LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12 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\82N122721W.M
Title : SW846 8260
Signal : TIC: VN@70437.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.292 80 113 133 rBV 1966451 9790724 2.95% 0.827%
2 3.140 413 429 467 rVB 4891434 11463022 3.45% 0.968%
3 3.513 553 568 625 rVB2 2023876 6613302 1.99% 0.558%
4 6.900 1810 1831 1865 rVB 1355800 3973018 1.20% ©0.335%
5 7.147 1899 1923 1943 rBV 3801804 11094890 3.34% 0.937%
6 7.841 2165 2182 2203 rVB 1420053 3437948 1.04% 0.290%
7 8.088 2259 2274 2293 rVV3 2560990 6844431 2.06% ©.578%
8 8.965 2579 2601 2630 rBV3 2795369 7010455 2.11% 0.592%
9 10.440 3133 3151 3166 rBV2 3618467 7012337 2.11% 0.592%
10 11.744 3618 3637 3653 rBV 2894076 5409379 1.63% 0.457%

11 11.843 3655 3674 3694 rBV2 51163869 94782229 28.55% 8.002%
12 11.956 3695 3716 3759 rVB6 144226617 331982695 100.00% 28.029%
13 12.277 3812 3836 3855 rBV 12008538 20426240 6.15% 1.725%
14 12.575 3935 3947 3967 rVB 4232888 7097927 2.14% 0.599%
15 12.728 3990 4004 4025 rBV 2630057 4432402 1.34% 0.374%

16 12.918 4060 4075 4085 rBV 9272342 15240514  4.59% 1.287%

17 12.980 4085 4098 4105 rBV2 41539538 70217666 21.15% 5.928%
18 13.058 4119 4127 4147 rVB 23314067 37157250 11.19% 3.137%
19 13.219 4170 4187 4211 rVB2 35074568 59591872 17.95% 5.031%
20 13.366 4216 4242 4271 rBV3 90578194 164862210 49.66% 13.919%
21 13.702 4343 4367 4403 rVB2 43457057 78975056 23.79% 6.668%

22 13.873 4404 4431 4467 rBV4 45378408 93096386 28.04%  7.860%

23 14.128 4514 4526 4532 rBV 3986132 6503457 1.96%  0.549%
24 14.214 4547 4558 4571 rVB 6262238 9753703 2.94%  ©.823%
25 14.324 4589 4599 4620 rVB2 5070742 8716056 2.63% 0.736%
26 14.538 4663 4679 4685 rBV 3741120 6016378 1.81% ©0.508%
27 14.576 4685 4693 4705 rVB 5150868 8004051 2.41% 0.676%
28 14.807 4767 4779 4791 rBV 4608471 7286391 2.19% 0.615%
29 14.927 4805 4824 4838 rBV3 9096128 18311218 5.52%  1.546%
30 15.501 5008 5038 5062 rBV2 32354115 64048899 19.29% 5.408%

31 16.614 5436 5453 5481 rVB 2352310 5278210 1.59% ©0.446%

Sum of corrected areas: 1184430316
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

Abundance TIC: VN070437.D\data.ms
1.4e+08

1.2e+08
le+08
8e+07
6e+07
4e+07
2e+07

2.292 3.140 3513 6.9l

e
(L A L B L L L L L L L L B L L L L L L L L L L L B

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: VN070437.D\data.ms
1.4e+08

1.2e+08
1le+08
8e+07

6e+07 11.8

4e+07

2e+07

7.147 7.841 8.088 8.965 10.440 11.74
o

—T N —T— T

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance TIC: VN070437.D\data.ms
1.4e+08{1.956

e — —
10.50 11.00 11.50

1.2e+08

1le+08
13.366

8e+07

6e+07
12.980 13.708-873

4e+07 13.219 15.501
.058
2e+07
12.277
12.9 g6
12.575 728 1445844824 14558614, 16.614
0 /\ — T \/Y\R/\\j\ T ‘& T \/\T T I

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©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.292 71.52 ug/l 9790720  Pentafluorobenzene 8.086

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 113 (2.292 min): VN070437.D\data.ms (-80) (-) m/z 63.90 100.00%

3.9
5000 /\/\
T
2.20 2.40 2.60
b m/z 47.90 53.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LN L L L B B
2.20 2.40 2.60
m/z 65.85 5.02%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
64.0
T
2.20 2.40 2.60
5000 m/z 49.90 2.66%
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
64.0 2.20 2.40 2.60
m/z 64.90 0.90%
5000
44,
16.0
ol L ‘ L ‘ 93.0 1150 143.0 169.0
R L e R I e
m/z--> 20 40 60 80 100 120 140 160 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.140 83.74 ug/1 11463000 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 33
3 3-Buten-1-o0l 72 C4H80 000627-27-0 25
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 429 (3.140 min): VN070437.D\data.ms (-413) (-) m/z 43.00 100.00%

5000 A
R ARARAEREEEEEE
‘ 72.0 2.80 3.00 3.20 3.40
bl b 2008 m/z 41.00 86.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 UL L R R R
2.80 3.00 3.20 3.40
15.0 m/Z 42.00 85.30%
‘ I ‘ 72.0
0 \‘\H‘\‘HH }\H\“\“\\l\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
R RRRAEREEEEE
2.80 3.00 3.20 3.40
5000 m/z 57.00 59.94%
72.0
0 15.0
R B mEaw B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol A Rmmaa e RN
42.0 2.80 3.00 3.20 3.40
m/z 39.00 27.63%
5000
ols-own"’ J\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Pentane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.513  48.31 ug/1 6613300 Pentafluorobenzene 8.086

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 50
3 3-Buten-1-o0l 72 C4H80 000627-27-0 9
4 Oxirane, ethyl- 72 C4H80 000106-88-7 9
5 Methyl glyoxal 72 C3H402 000078-98-8 9

Abundance Scan 568 (3.513 min): VN070437.D\data.ms (-553) (-) m/z 43.00 100.00%

43.0
5000
AR R
72.0 3.20 3.40 3.60 3.80
0 | 2498 n/z 42.00 60.85
\\\\‘\\H‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘HH . . (]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #809: Pentane
43.0
5000 ,/L\—Af,
3.20 3.40 3.60 3.80
m/z 41.00 53.75%
‘ 72.0
O\]\-\5\.9\“‘\‘\\“i}H‘u‘HH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance
AR RN
3.20 3.40 3.60 3.80
5000 m/z 39.00 18.96%
. 15.0 72.0
T T e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 A/\A/w
Abundance #752: 3-Buten-1-ol ERRaEE B
42.0 3.20 3.40 3.60 3.80
m/z 57.00 13.69%
5000
RELT I
! A T T T e A R R
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 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©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 2-Pentene, 3-methyl-, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.900 29.02 ug/l 3973020  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 95
2 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 94
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 94
4 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 90
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
Abundance Scan 1831 (6.900 min): VN070437.D\data.ms (-1810) (-) m/z 41.00 100.00%
41.0 69.0
5000
6.60 6.80 7.00 7.20

obrrrpeelle e e 2068 /7 69.00  92.02%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #1701: 2-Pentene, 3-methyl-, (E)-

41.0
69.0
5000
6.60 6.80 7.00 7.20
m/z 55.00 50.41%
15.0 ‘ ‘
O \\“\‘\‘\‘}\““\\H}“\‘\“\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0
6.60 6.80 7.00 7.20
5000 m/z 84.05 48.73%
0 15.0
R L o o  RAREREE S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0 6.60 6.80 7.00 7.20
69.0 m/z 39.00 30.88%
5000
15.0
o L
m/z--> 20 40 60 80 100 120 140 160 180 200 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©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.147 81.05 ug/l 11094900  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclobutane, butyl- 112 C8H16 013152-44-8 64
5 Cyclohexane 84 C6H12 000110-82-7 56
Abundance Scan 1923 (7.147 min): VN070437.D\data.ms (-1899) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
R R E
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
ol et e L m/z 41.08  55.97%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0
5000 UL R L B
69.0 6.80 7.00 7.20 7.40
27.0 9
‘ “ ‘ 84.0 m/z 69.00 41.05%
0 \\\1‘-\0\\\‘%?\.(\)‘H{H“Hi}\‘\\\‘\w‘\‘\H‘“HH‘\!H‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0
27.0 \‘\\\\‘\\\\’\\\\‘\\\\’\
6.80 7.00 7.20 7.40
5000 m/z 55.00 26.38%
42.0
84.0
] T 1 M N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- RanEE e RS
56.0 6.80 7.00 7.20 7.40
m/z 39.00 24.04%
41.0
5000
27.0
69.0
m/z--> 0 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Cyclopentene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.841  25.11 ug/l 3437950  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
4 C2H5CH=CHCH=CH2 82 CeH1e 000592-48-3 83
5 1,4-Hexadiene, (Z)- 82 C6H1e 007318-67-4 80
Abundance Scan 2182 (7.841 min): VN070437.D\data.ms (-2165) (-) m/z 67.00 100.00%
67.0
5000
39.0
H ‘ 7.60 7.80 8.00 8.20
O el 2970 sz 82,08 27.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1410: Cyclopentene, 1-methyl-
67.0
5000 L B B I IR B L
7.60 7.80 8.00 8.20
39.0 m/z 39.00  19.39%
015.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0
N ABAREaREs R
7.60 7.80 8.00 8.20
5000 m/z 41.00 15.45%
39.0
15.0
Ol e i el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1411: Cyclopentene, 3-methyl- I RERR R S
67.0 7.60 7.80 8.00 8.20
m/z 81.00 13.19%
5000
41.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.980 44.46 ug/l 70217700  1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 81
4 1,3-Cyclopentadiene, 5-(1-methyl... 120 C9H12 003141-02-4 74
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 72

Abundance Scan 4098 (12.980 min): VN070437.D\data.ms (-4085) (- | m/z 105.05 100.00%
106.1
120.1
5000
77.0 91.0
37'0 63.0 M ‘ | 13.00
0‘W‘Hw‘H‘_H:ﬁu‘WMMMW‘MMIMHJJH‘HM‘_JNﬂ‘HM“ m/z 120.10 62.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000 T
13.00
120.0 o
77.0 91.0 m/Z 77 .00 26.75%
27.0 51\'0 I M L
OH‘HH‘H\‘\‘H\\‘H\\iMHHH\|HH|\H\‘HH\‘MH‘H‘\‘\“HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
13.00
5000 m/z 91.00 24 .56%
120.0
77.0 91.0
270 510
Ol rprerr el bttt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 106.05 18.46%
5000
79.0 120.0
0 ool 1
O e e e AN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.219 37.73 ug/1 59591900 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Mesitylene 120 CS9H12 000108-67-8 86
Abundance Scan 4187 (13.219 min): VN070437.D\data.ms (-4170) (- | m/z 105.00 100.00%
105.0
5000
77.0
39.0 “ | 13.00 13.50
0"“mw“‘“‘H“HMW‘M | 4269 2070 n/z 120.05 51.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 AﬁVk
5000 ASHERY -
13.00 13.50
77.0 m/Z 76.95 22.19%
270 510 ‘
O\\\‘\\\\“\\“\\“U\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
bl )
——
1300 13.50
5000 m/z 91.00 21.06%
77.0
0 27.0 51.0
R B A A Rmaa TR
m/z--> 20 40 60 80 100 120 140 160 180 200 ]\ f
Abundance #10715: Benzene, 1,2,3-trimethyl- =
105.0 1300 13.50
m/z 79.00 16.79%
5000
390 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.873 58.94 ug/l 93096400 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 89
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 76

Abundance Scan 4431 (13.873 min): VN0O70437.D\data.ms (-4404) (- | m/z 117.05 100.00%

1171
5000
91.0
57.8

1350 14.00
Ol 280 A39.9 2070 nm/z 118.10  93.77%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 — T
1350 14.00
m/z 115.00  56.77%

o

39.0 91.0
\]\-3\\0‘\‘\\\“\\\7‘\\\\‘\\“\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0

13.50 14.00
5000 ITI z 91.00 30.38%
91.0
39.0 g50
O T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10190: Benzene, 2-propenyl-

117.0 13.50 14.00

m/z 57.80 16.98%

5000
58.0 91.0 L‘“
27.0 ‘
o B0

m/z--> 20 40 60 80 100 120 140 160 180 200 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : 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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.214 6.18 ug/1 9753700 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 4558 (14.214 min): VN070437.D\data.ms (-4547) (' | m/z 119.10 100.00%

119.1
5000
91.0

14.00 14.50
39.0 65.0
o‘Hww\uwhu‘u‘”MH‘H‘MMHHmlﬁ"?;?_H‘_H?‘Q?:l‘ m/z 134.05 29.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50

m/z 91.00 16.90%

91.0
15.0 390 65.0 ‘
O\H‘\‘\‘\H“‘\\“1‘\“1‘\\\‘”‘HH“}“HM\H”\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0

14.00 14.50
5000 m/z 120.10 9.97%
91.0
0*;ﬁ?*wfﬁg*ﬁée*\w*w**H\*H*\H*w**H\*H*M**
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- T =5
119.0 14.00 14.50

m/z 77.00 9.31%

5000
91.0
39.0 65.0 ‘
0 150 “5" ) ‘u i) ‘h“ I .
R o B B R ma

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 11 Indan, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.324 5.52 ug/1 8716060 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 81
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
Abundance Scan 4599 (14.324 min): VN0O70437.D\data.ms (-4589) (- | m/z 117.00 100.00%
117.0
5000
91.0 14.00 14.50
\ 5%0\\\749 ‘ H‘ 1330 . ' 5
0t m/z 115.00  32.45%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000
14.00 14.50
200 910 m/z 132.05 26.49%
0, 50 | 1330
O\\\’\‘\\\’\\‘\\“u\\\“\\‘\\‘\\\\‘\V\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
— —==
14.00 14.50
5000 m/z 119.05 17.88%
91.0
0 270 20 740 133.0
e B R
m/iz--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 14.00 14.50
m/z 91.00 16.90%
5000
91.0
39.0 65.0 133.0
ol 20 b g Wl
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : 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 12 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.576 5.07 ug/l 8004050 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 4693 (14.576 min): VN0O70437.D\data.ms (-4685) (- | m/z 119.10 100.00%

119.1
- J\M
91.0 14%6 I
39.0 65.0 :
bt i by W 340 I9LL /7 134,05 43.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 o S
14.50
91.0 m/z 91.00 16.99%
39.0 650
0 %\5\.‘0\‘\ T \“‘\\“\‘\“i“\\\““ T \‘\\‘muw"\H“\’\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
T \
14.50
5000 m/z 120.10 9.29%
91.0
150 390 65.0
L e B AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0 14.50
m/z 77.00 8.70%
5000
91.0
L P I N
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 13 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.927 11.59 ug/1l 18311200 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
Abundance Scan 4824 (14.927 min): VN070437.D\data.ms (-4805) (- | m/z 117.00 100.00%
117.0
——
51.0 91"0 M ‘ 15.00
Obrrrpede bl 1481 20720 /7 132,05 36.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T
91.0 15.00
51.0 m/z 115.00 27.95%
270~ ‘
O \\\‘\\\\‘\\‘U\““U\\\‘\\u\‘”\‘\\\’\‘”\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
15.00
5000 m/z 131.05 18.73%
91.0
ol 270 510
R R o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 15.00
m/z 91.00 15.80%
5000
39.0 g50 910 ‘
bbbl e e ANi
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 14 Azulene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.501 40.55 ug/l 64048900 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 87
2 Azulene 128 C1OH8 000275-51-4 81
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 81
4 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 62
5 1,4-Benzenedicarbonitrile 128 C8HAN2 000623-26-7 47
Abundance Scan 5038 (15.501 min): VN070437.D\data.ms (-5008) (- | m/z 128.05 100.00%
128.1
5000 ﬂ
51.0 102.0 71 ]
‘ H74.0 ‘ M 15.50
O st el 882120810y 126,95 25.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0
5000 s ‘
15.50
102.0 m/z 129.00 21.48%
51.0 74.0 :
O ‘2\8\.9\“\\“\\“H\\H‘\h‘\\\\“‘\\\\‘\“‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
128.0
T
15.50
5000 m/z 101.95 17 .80%
102.0
0 28.0 510 770
A e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13688: 1H-Indene, 1-methylene- — ‘
128.0 15.50
m/z 51.00 17.58%
5000
51.0
e )
0 Hrrrerd e e I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VN@70437.D

Acqg On : 3 Jan 2022 15:10
Operator : JC/MD

Sample : M5251-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 2.292 71.5 ug/l 9790720 1 8.086 6844430 50.0
Butane, 2-methyl- 3.140 83.7 wug/l 11463000 1 8.086 6844430 50.0
Pentane 3.513 48.3 ug/l 6613300 1 8.086 6844430 50.0
2-Pentene, 3-me... 6.900 29.0 ug/l 3973020 1 8.086 6844430 50.0
Cyclopentane, m... 7.147 81.0 wug/l 11094900 1 8.086 6844430 50.0
Cyclopentene, 1... 7.841 25.1 wug/l 3437950 1 8.086 6844430 50.0
Benzene, 1l-ethy... 12.980 44.5 ug/l 70217700 4 13.672 78975100 50.0
Benzene, 1l-ethy... 13.219 37.7 ug/l 59591900 4 13.672 78975100 50.0
Indane 13.873 58.9 ug/l 93096400 4 13.672 78975100 50.0
Benzene, 2-ethy... 14.214 6.2 ug/l 9753700 4 13.672 78975100 50.0
Indan, 1-methyl- 14.324 5.5 ug/l 8716060 4 13.672 78975100 50.0
Benzene, 1,2,4,... 14.576 5.1 ug/l 8004050 4 13.672 78975100 50.0
Benzene, 2-ethe... 14.927 11.6 wug/l 18311200 4 13.672 78975100 50.0
Azulene 15.501 40.5 ug/l 64048900 4 13.672 78975100 50.0
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