LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO@73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 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\82N062822W.M
Title : SW846 8260
Signal : TIC: VN@73482.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.087 193 204 226 rBV 1108895 2515399 1.38% 0.294%
2 3.457 258 267 284 rVB3 657858 1834861 1.00% 0.215%
3  3.928 338 347 363 rVB 842573 2239534 1.22% 0.262%
4 5.075 533 542 575 rVB5 879450 5270659 2.88% 0.617%
5 5.534 605 620 642 rBV 664584 2263683 1.24% 0.265%
6 6.822 829 839 851 rVB2 619093 1849676 1.01% 0.217%
7 7.069 870 881 890 rBV 2330501 6956460 3.80% 0.814%
8 7.769 992 1000 1010 rVB 778855 1906957 1.04% 0.223%
9 8.022 1033 1043 1051 rVV5 1384015 3990890 2.18% 0.467%
10 8.510 1114 1126 1132 rBV6 782784 2470733 1.35% 0.289%
11  8.898 1182 1192 1199 rBV2 1253140 3125560 1.71% 0.366%
12 9.392 1260 1276 1283 rBV2 1587949 4570908 2.50% 0.535%
13 10.380 1436 1444 1448 rBV 1043196 1982147 1.08% 0.232%

14 10.445 1448 1455 1468 rVVW 13777924 26021032 14.23%  3.046%
15 11.786 1673 1683 1693 rBV2 35154537 67075312 36.69% 7.851%

16 11.904 1693 1703 1715 rVV3 72924050 182836959 100.00% 21.401%
17 12.227 1745 1758 1774 rBV2 43433088 84589470 46.26% 9.901%
18 12.516 1797 1807 1815 rBV 3102017 5218505 2.85% ©0.611%
19 12.863 1858 1866 1871 rBV 9202817 15359988 8.40% 1.798%
20 12.927 1871 1877 1880 rVV 29620281 53830566 29.44% 6.301%

21 12.957 1880 1882 1886 rVV 15299963 21773397 11.91% 2.549%
22 13.004 1886 1890 1901 rVB 17488812 27409680 14.99%  3.208%
23 13.163 1909 1917 1926 rBV 15396279 25353556 13.87% 2.968%
24 13.310 1933 1942 1955 rBV2 47458306 89951412 49.20% 10.529%
25 13.498 1969 1974 1980 rBV 1289572 1987983 1.09% ©.233%

26 13.645 1988 1999 2008 rBV 19741698 34453986 18.84% 4.033%
27 13.815 2022 2028 2032 rBV2 17655090 30279239 16.56% 3.544%
28 14.004 2053 2060 2066 rVV2 2671649 4904813 2.68% ©.574%

29 14.068 2066 2071 2074 rVV 4184162 7049679 3.86% 0.825%
30 14.098 2074 2076 2081 rVV 3588867 4709461 2.58% ©.551%
31 14.157 2081 2086 2091 rVV 6203129 9428381 5.16% 1.104%
32 14.215 2091 2096 2100 rVV 1476425 2381464 1.30% 0.279%
33 14.268 2100 2105 2114 rVB2 4800556 8091317 4.43% 0.947%
34 14.398 2119 2127 2133 rVB 1781377 3018412 1.65% ©.353%
35 14.480 2133 2141 2144 rBV 3678621 6398566 3.50% ©.749%

36 14.515 2144 2147 2152 rVB 5069631 7190592 3.93% 0.842%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO@73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 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\82N062822W.M

Title : SW846 8260

37 14.745 2181 2186 2192 rBV 4417010 7114515 3.89% 0.833%
38 14.868 2198 2207 2213 rBV2 7263892 14946199 8.17% 1.749%
39 14.927 2213 2217 2226 rVB2 1094024 1977932 1.08% 0.232%
40 15.015 2226 2232 2240 rBV2 1730576 2998328 1.64% 0.351%

41 15.127 2240 2251 2255 rBV4 1143502 2853404 1.56% 0.334%
42 15.245 2263 2271 2278 rVB2 951649 2230518 1.22% 0.261%
43 15.433 2289 2303 2315 rBV 20157862 39570071 21.64% 4.632%
44 16.527 2481 2489 2503 rVB 6716957 14861893  8.13% 1.740%
45 16.733 2515 2524 2533 rBV 3345621 7501330 4.10% 0.878%

Sum of corrected areas: 854345427
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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

Abundance TIC: VN073482.D\data.ms
7e+07

6e+07
5e+07
4e+07
3e+07
2e+07
le+07

3.087 3.457 3.928 5.075 5.534 6.82
0H‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\“v—v—v—\‘\\H|H—v—v—r\\H‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\

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: VNO073482.D\data.ms
7e+07

6e+07
5e+07

4e+07
11.7¢

3e+07

2e+07
10.445

le+07
7.069 7.769 8.022 8510  8.898 9.392 103

ob—4 — —= P P P
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VN073482.D\data.ms
7e+071.p04

T —— T
10.50 11.00 11.50

6e+07

5e+07 13.310
12.227

4e+07

3e+07 12.927

13.6453.815 15.433

2e+07
¢ 129093 163
tex07 129 14.868
12,516 1A .726%%' 514.74 16527
0 A 13408 | LTS IET | atasasrods AZ
T T I T T 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.087 31.51 ug/1 2515400  Pentafluorobenzene 8.016

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 47
3 Pentane 72 C5H12 000109-66-0 42
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 14
5 Azetidine 57 C3H7N 000503-29-7 9
Abundance Scan 204 (3.087 min): VN073482.D\data.ms (-193) (-) m/z 43.10 100.00%
43.1
57.1
5000
o EAREEEEE RS
‘ 720 2.80 3.00 3.20 3.40
36. o
O e i ] wWWMWWWW_W m/z 40.95  90.23%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L L L L L B LR
29.0 2.80 3.00 3.20 3.40
m/z 41.95 88.02%
0

72.0
15.0 |, 50.0 |
\\‘H\\‘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 85
Abundance
42.0

SN i SN VA
31.0 2.80 3.00 3.20 3.40
5000 m/z 57.10 62.21%
. 15.0 500570 720
SR et V11 A
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #809: Pentane PO e
43.0 2.80 3.00 3.20 3.40

m/z 39.00 32.59%

5000
27.0 57.0 720
150 \ 500, \ 65.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.80 3.00 3.20 3.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.928 28.06 ug/l 2239530  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 347 (3.928 min): VN073482.D\data.ms (-338) (-) m/z 55.00 100.00%
55.0
5000 70.0
39.0
REEaEEE e
‘ 3.60 3.80 4.00 4.20
Ol bl it 8197 0.0 41.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 A‘\\\\‘\\\\‘\\\\‘\\\\‘
410 70.0 3.60 3.80 4.00 4.20
29.0 “ m/z 39.00 32.42%
0 \H‘\H\‘HH‘H\H‘H\1“\‘\\\i‘\‘”\‘\\\‘\“‘H\\‘\\H‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
55.0
3.60 3.80 4.00 4.20
5000 m/z 41.00 29.92%
41.0 70.0
27.0
10 150
0 et et ey
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0 3.60 3.80 4.00 4.20
m/z 42.00  23.32%
5000 70.0
41.0
29.0 ‘ ‘
0 ‘H“‘H‘“H“mkh‘Hi\uu‘pﬁk“u‘Wpu“_““ e e
m/z--> 0 10 20 30 40 50 60 70 80 90 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@71522\
Data File : VN@73482.D

Acqg On : 15 Jul 2022 13:42

Operator JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: 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, 2,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.075 66.03 ug/l 5270660 Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
3 Cyclopentane 70 C5H10 000287-92-3 47
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 43
5 1-Pentene 70 C5H10 000109-67-1 37
Abundance Scan 542 (5.075 min): VN073482.D\data.ms (-533) (-) m/z 42.00 100.00%
42,0
5000 71.0
55.0
AR e e
4.80 5.00 5.20 5.40
86.0
O e e g 1 8259 m/z 43.10  95.25%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 LA L B B B L
71.0 4.80 5.00 5.20 5.40
270 m/z 41.00 60.14%
. 55.0
Joaso T e i
\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
e
4.80 5.00 5.20 5.40
5000 m/z 71.00 45,22%
71.0
27.0 57.0
86.0
| M
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #634: Cyclopentane R
42.0 4.80 5.00 5.20 5.40
m/z 70.00 33.72%
5000
55.0 70.0
015'0,27'0,
m/z--> 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@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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

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

Peak Number 4 Pentane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.534  28.36 ug/1l 2263680  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 42
Abundance Scan 620 (5.534 min): VN073482.D\data.ms (-605) (-) m/z 57.10 100.00%
57.1
41.0
5000
R RBREEEEEEEEE RS
‘ 710 861 5.20 5.40 5.60 5.80
0H"m,‘m_milm,uu‘1"H‘i‘m‘,HJ“HHWH,HH“ m/z 56.00 86.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000

5.20 5.40 5.60 5.80
m/z 41.00 66.97%
27.

o T10 80
\\‘\\\\’\\\i‘\H\‘}\\\’\\\\‘\H\‘\\\\’\\}\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0

5.20 5.40 5.60 5.80

o

5000 41.0 m/z 43.05 25.39%
71.0
ol 14.0 2rp 85.0 113.0
T e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /
Abundance #2013: Oxirane, (1-methylethyl)- R asammmsEEEE
41.0 56.0 5.20 5.40 5.60 5.80

m/z 38.95 18.46%

5000
T bk o)
b T 850

R R R A e RARRNERES S annse e R RRAASEEREE RS ERR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 1
R.T. EstConc Area Relative to ISTD R.T.
7.069 87.15 ug/l 6956460  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclohexane 84 C6H12 000110-82-7 56
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56
Abundance Scan 881 (7.069 min): VN073482.D\data.ms (-870) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
Ol v ettt et b m/z 41,00 56.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L B A B L I B
6.80 7.00 7.20 7.40
m/z 69.00 42.93%
280 M ‘ 84.0
O \\\‘\\\\‘}?\-0\‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘11\\\\‘\!\\‘\\
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 25.90%
42.0
84.0
0 e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- R R ANRERRREES
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--> 0O 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@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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.
7.769  23.89 ug/l 1906960  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
2 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 83
3 Cyclopentane, methylene- 82 C6H10 001528-30-9 80
4 1,4-Hexadiene 82 CeH1e 000592-45-0 80
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 80
Abundance Scan 1000 (7.769 min): VN073482.D\data.ms (-992) (-) m/z 67.00 100.00%
67.0
5000
82.0
390 L L R R B A B I
‘ ‘ 53.0 7.40 7.60 7.80 8.00
Ottt b L 978 s g2 60 28.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1410: Cyclopentene, 1-methyl-
67.0
5000 82.0
7.40 7.60 7.80 8.00
39.0 m/z 39.00  18.17%
|l |
0\\\‘\\\\‘\\\\‘\\\}i\\\\“\‘l‘\\‘\\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
67.0
R AR RRE
7.40 7.60 7.80 8.00
5000 m/z 41.00 14.62%
39.0 82.0
27.0
15.0 54.0
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1414: Cyclopentane, methylene- R ARRRRRL
67.0 7.40 7.60 7.80 8.00
m/z 81.00 11.92%
5000
39.0 4.0 82.0
27.0 ‘ ‘
0"‘_“w“H“H:{M"m“W‘MJ“HuwH“_“W“‘ e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Ethylidenecyclobutane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.510  39.52 ug/l 2470730  1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 92
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 60
3 1,4-Hexadiene 82 CeH1e 000592-45-0 55
4 C2H5CH=CHCH=CH2 82 CeH1e 000592-48-3 55
5 1,3-Pentadiene, 2-methyl- 82 C6H1e0 001118-58-7 55
Abundance Scan 1126 (8.510 min): VN073482.D\data.ms (-1114) (-) m/z 66.95 100.00%
67.0
41.0 54.0
5000 82.0
‘ ‘ ‘ H‘ 98.0 8.20 8.40 8.60 8.80
om‘w_wm\}“”Hm‘ L m/z 54.00 70.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1356: Cyclohexene
67.0
54.0
5000 39.0 r\\/\\\‘u\\‘\u\’um‘mu‘
82.0 8.20 8.40 8.60 8.80
27.0 m/z 70.05 68.81%
O\\\‘].\4\9‘\\1‘\‘\\\1}\\\\N\‘\\\‘\\‘\\‘\\\‘\"‘\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
67.0
54.0
820 8.20 8.40 8.60 8.80
5000 ' m/z 41.00 67 .94%
41.0
Ot et b e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1361: 1,4-Hexadiene R A ERansmaras
67.0 8.20 8.40 8.60 8.80
m/z 39.00 53.61%
39.0
5000 82.0
27.0
54.0
oH“1‘39‘H‘U‘Hwl}1‘H}“H‘wH‘mHm‘,“m,uu,uu A L v/AR VA
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.927 78.12 ug/1 53830600 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 93
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1877 (12.927 min): VN073482.D\data.ms (-1871) (- | m/z 105.05 100.00%
105.1
5000
77.0
39.0 ‘ ‘ 13.00
o S Wt J“ o lldero 2070 7 1%6.05  46.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\j\\/\‘ /\
13.00
770 m/z 77.00 19.13%
270 %10 | |
O \\\‘\‘\\\‘\\‘i\“\\\\‘\\‘}\“\\\‘\”“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
13.00
5000 m/z 91.00 18.30%
39.0 77.0
Ol ettt e el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 13.00
m/z 79.00 12.62%
5000
. 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.163 36.79 ug/l 25353600 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1917 (13.163 min): VN073482.D\data.ms (-1909) (- | m/z 105.00 100.00%
105.0
5000
390 77"0 | J 13.00 13.50
Ol TRl L4221 1548 o 100,00 30.60%
miz--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 MA T ﬁ
13.00 13.50
m/z 76.95 13.66%
39.0 77.0
[ T \‘\ T \“‘\ \“i‘\“.(‘)\‘\ T \““ T \‘1 T “i‘\ \;I\-“‘z\.(\)\ L A
miz--> 20 40 60 80 100 120 140 160
Abundance
105.0 A j\
—— —
13.00 13.50
5000 m/z 91.00 13.42%
79.0
39.0
o e L T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 13.00 13.50
m/z 79.00 10.13%
5000
39.0 77.0
ol180 T80 I i a0 AWl
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.816 43.94 ug/1l 30279200 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 70
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 1,4:5,8-Dimethanobiphenylene, 1,... 184 C14H16 001624-13-1 64
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 62
Abundance Scan 2028 (13.815 min): VN073482.D\data.ms (-2022) (- | m/z 117.00 100.00%
117.0
5000 N/\/J\
91.0 — o
39.0 63.0 ‘ 13.50 14.00
b b Ll 1350 1650 p/; 118,00 57.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 - —
13.50 14.00
910 m/z 115.00 34.45%
39.0 63.0 ‘
0\\\.‘\\\\“\\H\\““\‘\\\“\\‘\\“\\\“\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0 \
— —Ls
13.50 14.00
5000 m/z 91.00 18.62%
91.0
39.0 58.0
o
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 13.50 14.00
m/z 105.00 10.75%
5000 91.0
39.0 65.0
o ddbtdl o e
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71522\
Data File : VNO©73482.D

Acqg On : 15 Jul 2022 13:42
Operator : JC\MD

Sample : N3726-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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|
Butane, 2-methyl- 3.087 31.5 ug/l 2515400 1 8.016 3990890 50.0
Cyclopropane, 1... 3.928 28.1 wug/l 2239530 1 8.016 3990890 50.0
Butane, 2,3-dim... 5.075 66.0 ug/l 5270660 1 8.016 3990890 50.0
Pentane, 3-methyl- 5.534 28.4 ug/l 2263680 1 8.016 3990890 50.0
Cyclopentane, m... 7.069 87.2 ug/l 6956460 1 8.016 3990890 50.0
Cyclopentene, 1... 7.769 23.9 ug/l 1906960 1 8.016 3990890 50.0
Ethylidenecyclo... 8.510 39.5 ug/l 2470730 2  8.904 3125560 50.0
Benzene, 1l-ethy... 12.927 78.1 ug/l 53830600 4 13.616 34454000 50.0
Benzene, 1l-ethy... 13.163 36.8 ug/l 25353600 4 13.616 34454000 50.0
Indane 13.816 43.9 ug/l 30279200 4 13.616 34454000 50.0
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