LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91522\
Data File : VN@74472.D

Acqg On : 15 Sep 2022 19:35
Operator : JC\MD

Sample : N4553-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 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©91522W.M
Title : SW846 8260
Signal : TIC: VN@74472.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.199 48 53 60 rBV3 60542 163094 5.11% 0.701%
2 2.634 122 127 130 rBV3 36537 61257 1.92% 0.263%
3 7.234 899 909 918 rBvV 84794 230121 7.21% 0.989%
4 7.951 1022 1031 1036 rBV2 365832 857048 26.84% 3.684%
5 8.016 1036 1042 1054 rVB 611111 1367373 42.83% 5.877%
6 8.369 1093 1102 1113 rBV 400664 928884 29.09% 3.992%
7 8.563 1124 1135 1136 rBv4 51570 153655 4.81% 0.660%
8 8.904 1184 1193 1203 rBV 981854 2010402 62.97% 8.641%
9 10.381 1436 1444 1454 rBV 1444446 2617251 81.98% 11.249%
10 11.533 1630 1640 1641 rBV7 14352 32102 1.01% 0.138%

11 11.686 1659 1666 1678 rVB 1541439 2660870 83.34% 11.436%
12 12.674 1823 1834 1846 rBV 1260896 2508387 78.57% 10.781%
13 13.104 1889 1907 1933 rVB3 287380 1757499 55.05% 7.554%
14 13.516 1958 1977 1988 rBV4 596212 2705447 84.74% 11.628%
15 13.616 1988 1994 2016 rVB 1633233 3192716 100.00% 13.722%

16 13.821 2018 2029 2030 rBV9S 18325 45318 1.42%
17 14.027 2052 2064 2066 rBv4 81345 203067 6.36%
18 14.121 2071 2080 2091 rVB4 169637 698549 21.88%
19 14.445 2124 2135 2151 rVB3 125087 437731 13.71%
20 15.227 2258 2268 2276 rBV5 45098 169234 5.30%
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21 15.486 2307 2312 2319 rVB1Oe 12754 36089 1.13% ©@.155%
22 15.657 2335 2341 2352 rVB7 51500 151647 4.75% 0.652%
23 15.798 2352 2365 2378 rBV6 40026 159655 5.00% ©.686%
24 16.127 2417 2421 2434 rVB10 40386 119341 3.74%  ©.513%

Sum of corrected areas: 23266737
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VNO@74472.D

Acqg On : 15 Sep 2022 19:35
Operator : JC\MD

Sample : N4553-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO74472.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VNO@74472.D

Acqg On : 15 Sep 2022 19:35
Operator : JC\MD

Sample : N4553-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.199 5.96 ug/l 163094  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 64
2 N,N'-Hexamethylenebis[s-3-aminop... 424 C12H28N206S4 ©35871-55-7 64
3 Vinylsulfonamide 107 C2H5NO2S 002386-58-5 64

4 Thiosulfuric acid S-[2-[[5-[0-to... 347 C15H25N04S2 038920-47-7 64
5 N,N'-Nonamethylenebis[-S-3-amino... 466 C15H34N206S4 ©35871-58-0 64

Abundance  Scan 53 (2.199 min): VN074472.D\data.ms (-48) (-) m/z 63.90 100.00%
63.9
» M
i o
2.00 2.20 2.40 2.60
ob bbb 882808 s 47.90 42.99%
miz—-> 50 100 150 200 250
Abundance #415: Sulfur dioxide
64.0
5000 L L L B L L L
2.00 2.20 2.40 2.60
m/z 44.00 21.51%
32.0
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miz--> 50 100 150 200 250
Abundance #314694: N,N'-Hexamethylenebis[s-3-aminopropyl thiosu
64.0
T o
2.00 2.20 2.40 2.60
5000 m/z 65.90 6.13%
102.0
138.0171.0
o] E— \‘H“i““‘%“‘l““ iy \\‘M‘\‘m I L ’ ‘2‘2?92‘6‘1‘0‘29‘4‘(
miz--> 50 100 150 200 250
Abundance #5776: Vinylsulfonamide N
27.0 2.00 2.20 2.40 2.60
m/z 44.90 4.74%
64.0
5000
m/z--> 50 100 150 200 250 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©91522\
Data File : VNO@74472.D

Acqg On : 15 Sep 2022 19:35
Operator : JC\MD

Sample : N4553-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Naphthalene, 2,7-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.104  27.52 ug/1 1757500  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, 1,3-dimethyl- 156 C12H12 000575-41-7 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93

Abundance Scan 1907 (13.104 min): VN074472.D\data.ms (-1889) (- | m/z 156.10 100.00%

156.1
5000 J/q\\
771 1140 Wi N/ N
390 : 13.00 13.50
L HJH“ | ‘ \h . M 207.1 281.. 9
O e e RS A e m/z 141.00  72.49%
miz--> 50 100 150 200 250
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 /\ /\ L

13.00 13.50
m/z 155.05 36.70%

77.0
O T T T 4\5.“() \“ \‘ “‘\ T [1]\.‘5\.(3\ ‘\‘ ‘m\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33159: Naphthalene, 1,3-dimethyl-
156.0
—f L

13.00 13.50
5000 ITI/Z 77.10 19.81%
300 760 7°
ol I “ ” ‘\h\‘ﬂ”\‘ — “\‘ \““ H ‘\H\‘ Ce Vo
miz--> 50 100 150 200 250 M
Abundance #33162: Naphthalene, 1,6-dimethyl- i shecpt—
156.0 13.00 13.50
m/z 76.00 15.71%
5000
770 1150 j\m\
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VNO@74472.D

Acqg On : 15 Sep 2022 19:35
Operator : JC\MD

Sample : N4553-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.516  42.37 ug/1 2705450 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, 1,8-dimethyl- 156 C12H12 000569-41-5 98
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1977 (13.516 min): VNO74472.D\data.ms (-1958) (- | m/z 156.10 100.00%
156.1
5000 /\
115.0 —
510, 7("“ 9 | 13.50
o} S N W S RSTPBIVINS S [ AM‘ 2830 m/z 141.00  85.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 /\ T T T T
13.50
115.0 m/z 155.10 28.87%
51.0 ‘
27.0
0 \\\‘\\\\“\\“\\“‘M\‘\“U"\\‘\\‘\\1\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33154: Naphthalene, 1,8-dimethyl-
156.0
VAL W
13.50
5000 ITI/Z 115.00 20.45%
76.0 115.0
51 o ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33135: Naphthalene, 1,3-dimethyl- e ‘
156.0 13.50
m/z 128.00 17.55%
5000
76.0 115.0
I S G Y I ES— L
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©91522\
Data File : VNO@74472.D

Acqg On : 15 Sep 2022 19:35
Operator : JC\MD

Sample : N4553-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Naphthalene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.121 10.94 ug/1l 698549 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
Abundance Scan 2080 (14.121 min): VN074472.D\data.ms (-2071) (- | m/z 156.10 100.00%
156.1
5000
759 o — et
39.0 : 14.00 14.50
207.0
0 e 20st | m/z 141,00 76.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0 /\
5000 A =
14.00 14.50
m/z 155.05  25.99%
115.0
O \H‘\\:3\\9‘-\0\‘\\"}73"‘(\)\H‘H\‘\‘\‘l‘\\“‘\\‘ ’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
14.00 14.50
5000 m/z 75.90 19.61%
76.0 115.0
390 , | |4l
O b phed e e b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33136: Naphthalene, 1,4-dimethyl- —
156.0 14.00 14.50
m/z 77.00 16.39%
5000
115.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91522\
Data File : VNO@74472.D

Acqg On : 15 Sep 2022 19:35
Operator : JC\MD

Sample : N4553-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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, 1,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.445 6.86 ug/1l 437731  1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 92
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 91
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 91
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 87
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 87
Abundance Scan 2135 (14.445 min): VNO74472.D\data.ms (-2124) (- 140.95 100.00%
140.9
5000 J/\&M
VAN
63.0 4 | 1450
Obrrr kil PO L L3731 2088 2804 . 156 19 83.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
5000 LN
14.50
m/z 114.95  23.27%
76.0 115.0
O\\\‘\\:3\\9’\0\‘\\’H\\‘U“HH‘H\‘\‘\‘l‘\\’\\ ‘HH‘HH‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
—
14.50
5000 m/z 128.05 16.48%
115.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33136: Naphthalene, 1,4-dimethyl- i, ‘ ‘"M("MM
156.0 14.50
155.00  15.36%
5000
115.0
m/z--> 20 40 60 80 100120140160180200220240260280 1450
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91522\
Data File : VN@74472.D

Acqg On : 15 Sep 2022 19:35
Operator : JC\MD

Sample : N4553-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 2.199 6.0 ug/l 163094 1 8.016 1367370 50.0
Naphthalene, 2,... 13.104 27.5 wug/l 1757500 4 13.616 3192720 50.0
Naphthalene, 2,... 13.516 42.4 ug/l 2705450 4 13.616 3192720 50.0
Naphthalene, 1,... 14.121 10.9 ug/l 698549 4 13.616 3192720 50.0
Naphthalene, 1, 14.445 6.9 ug/l 437731 4 13.616 3192720 50.0
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