LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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\82N042622W.M

Title : SW846 8260

Signal : TIC: VN@72249.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.257 36 46 60 rBV3 132352 416473 23.93%  2.582%
2 2.440 71 77 86 rvB 135143 214620 12.33% 1.331%
3 2.963 160 166 175 rVB3 9807 22657 1.30% 0.140%
4 3,128 184 194 206 rVB 166152 392420 22.54% 2.433%
5 3.340 221 230 236 rBV 22192 54557 3.13% 0.338%
6 3.422 238 244 251 rW 24331 52758 3.03% 0.327%
7 3.522 251 261 278 rVB5 62845 218487 12.55% 1.355%
8 3.722 285 295 307 rBV 66643 168487 9.68% 1.045%
9 3.898 312 325 332 rBV2 45309 121291 6.97% 0.752%
10 3.998 332 342 353 rVB 72643 198572 11.41% 1.231%
11 4.187 364 374 382 rBV3 11064 30750 1.77% 0.191%
12 4.963 495 506 516 rBv4 18348 63257 3.63% 0.392%
13 5.098 519 529 530 rVve 9085 25840 1.48% 0.160%
14 5.187 533 544 567 rVB5 37079 183078 10.52% 1.135%
15 5.616 604 617 629 rBv4 13748 44413 2.55% 0.275%
16 5.939 664 672 685 rVB6 8048 29843 1.71% 0.185%
17 6.387 739 748 757 rBV6 9735 34200 1.96% 0.212%
18 6.475 757 763 772 rVB4 7974 22410 1.29% 0.139%
19 6.604 775 785 793 rBV4 10710 29744 1.71% 0.184%
20 6.704 793 802 808 rBv4 11237 35707 2.05% 0.221%
21 6.904 827 836 847 rVB4 9130 25703 1.48% 0.159%
22 7.145 863 877 887 rBV5 47405 146473 8.41% 0.908%
23 7.328 896 908 918 rBV3 40585 110352 6.34% 0.684%
24 7.833 984 994 1007 rVB5 14886 47199 2.71% ©0.293%
25 8.016 1015 1025 1030 rBV 207138 491306 28.23% 3.047%
26 8.081 1030 1036 1048 rVB 388115 902088 51.83% 5.594%
27 8.439 1086 1097 1109 rBV2 280921 836997 48.09%  5.190%
28 8.586 1116 1122 1128 rBV6 12892 25404 1.46% 0.158%
29 8.963 1178 1186 1203 rBV 605956 1242168 71.36% 7.702%
30 9.216 1221 1229 1239 rVB 114664 237634 13.65% 1.474%

31 10.439 1426 1437 1443 rBV 945495 1740619 100.00% 10.793%

32 10.504 1443 1448 1462 rVV 194058 374487 21.51%  2.322%
33 10.639 1466 1471 1477 rVWW2 15013 26798 1.54% 0.166%
34 10.716 1477 1484 1489 rVB3 12803 23559 1.35% ©.146%
35 10.974 1519 1528 1536 rBV3 25683 43882 2.52% ©0.272%

36 11.739 1648 1658 1669 rBV 978049 1733048 99.57% 10.746%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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\82N042622W.M
Title : SW846 8260
37 11.839 1669 1675 1686 rVV 343889 594611 34.16% 3.687%
38 11.951 1686 1694 1705 rVB 430269 864454 49.66% 5.360%
39 12.274 1741 1749 1762 rVB 460404 784852 45.09% 4.867%
40 12.574 1794 1800 1806 rBV3 11609 19307 1.11% 0.120%
41 12.727 1816 1826 1838 rBV 756632 1293782 74.33% 8.023%
42 12.915 1853 1858 1863 rBV 24840 38637 2.22%  0.240%
43 12.980 1863 1869 1872 rVWV 39068 68767 3.95% 0.426%
44 13.010 1872 1874 1878 rVV2 31019 43426  2.49% 0.269%
45 13.051 1878 1881 1891 rVB2 27763 44333  2.55%  0.275%
46 13.215 1902 1909 1918 rBV 60304 101985 5.86% 0.632%
47 13.363 1927 1934 1945 rBV 121460 202071 11.61% 1.253%
48 13.668 1978 1986 2000 rBV 792033 1474949 84.74%  9.146%
49 13.874 2015 2021 2030 rVB2 42797 77658 4.46% 0.482%
50 14.927 2192 2200 2205 rBv4 12256 25755 1.48% 0.160%

51 15.509 2286 2299 2308 rBV 54882 124975 7.18% ©.775%

Sum of corrected areas: 16126843
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2617-12
: 5.0mL/MSVOA_N/WATER
: 19

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42822\

: VN@72249.D
: 28 Apr 2022 19:47

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VNO072249.D\data.ms
800000
600000
400000
200000 5 2572.440 3.128
3.5223.722; 3,998
. 2963 )| 3.3402 ; 4187 496309887 5616 5939 6.38475604046.9
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 6.80
Abundance TIC: VNO72249.D\data.ms
10.439 11.739
800000
8.963
600000
8.081
400000 i s
8.439
200000 8.0 10504
9.216
7.1457.328 7.833 8.586 /\ 0168816 10.974
01— e S et e A —r—
Time-->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO072249.D\data.ms
13.668
800000 12,797
600000
Los 12274
400000
200000
13.363
215 15.509
. 12.574 121%%51% N K 13ﬂ4 14.927
T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T T ‘ T T 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@42822\
Data File : VN@©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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.
2.257 23.08 ug/l 416473  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 80
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 5
5 Ethyl Chloride 64 C2H5C1 000075-00-3 4

Abundance  Scan 46 (2.257 min): VN072249.D\data.ms (-36) (-) m/z 43.10 100.00%

43.1 64.0
5000
B B e
2.20 2.40 2.60
\\\\‘\\\\‘imu‘\‘\\” ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 64.06 89.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LA L B L B
2.20 2.40 2.60
m/z 41.10 53.01%
32‘.0
| , |
\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6975: Aminomethanesulfonic acid
64.0
e B
2.20 2.40 2.60
5000 m/z 48.00 49,98%
42.
L.l 820 1110
N i ot
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- o B e
64.0 2.20 2.40 2.60
m/z 42.10 32.73%
5000
44,
16.0
) ‘ L ‘ 93.0 1150 143.0 169.0
I L e e AR T
m/z--> 20 40 60 80 100 120 140 160 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Butane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.440 11.90 ug/l 214620  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 64
2 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 36
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 23
4 Isobutane 58 C4H1e 000075-28-5 9

5 1-Propanol, 2-chloro- 94 C3H7Cl10 000078-89-7 9
Abundance  Scan 77 (2.440 min): VN072249.D\data.ms (-71) (-) m/z 43.10 100.00%

43.1
5000

‘ qz 0 2.20 2.40 2.60 2.80
\‘\\\\‘\\\\“‘1\“\ \““\\\\‘\\\\’\\\\‘\\\\‘\ m/Z 41.05 34.67%
m/z--> 0 20 40 60 80 100 120 140
Abundance #264: Butane
43.0
5000 L L L L L B B
270 2.20 2.40 2.60 2.80
m/z 39.05 18.78%
\2‘.(\)\\“\‘\‘\\\““}\\5\$‘IQ\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140
Abundance #69588: Formic acid, chloro-, (3,4,4-trimethyl-1,2-dioxetal
43.0
T e
2.20 2.40 2.60 2.80
5000 ITI/Z 42.05 14.76%
Ao P30 1000 1360
e e e e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #22192: Isopropylsulfonyl chloride R ARMARELELE S
43.0 2.20 2.40 2.60 2.80
m/z 58.05 14.45%
5000
27.0
Il Il 64\"0 83'0 99'0
T A R B e T B A e e AR R
m/z--> 0 20 40 60 80 100 120 140 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.128 21.75 ug/1 392420  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
3 Pentane 72 C5H12 000109-66-0 33
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 194 (3.128 min): VN072249.D\data.ms (-184) (-) m/z 43.10 100.00%
43.1
57.1
5000
H‘H“_“W‘H“H“
‘ 72.2 2.80 3.00 3.20 3.40
\\\‘\\\\‘\\\\‘\\\\‘\\\}‘\}\\i‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\ mz 41 19 99 54/
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27-0 \\‘\\\\‘\\\\‘\\\\‘\\\“
2.80 3.00 3.20 3.40
15.0 m/z 42.10 83.21%
72.0
\\\‘2\0\\\‘\\\\‘\\11‘\\\\}\}\\‘\‘\‘!\‘\\\\‘1\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl-
430 580
H‘H“_“W‘H“H“
2.80 3.00 3.20 3.40
5000 m/z 57.10 72.14%
27.0
L L I, 710 860
e e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane e
43.0 2.80 3.00 3.20 3.40

m/z 39.10 36.98%

5000
I
i Il

m/z--> 0O 10 20 30 40 50 60 70 80 90 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@42822\
Data File : VN@©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Pentane, 1-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.522 12.11 ug/1 218487  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 1-chloro- 106 C5H11C1 000543-59-9 50
2 1-Butanol, 3-methyl- 88 C5H120 000123-51-3 50
3 Pentane 72 C5H12 000109-66-0 47
4 2-Pentene, (Z)- 70 C5H1e 000627-20-3 43
5 1-Pentene 70 C5H10 000109-67-1 43
Abundance Scan 261 (3.522 min): VN072249.D\data.ms (-251) (-) m/z 43.10 100.00%
431 551
5000
70.1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
‘ ‘ ‘ 3.20 3.40 3.60 3.80
H‘HH‘HH‘\H‘\}H\“Hl\‘u\‘\‘HH‘HH‘HH‘HH‘H\ m/Z 55.10 84.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5660: Pentane, 1-chloro-
42.0 55.0 7Q.0
5000 L LIS L I B B R
29.0 3.20 3.40 3.60 3.80
m/z 42.05 75.04%
: ‘L W‘ \M\‘ Ll 91.0 106.0
\\‘\\\\‘\\\\‘\\\\‘1\\‘\\\!‘\!\!\\\!‘\\\\‘\\\\‘\\\!‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2385: 1-Butanol, 3-methyl-
420 55.0 N\
29.0 3.20 3.40 3.60 3.80
5000 ' 70.0 m/z 41.05 69.14%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #808: Pentane
43.0 3.20 3.40 3.60 3.80
m/z 39.10 47.87%
5000
27.0 57.0 720 /\ /\ /\ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.722 9.34 ug/l 168487 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91

2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91

3 2-Pentene, (E)- 70 C5H10 000646-04-8 90

4 2-Methyl-1-butene 70 C5H10 000563-46-2 87

5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 86

Abundance Scan 295 (3.722 min): VN072249.D\data.ms (-285) (-) m/z 55.10 100.00%

55.1
5000 701
39.1 ' /\

3.40 3.60 3.80 4.00
SRS MM m/z 76.10  40.48%

miz--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 j\
410 70.0 3.40 3.60 3.80 4.00
29.0 | m/z 39.10 33.38%
miz--> 0 10 20 40 50 60 70 80
Abundance #651: 2—Butene, 2-methyl-

55.0 /\

3.40 3.60 3.80 4.00

5000 m/z 42.10 31.67%
41.0 70.0
27.0
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #642: 2-Pentene, (E)- R
55.0 3.40 3.60 3.80 4.00

m/z 41.00 24.20%

5000 39.0 70.0
29.0 A
15.0 H UL H“\ i

m/z--> 0 10 40 50 60 70 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2-Pentene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.898 6.72 ug/1 121291  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Pentene 70 C5H10 000109-68-2 91
3 2-Methyl-1-butene 70 C5H1e 000563-46-2 91
4 1-Butene, 3-methyl- 70 C5H1e 000563-45-1 86
5 2-Pentene, (E)- 70 C5H10 000646-04-8 86
Abundance Scan 325 (3.898 min): VN072249.D\data.ms (-312) (-) m/z 55.10 100.00%
55.1
5000 701
39.0 /\

‘ 3.60 3.80 4.00 4.20
H““‘w“‘“H““‘m}““wﬂs““muu“‘_ m/z 70.10  38.28%

miz--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
53.0

70.0 3.60 3.80 4.00 4.20

41.0
29.0 m/z 39.00 30.16%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #633: 2-Pentene
55.0 /\
AR A e
3.60 3.80 4.00 4.20
m/z 42.10 27.80%
5000 42.0 70.0
29.0
150
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #644: 2-Methyl-1-buten R EREmEEERE T

e
55.0 3.60 3.80 4.00 4.20
m/z 41.10 21.90%

5000 390
o w0 |

Il ‘\
m/z--> 0 10 20 30 40 50 60 70 80 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2-Butene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.998 11.01 ug/1 198572  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

2 1-Butene, 3-methyl- 70 C5H10 000563-45-1 80

3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 72

4 2-Pentene, (E)- 70 C5H10 000646-04-8 72

5 2-Methyl-1-butene 70 C5H10 000563-46-2 64

Abundance Scan 342 (3.998 min): VN072249.D\data.ms (-332) (-) m/z 55.05 100.00%

=i

58.0
5000
70.1
39.0

3.60 3.80 4.00 4.20 4.40

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\i‘\‘\‘\‘\‘\\\‘\“\\\\‘ mz 79.16 37.08%
m/z--> 0 10 20 30 40 50 60 70 80

Abundance #651: 2-Butene, 2-methyl-
55.0 /\
5000 | L IR B
41.0 70.0 3.60 3.80 4.00 4.20 4.40
27.0

m/z 39.05  28.86%

1 150 H M‘\} Ll

.0 il .
TTT ‘ T TT ‘ T \ T ‘ T \ T ‘ L ‘ T T ‘ T T ‘ T TT ‘
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #646: 1-Butene, 3-methyl-
55.0

L R B I

3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 28.84%

27.0 42.0 70.0
o | ]
ml"‘ouwu‘uWHWH mwmwmu“m‘
m/z--> 0 10 20 30 60 70 80
Abundance #663: Cyclopropane, 1,2- dlmethyl— cis-

55.0 3.60 3.80 4.00 4.20 4.40
m/z 42.05 22.16%

5000 70.0
41.0
29.0 ‘

H | A

m/z--> 0 10 20 40 50 60 70 80 3.60 3.80 4.00 4.20 4.40

—

—

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 1-Pentene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.187 10.15 ug/1 183078  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 78
2 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 45
4 2-Pentene 70 C5H1e 000109-68-2 38
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 37
Abundance Scan 544 (5.187 min): VN072249.D\data.ms (-533) (-) m/z 42.10 100.00%
42.1
55.1
5000 70.1 A
R
‘ 63.2 4.80 5.00 5.20 5.40 5.60
H‘HH‘HH‘HH‘HH‘HH‘HH‘H‘\‘\‘\ H‘\H\“\\M‘\H\‘HH‘\}H“HH‘HH‘\ m/z 55.19 53.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #631: 1-Pentene
42.0
55.0
5000 ‘\\\/f\\w\‘\\\\‘\\\\’\\\\‘ﬂv\‘\\
27.0 70.0 4.80 5.00 5.20 5.40 5.60
m/z 70.10 41.43%
15'034'0 }\‘\H\H\1\HH\‘\H.\‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #652: Cyclobutane, methyl-
42.0
Raaas e RARAE R
4.80 5.00 5.20 5.40 5.60
5000 m/z 41.05 33.64%
55.0
270 70.0
15.0 M 620
H_HWHH_HWHH_HWHH_HW‘H_m_uwuuwuwuuwuwuuw
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #653: Cyclopropane, ethyl- “H““‘W““W““‘
42.0 4.80 5.00 5.20 5.40 5.60
m/z 39.10 32.13%
5000 55.0
27.0 70.0
15.0 ‘ ‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42822\
Data File : VN@72249.D

Acqg On : 28 Apr 2022 19:47

Operator JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.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 9 Cyclopentane, methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.145 8.12 ug/1 146473  Pentafluorobenzene 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 59
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43
Abundance Scan 877 (7.145 min): VN072249.D\data.ms (-863) (-) m/z 56.10 100.00%

56.1
5000 411
69.1

‘ ‘ 84.2 6.80 7.00 7.20 7.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\‘\\\“\u ‘\‘\\\‘\‘i\\\\‘\\‘\\‘\\ mz 41 19 59.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \‘HH‘HH‘HH’HH‘\
6.80 7.00 7.20 7.40
m/z 69.10 37.00%
28.0 “ ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
\A \‘\\\\‘\\\\‘\\\\’\\\\‘\
41.0 6.80 7.00 7.20 7.40
5000 m/z 55.00 25.70%

m/z-->

Abundance

m/z-->

5000

27.0
69.0
RTINS
0O 10 20 30 40 50 60 70 80 90

#1502: 1H-Tetrazole, 5-methyl-
.0

56
27.0

42.0

8%.0

6.80 7.00 7.20 7.40
m/z 39.10 20.61%

/k

0O 10 20 30 40 50 60 70 80 90
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN©72249.D

Acqg On : 28 Apr 2022 19:47
Operator : JC\MD

Sample : N2617-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2.257 23.1 ug/l 416473 1 8.086 902088 50.0
Butane 2.440 11.9 ug/l 214620 1 8.086 902088 50.0
Butane, 2-methyl- 3.128 21.8 wug/l 392420 1 8.086 902088 50.0
Pentane, 1-chloro- 3.522 12.1 ug/l 218487 1 8.086 902088 50.0
Cyclopropane, 1... 3.722 9.3 ug/l 168487 1 8.086 902088 150.0
2-Pentene 3.898 6.7 ug/l 121291 1 8.086 902088 50.0
2-Butene, 2-met... 3.998 11.0 ug/l 198572 1 8.086 902088 50.0
1-Pentene 5.187 10.2 ug/l 183078 1 8.086 902088 50.0
Cyclopentane, m... 7.145 8.1 ug/l 146473 1 8.086 902088 50.0
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