LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72022\
Data File : VN@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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@73538.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.004 15 20 29 rVB 245458 360243  3.43% 0.951%
2 7.745 987 996 1011 rBV2 40252 115082 1.10% 0.304%
3 7.951 1020 1031 1036 rBV 193428 462373 4.41% 1.221%
4 8.016 1036 1042 1058 rVB 355687 827882 7.89% 2.186%
5 8.386 1093 1105 1124 rBV3 520122 1436399 13.69% 3.794%
6 8.904 1184 1193 1208 rBV 504276 1042626 9.94% 2.754%
7 10.380 1435 1444 1450 rBV 696931 1288407 12.28%  3.403%
8 10.445 1450 1455 1467 rVB 668383 1227057 11.69%  3.241%
9 11.092 1558 1565 1570 rBV2 51486 110390 1.05% 0.292%
10 11.163 1570 1577 1586 rVV 812185 1506529 14.36% 3.979%
11 11.686 1657 1666 1670 rVV 760410 1389839 13.25% 3.671%
12 11.727 1670 1673 1679 rVV 453266 782840 7.46% 2.068%
13 11.786 1679 1683 1691 rVV 126585 246538 2.35% 0.651%
14 11.892 1693 1701 1710 rVB 489958 917756  8.75%  2.424%
15 12.021 1714 1723 1737 rVWW4 315724 729462  6.95% 1.927%
16 12.221 1752 1757 1769 rVB3 496590 934118 8.90% 2.467%
17 12.463 1792 1798 1802 rVV2 191920 346749 3.30% 0.916%
18 12.510 1802 1806 1815 rVB2 104485 198698 1.89% 0.525%
19 12.674 1824 1834 1845 rBV 647272 1234450 11.76% 3.260%
20 12.951 1868 1881 1886 rBV2 294736 711019 6.78% 1.878%
21 12.998 1886 1889 1894 rVB 84333 108832 1.04% 0.287%
22 13.163 1913 1917 1924 rVB 71404 161680 1.54% 0.427%
23 13.245 1924 1931 1934 rBV2 86165 164995 1.57% 0.436%
24 13.304 1934 1941 1947 rVV2 431671 977848 9.32%  2.583%
25 13.504 1965 1975 1986 rBV6 132523 496289 4.73% 1.311%
26 13.615 1987 1994 2005 rVB2 909860 1901567 18.12% 5.022%
27 13.815 2016 2028 2032 rBV3 107399 228693 2.18% 0.604%
28 13.939 2044 2049 2053 rBvV2 85412 147770 1.41% 0.390%
29 13.998 2053 2059 2066 rvVv 516388 907128 8.65% 2.396%
30 14.857 2197 2205 2213 rBV5 90447 261896 2.50% 0.692%
31 15.015 2228 2232 2236 rBV2 66129 119938 1.14% 0.317%

32 15.433 2291 2303 2314 rBV 5262359 10492588 100.00% 27.711%

33 15.533 2314 2320 2328 rVB 163955 316986 3.02% 0.837%
34 16.462 2471 2478 2482 rVWV3 55013 112345 1.07% ©.297%
35 16.533 2482 2490 2505 rVV 1384702 3162221 30.14% 8.352%

36 16.739 2516 2525 2533 rVB 1065776 2434456 23.20% 6.430%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72022\
Data File : VN@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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

Sum of corrected areas: 37863689
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72022\
: VNO73538.D
: 20 Jul 2022 21:48
JC\MD
: N3779-06
: 5.0mL/MSVOA_N/WATER
16  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

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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 Propane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.004 21.76 ug/l 360243  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propene 42 C3H6 000115-07-1 9

3 Acetaldehyde 44 C2H40 000075-07-0 5
4 Cyclopropene 40 C3H4 002781-85-3 4

5 1-(Methylamino)propan-2-ol 89 C4H11NO 1000486-79-1 2
Abundance  Scan 20 (2.004 min): VN073538.D\data.ms (-15) (-) m/z 44.00 100.00%

44.0
5000
38,0

M ‘ 200 220 240
Oberrrerrerere et e m/z 43.00 96.35%

miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0

5000 \\\\\\\\‘\\

200 220 240
m/z 38.95 78.22%

o
0“”‘”‘W”‘W‘”\””\”‘W‘”‘“ SSSRAAAANRRRRRRARRRRRRS
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
41.0

200 220 2.40

m/z 41.00 63.35%
5000 27.0
1.0 15.0 21.0
1 e A L ——
miz-> 0 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0 2.00 2.20 2.40
44.0 m/z 38.00  23.96%
5000
15.0
O‘H‘HHM‘HM‘HMH!_H?%quH‘H‘wu‘wwuiuu‘uu‘ B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 200 220 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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 Thiophene, tetrahydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.163 54.20 ug/l 1506530 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 95
2 Thietane, 2-methyl- 88 C4H8S 017837-41-1 49
3 Ethylvinyl sulfide 88 C4H8S 000627-50-9 38
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 33
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 23
Abundance Scan 1577 (11.163 min): VN073538.D\data.ms (-1570) (1 m/z 60.00 100.00%
60.0
88.0
5000
— —
37 J H ‘ . 11.00 11.50
oww_m_mmu‘m‘_"‘1‘?‘7‘-?‘W_H‘_H%Q?:# m/z 88.00 70.31%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2339: Thiophene, tetrahydro-
60.0
88.0
5000 —r ——
11.00 11.50
270 m/z 45.00  33.50%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0 88.0
—4 —
11.00 11.50
5000 m/z 45.95 26.66%
27.0
Ol bl e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2331: Ethylvinyl sulfide = —
60.0 11.00 11.50
88.0 m/z 59.00  22.44%
5000
1) T N A
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@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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, tetrahydro-3-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.022 26.24 ug/l 729462  Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 86
2 Thiophene, 2,3-dihydro-5-methyl- 100 C5H8S 004610-02-0 49
3 2H-Thiopyran, 5,6-dihydro- 100 C5H8S 040697-99-2 43
4 1-Methoxy-2-methyl-2-butene 100 C6H120 1000279-59-7 38
5 1H-Phosphole, 2,5-dihydro-1-methyl- 100 CS5H9P 000872-37-7 38
Abundance Scan 1723 (12.021 min): VN073538.D\data.ms (-1714) (- | m/z 85.00 100.00%
=
45.0
5000
5.
110.9 12.00
0! e SO 1670 /7 100,00 76.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
60.0
5000 41.0
1200
m/z 102.00  68.82%

15.0 H8
O' ‘\“\‘\‘\‘4\1\\\‘h\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
50.0 85.0
=y

12.00
5000 39.0 m/z 99.00 59.98%
oL g
m/z--> 200 40 60 80 100 120 140 160
Abundance #4234: 2H-Thiopyran, 5,6-dihydro-
100.0 1200

m/z 45.00  58.40%

5000
54.0

miz--> 20 40 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@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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 2H-Thiopyran, 3,4-dihydro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.463 12.47 ug/1l 346749 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Thiopyran, 3,4-dihydro- 100 C5H8S 013042-80-3 58
2 1-Methoxy-3-methyl-2-butene 100 C6H120 022093-99-8 47
3 Silacyclopentane, 1,1,2,5-tetram... 142 C8H18Si 055956-01-9 32
4 Thiophene, 2,3-dihydro-5-methyl- 100 C5SH8S 004610-02-0 30
5 2H-Thiopyran, 5,6-dihydro- 100 C5H8S 040697-99-2 27
Abundance Scan 1798 (12.463 min): VN073538.D\data.ms (-1792) (- | m/z 99.95 100.00%
100.0
5000 390 /k\ﬂ
67.0 116.0 S
12.50
83.9
0 ‘w“ Ll L1810 g400  78.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4233: 2H-Thiopyran, 3,4-dihydro-
85.0
5000 T T T \"\/\
45.0 12.50
m/z 101.00  54.45%
O‘\\\\‘\M\\‘\‘\\\h\‘\u\\\\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
85.0
—
12.50
5000 m/z 39.00 50.64%
41.0
69.0
101.0
] N
m/z--> 20 40 60 80 100 120 140 160
Abundance #22952: Silacyclopentane, 1,1,2,5-tetramethyl- —
85.0 12.50
m/z 41.00 43.61%
5000 27.0
142.0
43.0 590 ‘
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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 5 cis-2,3-Dimethylthiophane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.510 7.15 ug/1 198698 Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 94
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 83
3 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 72
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 72
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 68
Abundance Scan 1806 (12.510 min): VN073538.D\data.ms (-1802) (- | m/z 101.00 100.00%
101.0
5000
58.9
—
12.50
160.9
IR uu ‘ ‘w‘m Lol 3280 2nE 2070 h; 116.00  39.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9346: cis-2,3-Dimethylthiophane
101.0
5000 /ﬁy*‘ ifsd
41.0 :
740 m/z 58.99  27.31%
0 -\1\5\.(‘)\ ‘\‘\ \“‘\‘H\ \MM‘ ‘”\“! T \“h\ T \“‘ L B B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
101.0
T \
12.50
5000 410 m/z 41.05 27.17%
74.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9044: Thiazole, 4,5-dihydro-4-methyl-2-amino- — ‘
101.0 12.50
m/z 73.90 20.71%
5000 43.0
74.0
0\\w\\HJm\JLMw‘\H\M\NM\H\‘H\W\\H‘H\\M\H N
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72022\
Data File : VN@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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, 2,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.504 13.05 ug/l 496289 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
Abundance Scan 1975 (13.504 min): VN073538.D\data.ms (-1965) (- | m/z 156.00 100.00%
156.0
N\ M
VA N—
410 589 77.0 13.50
0 m/z 141.00 86.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 //\\V UL ‘44
13.50
m/z 100.95 63.22%
77.0 128.0
41.0
O \\\‘\‘\ T \“‘\ \‘\'5\8.‘(3\ ‘\ \“\“’ T \]\-()‘2\.\0\‘\ ‘ \‘!‘\ \“‘\ \‘U‘“ T
miz--> 20 40 60 80 100 120 140 160
Abundance
141.0
N
13.50
5000 51.0 m/z 155.00  24.44%
77.0 1150
98.0
0L et R Tl R
m/z--> 20 40 60 80 100 120 140 160
Abundance #33136: Naphthalene, 1,4-dimethyl- el ‘/‘
156.0 13.50
m/z 128.00 16.60%
5000
115.0
51.0 77.0 .
£ B .- T W e ) i
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@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
13.998 23.85 ug/l 907128 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 2-Methylphenylacetylene 116 CO9H8 000766-47-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 2059 (13.998 min): VN073538.D\data.ms (-2053) (- | m/z 114.95 100.00%
115.0
5000
630 89.0 14.00
39.0 :
141.0
o"‘_Hu\muM‘m‘u;w"M‘HH‘uww_mz‘qf?:s? m/z 116.00  96.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9543: Indene
116.0
5000 — 71
14.00
m/z 62.95 13.61%
39.0 930 890
O\\\‘\“M\“‘HH\\“““\‘H‘\‘\‘\‘\\‘\\\““HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
115.0 /\/\\
el
14.00
5000 m/z 88.95 11.98%
390 630 89.0
Ol et et A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene P
115.0 14.00
m/z 116.95 8.47%
63.0 89.0
39.0
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@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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 9
R.T. EstConc Area Relative to ISTD R.T.
15.533 8.33 ug/1 316986 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 93
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 93
4 Thiazolidin-4-one, 5-benzylideno... 287 C13H9N30S2 351062-07-2 50
5 4-Cyano-2-fluorobenzyl bromide 213 C8H5BrFN 105942-09-4 45
Abundance Scan 2320 (15.533 min): VN073538.D\data.ms (-2314) (- | m/z 133.95 100.00%
138.9
5000
N T
44.9 89.0 15.50
. 4
O bprrr bt e oo o 27022070 2806y g9 e 11.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17519: Benzolc]thiophene
134.0
5000 s :
15.50
m/z 89.95 8.80%
89.0
O\’\\\\4.‘5\)‘;(\)\“‘\‘\‘\\‘\\HH“\}H‘\H“\“HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
134.0 /\
A amrian
15.50
5000 m/z 134.90 8.74%
15.0 89.0
O el bbb e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17522: Cyclopenta[c]thiapyran pbs—Lroat 0 e
134.0 15.50
m/z 62.95 6.87%
5000
o 89.0
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@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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 1
R.T. EstConc Area Relative to ISTD R.T.
16.533  83.15 ug/1 3162220 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 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 47

Abundance Scan 2490 (16.533 min): VN073538.D\data.ms (-2482) (- | m/z 142.00 100.00%

142.0
5000
e Ea
63.0 113.0 16.20 16.40 16.60
B [4
Ol e SHE0 I 1702 2069 280 ;941 00 88.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 LA L L L L B L B B
16.20 16.40 16.60
m/z 115.00 33.98%
ol 390 MO 1130
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
e
16.20 16.40 16.60
5000 m/z 142.95 12.02%

27.0 63.0 113.0
O T P T T T T T T T T T T T

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- A mm
141.0 16.20 16.40 16.60

m/z 138.95 10.68%

5000

27.0 ' 113.0
0 ,WMHp‘wu_u‘”_mu_m_m_m_m‘www”ww

m/z--> 20 40 60 80 100120140160180200220240260280 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@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 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 2
R.T. EstConc Area Relative to ISTD R.T.
16.739 64.01 ug/l 2434460 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 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 59

Abundance Scan 2525 (16.739 min): VN073538.D\data.ms (-2516) (- | m/z 141.95 100.00%

141.9
5000 /\\

63.0 16.40 16.60
Ottt 30 My, 18LO 2806 h/7 141,00 91.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl- /\
142.0 //\\
5000 AN B

16.40 16.60
m/z 115.00 35.61%

390 1.0 11l-0 I
’HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0

o

16.40 16.60
5000 m/z 139.00 11.72%
0 27.0 63.0 113.0
T T T T A 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 143.00 11.36%

5000
63.0 A\
0210\M [P 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@73538.D

Acqg On : 20 Jul 2022 21:48
Operator : JC\MD

Sample : N3779-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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|
Propane 2.004 21.8 ug/l 360243 1 8.016 827882 150.0
Thiophene, tetr... 11.163 54.2 ug/l 1506530 3 11.686 1389840 50.0
Thiophene, tetr... 12.022 26.2 wug/l 729462 3 11.686 1389840 50.0
2H-Thiopyran, 3... 12.463 12.5 ug/l 346749 3 11.686 1389840 50.0
cis-2,3-Dimethy... 12.510 7.2 ug/l 198698 3 11.686 1389840 50.0
Naphthalene, 2,... 13.504 13.1 ug/l 496289 4 13.616 1901570 50.0
Indene 13.998 23.9 ug/l 907128 4 13.616 1901570 50.0
Benzo[c]thiophene 15.533 8.3 ug/l 316986 4 13.616 1901570 50.0
Naphthalene, 2-... 16.533 83.2 ug/l 3162220 4 13.616 1901570 50.0
Naphthalene, 1-... 16.739 64.0 ug/l 2434460 4 13.616 1901570 50.0
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