LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74535.D

Acqg On : 17 Sep 2022 02:07
Operator : JC\MD

Sample : N4549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 41  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@74535.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 47 53 61 rBV 239667 513170 25.02%  3.294%
2 2.410 84 89 92 rBV3 32011 63635 3.10% 0.408%
3  2.681 132 135 137 rBV 63600 73757 3.60% 0.473%
4 3.081 199 203 214 rVB5 80161 217255 10.59%  1.394%
5 3.157 214 216 227 rVB6 34488 99519 4.85% 0.639%
6 3.934 340 348 353 rBv4 19390 47176  2.30% ©0.303%
7 4.992 517 528 538 rBV3 43269 157570 7.68% 1.011%
8 5.098 538 546 547 rBv2 34803 60954  2.97% 0.391%
9 5.528 606 619 631 rBV2 70920 264247 12.88% 1.696%
106 7.063 871 880 885 rBV5 32586 82787 4.04% 0.531%
11 7.145 887 894 901 rVW3 46123 116130 5.66% 0.745%
12 7.228 901 908 922 rVB2 27684 87286 4.26% 0.560%
13 7.722 981 992 994 rBvV6 8014 22887 1.12% 0.147%
14 7.769 994 1000 1007 rVB4 35371 79773 3.89% ©.512%
15 7.951 1019 1031 1036 rBv2 281382 684022 33.35% 4.390%
16 8.016 1036 1042 1052 rVB 463667 1042513 50.83% 6.691%
17 8.375 1093 1103 1115 rBV4 426624 1205241 58.76% 7.735%
18 8.528 1121 1129 1133 rBV6 21179 56461 2.75% 0.362%
19 8.904 1184 1193 1205 rBV 736471 1562561 76.18% 10.029%
20 8.992 1205 1208 1215 rVB7 16679 30947 1.51% 0.199%
21  9.133 1226 1232 1235 rBV5 24771 46869 2.29% 0.301%
22 9.175 1236 1239 1247 rVB4 20184 42617 2.08% 0.274%
23 9.357 1263 1270 1275 rBV5 20583 46844 2.28% 0.301%
24 9.757 1329 1338 1339 rBV6 14624 29305 1.43% 0.188%
25 9.910 1356 1364 1368 rBv4 35672 64762 3.16% 0.416%
26 9.957 1368 1372 1383 rVB4 22344 55541 2.71% 0.356%
27 10.151 1397 1405 1412 rBV9 12873 37321 1.82% 0.240%
28 10.257 1418 1423 1435 rVB3 55057 119578 5.83% 0.767%
29 10.380 1435 1444 1453 rBV 1139973 2051119 100.00% 13.164%
30 10.580 1473 1478 1484 rVB7 20931 42738 2.08% 0.274%
31 10.804 1512 1516 1525 rVB7 13046 26886 1.31% 0.173%
32 11.069 1557 1561 1565 rBv4 20942 32333 1.58% 0.208%
33 11.127 1566 1571 1573 rVV4 11515 21400 1.04% 0.137%
34 11.145 1573 1574 1580 rVB4 16390 21488 1.05% 0.138%
35 11.686 1658 1666 1673 rBV 1143811 1974137 96.25% 12.670%
36 11.739 1673 1675 1680 rVV6 29094 43080 2.10% 0.276%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74535.D

Acqg On : 17 Sep 2022 02:07
Operator : JC\MD

Sample : N4549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 41  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
37 11.792 1680 1684 1692 rVB7 11662 21065 1.03% 0.135%
38 11.898 1695 1702 1713 rVB4 26209 65396 3.19% 0.420%
39 12.033 1718 1725 1729 rBV6 21509 36737 1.79% 0.236%
49 12.216 1752 1756 1762 rBV3 12263 23529 1.15% 0.151%
41 12.392 1780 1786 1790 rBV5S 13805 24289 1.18% 0.156%
42 12.463 1793 1798 1802 rVV5 12735 25686 1.25% 0.165%
43 12.521 1802 1808 1815 rVB 104622 183323 8.94% 1.177%
44 12.674 1826 1834 1843 rBV 911838 1539986 75.08% 9.884%
45 12.863 1861 1866 1875 rVV 78797 130779 6.38% 0.839%
46 12.939 1875 1879 1886 rvvs 10931 22158 1.08% 0.142%
47 13.168 1910 1918 1923 rBV3 19203 32901 1.60% 0.211%
48 13.298 1936 1940 1947 rVB6 15108 26832 1.31% 0.172%
49 13.421 1954 1961 1971 rVB3 37305 84383 4.11% 0.542%
50 13.615 1986 1994 2006 rBV 1123017 1856499 90.51% 11.915%
51 13.715 2006 2011 2018 rVB4 14636 23235 1.13% 0.149%
52 13.786 2018 2023 2025 rBvV4 14498 20582 1.00% 0.132%
53 13.945 2045 2050 2056 rVB6 17032 26445 1.29% 0.170%
54 14.162 2081 2087 2092 rBV4 24526 36561 1.78% 0.235%
55 14.268 2100 2105 2113 rVB3 54669 94810 4.62% 0.609%
56 14.480 2132 2141 2148 rBV3 41739 80756 3.94% 0.518%
57 14.874 2200 2208 2213 rBV6 15766 35645 1.74% 0.229%
58 14.933 2214 2218 2224 rVB4 16852 29400 1.43% 0.189%
59 15.245 2265 2271 2276 rVB1o 16564 35900 1.75% ©.230%
Sum of corrected areas: 15580806
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74535.D

Acqg On : 17 Sep 2022 02:07
Operator : JC\MD

Sample : N4549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 41 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: VNO74535.D\data.ms
1000000
800000
600000
400000
2.199
200000
5.528
3.934 4.99298
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
Abundance TIC: VNO74535.D\data.ms
10.880 11.686
1000000
800000 8.904
600000
8.016 8.375
400000
7.9
200000
, 7.0634528 7%35° 8.528 999913350.357 gjgfg'@@\zl\oigﬁ’ 10.58010.804 11106845 Y H
T B L e e e I e B e e e e e e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN074535.D\data.ms
13.615
1000000
12.674
800000
600000
400000
200000
12.521
12.863
68,
L 21 ﬁﬁ 4.480
0 @03\&\2@\ T T \9391?%‘ \1 \BJ;E?T/??\%\\/\\ \/\/\\ T T T 14%?3 \15\2%5\ 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74535.D

Acqg On : 17 Sep 2022 02:07
Operator : JC\MD

Sample : N4549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 41 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 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.199 24.61 ug/l 513170  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethyl Chloride 64 C2H5C1 000075-00-3 3
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3

Abundance  Scan 53 (2.199 min): VN074535.D\data.ms (-47) (-) m/z 63.85 100.00%

5000 J\A/d
A Bt e
2.00 2.20 2.40 2.60
o 2988 nyz 4800 51.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #415: Sulfur dioxide
64.0
5000 L L L L L L L
2.00 2.20 2.40 2.60
m/z 66.00 4.86%
32.0
0\\\1‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6974: Aminomethanesulfonic acid
64.0
o W
2.00 2.20 2.40 2.60
5000 m/z 49.90 1.72%
17.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44547: L-Alanine, 3-sulfo- o e o i e
64.0 2.00 2.20 2.40 2.60
m/z 65.00 1.09%
5000
28.0
bl ‘ L , 93.0115.0 143.0 169.0
A E R mama e R e B
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©91622\
Data File : VN@74535.D

Acqg On : 17 Sep 2022 02:07
Operator : JC\MD

Sample : N4549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 41 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 2 TIsoxazolidine, 5-ethyl-2,4-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.081 10.42 ug/1 217255  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazolidine, 5-ethyl-2,4-dimet... 129 C7H15NO 056728-14-4 53
2 Butane, 2-methyl- 72 C5H12 000078-78-4 53
3 Boroxin, dimethylpropyl- 154 C5H13B303 1000162-61-0 42
4 3-Buten-1-ol 72 C4H80 000627-27-0 42
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 36

Abundance Scan 203 (3.081 min): VN074535.D\data.ms (-199) (-) m/z 42.05 100.00%

42.0
5000
|y, 14712148 3033 37724371 5234 2.80 3.00 3.20 3.40
O M e ot i m/Z 41,05 96.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #14936: Isoxazolidine, 5-ethyl-2,4-dimethyl-, trans-
42.0
5000
2.80 3.00 3.20 3.40
m/z 43.00 77.46%
i‘ 129.0
O‘\\\‘\\1‘!\\‘\\‘1\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #814: Butane, 2-methyl-
43.0
e R e
2.80 3.00 3.20 3.40
5000 m/z 57.05 66.51%
0’1,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31579: Boroxin, dimethylpropyl-
42.0 2.80 3.00 3.20 3.40
m/z 39.00 30.61%
5000
’11&0
o‘Hum‘m‘\“m‘m‘Wm‘m‘,mwm‘mwmwHH, “‘W\‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74535.D

Acqg On : 17 Sep 2022 02:07
Operator : JC\MD

Sample : N4549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 41 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 3 Butane, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.992 7.56 ug/1 157570  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
3 Aziridine, 2-ethyl- 71 C4HON 002549-67-9 50
4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9
5 1-Butanol 74 C4H1e0 000071-36-3 9

Abundance Scan 528 (4.992 min): VN074535.D\data.ms (-517) (-) m/z 43.10 100.00%

43.1
5000
| 549 710 650 4.60 4.80 5.00 5.20 5.40
e !‘u‘m‘”_ww_mlw m/z 42.00 69.66%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000 [ R LU B
4.60 4.80 5.00 5.20 5.40
27.0 0
71.0 m/z 41.05 30.90%
15.0 || sso0 86.0
O\\\‘.\\\\‘\\‘\\‘\\\}“\\\\i}\\‘\\‘\\‘\\\\‘\\\\‘\\}.\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0
4.60 4.80 5.00 5.20 5.40
5000 m/z 39.05 16.91%
27.0 71.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #697: Aziridine, 2-ethyl-
28.0 4.60 4.80 5.00 5.20 5.40
42.0 m/z 71.00 15.43%
56.0
5000
70.0
15.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74535.D

Acqg On : 17 Sep 2022 02:07
Operator : JC\MD

Sample : N4549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@91522W.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 3-Penten-2-one Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.145 5.57 ug/1 116130  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one 84 C5H80 000625-33-2 72
2 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 64
3 2-Butenoic acid, 4-nitrophenyl e... 207 C1OHONO4 014617-88-0 52
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 52
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 50
Abundance Scan 894 (7.145 min): VN074535.D\data.ms (-887) (-) m/z 69.00 100.00%
69.0
41.0
5000 /\f\
6.807.007.207.40
. 206.7 : : : :
0 MWMH{ Ju“‘m‘u“‘_9‘4‘?‘m,‘Mw_ww_m m/z 41.80 82.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1587 3-Penten-2-one
69.0
43.0
5000
6.80 7.00 7.20 7.40
m/z 39.00 44.79%
O \\\‘\‘1‘\\“i‘\\\\‘\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1630: Furan, 2,3-dihydro-3-methyl-
69.0
41.0 6.80 7.00 7.20 7.40
5000 m/z 84.05 40.71%
180 | |
O Freptie il e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)- e A RERasREESS R
69.0 6.80 7.00 7.20 7.40
41.0
m/z 55.00 17.52%
5000
0 \\‘ L “ 93.0 1220  160.0 207.0
R e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74535.D

Acqg On : 17 Sep 2022 02:07
Operator : JC\MD

Sample : N4549-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 41  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 24.6 ug/l 513170 1 8.016 1042510 50.0
Isoxazolidine, ... 3.081 10.4 ug/l 217255 1 8.016 1042510 50.0
Butane, 2,3-dim... 4.992 7.6 ug/l 157570 1 8.016 1042510 50.0
3-Penten-2-one 7.145 5.6 ug/l 116130 1 8.016 1042510 50.0
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