LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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 X\Method\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29575.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.246 22 26 39 rBV2 172722 374444 21.99% 2.770%
2 1.368 43 46 52 rW 188102 193737 11.38% 1.433%
3 1.752 103 109 120 rVB 678306 922905 54.20% 6.828%
4 1.953 137 142 150 rVB 73176 99104 5.82% ©.733%
5 2.215 180 185 194 rVB2 12540 21413 1.26% 0.158%
6 2.337 197 205 210 rBV 27208 54226 3.18% 0.401%
7 2.782 267 278 283 rBV 97448 218537 12.84% 1.617%
8 2.867 286 292 302 rVW 225772 462358 27.16%  3.421%
9 2.977 302 310 322 rVvvV2 41916 107567 6.32% 0.796%
10 3.105 322 331 343 rVB2 71268 174015 10.22% 1.287%
11  3.763 427 439 447 rBV5 10928 38827 2.28% 0.287%
12 4.306 515 528 540 rBvV 179464 515748 30.29% 3.816%
13 4.428 540 548 557 rVB2 14674 40582 2.38% 0.300%
14 5.202 663 675 687 rVB4 9329 33696 1.98% 0.249%
15 5.391 694 706 713 rBV 148198 438544 25.76% 3.244%
16 5.477 713 720 725 rVW2 80794 237734 13.96% 1.759%
17 5.556 725 733 745 rVB2 283418 800883 47.04%  5.925%
18 5.958 790 799 812 rBV 159309 431299 25.33%  3.191%
19 6.245 837 846 857 rVw4 33021 94797 5.57% 0.701%
20 6.361 857 865 876 rVB1oO 5596 21698 1.27% 0.161%
21  6.763 922 931 943 rBV 425996 1028040 60.38% 7.606%
22 7.171 994 998 1009 rVB3 12972 28859 1.69% 0.214%
23 7.379 1021 1032 1040 rBV6 6751 19698 1.16% 0.146%
24  8.147 1147 1158 1164 rBV 66243 119125 7.00% ©0.881%
25  8.427 1198 1204 1211 rBV 32296 58868 3.46% 0.436%
26 8.507 1211 1217 1226 rVB 64342 107527 6.32% 0.796%
27  8.653 1234 1241 1249 rBV 845326 1337949 78.58% 9.898%
28 8.842 1266 1272 1281 rBV 46255 75228 4.42%  ©.557%
29 8.958 1288 1291 1297 rVB 20828 31818 1.87% 0.235%
30 9.049 1297 1306 1316 rwV 23509 41154 2.42% 0.304%
31 9.165 1319 1325 1333 rVB 19438 29341 1.72% 0.217%
32 9.458 1365 1373 1386 rBV2 43593 75653 4.44% 0.560%
33 9.567 1386 1391 1395 rBv2 20109 32635 1.92% 0.241%
34 10.055 1459 1471 1477 rBV 865801 1191539 69.98%  8.815%
35 10.146 1482 1486 1492 rvv2 28883 41111 2.41% ©0.304%
36 10.244 1496 1502 1508 rVV3 19941 40909 2.40% 0.303%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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 X\Method\82X061822W.M
Title : SW846 8260
37 10.305 1508 1512 1517 rVB 40600 53783 3.16% 0.398%
38 10.421 1525 1531 1539 rVB6 14188 28355 1.67% 0.210%
39 10.646 1563 1568 1573 rVB2 12499 17103 1.00% 0.127%
40 10.793 1587 1592 1597 rBV2 10565 18759 1.10% 0.139%
41 10.963 1614 1620 1625 rVB2 25017 40688 2.39% 0.301%
42 11.085 1634 1640 1649 rVB 646129 845348 49.65% 6.254%
43 11.177 1649 1655 1665 rVB2 15634 28952 1.70% 0.214%
44 11.274 1665 1671 1674 rBV2 14024 20672 1.21% 0.153%
45 11.616 1720 1727 1736 rBV 49602 69417 4.08% 0.514%
46 11.890 1763 1772 1778 rBV6 10167 22208 1.30% 0.164%

47 12.024 1788 1794 1801 rBV 845280 1044477 61.35% 7.727%
48 12.244 1824 1830 1839 rBV 1435479 1702620 100.00% 12.596%

49 12.701 1900 1905 1912 rVB 45686 58780 3.45% 0.435%
50 13.292 1998 2002 2007 rVB 19020 23968 1.41% 0.177%
Sum of corrected areas: 13516698
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029575.D\data.ms
1400000

1200000
1000000

800000
1.752

600000

400000
5.556

2.867
200000{ 1.246368 4.306 5391 5.958

1.95 2-/76'%%_9;,105 4

3
) 2228337 3.763 428 5.202 /L 6.24¢

Time--> 1.20 1.40 1.60 1.80 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

Abundance TIC: VX029575.D\data.ms
1400000

o

1200000

1000000
8.653 10.055
800000
11.085
600000

6.763
400000

200000

8.147 7
51361 7.1717.379 N7 87| 884%meg005 046%67 J&@%@%no.mm@.% w274

oL L A A A
Time-> 650 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00

Abundance TIC: VX029575.D\data.ms
1400000 12.p44

1200000
1000000
12.024
800000
600000

400000

.616

200000 {

1.89 12.701 13.292

O T T T ‘ ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

‘ T
Time--> 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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.
1.246  23.38 ug/l 374444  Pentafluorobenzene 5.556

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 26 (1.246 min): VX029575.D\data.ms (-22) (-) m/z 64.00 100.00%

64.0
5000 L
T
1.20 140 1.60
b m/z 48.00 49.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L L L L B B
1.20 140 1.60
m/z 66.00 4.63%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
64.0
e e e
1.20 140 1.60
5000 m/z 50.00 2.27%
17.0
0 42.0 96.0
N e B o L I e
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T B e
64.0 1.20 140 1.60
m/z 65.00 0.96%
5000
44,
16.0 ‘
bbb 930 1150 1430 169.0 e I P
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe61822\
: VX029575.D
: 18 Jun 2022 17:23
JC/MD
: N3325-08
: 5.0mL/MSVOA_X/WATER
: 23 Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M

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 7

R.T. EstConc Area Relative to ISTD R.T.
1.368 12.10 ug/l 193737  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 72
2 Isobutane 58 C4H1e 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4
Abundance  Scan 46 (1.368 min): VX029575.D\data.ms (-43) (-) m/z 43.05 100.00%
5000
58.1 120 140 1.60 1.80
Obrrrrrrrrrrrrprrrr et e ey M/ 41,05 33.63%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #262: Butane
43.0
5000 290 w‘wj\ﬁw‘mm‘mm‘w
1.20 1.40 1.60 1.80
m/z 58.10 15.19%
o | S
O \\\‘\\\\‘\\‘\\’\\1\‘\\\\‘\}\\’\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
e
1.20 1.40 1.60 1.80
5000 m/z 39.10 14 .54%
27.0
oL 10 140 57.0
R e R RRAREEE RS e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
43.0 1.20 140 1.60 1.80
m/z 42.10 14.40%
5000
27.0
o 0 | | 640 830 990
e e e e R T R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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.
1.752 57.62 ug/l 922905  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 45
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 10
5 Butane, 2-nitro- 103 C4HO9NO2 000600-24-8 10
Abundance Scan 109 (1.752 min): VX029575.D\data.ms (-103) (-) m/z 43.10 100.00%
43.
57.1
5000
‘ 72‘ 1 1.40 1.60 1.80 2.00
36. 65.0 80.0 o
O bt b o | m/z 42.85  88.15%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 41.05 86.32%
72.0
0 15.0 ‘ ‘ ‘50.0“ N
\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\ \‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43.0
/L\‘\\\\‘\\\\‘\\\\‘\\\\‘\
1.40 1.60 1.80 2.00
5000 m/z 57.10 78.33%
27.0
570 720
15.0
ObrrrrrrrrtherrrpreregHr e e e
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #752: 3-Buten-1-ol A AT
42.0 1.40 1.60 1.80 2.00
310 m/z 39.10 26.71%
5000
P O VRO N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.953 6.19 ug/1 99104  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 39
3 Isobutylene epoxide 72 C4H80 000558-30-5 38
4 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 38
5 Oxirane, ethyl- 72 C4H80 000106-88-7 33
Abundance Scan 142 (1.953 min): VX029575.D\data.ms (-137) (-) m/z 43.05 100.00%
43.0
5000
57.1
ssdll s00.] 65072"1800 1.60 1.80 2.00 2.20
O v e e T e R m/z 42.10 59.54%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #809: Pentane
43.0
5000 \‘HH‘H\/MHH’HH‘\
1.60 1.80 2.00 2.20
. m/z 41.10 53.14%
21.0 57.0 72.0
0 15.0 ‘M \‘\ \SO'QM‘ 65.0 ‘
\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43.0
57.0 1.60 1.80 2.00 2.20
5000 ITI z 57.10 17.10%
29.0
0 15.0 50.0 720
PP PP T e e e e
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #783: Isobutylene epoxide A
41.0 1.60 1.80 2.00 2.20
m/z 39.10 15.75%
5000 27.0
72.0
15.0
L s005T
HWHMm_uwuwmWHWHH_HMMMHWHWWWHWHHWHMMMH‘  aREE T A AARRE
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Butane, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.782 13.64 ug/l 218537  Pentafluorobenzene 5.556

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 50
3 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 36
4 Pentane 72 C5H12 000109-66-0 23
5 Pyrrolidine 71 C4HON 000123-75-1 22
Abundance Scan 278 (2.782 min): VX029575.D\data.ms (-267) (-) m/z 43.10 100.00%
5000
71.1
55.1 86.1 2.40 2.60 2.80 3.00 3.20
O o2l 628 L m/z 42.10  85.56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000
71.0 2.40 2.60 2.80 3.00 3.20
27.0 m/z 41.10 40.51%
55.0 86.0
oL 150 | . 1630 |
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 71.10 31.74%
27.0 57.0
15.0 86.0
L e B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1821: 1,2,3-Trimethyldiaziridine R AARRRa FiN o
42.0 2.40 2.60 2.80 3.00 3.20
56.0 m/z 39.10 16.69%
5000 28.0 1.0
85.0
0""H""Jﬁ”"‘HHu“‘ﬂmq“‘wi“‘,ul““‘ e e
m/z--> 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Cyclopentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.867 28.87 ug/l 462358  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 80
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 78
3 1-Pentene 70 C5H10 000109-67-1 78
4 Methyl propargyl ether 70 C4H60 000627-41-8 7
5 Ethoxyacetylene 70 C4H60 000927-80-0 4

Abundance Scan 292 (2.867 min): VX029575.D\data.ms (-286) (-) m/z 42.10 100.00%

42.1
5000 55.0 70.1 q
2.60 2.80 3.00 3.20
ol e et e 842 m/z 55.05  50.04%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
5000 LN L B B BN R
%0 100 280280300320
27.0 m/z . . 0
O 10 lswo \‘H \“ L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
42.0
AR R AR
2.60 2.80 3.00 3.20
5000 m/z 41.10 30.97%
55.0
27.0 70.0
15.0
oL it ] R P S S
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene e
42.0 2.60 2.80 3.00 3.20
m/z 39.05 23.27%
55.0
5000 70.0
29.0
0 150‘ R e AR A e AT
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX@29575.D

Acqg On : 18 Jun 2022 17:23

Operator JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 7 Cyclopentane, methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4,306 32.20 ug/l 515748  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2HAN4 004076-36-2 80
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 80
4 Cyclohexane 84 C6H12 000110-82-7 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
Abundance Scan 528 (4.306 min): VX029575.D\data.ms (-515) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.1
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
Obrrrrrrprrrr et e m/z 41,10 48.50%
miz--> 10 20 30 40 50 60 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L R B R
4.00 4.20 4.40 4.60
m/z 69.10 46.12%
wo T
O\\‘\\\\‘\\ “\\\}}\‘\\\i‘\w ‘\’\\\‘11\\\\‘\!\\‘\\
miz--> 10 20 40 50 60 90
Abundance
56.0
27.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
4.00 4.20 4.40 4.60
5000 m/z 55.10 25.92%
42.0
84.0
N S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2-cyclopropyl- RRELRRARE SR AR AR
56.0 4.00 4.20 4.40 4.60
41.0 m/z 42.10 19.72%
5000
27.0 69.0
180 L e
0 H“J‘W“ JM“‘}H“MJ b e AR
miz--> 10 40 60 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Cyclobutane, (1-methylethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.147 5.79 ug/1 119125 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 80
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
5 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 78
Abundance Scan 1158 (8.147 min): VX029575.D\data.ms (-1147) (-) m/z 81.10 100.00%
81.1
5000 A
%1 URNIUIN | WO
391 531 670 ‘ ‘ 7.80 8.00 8.20 8.40

o"wH‘W‘H‘w““H‘Mw‘m‘s_H“me“u_m m/z 96.10  23.72%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3285: Cyclobutane, (1-methylethylidene)-

81.0
7.80 8.00 8.20 8.40
39.0 . . .11%
270 ‘ 530 670 96.0 m/z 79.10 23.11
0\\\‘\\\\‘\\\\‘\\\\“\\\\“\‘\‘\\‘\\\‘\‘\\\‘\“1\\\‘\\‘\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
81.0
e ARBAREEEES SRR
7.80 8.00 8.20 8.40
5000 m/z 67.00 12.27%
27.0 39.0 96.0
53.0
15.0 67.0
o RER
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3270: Cyclopentene, 4,4-dimethyl- ‘_“W“H,‘H“H“‘
81.0 7.80 8.00 8.20 8.40
m/z 39.10 11.47%
5000
270 ‘ 53.0 96.0
67.0 ‘
b 20 LA SN AA;
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244  81.51 ug/l 1702620 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
5 Deltacyclene 118 C9H1e 007785-10-6 72
Abundance Scan 1830 (12.244 min): VX029575.D\data.ms (-1824) (- m/z 117.10 100.00%
117.1
5000 A
— —
Ol bt b et Al 238220 sz 118,10 57.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 —r —
12.00 12.50
m/z 115.10  33.89%
300 630 910
O\\‘]T\s\.\o‘\\\\‘\H\‘.H\\‘”\\\1‘}‘\.‘\\‘\\\‘\‘\\\\"HH‘\‘\H‘H!\“HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
— —
12.00 12.50
91.0 o
5000 m/z 91.10 15.83%
39.0 65.0
Olrrprrrrprrer e e b et et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl- T T
117.0 12.00 12.50
m/z 116.10 7.83%
5000 91.0
39.0 65.0
0‘wuH‘HHM‘qu‘wuM”&wmﬂhuuuhuﬁh‘wﬂﬁ‘uwu‘wu ‘ A‘ o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029575.D

Acqg On : 18 Jun 2022 17:23
Operator : JC/MD

Sample : N3325-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 1.246 23.4 ug/l 374444 1 5.556 800883 50.0
Butane 1.368 12.1 ug/l 193737 1 5.556 800883 50.0
Butane, 2-methyl- 1.752 57.6 ug/l 922905 1 5.556 800883 50.0
Pentane 1.953 6.2 ug/l 99104 1 5.556 800883 50.0
Butane, 2,3-dim... 2.782 13.6 ug/l 218537 1 5.556 800883 50.0
Cyclopentane 2.867 28.9 ug/l 462358 1 5.556 800883 50.0
Cyclopentane, m... 4.306 32.2 ug/l 515748 1 5.556 800883 50.0
Cyclobutane, (1... 8.147 5.8 ug/l 119125 2 6.763 1028040 50.0
Indane 12.244 81.5 ug/l 1702620 4 12.024 1044480 50.0
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