LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 35 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©90222W.M

Title : SW846 8260

Signal : TIC: VN@74312.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.269 49 65 70 rBV 402910 1391481 55.65% 7.050%
2 2.699 133 138 151 rVB3 141459 433708 17.35% 2.197%
3  3.457 261 267 275 rVB6 10961 26216 1.05% 0.133%
4 4,222 391 397 405 rBV2 20078 58286 2.33% 0.295%
5 5.275 567 576 578 rBV2 24851 46747 1.87% 0.237%
6 5.293 578 579 591 rVB 25464 34513 1.38% 0.175%
7 5.540 606 621 633 rBV3 102093 367362 14.69% 1.861%
8 6.4106 763 769 779 rVB6 8080 25212 1.01% 0.128%
9 7.063 864 880 890 rVvB7 13761 57584 2.30% 0.292%
10 7.263 902 914 925 rBV 38043 102710 4.11% 0.520%
11  7.951 1020 1031 1036 rBV 317856 761118 30.44%  3.856%
12 8.016 1036 1042 1055 rVB 528182 1210274 48.40% 6.132%
13 8.375 1092 1103 1114 rBV3 427949 1224683 48.98% 6.205%
14 8.904 1182 1193 1209 rBV 774510 1599207 63.96% 8.102%
15 9.110 1220 1228 1235 rBV3 14607 28935 1.16% 0.147%

16 10.380 1435 1444 1451 rBV 1143598 2056537 82.25% 10.419%
17 10.445 1451 1455 1465 rVB 39249 77486 3.10% ©.393%
18 10.545 1465 1472 1476 rBV 26335 46257 1.85% ©.234%
19 11.680 1658 1665 1676 rBV 1127657 2033781 81.34% 10.304%
20 11.786 1676 1683 1695 rVVv2 88968 246731 9.87% 1.250%

21 11.892 1695 1701 1709 rVB 153489 302730 12.11% 1.534%
22 12.216 1750 1756 1763 rVB3 27713 46991 1.88% 0.238%
23 12.521 1802 1808 1813 rBV6 13241 26192 1.05% 0.133%
24 12.669 1822 1833 1844 rBV 957463 1789895 71.58% 9.068%
25 12.863 1861 1866 1870 rVB2 19305 33896 1.36% 0.172%
26 12.921 1870 1876 1879 rBV 40091 67180  2.69% 340%
27 12.998 1885 1889 1892 rBv4 19834 29632  1.19% 150%

28 13.098 1892 1906 1913 rBv4 98770 443202 17.73%

rONOO®
N
N
U
R

29 13.304 1935 1941 1948 rBV 105106 169195 6.77% 857%
30 13.498 1958 1974 1987 rBv4 202434 883175 35.32% 475%
31 13.610 1987 1993 2015 rVB 1284055 2500413 100.00% 12.668%
32 13.816 2023 2028 2032 rBV3 42725 71936 2.88% 0.364%
33 14.021 2054 2063 2065 rBV6 28277 70871 2.83% 0.359%
34 14.104 2068 2077 2092 rVB8 66700 294950 11.80%  1.494%
35 14.268 2100 2105 2110 rVB5 15196 28034 1.12% 0.142%

36 14.445 2121 2135 2143 rBV6 36845 146783 5.87% 0.744%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 35 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©90222W.M

Title : SW846 8260

37 14.515 2143 2147 2151 rVB6 14887 26161 1.05% 0.133%
38 14.680 2166 2175 2177 rBV9 12599 33828 1.35% 0.171%
39 14.868 2200 2207 2213 rBV8 26089 62277  2.49% 0.316%
40 15.015 2226 2232 2238 rBV7 11922 33126 1.32% 0.168%

41 15.427 2290 2302 2310 rBV2 164550 358112 14.32% 1.814%
42 16.527 2481 2489 2501 rVB 128625 303241 12.13% .536%
43 16.733 2516 2524 2533 rVB2 78392 187094  7.48%  0.948%

[aY

Sum of corrected areas: 19737742
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.M
Quant Title : SW846 8260

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

Abundance TIC: VN0O74312.D\data.ms
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Abundance TIC: VNO74312.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.269 57.49 ug/l 1391480  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 65 (2.269 min): VN074312.D\data.ms (-49) (-) m/z 64.00 100.00%

64.0
5000 JK\
R e R
2.00 2.20 2.40 2.60
ol 29 b 9rL Arr 39200 sz 47,96 53.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #415: Sulfur dioxide
64.0
5000 | LI L DAL R
2.00 2.20 2.40 2.60
m/z 65.90 5.42%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
64.0
R R
2.00 2.20 2.40 2.60
5000 m/z 50.00 2.80%
17.0
0 420 96.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44547: L-Alanine, 3-sulfo- R R
64.0 2.00 2.20 2.40 2.60
m/z 64.90 0.88%
5000
28.0
ol ‘ L , 9301150 143.0 169.0
e e e e T e e R M Ea
m/z--> 20 40 60 80 100 120 140 160 180 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©90222\
Data File : VNO74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 Naphthalene, 2,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.098 8.86 ug/l 443202  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, 1,7-dimethyl- 156 C12H12 000575-37-1 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91

Abundance Scan 1906 (13.098 min): VN074312.D\data.ms (-1892) (- | m/z 156.00 100.00%
156.0
5000 A
76_0 128-0 //\\M\l\\ T ‘ T T ‘
51.0 13.00 13.50
O o, 1019 | I
o) SRR S T T MY R | 1 m/z 141.00  59.56%
miz--> 20 40 60 80 100 120 140 160
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 /\ /\ T T T
13.00 13.50
m/z 155.10 30.03%
77.0 128.0
41.0
O ‘ \‘\ T \“‘\ \‘\‘?J‘-*P} \‘H“ T \]\-(‘)2\.0\\‘\ ’ \‘!‘\ \“‘\ \‘U‘“ L
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0
NSV Y
13.00 13.50
5000 ITI/Z 128.00 17.21%
115.0
. ogo 510 770 98.0 139.0
R S e et B I S S e
miz-> 20 40 60 80 100 120 140 160 M
Abundance #33164: Naphthalene, 1,6-dimethyl- e —
156.0 13.00 13.50
m/z 76.00 15.58%
5000
115.0 139.0
ol 280 490 690 o80T Sl S
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.498 17.66 ug/l 883175 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 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1974 (13.498 min): VN074312.D\data.ms (-1958) (- | m/z 156.00 100.00%

156.0
5000 //N\KA
115.0 L

77.0

51.0 ‘ ‘ 13.50
0berr oot e Jll 2089 141 00 84.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 /\ T T T T
13.50

m/z 155.10  29.20%

77.0 128.0
O‘\\‘\‘\\4\‘];.\(\)‘\‘\‘”}\‘1“‘\\\]-\()‘2\.\0\‘\‘\‘!‘\\“‘\\‘\H“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141.0
Ml ‘ . FuN i3

13.50
5000 m/z 115.00 24 .58%
115.0
270 510 76.0
o T B B R MRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- =
141.0 13.50
m/z 128.00 19.44%
5000
6.0 115.0
5.0 76 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VNO74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 Naphthalene, 1,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.104 5.90 ug/1 294950 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 87
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 87
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 83

Abundance Scan 2077 (14.104 min): VNO74312.D\data.ms (-2068) (1 m/z 156.10 100.00%
156.1
5000
115.0 /\
< ——
49.9
0“‘_“HM‘WHHWM“MM‘WH‘”_Wﬂqh‘ RERERRERREEEEN m/z 141.00  99.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000 b AR S
14.00 14.50
m/z 155.05  35.46%
77.0 115.0
O \\\‘2\7\(\)\‘\5\].‘\.(\)‘”\‘\”“\\\\‘\\\‘\‘\‘1‘\\“‘\\U‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
14.00 14.50
5000 ITI/Z 114.95 28.89%
77.0 115.0
27.0 51.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33161: Naphthalene, 1,4-dimethyl- — =
156.0 14.00 14.50
m/z 153.00 21.08%
5000
115.0
ozosio O T s
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©90222\
Data File : VNO74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 Benzocycloheptatriene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.527 6.06 ug/l 303241 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 94
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 87
5 Naphthalene, 1-[(2-propenyloxy)m... 198 C14H140 074685-39-5 72
Abundance Scan 2489 (16.527 min): VN074312.D\data.ms (-2481) (- | m/z 142.05 100.00%
142.1
5000
115.1
e R W
63.0 16.20 16.40 16.60
39.0 : 170.0
Okttt S M 700 2081041 05 84.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 L L L L
115.0 16.20 16.40 16.60
m/z 115.10 36.29%
30.0 939 890 I
0 ‘\H\“H”H“H‘\”\‘\‘H\‘H\‘M\H\iuu‘uu‘\u\‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
R G e
16.20 16.40 16.60
5000 m/z 139.00 11.02%
115.0
390 630 89.0
O et et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene M “J“‘N“ﬂAN“‘
141.0 16.20 16.40 16.60
m/z 63.00 8.91%
5000
115.0
39.0 63.0 89.0

0 ‘HHw“H”H“‘\‘w“\‘;“w\“\\‘HM‘H‘meu‘uu‘uu‘uH
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74312.D

Acqg On : 03 Sep 2022 02:16
Operator : JC\MD

Sample : N4355-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©906222W.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 2.269 57.5 ug/l 1391480 1 8.016 1210270 50.0
Naphthalene, 2,... 13.098 8.9 ug/l 443202 4 13.616 2500410 50.0
Naphthalene, 2,... 13.498 17.7 wug/l 883175 4 13.616 2500410 50.0
Naphthalene, 1,... 14.104 5.9 ug/l 294950 4 13.616 2500410 50.0
Benzocyclohepta... 16.527 6.1 ug/l 303241 4 13.616 2500410 50.0
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