LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 39 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@74533.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.198 47 53 62 rBV 236007 536038 25.63% 2.200%
2 2.404 84 88 92 rBV3 41227 64799 3.10% 0.266%
3 2.693 132 137 141 rBv4 61990 129959 6.21% 0.533%
4 3.081 196 203 215 rVB 582953 1372442 65.63% 5.633%
5 3.451 261 266 273 rVB3 18469 36866 1.76% 0.151%
6 4.187 379 391 406 rBv2 116081 428901 20.51% 1.760%
7 4.992 514 528 549 rBV5 252721 1039012 49.69% 4.265%
8 5.528 608 619 634 rVB3 42107 146676 7.01% 0.602%
9 6.798 824 835 836 rBV3 21666 41028 1.96% 0.168%
106 6.963 853 863 873 rBV3 118484 349785 16.73%  1.436%
11 7.063 873 880 888 rVv3 51335 139994 6.69% 0.575%
12 7.128 888 891 892 rvwv2 24532 28127 1.35% 0.115%
13 7.139 892 893 900 rVvv3 30558 46424 2.22% 0.191%
14 7.233 900 909 923 rVB3 35822 123634 5.91% 0.507%
15 7.769 991 1000 1012 rVB2 51550 150010 7.17% 0.616%
16 7.951 1019 1031 1037 rBV2 267401 699759 33.46% 2.872%
17 8.016 1037 1042 1050 rVVW 436144 997595 47.71%  4.095%
18 8.104 1050 1057 1068 rVB2 214267 545292 26.08%  2.238%
19 8.286 1081 1088 1094 rBVS5 15104 34145 1.63% 0.140%
20 8.369 1094 1102 1114 rVV3 345521 911849 43.61% 3.743%
21 8.486 1116 1122 1123 rVV4 20671 32867 1.57% 0.135%
22 8.545 1124 1132 1143 rVV 410329 1030471 49.28% 4.230%
23 8.639 1143 1148 1157 rVB 57295 119053 5.69% 0.489%
24  8.904 1184 1193 1205 rBV 704004 1490055 71.26% 6.116%
25 8.998 1205 1209 1215 rVB4 25346 48175 2.30% ©0.198%
26 9.139 1225 1233 1237 rBV5 29411 66745 3.19% 0.274%
27 9.186 1237 1241 1247 rVB4 16691 30608 1.46% 0.126%
28 9.357 1262 1270 1282 rBV6 109025 325805 15.58% 1.337%
29 9.463 1282 1288 1294 rVB6 14215 33790 1.62% 0.139%
30 9.533 1294 1300 1305 rBV3 21419 49183 2.35% 0.202%
31 9.674 1313 1324 1330 rBV4 56946 133820 6.40% 0.549%
32 9.816 1342 1348 1358 rVB 197053 408712 19.54% 1.678%
33 9.951 1358 1371 1384 rBvV2 265793 620901 29.69% 2.549%
34 10.139 1395 1403 1409 rVB4 52861 103925 4.97% 0.427%
35 10.204 1409 1414 1419 rBV2 21977 35275 1.69% 0.145%

36 10.263 1419 1424 1427 rWS5 24249 48116 2.30% 0.197%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 39 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 10.304 1427 1431 1437 rVV3 52152 93629 4.48% 0.384%
38 10.380 1437 1444 1458 rVV 1125474 2091145 100.00%  8.583%
39 10.580 1466 1478 1484 rBvV3 162860 401887 19.22% 1.650%
40 10.657 1484 1491 1497 rVB2 152158 262075 12.53% 1.076%
41 10.716 1497 1501 1507 rVB5 32261 52116 2.49% 0.214%
42 10.798 1507 1515 1525 rVB4 175680 384850 18.40% 1.580%
43 10.880 1525 1529 1534 rBV7 17392 36646 1.75% 0.150%
44 11.068 1555 1561 1566 rVV3 39097 71714  3.43% 0.294%
45 11.198 1579 1583 1588 rVB4 35004 57324 2.74% 0.235%
46 11.251 1588 1592 1597 rBV4 15897 29385 1.41% 0.121%
47 11.345 1603 1608 1611 rBV5 15946 26461 1.27% 0.109%
48 11.386 1611 1615 1622 rVB3 35651 61411 2.94% 0.252%
49 11.604 1646 1652 1655 rBvS8 16925 31016 1.48% 0.127%
50 11.686 1659 1666 1673 rBV 1114363 1952443 93.37% 8.014%
51 11.774 1678 1681 1686 rVB2 16324 30454 1.46% 0.125%
52 11.933 1701 1708 1712 rVBS 30231 57373 2.74% 0.235%
53 12.198 1748 1753 1759 rVV8 12109 28573 1.37% 0.117%
54 12.392 1779 1786 1790 rBV7 14653 24325 1.16% ©0.100%
55 12.521 1801 1808 1814 rBV 128355 225456 10.78%  0.925%
56 12.674 1827 1834 1843 rVB 923375 1527954 73.07% 6.272%
57 12.862 1858 1866 1871 rVB 74948 134821 6.45% ©.553%
58 12.945 1877 1880 1886 rBV8 10172 22132 1.06% 0.091%
59 13.168 1911 1918 1922 rVB4 22117 38410 1.84% 0.158%
60 13.262 1931 1934 1946 rVB4 15030 38117 1.82% 0.156%
61 13.421 1955 1961 1970 rVB2 98090 174393 8.34% 0.716%
62 13.615 1984 1994 2008 rVV 1116243 1910188 91.35% 7.840%
63 13.709 2008 2010 2014 rVV3 14984 21247 1.02% 0.087%
64 13.780 2017 2022 2023 rVW4 27590 38088 1.82% 0.156%
65 13.821 2023 2029 2035 rVW 322792 579655 27.72%  2.379%
66 13.862 2035 2036 2040 rVVv4 24855 23825 1.14% 0.098%
67 13.945 2044 2050 2057 rBV4 80544 135273 6.47% ©.555%
68 14.009 2057 2061 2068 rBvV2 29903 49394  2.36% ©0.203%
69 14.092 2068 2075 2082 rBV 138012 233998 11.19% 0.960%
70 14.274 2100 2106 2111 rVB 96913 164578 7.87% 0.676%
71 14.345 2111 2118 2124 rVV8 47978 104745 5.01% 0.430%
72 14.409 2124 2129 2133 rVV2 63583 93529 4.47% 0.384%
73 14.480 2134 2141 2148 rVB5 33933 71516 3.42% 0.294%
74 14.598 2156 2161 2166 rVB3 44591 65641 3.14% 0.269%
75 14.709 2174 2180 2184 rVB 50403 84316 4.03% 0.346%

76 14.762 2184 2189 2196 rVB3 61518 108405 5.18%  ©.445%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 39 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

77 14.939 2212 2219 2226 rBVv4 32812 60756 2.91% 0.249%
78 15.127 2247 2251 2256 rVW6 17179 32185 1.54% 0.132%
79 15.221 2260 2267 2278 rVB6 36143 117923 5.64% 0.484%
80 15.492 2308 2313 2319 rBv4 20388 41165 1.97% 0.169%
81 15.580 2320 2328 2333 rVB8 27937 57998 2.77% ©.238%
82 16.039 2399 2406 2412 rBv4 30030 65905 3.15% 0.271%
83 16.474 2476 2480 2485 rVB4 13985 23487 1.12% 0.096%
84 16.733 2515 2524 2525 rBV6 17342 25546  1.22% ©.105%

Sum of corrected areas: 24363309
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N4549-05
: 5.0mL/MSVOA_N/WATER
. 39

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN091622\
: VNe74533.D
: 17 Sep 2022 01:19

JC\MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VNO74533.D\data.ms

3.081

2.198 4.992

2.693

2.404 4.187

3.451 5.528 6.79

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

1000000

800000

600000

400000

200000

TIC: VN074533.D\data.ms

10.FSO 11.686

8.904

1015659 798

0
Time-->

T
11.00 11.50

T T T
9.50 10.00 10.50

Abundance

1000000

800000

600000

400000

200000

TIC: VNO74533.D\data.ms
.615

12.674

14.09
3.94

4.274
G R o w0 1009 amaios
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T

T ‘ T T T T ‘ T
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@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 5
R.T. EstConc Area Relative to ISTD R.T.
2.198 26.87 ug/l 536038 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 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 53 (2.198 min): VN074533.D\data.ms (-47) (-) m/z 63.95 100.00%

64.0
5000 /\w
A B B
2.00 2.20 2.40 2.60
ot e 29 m/z 48,00 49.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #415: Sulfur dioxide
64.0
5000 L L L L L Y B
2.00 2.20 2.40 2.60
m/z 66.00 5.10%
32.0
0\\\1‘\\‘\\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6974: Aminomethanesulfonic acid
64.0
A anaa s S
2.00 2.20 2.40 2.60
5000 m/z 50.00 2.65%
17.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44547: L-Alanine, 3-sulfo- A
64.0 2.00 2.20 2.40 2.60
m/z 64.90 0.71%
5000
28.0
bl ‘ , 93.0115.0 143.0 169.0
e e e e e Atk
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60

82N©91522W.M Mon Sep 19 12:55:59 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19

Operator JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M

. SW846 8260

: 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 Butane, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.081 68.79 ug/l 13724406  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 33
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 12
Abundance Scan 203 (3.081 min): VN074533.D\data.ms (-196) (-) m/z 43.05 100.00%
5000 /\W\
R S AAREARE R
2.80 3.00 3.20 3.40
oL M/1093 1789 2609 3697 4535 5329 .. 49 95 o6.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #813: Butane, 2-methyl-
43.0
5000 L R B B IR
2.80 3.00 3.20 3.40
m/z 42.10 86.94%
O ‘\\\i“‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #752: 3-Buten-1-ol
42.0
e R RRARE
2.80 3.00 3.20 3.40
5000 m/z 57.10 64.14%
0 ‘mtH"‘\c‘u‘uu‘mWm‘uu‘uu‘\m,\m‘\m‘\m,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #809: Pentane L A RARNNEEEES
43.0 2.80 3.00 3.20 3.40
m/z 39.00 36.06%
) J\
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@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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, 2,2-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4,187 21.50 ug/l 428901  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 83
2 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 72
3 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 72
4 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 72
5 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 56

Abundance Scan 391 (4.187 min): VN074533.D\data.ms (-379) (-) m/z 57.00 100.00%

57.0
5000 A
RaEaa e RA R
3.80 4.00 4.20 4.40 4.60
Obrrrllgh 4839 212 7110 92.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2058: Butane, 2,2-dimethyl-
57.0
5000 DL R R B
29.0 3.80 4.00 4.20 4.40 4.60
m/z 43.00 86.86%
O \\\‘\‘}\\‘iw\\““\\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14575: Hexane, 3,3,4-trimethyl-
43.0 71.0
RaRERE s
3.80 4.00 4.20 4.40 4.60
5000 m/z 41.00 56.82%
99.0
Ol e 2289
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85782: Sulfurous acid, isobutyl pentyl ester Vhﬁ T
57.0 3.80 4.00 4.20 4.40 4.60
m/z 56.00 31.34%
5000
29.0
0 H“ H Hh i} 87\0 1230 1530 fan g A
e e e e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 Butane, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,992 52.08 ug/l 10390160  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
3 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 9
4 Butanoic acid, 4-hydroxy- 104 C4H803 000591-81-1 9
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 9

Abundance Scan 528 (4.992 min): VN074533.D\data.ms (-514) (-) m/z 43.05 100.00%

43.0
5000 A
71.0 T
_ 4.60 4.80 5.00 5.20 5.40
0ol e 280 m/z 42,00 83.95%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000 I R LU B
4.60 4.80 5.00 5.20 5.40
71.0 m/z 40.95 40.34%
15.0‘ | '
O \‘\\\‘\’\}‘\\i}\\‘\‘1\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2044: Pentane, 2-methyl-
43.0
4.60 4.80 5.00 5.20 5.40
5000 m/z 71.00 20.57%
71.0
15.0 ‘
S S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8451: C2H5C(CH3)2COCH3 T T TR T

43.0 4.60 4.80 5.00 5.20 5.40
m/z 39.10 18.74%

5000
71.0

%

150‘
N

' 114.0
0 ‘_H‘u,“!‘wM_“‘wmH"m‘wwwwwww Mo ot

m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40

i
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 5 Pentane, 2,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.963 17.53 ug/l 349785  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
3 N-Vinylacetamide 85 C4H7NO 005202-78-8 47

4 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 45
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 43

Abundance Scan 863 (6.963 min): VN074533.D\data.ms (-853) (-) m/z 43.00 100.00%

43.0
A ARERmA
Lg . 6.60 6.80 7.00 7.20
Of ey 232 2008 A4 /7 56.95  68.57%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
5000 \‘\\\\‘\\\\‘\\\TJ‘:{\\,\\\‘\
6.60 6.80 7.00 7.20
m/z 41.00 56.95%

0 HH* {““]jp\o‘.o“‘\‘“‘!““\“"!““\‘“‘\““
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4486: Pentane, 2,2-dimethyl-
57.0
e

6.60 6.80 7.00 7.20

5000 ITI z 56.00 34.43%
o S
m/z--> 0 50 100 150 200 250 300 350 400 A
Abundance #1740: N-Vinylacetamide R AR ERE
43.0 6.60 6.80 7.00 7.20

m/z 42.00  26.34%

5000
0 A P e e e

m/z--> 0 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19

Operator JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Pentane, 2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.104  27.33 ug/l 545292  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
3 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 43
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 40
5 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 40
Abundance Scan 1057 (8.104 min): VN074533.D\data.ms (-1050) (-) m/z 56.00 100.00%
43.1 56.0
5000 71.0
| I 851 o9 7.80 8.00 8.20 8.40
ottt e e e e m/z 43.10 90.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 560
29.0 71.0 7.80 8.00 8.20 8.40
m/z 57.05 70.01%
a0 | 1| 0 1000
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\ }‘\\\\“\\\\‘\\\\‘\\\\i\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4465: Hexane, 3-methyl-
43.0
R RARmEEEEEE
71.0 7.80 8.00 8.20 8.40
5000 57.0 m/z 41.00  69.46%
29.0
15.0 “ ‘ 850 1000
Oty o s et el et e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #228: Aziridine, 2-methyl-
28.0 56.0 7.80 8.00 8.20 8.40
m/z 71.05 42.14%
5000
42.0
15.0 ‘
oMwwl‘_HJ;“MH e e e e “{\‘/\W,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 7 Pentane, 2,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.545 34.58 ug/l 1030470  1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
Abundance Scan 1132 (8.545 min): VN074533.D\data.ms (-1124) (-) m/z 57.10 100.00%
57.1
5000
99.0 8.20 8.40 8.60 8.80
0 ‘_m‘H‘“y“HH_‘H_m\H"_H“W_WWZ‘Q?:? m/z 56.00  35.36%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000 \‘\\\\‘\\\\‘\\\\’\\/\\\‘\
8.20 8.40 8.60 8.80
290 m/z 41.00 31.82%
o L e
O \‘\\\‘\‘\i\\“\\\”‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0
8.20 8.40 8.60 8.80
5000 m/z 43.00 18.34%
27.0, 99.0
0 bbb e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14600: Pentane, 2,2,4,4-tetramethyl-
57.0 8.20 8.40 8.60 8.80
m/z 38.95 11.40%
5000
29.0
o | 0 130
e e e e e R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19

Operator JC\MD

Sample : N4549-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 8 Pentane, 2,3,4-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.816 13.71 ug/l 408712  1,4-Difluorobenzene 8.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 72
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 56

Abundance Scan 1348 (9.816 min): VN074533.D\data.ms (-1342) (-) m/z 43.00 100.00%
43.0
711
5000
9.50 10.00
95.1
) S “‘Ww_m,fl“'ﬁl“m m/z 71.1e  73.55%
m/z--> 0 20 40 80 100 120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
950 1000
270 m/z 70.00 55.36%
0 20 | \ H ‘ 99.0 114.0
\‘\\\\‘\ \\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 80 100 120
Abundance #8634. Heptane, 4-methyl-
43.0 /Kﬂ
950 1000
71.0 9
5000 ITI/Z 41.00 35.81%
27.0
0 2'0 H “‘\ H Il i 99'0 114.0
T
m/z--> 0 20 40 60 80 100 120
Abundance #14575: Hexane, 3,3,4-trimethyl- — —
43.0 71.0 9.50 10.00
m/z 55.00 19.82%
5000
27)0
99.0
IR N ' .Y S e WA Wy
m/z--> 0 20 40 60 80 100 120 9.50 10.00

12
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 9 Pentane, 2,3,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.951 20.83 ug/l 620901 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 45
Abundance Scan 1371 (9.951 min): VN074533.D\data.ms (-1358) (-) m/z 43.10 100.00%
43.1
71.1
5000 57.0
85.1
10.00
99.1
0 SRR N S | RSO v . m/z 71.10  57.02%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 TR Vi
57.0 10.00
270 85.0 m/z 57.00  46.05%
0 - | H \‘ i \‘ 99\0 113.0
H\‘HH‘HH’HH’HH’HH’\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
710 10.00 ;
5000 57.0 85.0 m/z 70.10 45.49%
29.0
99.0
0 H‘_H‘ﬁﬁﬂ‘um‘uhtmw‘Mu‘uwm‘wﬂ;wuuhuu‘uu‘u
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 ,\A
Abundance #8658: Pentane, 2,3,4-trimethyl- R R
43.0 10.00
m/z 41.00 44.21%
71.0
5000
27.0 57.0
o g 9. [,
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 10 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.821  15.17 ug/1 579655 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 83
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 64
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
Abundance Scan 2029 (13.821 min): VN074533.D\data.ms (-2023) (- | m/z 117.00 100.00%
117.0
5000 j\» /J\
—— e
39.0 63.0 91‘-0 13.50 14.00
Ol b ATET a7 118,00 58.55%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #10181: Indane
117.0
5000 — ——
13.50 14.00
m/z 114.95 33.53%
390 630 10
O\‘\\1\5\.’0\‘\\\“-\\H\\““\‘-\H“‘H“H“‘\H [ LA A
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #10186: Benzene, 2-propenyl-
117.0 J\
LA WA
13.50 14.00
5000 910 m/z 91.00 13.56%
39.0
‘ 65.0
ol 2800 bl d W
m/z--> 0 20 40 60 80 100 120 140 160 180 jkﬁﬂﬂv
Abundance #10206: Benzene, 1-ethenyl-2-methyl- o e
117.0 13.50 14.00
m/z 39.00 10.48%
5000
91.0
3TD‘ 65.0 |
) BN M Y el Ll oy
m/z--> 0 20 40 60 80 100 120 140 160 180 13.50 14.00

82N©91522W.M Mon Sep 19 12:56:07 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74533.D

Acqg On : 17 Sep 2022 01:19
Operator : JC\MD

Sample : N4549-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 39 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 2.198 26.9 ug/l 536038 1 8.016 997595 50.0
Butane, 2-methyl- 3.081 68.8 ug/l 1372440 1 8.016 997595 50.0
Butane, 2,2-dim... 4.187 21.5 wug/l 428901 1 8.016 997595 50.0
Butane, 2,3-dim... 4.992 52.1 wug/l 1039010 1 8.016 997595 50.0
Pentane, 2,4-di... 6.963 17.5 ug/l 349785 1 8.016 997595 50.0
Pentane, 2,3-di... 8.104 27.3 ug/l 545292 1 8.016 997595 150.0
Pentane, 2,2,4-... 8.545  34.6 ug/l 1030470 2 8.904 1490060 50.0
Pentane, 2,3,4-... 9.816 13.7 ug/l 408712 2 8.904 1490060 50.0
Pentane, 2,3,3- 9.951 20.8 ug/l 620901 2 8.904 1490060 50.0
Indane 13.821 15.2 ug/l 579655 4 13.615 1910190 50.0
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