LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 33 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\82N060822W.M

Title : SW846 8260

Signal : TIC: VN@72750.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.251 36 45 50 rBv4 20730 48937 2.94% 0.340%
2 2.434 69 76 84 rBV 81543 128475 7.71% 0.892%
3 2.734 119 127 128 rBV3 13067 19947 1.20% 0.139%
4 3,122 184 193 204 rVB 109038 257920 15.48% 1.792%
5 3.504 250 258 270 rVB3 25326 68116 4.09% 0.473%
6 3.716 284 294 300 rBvV2 11966 28559 1.71% 0.198%
7 3.987 332 340 350 rBV3 31434 81435 4.89% 0.566%
8 4.951 494 504 505 rBvVv6 10100 19685 1.18% 0.137%
9 5.075 514 525 531 rBvV6 12173 43162 2.59% 0.300%
106 5.181 531 543 553 rVB4 21737 100094 6.01% 0.695%
11 5.369 566 575 587 rVB4 18162 64501 3.87% 0.448%
12 5.610 602 616 633 rBV2 53237 192207 11.54% 1.335%
13 6.469 751 762 775 rVB5 14718 51750 3.11% 0.359%
14 6.610 775 786 793 rBV3 9053 26406 1.58% 0.183%
15 6.898 826 835 842 rBV5S 8839 23713  1.42% 0.165%
16 7.145 868 877 887 rBV3 45391 132919 7.98% 0.923%
17 7.316 896 906 915 rBV2 26662 76719 4.60% ©.533%
18 7.839 988 995 1005 rVB3 13373 32783 1.97% 0.228%
19 8.016 1014 1025 1031 rBV2 259051 623829 37.44% 4.333%
20 8.080 1031 1036 1045 rVVW 273672 635568 38.15% 4.415%
21 8.174 1045 1052 1063 rVB5 18486 52422 3.15% 0.364%
22 8.451 1086 1099 1108 rBV3 542402 1650388 99.06% 11.464%
23 8.527 1108 1112 1118 rVVv2 27542 56262 3.38% 0.391%
24  8.586 1118 1122 1127 rVV5 8724 22187 1.33% 0.154%
25 8.963 1178 1186 1198 rBV 400865 843637 50.64% 5.860%
26 9.457 1265 1270 1278 rVB4 16642 39023 2.34% 0.271%
27 9.968 1352 1357 1361 rVV 22623 40142  2.41% 0.279%
28 10.016 1361 1365 1372 rVB3 14288 29525 1.77% 0.205%
29 10.227 1398 1401 1409 rVB3 12550 24316 1.46% 0.169%
30 10.321 1411 1417 1423 rBV4 13588 28319 1.70% 0.197%

31 10.439 1429 1437 1443 rBV 907980 1666024 100.00% 11.
32 10.504 1443 1448 1453 rVB 149241 266036 15.97%
33 11.127 1550 1554 1559 rVB3 9143 17052 1.02%
34 11.739 1651 1658 1669 rBV 535272 981770 58.93%
35 11.839 1669 1675 1686 rVV 306661 538032 32.29%

woao R
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=
]
R

36 11.951 1686 1694 1706 rVV 368529 722094 43.34% 5.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 33 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\82N060822W.M
Title : SW846 8260
37 12.274 1739 1749 1759 rBV 190867 331331 19.89%  2.302%
38 12.574 1794 1800 1808 rVB 49625 78875 4.73% 0.548%
39 12.727 1819 1826 1835 rBV 629632 1069704 64.21% 7.431%
40 12.915 1852 1858 1864 rBV 101630 165591 9.94% 1.150%
41 12.980 1864 1869 1871 rVV2 38144 57983 3.48% 0.403%
42 13.015 1871 1875 1878 rVv2 73720 118484 7.11% 0.823%
43 13.057 1878 1882 1887 rVB2 46319 71485 4.29% 0.497%
44 13.221 1903 1910 1916 rBV 132747 218093 13.09% 1.515%
45 13.362 1927 1934 1944 rBV 431005 703125 42.20% 4.884%
46 13.674 1980 1987 2003 rVB2 437035 942642 56.58% 6.548%
47 13.833 2009 2014 2016 rBV2 20258 30539 1.83% 0.212%
48 13.874 2016 2021 2036 rVV 191408 368419 22.11% 2.559%
49 14.062 2047 2053 2059 rVB3 11394 21871 1.31% 0.152%
50 14.127 2059 2064 2067 rBV2 15276 25679 1.54% 0.178%
51 14.215 2074 2079 2084 rVvV 44350 64318 3.86% 0.447%
52 14.274 2084 2089 2093 rVV3 14367 21382 1.28% 0.149%
53 14.321 2093 2097 2105 rVB 50259 85282 5.12% 0.592%
54 14.533 2127 2133 2137 rBV2 25567 41265 2.48% 0.287%
55 14.574 2137 2140 2146 rVB 27876 40230 2.41% 0.279%
56 14.803 2174 2179 2184 rBV2 30397 48250 2.90% 0.335%
57 14.927 2191 2200 2207 rBV3 50227 103698 6.22% 0.720%
58 15.080 2220 2226 2231 rBV4 11947 17977 1.08% 0.125%
59 15.315 2260 2266 2272 rVB5 7829 18208 1.09% 0.126%
60 15.503 2288 2298 2306 rBV 61509 117620 7.06% 0.817%

Sum of corrected areas: 14396005
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN072750.D\data.ms
800000
600000
400000
200000
2.434 8122 5610
2251 || 2734 /\ 358043716 3987 4951075815369 6.466.610 6.8
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ﬁ\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VNO72750.D\data.ms
10.439
800000
600000
8.451 11.739
400000 8.963
1.8
8.8480
200000 0.504
7.14.
0 %316 7.839 174 | ®8%Be 9.457 aggﬁaomzz 11 127
—f — = T . ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10. 00 10.50 11 OO 11.50
Abundance TIC: VN072750.D\data.ms
800000
12.727
600000
13.362 13.674
40000011.951
200000 12.274 13.874
12, 13.221 0
12574 7 15.5
, N - j\ 3. 3149%&%%%4311“653414 /\f’ 08015.315 /\
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 1450 15.00 1550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 5
R.T. EstConc Area Relative to ISTD R.T.
2.434 10.11 ug/l 128475  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 64
2 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 39
3 Acetone 58 C3H60 000067-64-1 4
4 Butanenitrile, 2,3-dioxo-, dioxi... 211 C8HIN304 339246-62-7 4
5 4-Amino-3-hydroxytetrahydrothiop... 151 C4H9NO3S 055261-00-2 4

Abundance  Scan 76 (2.434 min): VN072750.D\data.ms (-69) (-) m/z 43.10 100.00%

43.1
5000
| 58"1 2.20 2.40 2.60 2.80
0 ‘H_Hmi“‘um‘mw‘m_m_m_ m/z 41.05  35.40%
miz-> 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
5000
27.0 2.20 2.40 2.60 2.80
58.0 m/z 39.00 17.99%
0\\‘\‘\‘ ““‘\\\“‘\\\\‘\\\\\\\\\\\\
miz-> 20 40 60 80 100 120 140
Abundance
43.0
2.20 2.40 2.60 2.80
5000 m/z 58.10 15.25%
58.0
0 77.0 1000 121,0136.0
e e
m/iz--> 20 40 60 80 100 120 140
Abundance #241: Acetone R e
43.0 2.20 2.40 2.60 2.80
m/z 42.10 12.57%
5000
58.0
15.0
I
m/z--> 20 40 60 80 100 120 140 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@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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.
3.122 20.29 ug/1 257920  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 38
5 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 37
Abundance Scan 193 (3.122 min): VN072750.D\data.ms (-184) (-) m/z 43.05 100.00%
43.0
57.1
5000
N S ARARARRES
‘ 72.1 011 2.80 3.00 3.20 3.40
0 bt b m/z 41.05 94.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 TP T T T T
2.80 3.00 3.20 3.40
15.0 m/Z 42.00 85.26%
. | ‘ 72.0
O\H’\H\‘\1H‘\H\‘HH"\}\\i‘\‘\‘\uw\HM\H‘HH‘HH
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
41.0
2.80 3.00 3.20 3.40
5000 27.0 m/z 57.10  66.84%
57.0
71.0
15.0
1
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol b prr e o
42.0 2.80 3.00 3.20 3.40
m/z 39.10 36.54%
5000
27.
SN . 0 0/ USRS [ POV SVONUI SHOVOYAN
m/z--> 0O 10 20 30 40 50 60 70 80 90 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@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00

Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER
ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
: 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 3 Pentane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
3.504 5.36 ug/l 68116 Pentafluorobenzene 8.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 64
2 Oxirane, ethyl- 72 C4H80 000106-88-7 47
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 32
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 25
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 9
Abundance Scan 258 (3.504 min): VN072750.D\data.ms (-250) (-) m/z 43.00 100.00%
3.0
5000 \M/\vvﬂ
551 RanmEsssE R
35.7 ‘ 72"0 3.20 3.40 3.60 3.80
oWme‘wwwww}”wwH‘J‘H‘ww“www m/z 41.95 66.07%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 \\‘\\\\"\\/\/\‘\\\\‘\\\\’
3.20 3.40 3.60 3.80
57.0 m/z 41.00 59.24%
72.0
0 15.0 \ ‘ 50.0 ,  65.0
\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH \\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42.0
T
3.20 3.40 3.60 3.80
5000 m/z 39.00 28.37%
21.0 72.0
57.0
o 15.0 50.0
T T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #652: Cyclobutane, methyl-
42.0 3.20 3.40 3.60 3.80
m/z 55.10 16.64%
5000
270 55.0
70.0
P . O R O .Y /\W/\,
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@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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-Butene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.986 6.41 ug/1 81435  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
2 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 80
4 2-Pentene, (E)- 70 C5H10 000646-04-8 72
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 72
Abundance Scan 340 (3.986 min): VN072750.D\data.ms (-332) (-) m/z 55.00 100.00%

55.0
5000
41.0 70.0 ﬂ\

| 3.60 3.80 4.00 4.20 4.40
o el Ll m/z 70,00 38.40%

L] |
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0
5000 r}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
41.0 70.0 3.60 3.80 4.00 4.20 4.40
27.0

m/z 41.00 33.81%

o w0

il NN L
\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80
Abundance
55.0
A, o

3.60 3.80 4.00 4.20 4.40

o

5000 m/z 39.00 33.62%
280 390 70.0
15.0
O T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 3.60 3.80 4.00 4.20 4.40

m/z 42.00 26.07%

5000 70.0
41.0
29.0 ‘
0 H \‘\ I 1l ‘\ | 1| /\ M

\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\ Trprrrrptrrrprrrrprr
I T f f I I f [ f T T T T

1T
m/z--> 0 10 20 30 40 50 60 70 80 60 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@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 2(3H)-Furanone, dihydro-3,5... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.181 7.87 ug/l 100094  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Furanone, dihydro-3,5-dime... 114 C6H1002 005145-01-7 64
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 58
3 Cyclopentane 70 C5H10 000287-92-3 53
4 1-Pentene 70 C5H10 000109-67-1 53
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 50
Abundance Scan 543 (5.181 min): VN072750.D\data.ms (-531) (-) m/z 42.05 100.00%
42.0
5000 70.0
4.80 5.00 5.20 5.40 5.60
(- 207.1
ot m/z 55.00 54.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8260: 2(3H)-Furanone, dihydro-3,5-dimethyl-
42.0
4.80 5.00 5.20 5.40 5.60
m/z 70.00 42.12%
99.0
O\\\\‘\\\\“‘\\‘\M‘\\“\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42.0
R R REE R EESERE W
4.80 5.00 5.20 5.40 5.60
5000 m/z 39.00 41.01%
70.0
15.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #636: Cyclopentane e e e
42.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00  38.36%
5000
70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 Cyclopentane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.145 10.46 ug/l 132919  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclohexane 84 C6H12 000110-82-7 83
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80

4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 53

Abundance Scan 877 (7.145 min): VNO72750.D\data.ms (-868) (-) m/z 56.05 100.00%

56.0
41.0
5000
69.1
R EEE S aamanae
84.0 6.80 7.00 7.20 7.40
oH_m_m_m““mw S VR m/z 41.00 60.56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0 /\M
5000 690 LI L B L L L BN R
6.80 7.00 7.20 7.40
m/z 69.10 37.32%
0 th

28.0 M 84.0
H\‘-’L"S‘O‘WH‘\H“!‘“H*i“‘ RBRRSRRARRRERER RS
m/z--> 10 20 40 50 60 70 80 90
Abundance
56.0

84.0 Wm_mwu,mw
6.80 7.00 7.20 7.40
5000 41.0 m/z 39.00  35.33%
69.0
27.0
15.0
0L T e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 6.80 7.00 7.20 7.40
27.0 m/z 55.00  29.33%
5000
‘ ‘ 84.0
o“_m_m‘mHHWu‘m‘_m_l”w
m/z--> 10 20 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@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.221  11.57 ug/1 218093 1,4-Dichlorobenzene-d4 13.674
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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1910 (13.221 min): VN072750.D\data.ms (-1903) (- | m/z 105.00 100.00%
105.0
5000
120.1
390 4 77‘1 91‘-0 13.00 13.50
Ol e bl e m/z 120010 30.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\%V\
120.0 13.00 1350
m/z 77.1 14.66%
39.0 77.0 91.0
0\\’\\\\’\zﬁ)‘\?\\\\"H\\"‘\\\\6‘?\‘(\)\‘\\\‘\“\H\“HH‘H}\‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 MANM A
‘
1300 1350
5000 m/z 91.00 14.03%
790 120.0
39.0 65.0 92.0
Obrrprrer et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ‘}\
Abundance #10705: Benzene, 1,2,4-trimethyl- T X\‘ e
105.0 13.00 13.50
m/z 106.00  10.49%
5000 120.0
28.0 770 910 A
51.0 :
oo L e T L L)
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 19.54 ug/1 368419 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 Deltacyclene 118 C9H1e 007785-10-6 59
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 59
Abundance Scan 2021 (13.874 min): VN072750.D\data.ms (-2016) (- | m/z 117.05 100.00%
117.1
5000 /j\
o
390 630 91"0 13.50 14.00
Ol e bl 2080 L sz 118,00 53.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 — o
13.50 14.00
m/z 115.00 34.87%
390 630 91.0
OH‘\H\‘\H.\O‘\H\“-\\H‘HH\1‘}‘\"\\‘\7\7\.‘0\\\\“\\\\]-‘(\)‘\4'\.\0‘\\!\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
L SV EIOVIN
13.50 14.00
5000 m/z 91.05 14 .44%
91.0
510 e5.0
~ 78.0
0 27.0 104.0
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 I\ M/\/\/\
Abundance #10197: Benzene, cyclopropyl- f}ﬂ‘ ey
117.0 13.50 14.00
m/z 63.00 9.23%
5000 91.0
51.0
65.0
78.0
oH_W‘Z‘Z{?m:‘_ml‘:ul“!‘:“wwl_‘u“;:mlﬂf‘;ﬂwuw‘ : /v\ - Mm/\f\A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 2,4-Dimethylstyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.927 5.50 ug/1 103698 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 96
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 94
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 94
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83
Abundance Scan 2200 (14.927 min): VN072750.D\data.ms (-2191) (- | m/z 117.00 100.00%
117.0
5000
51.0 91.0 “ 15.00
207.0
0m"H“‘u“‘1““““‘””1““““‘m‘”l‘u A s m/z 132.05  34.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 ALy ‘/\\\N\\A\A
15.00
m/z 115.10  33.57%
O' ‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance j\
117.0
MW
15.00
5000 m/z 119.10 19.24%
91.0
. 270 51.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene I\ ey
117.0 15.00
m/z 131.00 17.87%
5000
91.0
51.0 ‘
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@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00

Operator JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 10 1H-Indene, 1-methylene- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.503 6.24 ug/1 117620 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 83
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 56

Abundance Scan 2298 (15.503 min): VN072750.D\data.ms (-2288) (- | m/z 127.95 100.00%
128.0
5000
51.1 102.0 15.50 |
[ 207.9 ' ;
0 vt e ST m/z 127.000 13.00%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 e ‘
15.50
m/z 129.05 11.17%
5.0 750 1020
O\\\‘\\“\\“}\\H“‘\\\\“\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
128.0 f\
Wl 4
15.50
5000 m/z 102.00 11.16%
51.0 102.0
74.0
N
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13688: 1H-Indene, 1-methylene- (. e ‘
128.0 15.50
m/z 51.10 9.67%
5000
510 102.0
75.0 ‘ %
SR i N I, Y "W W A Y
m/z--> 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@60922\
Data File : VN@72750.D

Acqg On : 10 Jun 2022 00:00
Operator : JC\MD

Sample : N3202-01 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 2.434 10.1 ug/l 128475 1 8.080 635568 50.0
Butane, 2-methyl- 3.122 20.3 wug/l 257920 1 8.080 635568 50.0
Pentane 3.504 5.4 ug/l 68116 1 8.080 635568 50.0
2-Butene, 2-met... 3.986 6.4 ug/l 81435 1 8.080 635568 50.0
2(3H)-Furanone, ... 5.181 7.9 ug/l 100094 1 8.080 635568 50.0
Cyclopentane, m... 7.145 10.5 wug/l 132919 1 8.080 635568 50.0
Benzene, 1l-ethy... 13.221 11.6 wug/l 218093 4 13.674 942642 50.0
Indane 13.874 19.5 ug/1 368419 4 13.674 942642 50.0
2,4-Dimethylsty... 14.927 5.5 ug/l 103698 4 13.674 942642 50.0
1H-Indene, 1-me... 15.503 6.2 ug/l 117620 4 13.674 942642 50.0
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