LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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©31824W.M

Title : SW846 8260

Signal : TIC: VN@81500.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 2.512 84 95 107 rBV 4915081 9103941 5.63% 1.949%
2 2.665 117 121 129 rVV 1625162 2822717 1.75% 0.604%
3 3.248 210 220 232 rBV 1593419 3566676 2.21% 0.764%
4 3.653 279 289 301 rBV2 762695 2548061 1.58% 0.546%
5 3.824 301 318 338 rBV2 20324622 65533378 40.54% 14.031%
6 4.147 363 373 390 rVB 1382066 3880217 2.40% 0.831%
7 5.159 529 545 557 rBV 707232 2373101 1.47% 0.508%
8 5.383 569 583 604 rVB3 407643 1715409 1.06% 0.367%
9 5.794 638 653 672 rBV2 1341853 4723706 2.92% 1.011%
10 6.671 791 802 815 rVB2 712525 2247985 1.39% 0.481%
11 7.559 945 953 968 rVB 1617554 3949620 2.44% 0.846%
12 8.230 1061 1067 1081 rVB2 820059 2495700 1.54% 0.534%
13 8.612 1119 1132 1148 rBV2 46342161 111345362 68.89% 23.839%
14 9.100 1205 1215 1235 rBV 1081742 2300987 1.42% 0.493%
15 10.571 1457 1465 1469 rBV 1551473 3024632 1.87% 0.648%

16 10.635 1469 1476 1505 rVB2 77555860 161636889 100.00% 34.606%
17 11.865 1677 1685 1693 rBV 1433536 2575642 1.59% 0.551%
18 11.965 1693 1702 1711 rVV 7153388 11727302 7.26% 2.511%
19 12.070 1711 1720 1733 rVV 19660279 37200766 23.02% 7.965%
20 12.400 1767 1776 1784 rBV 10211668 16976757 10.50%  3.635%

21 12.853 1845 1853 1861 rVB 1130775 1974258 1.22% ©0.423%
22 13.100 1889 1895 1899 rBV 1874590 3271263 2.02% 0.700%
23 13.482 1951 1960 1971 rBV 3217972 5278213 3.27% 1.130%
24 13.794 2006 2013 2016 rBV 1430103 2690496 1.66% ©.576%
25 13.994 2041 2047 2063 rVB3 823784 2113990 1.31% ©.453%

Sum of corrected areas: 467077068
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.M
Quant Title : SW846 8260

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

Abundance TIC: VN081500.D\data.ms
7e+07
6e+07
5e+07
4e+07

3e+07

2e+07 3.824

le+07
2.512
2.665 3.248 3.65 4.147 5.159 5.383 5.794 6.671

Ot \\\ﬁ/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\_\\\\‘\\\ \/\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/_\\‘W_FWJ\T\\\\‘\\\\/‘\\\\\‘\\\\‘\\\\’\\\\‘\/_\\\

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: VN081500.D\data.ms

10.635
7e+07

6e+07
4e+07

3e+07

2e+07

le+07

0 7.559 8.230 99@0 10.5
. — — ™~ — — —1 T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN081500.D\data.ms

7e+07
6e+07
5e+07
4e+07

3e+07

se+07. 12.070

16+07]1 96 12.400

Beﬁ\ 1285313200 13382 137943 994
By [ B B ‘y—v—‘v—r/\v—r“/\\%—va/} 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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Butane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.512 182.39 ug/l 9103940  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 80
2 Isopropylsulfonyl chloride 142 C3H7C1l02S 010147-37-2 9

3 Isobutane 58 C4H1ie 000075-28-5 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9

5 Acetone 58 C3H60 000067-64-1 7
Abundance  Scan 95 (2.512 min): VN081500.D\data.ms (-84) (-) m/z 43.05 100.00%

43.0
5000

H‘mwm‘mwm‘
2.20 2.40 2.60 2.80

ol 9 1050 1008 2069 174160 36.7%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #263: Butane
43.0

5000 ‘w“‘w“‘w“‘w“‘w
2.20 2.40 2.60 2.80

‘ m/z 38.95 19.45%

1500 1L ]
\‘\\\\‘\\\\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #22192: Isopropylsulfonyl chloride
43.0

2.20 2.40 2.60 2.80

o

5000 m/z 58.10 16.57%
ol 150/ 1l 830
el
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #267: Isobutane A RARRE
43.0 2.20 2.40 2.60 2.80

m/z 42.05 13.67%

5000
150‘ ‘
0 | | I

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 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©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 4
R.T. EstConc Area Relative to ISTD R.T.
3.248 71.46 ug/1l 3566680  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Butane, 1-chloro-2-methyl- 106 C5H11Cl 000616-13-7 35
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 220 (3.248 min): VN081500.D\data.ms (-210) (-) m/z 43.05 100.00%
43.0
5000 A
o REEEaEEEEE R
72.1 3.00 3.20 3.40 3.60
1]
el 1288 2072 2721 u.;0 41,05 90.36%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #814: Butane, 2-methyl-
43.0
5000 /\/\
3.00 3.20 3.40 3.60
m/z 42.05 85.41%
‘ ‘ 72.0
0\H‘\‘\‘H\‘HH‘\‘H‘}\‘HH‘HH‘H\\‘\\H‘\\\\’\\H‘HH‘HH’HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #752: 3-Buten-1-ol
42.0
R e R
3.00 3.20 3.40 3.60
5000 m/z 57.10 75.26%
72.0
12.0
O—FL‘J

-

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #5667: Butane, 1-chloro-2-methyl-
57.0 3.00 3.20 3.40 3.60
m/z 38.95 37.50%
5000
27.0

0! HW“u‘mwl‘?t?:ﬂH""‘H""‘,‘wam,www S

m/z--> 20 40 60 80 100120140160180200220240260 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Cyclopropane, ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.653 51.05 ug/1 2548060 Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 58
2 Pentane 72 C5H12 000109-66-0 49
3 1-Pentene 70 C5H1e 000109-67-1 46
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 38
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 27
Abundance Scan 289 (3.653 min): VN081500.D\data.ms (-279) (-) m/z 43.05 100.00%
3.0
5000
70.1 AN\ 50 G-
‘M 3.40 3.60 3.80 4.00
obrrrpellll e 20T sz 42,10 67.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #657: Cyclopropane, ethyl-
42.0
5000
70.0 3.40 3.60 3.80 4.00
m/z 40.95 66.56%
15.0 |
O' ‘\\H\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
A
3.40 3.60 3.80 4.00
5000 m/z 54.95 63.73%
72.0
osol Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #632: 1-Pentene
42.0 3.40 3.60 3.80 4.00
m/z 39.00 39.66%
70.0
5000
15.0
Y e — RS,V N R WVAY]
m/z--> 20 40 60 80 100 120 140 160 180 200 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©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.824 1312.93 ug/1 65533400  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 56
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Hydrazine, methyl- 46 CH6N2 000060-34-4 9
4 Methane, nitroso- 45 CH3NO 000865-40-7 4

5 Ethene, fluoro- 46 C2H3F 000075-02-5 4
Abundance Scan 318 (3.824 min): VN081500.D\data.ms (-301) (-) m/z 45.05 100.00%

45.0
5000

T T
3.60 3.80 4.00 4.20

Ol 700 11691410 2070 n.; 4605  58.51%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106: Ethano
31.0

5000 A e
3.60 3.80 4.00 4.20

m/z 43.00 30.62%

O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #110: Dimethyl ether
45.0

15.0 3.60 3.80 4.00 4.20
5000 m/z 42.00 12.71%

o"ﬂw‘HH“‘H"H“H“‘H“_“‘_“w“‘w“u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #115: Hydrazine, methyl-

46.0 3.60 3.80 4.00 4.20
m/z 41.00 3.86%

) /&f\//\\/\/\
0 A

m/z--> 20 40 60 80 100 120 140 160 180 200 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©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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-Butene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,147  77.74 ug/1 3880220 Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 86
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 74
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 72
Abundance Scan 373 (4.147 min): VN081500.D\data.ms (-363) (-) m/z 55.10 100.00%
553.1
R R A RARRE S
H‘ ‘ 3.80 4.00 4.20 4.40

ot LS 2071 n/z 70.05  44.84%

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #651: 2-Butene, 2-methyl-

55.0
5000 /k,
3.80 4.00 4.20 4.40
27.0 m/z 39.00  27.64%
O \‘\\\\‘\‘11\‘}‘1\“\‘\’\‘\“1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
5:
e
3.80 4.00 4.20 4.40
5000 m/z 41.00 24 .95%
zgoH
0 WWHW A —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #658: Cyclopropane, 1,1-dimethyl- R T
55.0 3.80 4.00 4.20 4.40
m/z 42.00 19.35%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Cyclopentene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.159 47.54 ug/1 2373100  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 91
3 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 64
4 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 59
5 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 53
Abundance Scan 545 (5.159 min): VN081500.D\data.ms (-529) (-) m/z 67.00 100.00%
67.0
5000 /\
390 530 L LA LA N L L L
‘ | 4.80 5.00 5.20 5.40
Ol et bl 838 m/z 68.10 37.71%
m/z--> 200 30 40 50 60 70 80 90 100
Abundance #503: Cyclopentene
67.0
5000 L L L L BN B R L B
4.80 5.00 5.20 5.40
39.0 53.0 m/z 39.00 23.93%
20 ]
O\\‘\\\‘\“\\\‘\‘“1\\\“\\\\’“\w\“\\\\‘\\\\‘\\\\‘\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #536: Cyclopropane, methylmethylene-
67.0
4.80 5.00 5.20 5.40
5000 39.0 m/z 53.00 17.89%
53.0
27.0
0"_‘1Hﬁ‘wjm“¢ﬁ“q;ﬁlq“u“‘u“‘u“‘
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3123: 2,3-Diazabicyclo[2.2.1]-hept-2-ene R A REARRRERES
67.0 4.80 5.00 5.20 5.40
m/z 40.95 10.27%
5000
39.0 53.0
27.0
Y T 1 S W T €1 SISV VAR, N
m/z--> 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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, methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.383 34.37 ug/1 1715416  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 78
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 78
3 1-Pentene 70 C5H10 000109-67-1 64
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 47
5 2-Pentene 70 C5H10 000109-68-2 47
Abundance Scan 583 (5.383 min): VN081500.D\data.ms (-569) (-) m/z 42.00 100.00%
42.0
5000 70.0 W/k
B R e
. 5.00 5.20 5.40 5.60 5.80
0t e 2288 m/z 55.10 0 51.09%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #635: Cyclopentane
42.0
5000
70.0 5.00 5.20 5.40 5.60 5.80
' m/z 70.85  45.40%
O\‘\\\\‘\U\\“}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #652: Cyclobutane, methyl-
42.0
B e
5.00 5.20 5.40 5.60 5.80
5000 m/z 41.00 37.32%
70.0
15.0 “ \
Ol bl b e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #629: 1-Pentene
42.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00 27.38%
5000 70.0
0 15.0 H ‘ Ll
R R e B R AR RS RRRR Rmaas e e AR ARE
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.100 60.79 ug/l 3271260 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1895 (13.100 min): VN081500.D\data.ms (-1889) (- | m/z 105.00 100.00%

106.0
5000

39.0 77.0 13.00 13.50
O preeprtt el b Ml 300 1741 2078 o156 10 31.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

5000

77.0 ’
39.0
0 \1\5\-‘0\‘\\\"‘\\‘\\“‘\‘\\\““\\‘}\“‘1‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

—f—
13.00 13.50

5000 m/z 76.95 11.67%
39.0 77.0
N T Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50

m/z 106.00 8.40%

5000
77.0
0 150\39\0\ IR [ N [
L L L B B L L L B B L B

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©32024\
Data File : VN@©81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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.
13.994  39.29 ug/l 2113990 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 74
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
Abundance Scan 2047 (13.994 min): VN081500.D\data.ms (-2041) (- | m/z 117.00 100.00%
117.0
- M/\
\ T ‘ T T T T
39.0 63.0 91“0 141.0 14.00
bttt ol M ST 1740 20700 /7 118,00 55.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 T
14.00
m/z 114.95 36.13%
390 630 %0
O-\1\5\.(‘)\‘\\\“.\\H\\““\‘.H\“‘H“H“‘\H [T T T [T T[T T T T[T I T [TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0
14.00
m/z 91.00 15.07%
5000 91.0
51.0
0““2‘7‘:'9&_“‘1J““:‘ww”_u‘ww“‘m‘wH_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl- L
117.0 14.00
m/z 63.00 8.79%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81500.D

Acqg On : 20 Mar 2024 17:46
Operator : JC\MD

Sample : P1799-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

.383 34.
.100 60.
.994 39.

.224 2495700 50.
.794 2690500 50.
.794 2690500 50.

Cyclobutane, me...
Benzene, 1l-ethy...
Indane

ug/l 1715410
ug/l 3271260
ug/l 2113990

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane 2.512 182.4 wug/l 9103940 1 8.224 2495700 50.0
Butane, 2-methyl- 3.248 71.5 ug/l 3566680 1 8.224 2495700 50.0
Cyclopropane, e... 3.653 51.0 ug/l 2548060 1 8.224 2495700 50.0
Ethanol 3.824 1312.9 ug/l 65533400 1 8.224 2495700 50.0
2-Butene, 2-met... 4.147 77.7 ug/l 3880220 1 8.224 2495700 50.0
Cyclopentene 5.159 47.5 ug/l 2373100 1 8.224 2495700 50.0

5 4 1 8 0
3 8 4 3 0
3 3 4 3 (]

B
B
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