LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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@81501.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.318 52 62 73 rBV 1863456 2946640 2.71% 0.909%
2 2.512 83 95 108 rBV 11934767 21163505 19.44% 6.529%
3  2.618 108 113 117 rVV 1357056 2348074 2.16% 0.724%
4 2.665 117 121 129 rVV 1124946 1988341 1.83% 0.613%
5 2.748 129 135 143 rVB 1027119 1703695 1.56% 0.526%
6 3.248 210 220 235 rBV 3278587 7389383 6.79% 2.280%
7 3.653 279 289 301 rBV3 1553224 4991212 4.58% 1.540%
8 3.800 301 314 321 rBV 9749821 26744795 24.57% 8.251%
9 4.042 346 355 363 rBvV 588279 1537824 1.41% 0.474%
10 4.147 363 373 391 rVB 2214854 6136598 5.64% 1.893%
11 5.159 530 545 556 rBV 785092 2611670 2.40% 0.806%
12 5.389 569 584 612 rVB2 709019 3161528 2.90% 0.975%
13 5.800 638 654 672 rBV2 770692 2787538 2.56% 0.860%
14 6.671 792 802 814 rVB3 438150 1406696 1.29% 0.434%
15 7.330 905 914 924 rVB 595196 1588374 1.46% 0.490%
16 7.559 945 953 973 rVB 963862 2389680 2.19% 0.737%
17 8.230 1061 1067 1081 rVB2 869579 3067621 2.82% 0.946%
18 8.606 1119 1131 1147 rBV2 29145749 68814380 63.21% 21.231%
19 9.100 1206 1215 1237 rBV 1083436 2377137 2.18% 0.733%

20 10.571 1457 1465 1469 rBV 1561533 2997796 2.75% 0.925%

21 10.635 1469 1476 1495 rVB3 55340519 108871660 100.00% 33.590%
22 11.865 1676 1685 1694 rBV 1390036 2501540 2.30% 0.772%
23 11.965 1694 1702 1711 rVV 3967904 6576574 6.04%  2.029%
24 12.070 1711 1720 1731 rBV 10333228 19778971 18.17% 6.102%
25 12.400 1767 1776 1784 rBV 5163754 8716293 8.01% 2.689%

26 12.853 1845 1853 1860 rVB 1083181 1879350 1.73% ©.580%
27 13.100 1889 1895 1899 rBV 1015300 1778375 1.63% ©.549%

28 13.482 1952 1960 1968 rBV 1616477 2691025 2.47%  ©.830%
29 13.794 2006 2013 2025 rBV2 1405331 3177700 2.92% 0.980%

Sum of corrected areas: 324123975
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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: VN081501.D\data.ms
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2e+07
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Abundance TIC: VN081501.D\data.ms
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5e+07
4e+07
3e+07

2e+07

16407 12.070

11.96 12.400

B6
lrﬂ‘ 1 T T ‘ T T A 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

12.85313.100 13./4{82 13.794

o

82N0©31824W.M Thu Mar 21 14:03:33 2024 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 TIsobutane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.318 48.03 ug/l 2946640  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Propene 42 C3H6 000115-07-1 5
3 Hydrogen isocyanate 43 CHNO 000075-13-8 4
4 Borane, trimethyl- 56 C3H9B 000593-90-8 4
5 Cyclobutylamine 71 C4HON 002516-34-9 4

Abundance  Scan 62 (2.318 min): VN081501.D\data.ms (-52) (-) m/z 43.10 100.00%

5000
2.20 2.40 2.60
C
| ——— Lt Y L WYY BT 13
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #267: Isobutane
43.0
5000
2.20 2.40 2.60
m/z 42.10 33.47%
0, |
O \‘\\\‘\‘\‘}\\‘i}\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
2.20 2.40 2.60
5000 m/z 39.00 24.99%
15.0‘
0Lt et e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #76: Hydrogen isocyanate
43.0 2.20 2.40 2.60
m/z 57.10 4.84%
5000
15.0‘
0 ‘_w‘wnwm"m_‘H"Hw‘wwwwwm‘w
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 2 Butane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.512 344.95 ug/l 21163500  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 80
2 Acetone 58 C3H60 000067-64-1 9
3 Isobutane 58 C4H1ie 000075-28-5 9
4 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
5 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9

Abundance  Scan 95 (2.512 min): VN081501.D\data.ms (-83) (-) m/z 43.10 100.00%

3.1
5000
M ‘ 2.20 2.40 2.60 2.80
ol 879 900 2068 /7 41,05 36.48%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #265: Butane
43.0
5000
2.20 2.40 2.60 2.80
m/z 39.00 19.57%
ol L
O\‘\\\‘\‘\\\\‘i}\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #236: Acetone
43.0
2.20 2.40 2.60 2.80
5000 m/z 58.10 16.97%
15.0
0 \‘\\\“\‘\H\‘HH““MH‘HH‘\\H‘HH‘H\\‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #267: Isobutane ARARRNE AL
43.0 2.20 2.40 2.60 2.80
m/z 42.10 14.18%
5000
15.0‘ ‘
o-r—r -t e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 1-Propene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.618 38.27 ug/l 2348070  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
2 2-Butene 56 C4H8 000107-01-7 74
3 2-Butene, (Z)- 56 C4H8 000590-18-1 72
4 2-Butene, (E)- 56 C4H8 000624-64-6 72
5 1-Butene 56 C4H8 000106-98-9 58
Abundance Scan 113 (2.618 min): VN081501.D\data.ms (-108) (-) m/z 41.00 100.00%

41.0
5000

2.20 2.40 2.60 2.80 3.00

Ol MiB71 937 2065 L, 5610 73.85%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #210: 1-Propene, 2-methyl-
41.0
5000 RN N B

2.20 2.40 2.60 2.80 3.00
m/z 39.00 46.84%

\‘\?‘?\.’O\“!‘\W“l‘\\H\“‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #194: 2-Butene
41.0

2.20 2.40 2.60 2.80 3.00

o

5000 m/z 55.10 32.33%
14.0
0 ‘HMH*H*M*H\H*W*H*M*H\H*W*H*w**
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #207: 2-Butene, (2)- ““w““‘u“,u““
41.0 2.20 2.40 2.60 2.80 3.00

m/z 53.00 13.12%

) M
0 15 0 ‘ ‘ i H‘\‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 Butane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.248 120.44 ug/1 7389380  Pentafluorobenzene 8.230

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 37
3 Butane, 1-chloro-2-methyl- 106 C5H11Cl 000616-13-7 35
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
Abundance Scan 220 (3.248 min): VN081501.D\data.ms (-210) (-) m/z 43.10 100.00%
43.1
5000 j\
R ERRmEa S
72.1 3.00 3.20 3.40 3.60
Obrrrprrrihhy 1062 1328 2081 y,; 0 41.05  89.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000 J\
3.00 3.20 3.40 3.60
m/z 42.10 85.42%
0 150 \‘ wllh \‘ 72\0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol
42.0
 RRREmmaEEEEE R
3.00 3.20 3.40 3.60
5000 m/z 57.10 78.24%
owowm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5667: Butane, 1-chloro-2-methyl-
57.0 3.00 3.20 3.40 3.60
m/z 39.00 34.72%
5000 29.0
ol bl e [0 2080 SR A G AVAR
m/z--> 20 40 60 80 100 120 140 160 180 200 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@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 Pentane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.653 81.35 ug/1 4991210  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 64
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 49
3 1-Pentene 70 C5H10 000109-67-1 49
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 43
5 Cyclopentane 70 C5H10 000287-92-3 43
Abundance Scan 289 (3.653 min): VN081501.D\data.ms (-279) (-) m/z 43.05 100.00%
5000
‘ 7ﬁ'0 3.40 3.60 3.80 4.00
Ol A28 2068 /7 42,00 66.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #810: Pentane
43.0
5000 L B B B IR B
3.40 3.60 3.80 4.00
m/z 41.00 61.33%
72.0
5ol || |
O\\\‘\‘\‘\\\i}\\w‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #653: Cyclopropane, ethyl-
42.0
R E e R e s
3.40 3.60 3.80 4.00
5000 m/z 55.10 45, 80%
70.0
5o 4 ]
Ol el e
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 33.50%
70.0
5000
15.0
3 e B 0 GV 0 W0 A NP
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@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.800 435.92 ug/1 26744800  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 314 (3.800 min): VN081501.D\data.ms (-301) (-) m/z 45.00 100.00%
45.0
5000 /k
Raans e REERERRETE
3.40 3.60 3.80 4.00 4.20
Olrrrrrrprrer e 08 e e 2o m/z 46.08 42.58%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #107: Ethano
31.0
5000 [T T T[T T T[T T T[T
3.40 3.60 3.80 4.00 4.20
m/z 43.00 22.15%
O 2' L uﬂ \‘
\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #110: Dimethyl ether
45.0
Rmaas L R EREa
15.0 3.40 3.60 3.80 4.00 4.20
5000 m/z 42.00 9.00%
0 “m“;,‘1“”""Wm"m‘mwm‘mwm‘mwm
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #103: Methane, nitroso- R R
30.0 3.40 3.60 3.80 4.00 4.20
m/z 41.00 2.61%
) M
0 , T T T e IRAN i VIR SV
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.40 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@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 2-Butene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4,147 100.02 ug/l 6136600 Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
2 2-Pentene, (E)- 70 C5H10 000646-04-8 86
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
4 1-Butene, 3-methyl- 70 C5H10 000563-45-1 72
5 2-Methyl-1-butene 70 C5H10 000563-46-2 72
Abundance Scan 373 (4.147 min): VN081501.D\data.ms (-363) (-) m/z 55.00 100.00%

55.0
5000

“ ‘ 3.80 4.00 4.20 4.40
I

Ol 2080 /7 70,10 46.46%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: 2-Butene, 2-methyl-
55.0

5000 e
3.80 4.00 4.20 4.40

29.0 m/z 39.00  29.22%

H “ H i
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #642: 2-Pentene, (E)-
55.0

3.80 4.00 4.20 4.40

o

5000 m/z 41.00 25.83%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #658: Cyclopropane, 1,1-dimethyl- e EammEEEs EaR
55.0 3.80 4.00 4.20 4.40

m/z 42.00 19.36%

5000
27.0
L

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@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 Cyclopentene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.159 42.57 ug/1 2611670  Pentafluorobenzene 8.230

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 78
4 Isoprene 68 C5H8 000078-79-5 59
5 1,4-Pentadiene 68 C5H8 000591-93-5 58
Abundance Scan 545 (5.159 min): VN081501.D\data.ms (-530) (-) m/z 67.00 100.00%
67.0
w /L
39.0 S i G —
‘ 4.80 5.00 5.20 5.40
obr il pll 58 2068 n/; 68.00 38.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #503: Cyclopentene
67.0
5000 LI LA L L BN B R
4.80 5.00 5.20 5.40
39.0 m/z 39.00 23.62%
O\‘\‘\‘\\‘\\‘\‘\‘H\H‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #536: Cyclopropane, methylmethylene-
67.0
N AREaaERRES S
4.80 5.00 5.20 5.40
5000 39.0 m/z 53.00 18.80%
0! ;
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3123: 2,3-Diazabicyclo[2.2.1]-hept-2-ene e A BEARRENES R s
67.0 4.80 5.00 5.20 5.40
m/z 41.10 10.74%
5000 39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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@©81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 Cyclobutane, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.389 51.53 ug/1 3161530  Pentafluorobenzene 8.230

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 72
3 1-Pentene 70 C5H10 000109-67-1 56
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 47
5 2-Pentene 70 C5H10 000109-68-2 47
Abundance Scan 584 (5.389 min): VN081501.D\data.ms (-569) (-) m/z 42.00 100.00%
42.0
5000 70.0 M/\
R e e SRR
5.00 5.20 5.40 5.60 5.80
ol 200 /7 55,05 50.83%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #635: Cyclopentane
42.0
5000 R N R R
70.0 5.00 5.20 5.40 5.60 5.80
' m/z 70.85 46.81%
15.0 ‘\ ‘\
O\‘\\\‘\‘\‘}\\“‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #655: Cyclobutane, methyl-
42.0
5.00 5.20 5.40 5.60 5.80
5000 m/z 41.05 37.81%
‘ ‘ 70.0
0 w‘H‘_MHWMuW‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #631: 1-Pentene R
42.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00 30.04%
5000
70.0
) i
O e et e e e R AAARRRRRAREY
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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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN@81501.D

Acqg On : 20 Mar 2024 18:10
Operator : JC\MD

Sample : P1799-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isobutane 2.318 48.0 ug/l 2946640 1 8.230 3067620 50.0
Butane 2.512 344.9 ug/l 21163500 1 8.230 3067620 50.0
1-Propene, 2-me... 2.618 38.3 ug/l 2348070 1 8.230 3067620 50.0
Butane, 2-methyl- 3.248 120.4 ug/l 7389380 1 8.230 3067620 50.0
Pentane 3.653 81.3 wug/l 4991210 1 8.230 3067620 50.0
Ethanol 3.800 435.9 ug/l 26744800 1 8.230 3067620 50.0
2-Butene, 2-met... 4.147 100.0 ug/l 6136600 1 8.230 3067620 50.0
Cyclopentene 5.159 42.6 ug/l 2611670 1 8.230 3067620 50.0
Cyclobutane, me... 5.389 51.5 wug/l 3161530 1 8.230 3067620 50.0
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