 100.00% 12.130%
3 4.569 430 439 453 rVB 227493 729818 3.51% 0.426%
4 7.334 899 909 925 rBV 228687 628897 3.02% 0.367%
5 8.022 1015 1026 1031 rBV 327285 807138 3.88% 0.471%
6 8.081 1031 1036 1048 rVB 603737 1357601 6.53% 0.792%
7 8.434 1086 1096 1109 rBV2 345753 906011 4.36% 0.528%
8 8.963 1177 1186 1206 rVB 913333 1874774 9.01% 1.093%
9 9.404 1253 1261 1267 rBV 149660 314388 1.51% 0.183%
10 10.328 1410 1418 1426 rBV 429767 778695 3.74% 0.454%

11 10.439 1426 1437 1442 rVV 1562364 2878979 13.84%
12 10.504 1442 1448 1461 rVB 4936927 9150651 43.99%
13 11.080 1537 1546 1557 rBV2 109969 230584 1.11%
14 11.739 1650 1658 1668 rBV 1485603 2653830 12.76%

NEFR OO UV
=
w
N
3R

15 11.839 1668 1675 1685 rVV 2521496 4237132 20.37% 471%
16 11.945 1685 1693 1713 rVB 7666644 14200160 68.27%  8.281%
17 12.274 1738 1749 1757 rBV 6014668 9973389 47.95% 5.816%
18 12.574 1794 1800 1807 rVB 395304 626468 3.01% ©.365%
19 12.727 1820 1826 1836 rVB 1219758 2014794 9.69% 1.175%
20 12.916 1845 1858 1863 rBV 1057493 1709492  8.22% 0.997%

21 12.980 1863 1869 1872 rVV 4060218 6856618 32.96%
22 13.010 1872 1874 1878 rVV 1721331 2461415 11.83%
23 13.057 1878 1882 1888 rVB 2013807 3181410 15.29%
24 13.216 1897 1909 1916 rBV 2655382 4282805 20.59%

NN R R w
o]
Ul
%]
R

25 13.363 1925 1934 1949 rBV 8111027 12777109 61.43% 451%
26 13.498 1949 1957 1961 rVB2 224884 412375 1.98% 0.240%
27 13.557 1961 1967 1972 rBV 408959 622822 2.99% ©0.363%
28 13.610 1972 1976 1980 rBV 172206 245535 1.18% ©.143%
29 13.698 1987 1991 1998 rVB 3528167 6020142 28.94%  3.511%
30 13.868 2008 2020 2025 rBV2 4340958 8973776 43.14% 5.233%
31 13.998 2036 2042 2047 rBV3 301298 502508 2.42% ©.293%
32 14.063 2047 2053 2058 rBV 647770 1023099 4.92% 0.597%
33 14.127 2058 2064 2066 rVV 925214 1447011 6.96% 0.844%
34 14.157 2066 2069 2073 rVV 854427 1237423 5.95% ©.722%
35 14.210 2073 2078 2084 rVB 1301448 1907750 9.17% 1.113%
36 14.274 2084 2089 2092 rBV 530508 817905 3.93% 0.477%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42222\
Data File : VN@72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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\82N©33022W.M
Title : SW846 8260
37 14.321 2092 2097 2104 rVB 1652165 2676334 12.87% 1.561%
38 14.457 2114 2120 2125 rBV2 520284 833050 4.00% 0.486%
39 14.533 2125 2133 2136 rBV 720906 1165828 5.60% 0.680%
40 14.574 2136 2140 2144 rVB 1074483 1525146 7.33% 0.889%
41 14.616 2144 2147 2151 rVB 220993 263852 1.27% 0.154%
42 14.757 2162 2171 2174 rBvV2 292211 543037 2.61% 0.317%
43 14.804 2174 2179 2184 rBV 2009620 3239806 15.58% 1.889%
44 14.927 2191 2200 2206 rBV2 4115416 8279385 39.80% 4.828%
45 14.980 2206 2209 2218 rVB2 199085 415910 2.00% 0.243%
46 15.080 2218 2226 2233 rBV 3767787 6463568 31.07% 3.769%
47 15.192 2239 2245 2248 rBV2 391839 734008 3.53% 0.428%
48 15.227 2248 2251 2256 rVB 333807 523297 2.52% 0.305%
49 15.310 2256 2265 2274 rVB3 690751 1759706 8.46% 1.026%
50 15.498 2291 2297 2302 rVV 608916 1030372 4.95% 0.601%
51 15.557 2302 2307 2312 rVW 517009 826042 3.97% 0.482%
52 15.633 2312 2320 2340 rVB3 498996 2136189 10.27% 1.246%
53 15.798 2340 2348 2356 rBV 532484 1069791 5.14% 0.624%
54 16.010 2368 2384 2395 rBV 1397957 3747011 18.01% 2.185%
55 16.186 2406 2414 2429 rVB3 346012 1010401 4.86% ©0.589%
56 16.339 2430 2440 2457 rBV 897542 2001680 9.62% 1.167%
57 16.539 2463 2474 2480 rBV2 270426 700841 3.37% 0.409%

58 16.609 2480 2486 2501 rVB 455300 1131474 5.44% 0.660%

Sum of corrected areas: 171478477
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
Quant Title : SW846 8260

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

Abundance TIC: VN072165.D\data.ms
8000000

7000000 4.281
6000000
5000000
4000000
3000000
2000000

1000000
3.681 4.569

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.40 6.60 6.80

Abundance TIC: VNO072165.D\data.ms
8000000

7000000
6000000
5000000 10.504
4000000
3000000

2000000 104 11.73

1000000 8081 8.963

7.334 %ﬁfgi 8.434 ]\gﬁ 9.404 1%%? 11.080
o — - = = = = - — T
Time—>  7.00 7.50 8.00 8.50 9.00 9.50 10.50 11.00 11.50

Abundance TIC: VN072165.D\data.ms
80000001 945 13.863

T
10.00

7000000

6000000 12274

5000000

12.980

4.927
4000000 15.080

3000000 13.216

2000000 1 0087

12.7275 g

16.010

16.339
105,
263%.798 9
s ] 849
O T ‘ T T ‘ T T T T ‘ T T ‘ ‘ A T T T T ‘ T T /\\/\\ ‘ T T T T ‘ T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

1000000

12.574
A
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Ethanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.681 27.94 ug/1 758652  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 90
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 L-Lactic acid 90 C3H603 000079-33-4 4

Abundance Scan 288 (3.681 min): VN072165.D\data.ms (-276) (-) m/z 45.10 100.00%

45.1
5000 ]\\
R SEBARRNEEEEE L
3.40 3.60 3.80 4.00
40.0 .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘{\\\‘\\\\‘\\\\‘\\ m/z 46.19 49.770
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #106: Ethano
31.0
5000 45.0 L R R B R
3.40 3.60 3.80 4.00
m/z 43.10 19.90%
120 26\'F | |
| , I |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance
45.0
29.0
R RRRNRREEN LS
15.0 3.40 3.60 3.80 4.00
5000 m/z 42.10 7.94%
22.0 39.0
T e e
miz--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #103: Methane, nitroso- e O RARRREREREE
30.0 3.40 3.60 3.80 4.00
45.0 m/Z 44.05 3.52%
5000
15.0
“_“w“ﬂ‘iu“u“wlli‘H“H“_llhl‘u“u“u N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 3.40 3.60 3.80 4.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN042222\
: VN@e72165.D
: 22 Apr 2022 18:35

JC\MD

: N2522-01
: 5.0mL/MSVOA_N/WATER
: 21 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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

2 Isopropyl Alcohol

Concentration Rank 9

R.T. EstConc Area
4.569 26.88 ug/l 729818
Hit# of 5 Tentative ID

1 Isopropyl
2 Hydrazine
3 Hydrazine
4 4-Penten-
5 Formamide

Alcohol

, 1,2-dimethyl-
, ethyl-

2-o0l

Relative to ISTD R.T.
Pentafluorobenzene 8.086

MW MolForm CASH# Qual
60 C3H80 000067-63-0 72
60 C2H8N2 000540-73-8 9
60 C2H8N2 000624-80-6 9
86 C5H100 000625-31-0 9
45 CH3NO 000075-12-7 7

Abundance Scan 439 (4.569 min): VN072165.D\data.ms (-430) (-) m/z 45.10 100.00%
45.1
5000
4.204.40 460 480
99 52059 n/z 43.10  18.00%
\‘\\H‘HH‘HH’\H\‘HH‘HH‘\H\‘HH HH’\H\‘HH‘\\H‘\\H‘ . . 0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #342: Isopropyl Alcohol
45.0
5000 L L R B B R
4.20 4.40 4.60 4.80
270 m/z 41.05 9.18%
S 59,0
. | i f
\‘\\H‘HH‘HH’\H\‘HH‘HH‘\H\‘HH HH’\H\‘HH‘\\H‘\\H‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45.0 60.0
e Eamaaammes SRR
30.0 4.20 4.40 4.60 4.80
5000 ITI/Z 39.05 6.30%
15.0
T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #318: Hydrazine, ethyl- R EARAREAREEEE S
45.0 4.20 4.40 4.60 4.80
m/z 42.05 4.85%
5000 60.0
31.0
,'O, S R ARARAREEEREE s
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
Quant Title : SW846 8260

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

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

Peak Number 3 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.980 56.95 ug/l 6856620 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 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 1869 (12.980 min): VN072165.D\data.ms (-1863) (- | m/z 105.10 100.00%
105.1
5000 A
77.1 13.00
39.1
Ol ottt b Ml 1400 2070 Cpso 120,10 31.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00
m/z 77.10 10.85%
77.0
\1\5\.9\‘\\3\9“.(\)\‘\\“\‘H\““\\‘M“{‘\\‘\”“\ L L L B R O R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
13.00
5000 m/z 91.10 10.81%
77.0
15.0 39.0
A A REE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 106.05 8.81%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.216  35.57 ug/1 4282810 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1909 (13.216 min): VN072165.D\data.ms (-1897) (- | m/z 105.10 100.00%

105.1
5000
120.1

77.0 91.0
o 510 i | ) 13.00 13.50

e st b e et m/z 120,10 31.08%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000

120.0 13.00 13.50
m/z 77.05  10.70%

77.0 91.0
H‘J\-?\.\O‘H\‘\‘\\?\’?“9H“\Hﬁ%\.‘(\)\‘\Hm‘HH“iH\‘\‘11\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0

120.0 13.00 13.50
5000 ITI/Z 91.05 10.63%
150 39.0 63.0 77.0 91.0
m/z--> 1b 50 35 JO 55 Gb 75 Bb 9b léOliOléOléO
Abundance #10695: Mesitylene
105.0 13.00 13.50

m/z 106.10 8.84%

120.0
5000
77.0 91.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.868 74.53 ug/l 8973780 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 89
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Deltacyclene 118 C9H1e 007785-10-6 62
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 50
Abundance Scan 2020 (13.868 min): VN072165.D\data.ms (-2008) (- | m/z 117.10 100.00%
117.1
J\ o
91.1 T e M
391 63.1 ‘ 13.50 14.00
e e e L 20700 T 118,10 55.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 - b
13.50 14.00
39.0 91.0 m/z 115.10  33.00%
?3.0 ‘
\\\.\(‘)\‘\\\“‘\\“i\“‘\‘\\\h‘\\‘\\“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
LA
13.50 14.00
5000 m/z 105.10 29.65%
91.0
270 51.0
R B R s A AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl- —r /AﬁurA
117.0 13.50 14.00
m/z 91.10 16.85%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Indan, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.321  22.23 ug/1 2676330 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 68
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 68
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
Abundance Scan 2097 (14.321 min): VN072165.D\data.ms (-2092) (- | m/z 117.10 100.00%
117.1
A A4
911 e
391 651 | u “ 148.1 2068 00 1450
ol v e bl PER e8NS myz 115,100 31.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000
14.00 14.50
91.0 m/z 132.05 26.40%
om0 1)
| Lol | L | i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
— —
14.00 14.50
5000 m/z 119.10 25.90%
91.0
27.0 51.0
R e e RRARRAY
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 14.00 14.50
m/z 91.10 16.39%
5000
91.0
390 65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.804 26.91 ug/l 3239810 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 81
Abundance Scan 2179 (14.804 min): VN072165.D\data.ms (-2174) (- | m/z 117.10 100.00%
117.1
5000 /\
14. 56 ‘15‘00‘
39.1 641 ‘ ‘ 148.1 207.0
w‘“q‘JH‘W‘H"H‘“HIMAH“H“_“‘_“‘_“‘ m/z 132.05 %
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 J\
5000 A
14. 50 15 00
m/z 115.10  25.89%
390 450 910 ‘ ‘
\‘\‘\\\“\\“\\“U\\\“\\\\‘\\\1‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
14.50 15.00
5000 m/z 131.05 21.88%
39.0 g5 910
T o o BB
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0 14.50 15.00
m/z 91.10 13.30%
5000
30 80 |
‘_“w‘H“H‘w“Hpm“_:m“u‘_“w‘u“u“ — P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 3-Phenylbut-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.927 68.76 ug/l 8279390 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 91

Abundance Scan 2200 (14.927 min): VN072165.D\data.ms (-2191) (-~ | m/z 117.05 100.00%

117.1
5000

15.00
390 770 ‘
ob b Wra8l 2810 /7 132,00 38.30%
miz--> 50 100 150 200 250
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 L

m/z 115.05 27.17%

39.0 710‘
TR I S
miz-—-> 50 100 150 200 250
Abundance
117.0

15.00
5000 ITI/Z 131.05 18.96%
390 770
— — — — —
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 15.00

m/z 91.10  13.26%

5000
51.0
1‘5"0\‘ ““ }‘H \‘\H‘ : \#‘7\;\0 il “ il

Ay A
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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.
15.080 53.68 ug/l 6463570 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 59
3 Indan, epoxide 132 C9H80 000768-22-9 58
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
5 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 38
Abundance Scan 2226 (15.080 min): VN072165.D\data.ms (-2218) (- | m/z 104.10 100.00%
104.1
5000 132.1
—— A
65 H ) 15.00
ob 38010 LU L 1660 2009 28l 3365 se.a6%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0
15.00
m/z 91.10 41.13%

51.0
!””\”wwm”m‘”‘ﬁ”uw$”\””\”‘w‘”w‘”‘w‘”w‘”\”‘w”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
104.0132.0
‘/\

1500
5000 m/z 115.10 16.69%
51.0
T P T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16653: Indan, epoxide
104.0 1500

m/z 117.10 14.62%

5000
51.0 132.0
o \‘\ b oo

m/z--> 20 40 60 80 100120140160180200220240260280 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 6
R.T. EstConc Area Relative to ISTD R.T.
16.009 31.12 ug/1l 3747010 1,4-Dichlorobenzene-d4 13.669
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-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 64
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 64
Abundance Scan 2384 (16.010 min): VN072165.D\data.ms (-2368) (- | m/z 131.00 100.00%
131.0
5000
91.0
51.1 Jm ‘ 16.00
Y | ““‘69"1‘ 2070 28l /7 118.05  76.41%
miz--> 50 100 150 200 250
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 T
39.0 91.0 16.00
m/z 146.00  68.71%
“‘H\‘ \}‘ \‘\N ‘hm‘h‘ “‘\ “‘\‘“‘ ‘H“ G
miz--> 50 100 150 200 250
Abundance
131.0
16.00
5000 m/z 117.85  37.37%
39.0 91.0
— — — — —
miz--> 50 100 150 200 250
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- e ‘
131.0 16.00
m/z 105.05 28.06%
5000 91.0
39.0
. “ ‘L\ }‘\\ ‘\M ‘\m‘u‘ 1l ‘\\‘\‘ “\‘ \m“ ““ . — — AR
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42222\
Data File : VN@72165.D

Acqg On : 22 Apr 2022 18:35
Operator : JC\MD

Sample : N2522-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 3.681 27.9 ug/l 758652 1 8.086 1357600 50.0
Isopropyl Alcohol 4.569 26.9 wug/l 729818 1 8.086 1357600 50.0
Benzene, 1l-ethy... 12.980 57.0 ug/l 6856620 4 13.669 6020140 50.0
Benzene, 1,2,3-... 13.216 35.6 ug/l 4282810 4 13.669 6020140 50.0
Indane 13.868 74.5 ug/l 8973780 4 13.669 6020140 50.0
Indan, 1-methyl- 14.321 22.2 ug/l 2676330 4 13.669 6020140 50.0
1H-Indene, 2,3-... 14.804 26.9 ug/l 3239810 4 13.669 6020140 50.0
3-Phenylbut-1-ene 14.927 68.8 ug/l 8279390 4 13.669 6020140 50.0
Naphthalene, 1,... 15.080 53.7 ug/l 6463570 4 13.669 6020140 50.0

1 4 0

Naphthalene, 1,... 16.009 31. ug/l 3747010 13.669 6020140 50.
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