LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

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\82N062822W.M

Title : SW846 8260

Signal : TIC: VN@73539.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.252 56 62 77 rBvV 160752 704672 6.72% 1.658%
2 3.640 286 298 318 rBV 1994998 5129467 48.90% 12.072%
3 4.222 387 397 408 rBV 109215 324699 3.10% 0.764%
4 4.510 431 446 456 rBV3 33049 128049 1.22% 0.301%
5 7.951 1020 1031 1036 rBV 215463 516511 4.92% 1.216%

8.016 1036 1042 1052 rVB 396239 886355 8.45%
8.381 1091 1104 1116 rBV2 410513 1174843 11.20%
8.904 1184 1193 1206 rBV 557783 1162395 11.08%
10.381 1433 1444 1450 rBV 763999 1429590 13.63%
10 10.445 1450 1455 1468 rVB 443605 812265 7.74%
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11 10.698 1490 1498 1506 rBV 172093 313092 2.98%
12 11.086 1557 1564 1570 rBV3 88997 193837
13 11.163 1570 1577 1591 rVB 758453 1444343 13.77%
14 11.686 1655 1666 1670 rBV 827886 1523536 14.52%
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15 11.727 1670 1673 1679 rVV 292671 535032 5.10% 259%
16 11.780 1679 1682 1692 rVV 91079 197895 1.89% 0.466%
17 11.892 1693 1701 1711 rVB 396935 744635 7.10%  1.752%
18 12.027 1716 1724 1737 rBV2 155299 320255 3.05% ©.754%
19 12.222 1752 1757 1765 rVB2 362010 642141 6.12% 1.511%
20 12.463 1792 1798 1803 rVV2 109524 216080 2.06% ©.509%
21 12.674 1824 1834 1845 rBV 728144 1345471 12.83% 3.167%
22 12.951 1869 1881 1885 rBvV2 168502 398209 3.80% 0.937%
23 12.998 1885 1889 1894 rVV 81755 142962 1.36% ©.336%
24 13.086 1894 1904 1914 rVV5 63413 330638 3.15% ©.778%
25 13.163 1914 1917 1926 rVB3 61762 122651 1.17% ©.289%

26 13.304 1934 1941 1948 rBV3 299464 613515
27 13.498 1956 1974 1986 rBV6 154150 727070  6.93%
28 13.616 1987 1994 2005 rVV2 1008034 2111244 20.13%
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29 13.710 2005 2010 2017 rVB3 88343 153790 1.47% 362%
30 13.816 2022 2028 2032 rBV2 70223 125085 1.19% 294%
31 13.998 2053 2059 2066 rVV 343469 629551 6.00%  1.482%
32 14.098 2067 2076 2083 rVW5 46872 149980 1.43% 0.353%
33 14.363 2115 2121 2125 rBV3 63895 131908 1.26% ©0.310%
34 14.857 2198 2205 2213 rBV2 72250 197449 1.88% ©0.465%
35 15.016 2227 2232 2237 rBV2 59951 116961 1.12% ©.275%

36 15.433 2289 2303 2314 rBV 5473960 10489520 100.00% 24.687%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

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\82N©62822W.M
Title : SW846 8260

37 15.533 2314 2320 2327 rVB 186648 370714 3.53% 0.872%
38 16.462 2471 2478 2482 rBV2 51558 115074 1.10% 0.271%

39 16.527 2482 2489 2503 rVV 1463779 3305362 31.51% 7.779%
40 16.739 2516 2525 2533 rBV 1100860 2513114 23.96% 5.915%

Sum of corrected areas: 42489960
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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

Abundance TIC: VN073539.D\data.ms
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Abundance TIC: VNO073539.D\data.ms
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15.433
5000000

4000000

3000000

2000000
16.527

13.616 16.73

1000000 12.674

1.892 12222 13.30 13.998

12.027 124634}& 12 9Bhase63)\ 1349815 1316 14.008 14.363 14.885.016 1p-333

T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T
Time->  12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00

16.4

I
16.50

82N©62822W.M Thu Jul 21 18:55:30 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Sulfur dioxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.252 39.75 ug/l 704672  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 62 (2.252 min): VN073539.D\data.ms (-56) (-) m/z 63.90 100.00%

63.9
5000 J\\
e R
2.00 2.20 2.40 2.60
o8 e 2 m/z 47,95 56.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #416: Sulfur dioxide
64.0
5000 L LA NI L L B B
2.00 2.20 2.40 2.60
m/z 65.85 4.60%
32.0
O\\\\‘\\\\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
64.0
e A mma
2.00 2.20 2.40 2.60
5000 m/z 49.90 3.12%
17.0
o 42.0 96.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44547: L-Alanine, 3-sulfo- e R
64.0 2.00 2.20 2.40 2.60
m/z 64.90 1.21%
5000
28.0
bl ‘ L | 93.0115.0 143.0 169.0 |
e e e e e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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.
3.640 289.36 ug/l 51294760  Pentafluorobenzene 8.016

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 298 (3.640 min): VN073539.D\data.ms (-286) (-) m/z 45.00 100.00%

45.0
5000 /k
R ARENEE SRR
3.40 3.60 3.80 4.00
35.8 64.0 o
Olbvrrrrrrersprrrree e Reo e e ot o M/Z 46.08 40.71%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #107: Ethano
31.0
45.0
5000 LU L B I BRI B
3.40 3.60 3.80 4.00
m/z 43.00 21.80%
ob 2. 150 240 | ‘
HHH\‘HH‘HH‘HH‘HH’HH‘HH‘H\’HH‘HH‘\H\‘HH‘HH‘HH‘HH’HH
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance
45.0
AR REREREAREE
3.40 3.60 3.80 4.00
m/z 42.00 8.52%
5000 29.0
15.0
Olrrrrrrr e e e
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance #103: Methane, nitroso- R o R
30.0 3.40 3.60 3.80 4.00
45.0 ITI/Z 43.95 2.52%
5000
15.0
oHwwww:!‘:m,‘W;M:m‘,wml!‘lwwWWWH,W e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Thiophene, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.698 10.28 ug/l 313092 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
2 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
3 2-Fluoropyridine 97 C5H4FN 000372-48-5 47
4 Propennitrile, 3-ethoxy-2-(2-thi... 257 C10H11NO3S2 1000267-97-5 42
5 1,2-Ethanediol, 1,2-di-2-furanyl- 194 C10H1e04 004464-77-1 39
Abundance Scan 1498 (10.698 min): VN073539.D\data.ms (-1490) (- | m/z 97.00 100.00%
97.0
5000
45.0 T /\\ ‘ T T ‘ T
68.9 als 10.50 11.00
Ol ettt b 828 L 2110 797,90 55.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3517: Thiophene, 3-methyl-
97.0
5000
10.50 11.00
45.0 m/Z 45.00 17.23%
270 | 6%-0 820
0 \H‘H.\\‘H\‘\‘\\\‘H\H\‘}‘\H‘}‘HH“\\H‘\.\H‘HHiHH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
97.0
10.50 11.00
5000 m/z 99.00 8.47%
45.0
R Ea R e S RRRAREEES e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /\
Abundance #3319: 2-Fluoropyridine R A e e
97.0 10.50 11.00
m/z 53.00 7.98%
5000 700
50.0
0“W‘H‘_m§%9whlMMMJWH‘MVNMMH‘_‘H‘HH‘H‘W ‘AA‘ ; —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Thiophene, tetrahydro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.163 47.40 ug/l 1444340  Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 97
2 Thietane, 2-methyl- 88 C4H8S 017837-41-1 72
3 Ethylvinyl sulfide 88 C4H8S 000627-50-9 38
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 33
5 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 25
Abundance Scan 1577 (11.163 min): VN073539.D\data.ms (-1570) (- 59.95 100.00%
60.0
88.0
5000
37 J I ‘ 289 11.00 11.50
oww_m_mmh‘m‘_"}‘H:_H“HH_H%Q?:C‘ m/z 87.95 68.38%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2339: Thiophene, tetrahydro-
60.0
88.0
5000 e ——
11.00 11.50
270 m/z 44.95 30.94%

\‘\\\\‘\}‘\\“‘\\\\H\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0 88.0 AL

— T
11.00 11.50

5000 m/z 45.95 25.45%
27.0
O T T T T T T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2332: Ethylvinyl sulfide = —
60.0 11.00 11.50

m/z 58.95 22.62%

88.0
5000
27.0
0 M \h ‘ o

1
m/z--> 0 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: SW846 8260

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

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

Peak Number 5 Thiophene, tetrahydro-3-met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.028 10.51 ug/l 320255 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 97
2 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 49
3 Thiophene, tetrahydro-2-methyl- 102 C5H1es 001795-09-1 30
4 2-Methyl-3-(methylthio)-1-propene 102 C5H10S 052326-10-0 30
5 2-Acetyl-2,3,5,6-tetrahydro-1,4-... 145 C6H11NOS 1000281-47-3 22
Abundance Scan 1724 (12.027 min): VN073539.D\data.ms (-1716) (- | m/z 102.00 100.00%
102.0
60.0
41.0
5000
T
sd, 1| a0 11
0 H‘,“‘ﬂ MMWWﬁHM‘JWM‘u“““wﬁ“‘HI‘ m/z 60.00 78.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
60.0
5000 4.0 SRSV
12.00
m/z 40.95 61.30%
0150 ‘\“!“\‘\8‘4\.‘.1H“H\H‘\\H‘\\H‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance
102.0
T
60.0 12.00
5000 m/z 45.00 54.78%
28.0
0 84.0
L L B
m/z--> 20 40 60 80 100 120 140 160
Abundance #4909: Thiophene, tetrahydro-2-methyl- P :
87.0 12.00
m/z 87.00 52.21%
5000
41.0 59.0
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.498 17.22 ug/1 727070  1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
Abundance Scan 1974 (13.498 min): VN073539.D\data.ms (-1956) (- | m/z 156.00 100.00%
156.0
5000 //\\\ //\kf\\
115.0 A
51.0 /6.0 ‘ ‘138.9 13.50
BRSO PR - N R ] S m/z 140.95  80.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T “/
13.50
115.0 m/z 154.95 25.16%
5.0 /60
210 T 980 1 1880
O\\\‘\‘\\\‘\\‘\\“‘\\‘\‘ ‘\\‘\\“\\\1‘\‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0
gt s
13.50
5000 m/z 114.95 21.24%
128.0
ol tlss0 [ 1020
m/z--> 20 40 60 80 100 120 140 160
Abundance #33141: Naphthalene, 1,3-dimethyl- =T
141.0 13.50
m/z 152.00 16.02%
5000
6.0 115.0
7
ol 210 0 70 emo | L o _
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 1Indene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.998 14.91 ug/1l 629551 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 90
Abundance Scan 2059 (13.998 min): VN073539.D\data.ms (-2053) (- | m/z 114.95 100.00%
115.0
5000
63.0 go90 ‘14‘00‘
39.0 ' 141.0 :
o] S M‘;umuu“w‘MH“““‘:“‘1‘7‘7‘-9“2‘9?:3 m/z 115.95 92.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9541: Indene
116.0
5000 T
14.00
m/z 63.00 14.08%
39.0 6?.0 89.0 |
O\\\‘\\\\“\\H\\H“\‘\\\‘\‘\\\‘\\\H ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
115.0
=
14.00
5000 m/z 88.95 11.20%
63.0 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #9544: Benzene, 1-propynyl- o, T
115.0 14.00
m/z 116.95 8.55%
5000
390 630 890
o S WA S s
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Benzo[c]thiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.533 8.78 ug/1 370714 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 94
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 93
4 6-Phenyl-[1,3]thiazine-2,4-dione 205 C1OH7NO02S 1000300-90-1 64
5 3-Deazaadenine 134 C6H6N4 006811-77-4 59
Abundance Scan 2320 (15.533 min): VN073539.D\data.ms (-2314) (- | m/z 133.90 100.00%
133.9
5000 /\
T T \
89.0 15.50
. (
Oy b b 16982080 280/ go pg  11.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17519: Benzolc]thiophene
134.0
5000 s ‘
15.50
m/z 134.95 8.88%
89.0
457'0 Ll H | I
O ’HH‘HH“HH‘HH“HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
134.0
P
15.50
5000 m/z 89.95 7.36%
89.0
0 45.0
[ T T e e
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #17522: Cyclopenta[c]thiapyran ik o h
134.0 15.50
m/z 68.95 6.08%
5000
89.0
I VTN Y — M bty
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.527 78.28 ug/l 3305360 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 50
Abundance Scan 2489 (16.527 min): VN073539.D\data.ms (-2482) (- | m/z 142.00 100.00%
142.0
5000
115.0
63.0 16.20 16.40 16.60
39.0 89.0
O bbbtk e 37011908 /s 140,95 86.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 LA L B B A
115.0 16.20 16.40 16.60
m/z 115.00  33.78%
ol 500 M0 900 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
S i s S
16.20 16.40 16.60
m/z 139.00  11.55%
5000 115.0

390 630 89,0
et M

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

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0

=

16.20 16.40 16.60
m/z 142.95 11.45%

5000 115.0

——

39.0 630 ggp ‘

) Y DY TN IR S —— IESNIEAS W
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\VN©72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.739  59.52 ug/1 2513110 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1lH1e 002443-46-1 90
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 90

Abundance Scan 2525 (16.739 min): VN073539.D\data.ms (-2516) (- | m/z 142.00 100.00%

142.0
5000 /\\

63.0 16.40 16.60
Ol ROl 2069 2804 .7 141,08 90.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl- /\
142.0 /\\
5000 T T T

16.40 16.60
m/z 115.00 36.01%

390 10 11l-0 I
’HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0

o

16.40 16.60
5000 m/z 143.00 11.63%
0 27.0 63.0 113.0
T [ T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —
141.0 16.40 16.60

m/z 139.00 10.40%

5000
63.0
0210\M [ 113.0 M

m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72022\
Data File : VN@73539.D

Acqg On : 20 Jul 2022 22:13
Operator : JC\MD

Sample : N3779-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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|
Sulfur dioxide 2.252 39.8 wug/l 704672 1 8.016 886355 150.0
Ethanol 3.640 289.4 wug/l 5129470 1 8.016 886355 50.0
Thiophene, 3-me... 10.698 10.3 wug/l 313092 3 11.686 1523540 50.0
Thiophene, tetr... 11.163 47.4 ug/l 1444340 3 11.686 1523540 50.0
Thiophene, tetr... 12.028 10.5 ug/l 320255 3 11.686 1523540 50.0
Naphthalene, 2,... 13.498 17.2 ug/l 727070 4 13.616 2111240 50.0
Indene 13.998 14.9 ug/l 629551 4 13.616 2111240 50.0
Benzo[c]thiophene 15.533 8.8 ug/l 370714 4 13.616 2111240 50.0
Naphthalene, 2-... 16.527 78.3 ug/l 3305360 4 13.616 2111240 50.0
Naphthalene, 1-... 16.739 59.5 wug/l 2513110 4 13.616 2111240 50.0
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