LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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\82N051022W.M

Title : SW846 8260

Signal : TIC: VN@72455.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.240 37 43 54 rBV4 10671 30359 2.97% 0.418%
2 2.440 72 77 83 rvB2 9309 15083 1.48% 0.208%
3 2.769 125 133 137 rVB5 8346 17871 1.75% 0.246%
4 3,122 181 193 208 rBV 122540 293449 28.70% 4.039%
5 4.257 373 386 400 rBv4 13795 53844 5.27% 0.741%
6 5.081 512 526 548 rBV3 43181 218551 21.37%  3.008%
7 5.616 604 617 632 rBVv2 78845 270339 26.44% 3.721%
8 7.039 849 859 869 rBV5 12337 39090 3.82% 0.538%
9 7.145 869 877 887 rVB4 11208 31224 3.05% 0.430%
106 7.833 983 994 1002 rBV7 8191 25646  2.51% 0.353%
11 8.022 1016 1026 1031 rBV 145103 354139 34.63% 4.874%
12 8.086 1031 1037 1045 rVV 256798 589701 57.67% 8.116%
13 8.175 1045 1052 1062 rVB2 43137 107991 10.56% 1.486%
14 8.433 1088 1096 1109 rBV 180685 422618 41.33% 5.816%
15 8.569 1109 1119 1122 rBV4 25190 63620 6.22% 0.876%
16 8.622 1123 1128 1129 rBvV2 14241 20392 1.99% 0.281%
17 8.710 1138 1143 1151 rVB6 8453 19674 1.92% 0.271%
18 8.963 1177 1186 1200 rBV 353689 739809 72.35% 10.182%
19 9.422 1256 1264 1267 rBV3 8136 16505 1.61% 0.227%
20 9.880 1336 1342 1349 rVB3 15203 30091 2.94% 0.414%
21 10.016 1359 1365 1372 rVB2 24142 52361 5.12% 0.721%
22 10.198 1389 1396 1402 rBV6 8171 20137 1.97% 0.277%
23 10.439 1428 1437 1450 rBV 552644 1022567 100.00% 14.073%
24 10.545 1450 1455 1460 rBV6 7072 14376 1.41% 0.198%
25 10.857 1502 1508 1515 rVB4 10921 24089 2.36% 0.332%
26 11.739 1650 1658 1670 rBV 450689 829015 81.07% 11.410%
27 12.574 1792 1800 1808 rBvV2 58118 94156  9.21% 1.296%
28 12.727 1819 1826 1837 rBV 343032 590405 57.74%  8.126%
29 13.215 1904 1909 1914 rVB2 8109 12245 1.20% 0.169%
30 13.492 1948 1956 1964 rVB2 10481 23578 2.31% 0.325%
31 13.668 1979 1986 1999 rBV 351687 600760 58.75%  8.268%
32 13.833 2008 2014 2017 rBv2 22846 37484 3.67% 0.516%
33 13.874 2017 2021 2026 rVV 43819 70393 6.88% 0.969%
34 13.933 2026 2031 2036 rvVB5 7058 14109 1.38% 0.194%
35 13.998 2036 2042 2047 rBvV3 9554 13570 1.33% 0.187%
36 14.127 2058 2064 2070 rBV2 8795 13636 1.33% 0.188%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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\82N051022W.M
Title : SW846 8260
37 14.209 2073 2078 2084 rBV2 26461 40387 3.95% 0.556%
38 14.321 2091 2097 2104 rVB 88723 144371 14.12% 1.987%
39 14.533 2128 2133 2138 rBv2 8836 13888 1.36% 0.191%
49 14.804 2175 2179 2184 rBvV2 15932 23807 2.33% 0.328%
41 14.927 2192 2200 2206 rBv4 74612 142661 13.95% 1.963%
42 15.080 2220 2226 2229 rBV3 5925 10862 1.06% 0.149%
43 15.192 2239 2245 2248 rBV5 8865 15429 1.51% 0.212%
44 15.304 2257 2264 2276 rVB3 13415 33211 3.25% 0.457%
45 15.498 2289 2297 2305 rBV2 22435 48433 4.74% 0.667%
Sum of corrected areas: 7265926
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO72455.D\data.ms

500000
400000
300000

200000

3.122
100000 5.616

5.081
2.2402.440  2.769 4.257

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\“\\\\‘\TW\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\F\‘T\\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance TIC: VNO72455.D\data.ms

10.439

500000
11.739

400000
8.963

300000
8.086

200000 8.433

100000

L7034 7.833 2710 9.422 9-8@9'/({1150.198 10.545 10.857
VS - S < AN i vs
Time—>  7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance TIC: VNO72455.D\data.ms

‘ —— ——
10.50 11.00 11.50

500000

400000
12.727 13.668

300000
200000

100000 14321 .
12.574 13.874

3 0 5.498
13.215 13.492 13'/:%@%@81142/% 14,533 14.804| 15 3501623045
T ‘ T T ‘ T T T ‘ T T T T ‘ 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©51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.122  24.88 ug/1 293449  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 50
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 38
3 1-Butene 56 C4H8 000106-98-9 38
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 Propane, 2-methyl-1-nitro- 103 C4H9NO2 000625-74-1 28
Abundance Scan 193 (3.122 min): VN072455.D\data.ms (-181) (-) m/z 41.10 100.00%
41.1
57.1
5000
e AREERRREEESE
72.1 2.80 3.00 3.20 3.40

m,wu_m_m,mwaf‘?;q“”,””p“”w m/z 43.10  92.61%

miz--> 0 10 20 30 40 50 60 70 80

Abundance #814: Butane, 2-methyl-

43.0
57.0
5000 L LS B B R
29.0 2.80 3.00 3.20 3.40
m/z 42.10 72.46%
72.
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\’\\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl-
41.0
e
2.80 3.00 3.20 3.40
5000 56.0 m/z 57.10 70.50%
28.0
EETI I Y N
miz--> 0 10 20 30 40 50 60 70 80
Abundance #198: 1-Butene e
41.0 2.80 3.00 3.20 3.40

m/z 39.00 42.29%

5000 56.0
28.0
2.0 150 H‘ N H\‘

m/z--> 0 10 20 30 40 50 60 70 80 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©51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.M
Quant Title : 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 2 Butane, 2,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.081 18.53 ug/1 218551 Pentafluorobenzene 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
3 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 43
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 43
5 1-Pentene 70 C5H10 000109-67-1 37
Abundance Scan 526 (5.081 min): VN072455.D\data.ms (-512) (-) m/z 43.10 100.00%
43.1
5000
71.1
AR e R
‘ 4.80 5.00 5.20 5.40
\‘\\\\‘\\\\‘}\‘\“\‘\\‘\\‘“\\\‘\\\\‘\\\\‘\\\\ m/z 42.19 97.37%
miz--> 0O 20 40 60 80 100 120 140
Abundance #2051: Butane, 2,3-dimethyl-
43.0
J
5000 L L L BN LR
71.0 4.80 5.00 5.20 5.40
m/z 41.10 49.19%
\‘\\1\5\.?\H\‘i}\‘\“i‘\\i\‘\‘\m‘HH‘\\H‘\H\
m/z--> 0O 20 40 60 80 100 120 140
Abundance #2042: Pentane, 2-methyl-
43.0
h\\\‘\\\A\‘\\\\‘\\\\A‘\\\\
4.80 5.00 5.20 5.40
5000 m/z 71.10 34.34%
71.0
190 | | ‘
L
miz--> 0O 20 40 60 80 100 120 140
Abundance #27881: Pentane, 2-bromo- A e AR
43.0 4.80 5.00 5.20 5.40
m/z 39.00 27.17%
5000
71.0
25 M“\ | 107.0 150.0 I |
L P e e T e T R AR R
m/z--> 0 20 40 60 80 100 120 140 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©51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 Pentane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.616  22.92 ug/1 270339  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 74
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 64
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 59
Abundance Scan 617 (5.616 min): VN072455.D\data.ms (-604) (-) m/z 57.10 100.00%
57.1
41.1
5000

731 [TT T T[T I T[T T rrrrprT

‘ ‘ ‘ 5.20 5.40 5.60 5.80 6.00
el L m/z S6.10  79.70%

miz--> 0 20 40 60 80 100 120

Abundance #2049: Pentane, 3-methyl-

57.0
41.0
5000 I L LR B I
5.20 5.40 5.60 5.80 6.00
m/z 41.10 68.25%
180 | \‘ L. 80
\‘\\\\‘\\\\i\\\"\\\\‘\‘\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
41.0  NRAREET AN SR
5.20 5.40 5.60 5.80 6.00
5000 m/z 43.10 27.07%
73.0
Lo “\‘ 95.0 113.0128.0
e e
miz--> 0 20 40 60 80 100 120
Abundance #14583: Hexane, 2,2,3-trimethyl- M
57.0 5.20 5.40 5.60 5.80 6.00
m/z 39.10  23.49%
5000 41.0
14.0 H ‘\\‘ \‘ | \“ 85.0 1130 A L
e R
m/z--> 0 20 40 60 80 100 120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.175 9.16 ug/l 107991  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 59
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 47
4 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 43
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 1052 (8.175 min): VNO72455.D\data.ms (-1045) (-) m/z 56.10 100.00%
56.1
5000
39.0 YA
T
‘ | ‘ 85.2 7.80 8.00 8.20 8.40

cope e “ut“‘h = m/z 57.10  81.55%

miz-> 20 40 60 80 100 120 140

Abundance #4484: Pentane, 2,3-dimethyl-

56.0
5000 L L AL B L LN AL B
20.0 7.80 8.00 8.20 8.40
m/z 41.85 72.70%
)

\ 11 85.0 101.0
\\\‘\1\\’\1‘\\\\‘\\\\[\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-
57.0
A My,

7.80 8.00 8.20 8.40

m/z 43.00 71.64%
5000 41.0
L 80 1070 1279130
I e e e
miz--> 20 40 60 80 100 120 140 /\ M
Abundance #4468: Hexane, 3-methyl- A RARaN ‘/‘,\M‘ e
43.0 7.80 8.00 8.20 8.40

m/z 71.10 52.59%

5000 70.0

N .

m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 Benzene, (2-bromocyclopropyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.874 5.86 ug/l 70393  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 59
2 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 53
3 Indole 117 C8H7N 000120-72-9 47
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 45
5 m-Aminophenylacetylene 117 C8H7N 054060-30-9 43

Abundance Scan 2021 (13.874 min): VNO72455.D\data.ms (-2017) (- m/z 117.10 100.00%
117.1
5000 ]\ A
91.0 A
300 63.0 ‘ | 13.50 14.00
\‘H\\“‘HH\\“"‘U\\h\’\”\‘\\“\\\‘\‘HH‘HH‘HH‘HH‘H m/Z 118.10 54.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10184: Deltacyclene
117.0
5000 S LN B N /\
91.0 13.50 14.00
39.0 ' m/z 115.10 37.12%
65.0 ‘
\‘\\\\‘}1\“‘\‘\"“1‘\\1”’\\“}\“\\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72304: Benzene, (2-bromocyclopropyl)-
117.0 J\
S A Wi
13.50 14.00
5000 m/z 91.00 23.15%
91.0
39.0 430
A T 152.0173.0 196.0
L B R
m/z--> 20 40 60 80 100 120 140 160 180 200 j\
Abundance #9734: Indole e ‘MA‘ :
117.0 13.50 14.00
m/z 116.10 14.00%
90.0
5000
390 63.0
""‘w“‘-‘“‘\“,“‘\"‘,w\“""‘H‘HH‘HH‘HH‘HH‘H P ,‘N‘ il
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.321 12.02 ug/l 144371 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 87
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 87
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87

Abundance Scan 2097 (14.321 min): VN072455.D\data.ms (-2091) (-  m/z 117.05 100.00%

117.1
5000
132.0
51.1 740 91‘.0 I “ 14.00 14.50
H‘\\\\‘\H\‘\\H“H\\“\H‘\‘\W\\‘\\H‘\\\\"HH‘HH’\H\‘\H‘W\‘H\‘\ m/z 115.05 36.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0
14.00 14.50
91.0 m/z 132.00 26.73%
51.0
H‘\\\\‘%\7\‘()\\H“H\\M\Hf‘\‘\‘\\7\4\’\9‘\\\\"HH‘M‘\\’HH‘\HM‘\‘H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 14.00 14.50
5000 m/z 91.00 16.28%
91.0
27.0 ‘
H_mwwH_m}:m:‘“wmwH,mwm",mlwl‘_m_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 WA
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- o AAA w
117.0 14. 00 14 50
m/z 118.10 13.02%
=000 132.0
91.0
27.0
fadll W\ I 74 'h N ‘ m‘ A
H‘HH‘H‘wu‘w‘Hw‘H‘_H‘_‘HM‘H,HH‘H‘WH‘W‘HW‘H‘_ —p

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 3-Phenylbut-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.927 11.87 ug/l 142661 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
2 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 81
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 68
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 68
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 68
Abundance Scan 2200 (14.927 min): VN072455.D\data.ms (-2192) (-  m/z 117.10 100.00%
11y.1
5000
132.1 A
91.0 T T T ‘ T
39.0 63.0 77.0 ‘ 15.00
' 104.1
\‘\\\\’\\\\’H\\i‘\\H’\‘U\\‘\\\‘\‘\\\\“\H\‘0\\4.\\‘\H‘“‘\H‘“‘\‘\H‘H m/z 115.16 38.02%
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 “\M\/J(\"\ ‘M\M/I\\\
15.00
91.0 132.0 m/z 132.05  29.37%
39.0 ‘
\‘\zﬁ\o’\\\\"H\\"“\‘1116’:131‘\0\‘\\\H“\\\\“\H\J-‘qﬂ.\\()‘\\\!‘\\\i“‘\‘\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
117.0 A
PR WA W I v
15.00
5000 m/z 131.05 22.28%
91.0
51.0 770 132.0
27.0 ‘
""“u,"",m"luhm,u‘w‘m“u"‘J""%RHHWWHW
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 f\ A N‘\
Abundance #16107: 1-Phenyl-1-butene
117.0 15.00
m/z 91.00 17.92%
5000 132.0
91.0
51.0 77.0 ‘ mﬁ\ﬂ /JJ\
TN A8 [ SV PV AW VY.
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72455.D

Acqg On : 12 May 2022 16:08
Operator : JC\MD

Sample : N2800-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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- 3.122 24.9 ug/l 293449 1 8.086 589701 150.0
Butane, 2,3-dim... 5.081 18.5 ug/l 218551 1 8.086 589701 50.0
Pentane, 3-methyl- 5.616 22.9 wug/l 270339 1 8.086 589701 50.0
Pentane, 2,3-di... 8.175 9.2 ug/l 107991 1 8.086 589701 50.0
Benzene, (2-bro... 13.874 5.9 ug/l 70393 4 13.668 600760 50.0
Benzene, 1-ethe... 14.321 12.0 ug/l 144371 4 13.668 600760 50.0
3-Phenylbut-1-ene  14.927 11.9 wug/l 142661 4 13.668 600760 50.0
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