LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80222\
Data File : VNO@73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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\82N072822W.M

Title : SW846 8260

Signal : TIC: VN@73683.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 48 58 75 rBV 6339168 9572632 15.89%  3.759%
2 2.404 77 88 99 rVV 12703617 21912437 36.38% 8.603%
3 2.498 99 104 117 rVV 2236220 3675799 6.10% 1.443%
4 2.622 118 125 133 rVB 1353095 2244715 3.73% 0.881%
5 2.922 167 176 187 rBV 754325 1550756 2.57% 0.609%
6 3.081 193 203 242 rVB 11329953 25180054 41.80% 9.886%
7 3.363 242 251 259 rVW 510166 1162253 1.93% 0.456%
8 3.463 259 268 290 rVV3 1726837 6067080 10.07% 2.382%
9 3.657 291 301 318 rVV 2767271 6591925 10.94% 2.588%
106 3.834 319 331 338 rVV 1529509 3958092 6.57% 1.554%
11  3.928 338 347 381 rVB 3751918 10067100 16.71%  3.953%
12 4.881 491 509 520 rBv2 376198 1321124 2.19% 0.519%
13 5.104 533 547 572 rVB4 648001 3329848 5.53% 1.307%
14 6.381 757 764 777 rVB 320411 960310 1.59% 0.377%
15 6.522 777 788 796 rBV 202882 642750 1.07%  0.252%
16 6.822 829 839 854 rVB 265771 788839 1.31% 0.310%
17 7.069 868 881 889 rBV 752386 2256044 3.75% 0.886%
18 7.951 1020 1031 1036 rBV 281408 687036 1.14% 0.270%
19 8.016 1036 1042 1053 rVB2 737514 1801330 2.99% 0.707%
20 8.386 1094 1105 1112 rBV3 780979 2106062 3.50% 0.827%
21  8.469 1112 1119 1125 rBV 592072 1264335 2.10% 0.496%
22 8.904 1182 1193 1206 rBV 743854 1631808 2.71% 0.641%
23 10.380 1436 1444 1449 rBV 1049448 1913453 3.18% 0.751%
24 10.445 1449 1455 1472 rVB 4989886 9299865 15.44%  3.651%
25 11.686 1658 1666 1675 rBV 1040557 1844464 3.06% 0.724%

26 11.786 1675 1683 1693 rVV 14910131 24320633 40.38% 9.549%
27 11.892 1693 1701 1721 rVB 32593354 60236232 100.00% 23.651%
28 12.221 1746 1757 1773 rBV 7900917 12774713 21.21% 5.016%
29 12.521 1795 1808 1817 rBV 583533 965674 1.60% 0.379%
30 12.674 1827 1834 1846 rVB 967148 1616991 2.68% 0.635%

31 12.863 1858 1866 1871 rBV 1030470 1582061 2.63% 0.621%
32 12.921 1871 1876 1879 rVV 1910801 3069223 5.10% 1.205%
33 12.957 1879 1882 1886 rVV 1562207 2391270 3.97% 0.939%
34 12.998 1886 1889 1897 rVB 1356943 2064924  3.43%  0.811%
35 13.162 1908 1917 1925 rBV 1709179 2784531 4.62% 1.093%
36 13.310 1932 1942 1956 rBV 6739011 10566075 17.54% 4.149%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80222\
Data File : VN@73683.D

Acqg On : 02 Aug 2022 13:33

Operator : JC\MD

Sample : N3971-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1
Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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@72822W.M

Title : SW846 8260

37 13.615 1987 1994 1996 rBV 1297793 2232114 3.71% 0.876%
38 13.645 1996 1999 2007 rVB 2283817 3378351 5.61% 1.326%
39 13.815 2016 2028 2044 rVB 1533481 2877306 4.78% 1.130%
40 15.433 2295 2303 2315 rBV 1092513 2002608 3.32% 0.786%

Sum of corrected areas:
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.M
Quant Title : SW846 8260

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

Abundance TIC: VN073683.D\data.ms

3e+07
2.5e+07
2e+07

1.5e+07
2.404
3.081

1e+07
2.228
5000000 3.928
S 2.463357; o3
. e : 3363, /| 4.881 5.104 6.388.522 6.8

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
Abundance TIC: VN073683.D\data.ms

3e+07

2.5e+07

2e+07

1.5e+07 11.7¢

le+07

5000000 10.445

o 7.069 7866  8.38869 8.904 10.3 11.68
— A L — — —

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VNO73683.D\data.ms

— — —
10.50 11.00 11.50

3e+07

2.5e+07

2e+07

1.5e+07

1le+07
12.221
13.310

5000000

. 12.5@2.671&%8"'/%62 1%%%%865 15.433
U L L B S A A S B

‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Isobutane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.228 265.71 ug/l 9572630  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 80
2 Hydrogen isocyanate 43 CHNO 000075-13-8 4
3 5-Methyloxazolidine 87 C4H9NO 058328-22-6 4
4 Cyclobutylamine 71 C4HON 002516-34-9 4
5 Propane, 1-chloro-2-methyl- 92 C4HoCl 000513-36-0 4

Abundance  Scan 58 (2.228 min): VN073683.D\data.ms (-48) (-) m/z 43.10 100.00%

43.1
- U\\
e R
‘ 571 2.00 2.20 2.40 2.60
-7t m/z 41.00  49.45%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #267: Isobutane
43.0
5000
2.00 2.20 2.40 2.60
27.0 a
m/z 42.00 34.01%
o 180 “ | 57.0
O\\\‘\\\\‘\\\\‘\\\{‘\\\ii\}\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
43.0
R AR
2.00 2.20 2.40 2.60
5000 m/z 39.00 23.42%
15.0 29.0
o R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2105: 5-Methyloxazolidine
43.0 2.00 2.20 2.40 2.60
m/z 57.10 4.24%
5000
28.0 56.0
ol errria g Uy 720 860
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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.
2.404 608.23 ug/l 21912400  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 80
2 Isobutane 58 C4Hie 000075-28-5 9

3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9

5 Acetone 58 C3H60 000067-64-1 7
Abundance  Scan 88 (2.404 min): VNO73683.D\data.ms (-77) (-) m/z 43.05 100.00%

43.0
5000

L & 2.00 2.20 2.40 2.60 2.80
e 889 208E Tz 41,00 35.27%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #262: Butane
43.0
5000

2.00 2.20 2.40 2.60 2.80

e
T

o

m/z 58.05 16.56%
e \‘\ \
O b T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
2‘002‘2022102‘602‘80
5000 ITI z 39.00 15.35%
O e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22192: Isopropylsulfonyl chloride Rammam e e
43.0 2.00 2.20 2.40 2.60 2.80

m/z 42.05 14.05%

5000
0 15 0 ‘ I 83.0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.00 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©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 8
R.T. EstConc Area Relative to ISTD R.T.
2.498 102.03 ug/l 3675800 Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
2 1-Butene 56 C4H8 000106-98-9 87
3 2-Butene, (Z)- 56 C4H8 000590-18-1 80
4 2-Butene 56 C4H8 000107-01-7 74
5 2-Butene, (E)- 56 C4H8 000624-64-6 72
Abundance Scan 104 (2.498 min): VN073683.D\data.ms (-99) (-) m/z 41.00 100.00%
41.0
5000 n
2.20 2.40 2.60 2.80
0 ‘_HwmM}w“;‘m??-‘?m‘_m_m_m_Mwww??‘h? m/z 56.10  68.30%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 LA L B BN R
2.20 2.40 2.60 2.80
m/z 39.00 41.52%
15°w bl
O \‘H\‘\‘\‘\H"‘HH\“\‘HH‘H\\‘HH‘HH‘HH‘\\H‘HH‘\H\‘HH‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0
R RAR TS
2.20 2.40 2.60 2.80
5000 m/z 55.00 31.63%
15.0
Ol bl i e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #203: 2-Butene, (2)- R
41.0 2.20 2.40 2.60 2.80
m/z 53.00 13.05%
5000
ol 2004
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©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.081 698.93 ug/l 25180100 Pentafluorobenzene 8.016

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 43
3 3-Buten-1-o0l 72 C4H80 000627-27-0 25
4 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 10
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 203 (3.081 min): VN073683.D\data.ms (-193) (-) m/z 43.05 100.00%
43.
5000 /\\
e
‘ 72.1 2.80 3.00 3.20 3.40
bl A 2070 myz 42.00 86.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000 L L L L BN LR
2.80 3.00 3.20 3.40
m/z 41.00 84.17%
O 15.0\ il “ 7ﬁ.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 n
R L
2.80 3.00 3.20 3.40
5000 m/z 57.05 73.46%
72.0
0 15.0
o e R A maE A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol R R
42.0 2.80 3.00 3.20 3.40
m/z 38.95 27.42%
5000
jmel | e A adl o\
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40

82N072822W.M Wed Aug 03 12:38:40 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclopropane, ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.463 168.41 ug/1 6067080  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 58
2 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 46
3 Pentane 72 C5H12 000109-66-0 46
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 43
5 1-Pentene 70 C5H10 000109-67-1 41
Abundance Scan 268 (3.463 min): VN073683.D\data.ms (-259) (-) m/z 43.05 100.00%
55.0
5000
70.1 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ 63.0 M 3.20 3.40 3.60 3.80
Otrrrrrrrrrrrrprprere ot et st M/z 42,08 71.33%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000 L L R B B B R
270 70.0 3.20 3.40 3.60 3.80
m/z 55.00 71.06%
15.0
O ‘\H\‘\H}}HH‘\H\‘l\}!‘\\\\‘\”\l\ }\‘\H\H\1\“\\\6‘%.\(\)‘\\\\‘\H\‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55.0
IV VAWAWA S
3.20 3.40 3.60 3.80
5000 39.0 70.0 m/z 41.00 65.55%
27.0
ol 120 62.0
[T T T T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane R REEE R
43.0 3.20 3.40 3.60 3.80
m/z 39.00  39.59%
5000
27.0 57.0 720
oL 150 s eso
[ e T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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-Methyl-1-butene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.657 182.97 ug/1 6591930  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 91
2 2-Pentene, (E)- 70 C5H10 000646-04-8 91
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 90
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
Abundance Scan 301 (3.657 min): VN073683.D\data.ms (-291) (-) m/z 55.00 100.00%
55.0
5000 70.1
42.0
‘ e 3.40 3.60 3.80 4.00
Ot e e e m/z 70.10 41.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #643: 2-Methyl-1-butene
55.0
5000
42.0 70.0 3.40 3.60 3.80 4.00
m/z 42.00 29.18%
RIS 1 oy
\‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55.0
3.40 3.60 3.80 4.00
5000 30,0 70.0 m/z 39.00 27.83%
29.0
0 15.0 48.0 62.0
T T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 3.40 3.60 3.80 4.00
m/z 41.00 22.46%
5000 70.0
41.0
0“ mhluﬁ%ﬂmmﬁuwuuw
m/z--> 5 10 15 20 25 30 35 4 0 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.834 109.87 ug/l 3958090  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
5 2-Pentene 70 C5H10 000109-68-2 78
Abundance Scan 331 (3.834 min): VN073683.D\data.ms (-319) (-) m/z 55.00 100.00%
55.0
5000 70.1
42.0
A RaEE e RRARE
‘ 62.0 3.60 3.80 4.00 4.20
0‘HH_H‘_HWHHMHWHHMMJHH‘HHleMHMHWHHMHWHHM m/z 70.10 43.54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #643: 2-Methyl-1-butene
55.0
5000 L B I L B BN I
420 70.0 3.60 3.80 4.00 4.20
29.0 m/z 42.00 30.55%
AR T
‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH’HH‘HH‘HH\\H‘HH‘HH’HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55.0
e RS RERRN AL
3.60 3.80 4.00 4.20
m/z 39.00 28.64%
5000 200 /
41.0
29.0
62.0
O prrrrprrrrprrrr e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans- R REEEREE R
55.0 3.60 3.80 4.00 4.20
m/z 41.00 20.91%
5000 70.0
270
15.0 l
O‘Huwuﬁuuwuwuuwuwm‘ P e R SARARRRRES
m/z--> 5 10 15 20 25 30 35 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.928 279.44 ug/l 10067100  Pentafluorobenzene 8.016

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 C5H1e 000930-18-7 87
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 347 (3.928 min): VN073683.D\data.ms (-338) (-) m/z 55.00 100.00%
55.0
5000 70.1
39.0
R AREERRREE
‘ ‘ ‘ 3.60 3.80 4.00 4.20
ot m/z 70.10 45.87%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #647: 2-Butene, 2-methyl-
55.0
5000 700 L L B R L R B |
41.0 3.60 3.80 4.00 4.20
29.0 m/z 39.00 28.03%
15.0 H “\ | u‘\\\ L L
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 0O 10 20 30 40 50 60 70 80
Abundance
55.0
R Emma R RREs
3.60 3.80 4.00 4.20
m/z 41.00 25.27%
5000 70.0 /
41.0
29.0
o i TR
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #646: 1-Butene, 3-methyl- R A REERRREEa
55.0 3.60 3.80 4.00 4.20
m/z 42.00 20.03%
5000
27.0 420 70.0
ol L0 120 i N ——
m/z--> 0 10 20 30 40 50 60 70 80 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Cyclopentane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.104 92.43 ug/1 3329850  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
3 1-Pentene 70 C5H10 000109-67-1 72
4 2H-Tetrazole, 2,5-dimethyl- 98 C3H6N4 004135-93-7 39
5 Methyl propargyl ether 70 C4H60 000627-41-8 9
Abundance Scan 547 (5.104 min): VN073683.D\data.ms (-533) (-) m/z 42.00 100.00%

42.0
5000 550 700

4.80 5.00 5.20 5.40
84.0
O rrrrrrrrrrerepererpreb e ol i m/z 55.00  50.02%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0

5000 IR s
550 70.0 4.80 5.00 5.20 5.40

m/z 70.00 47.88%

270
1.0 150 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
42.0

4.80 5.00 5.20 5.40

o

5000 ITI z 41.00 40.22%
55.0
27.0 70.0
15.0
[ R AR o e e R R RERRE
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0 4.80 5.00 5.20 5.40

m/z 39.00 30.25%

55.0
5000 70.0
29.0
0 15.0 ‘ ‘ ‘\ LI .

R R RARESERRE SR T T R T
m/z--> 0O 10 20 30 40 50 60 70 80 90 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©80222\
Data File : VNO©73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.921 68.75 ug/l 3069220 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1876 (12.921 min): VN073683.D\data.ms (-1871) (- | m/z 105.00 100.00%
105.0
5000
77.0 13.00
39\0 e ] ‘\‘ \‘\ H 1l 206.7 o
0 et e e e m/z 120.05 31.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘/prk‘/\
13.00
m/z 91.00 11.53%
77.0
O \1\5\.‘()\‘\\3\9“:?\‘\\“\‘\\\M‘\\‘}\‘H‘\\‘\““\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
—r
13.00
5000 m/z 77.00 11.33%
150 300 770
02ttt b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 13.00
m/z 106.05 8.78%
5000
270 510 770
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80222\
Data File : VNO@73683.D

Acqg On : 02 Aug 2022 13:33
Operator : JC\MD

Sample : N3971-06

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 .228 265. ug/l 9572630 .016 1801330 50.
Butane .404 608. ug/1l 21912400 .016 1801330 50.
1-Propene, 2-me... .498  102. ug/l 3675800 .016 1801330 50.
Butane, 2-methyl- .081 698. ug/1l 25180100 .016 1801330 50.

NUTWWWWWNNN
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W 00 00 00 0O 00 00 00 00 00
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Cyclopropane, e... 168. ug/l 6067080 1801330 50.
2-Methyl-1-butene .657  183. 6591930 .016 1801330 50.
Cyclopropane, 1... .834  109. ug/1l 3958090 .016 1801330 50.
2-Butene, 2-met... .928  279. ug/1 10067100 .016 1801330 50.
Cyclopentane .104 92. ug/l 3329850 .016 1801330 50.
Benzene, 1-ethy... 12.921 68. ug/l 3069220 13.615 2232110 50.
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