LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51122\
Data File : VN@72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 39 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@72440.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 53 rBV3 11835 33749 2.54% 0.358%
2 2.440 73 77 83 rVB4 10150 15612 1.18% 0.166%
3 2.758 123 131 135 rVB3 7269 14428 1.09% 0.153%
4 3,128 186 194 207 rVB 128533 294217 22.18%  3.121%
5 4.252 374 385 403 rBV5 15490 59359 4.48% 0.630%
6 5.081 513 526 534 rBV2 43479 166727 12.57% 1.769%
7 5.622 605 618 631 rBVv2 78764 270215 20.37% 2.867%
8 7.051 851 861 868 rBvVv3 12840 37231 2.81% 0.395%
9 7.146 868 877 887 rVB5 11206 32845 2.48% 0.348%
10 7.828 984 993 1006 rVB5 8982 29758 2.24% 0.316%
11 8.022 1016 1026 1031 rBV 161209 403672 30.44%  4.283%
12 8.087 1031 1037 1045 rVV 280520 642902 48.48% 6.821%
13 8.175 1045 1052 1061 rVB2 43205 108058 8.15%  1.146%
14  8.434 1088 1096 1108 rVV 178747 433576 32.69% 4.600%
15 8.569 1109 1119 1122 rVV6 29605 70425 5.31% 0.747%
16 8.628 1123 1129 1137 rVVe6 35261 114243 8.61% 1.212%
17 8.710 1137 1143 1151 rVB7 10039 24010 1.81% 0.255%
18 8.963 1178 1186 1197 rBV 444289 910606 68.66% 9.661%
19 9.422 1257 1264 1266 rBV6 8702 15208 1.15% 0.161%
20 9.881 1336 1342 1350 rVB4 15479 30667 2.31% 0.325%
21 10.010 1359 1364 1373 rVB3 25689 54131 4.08% 0.574%
22 10.192 1391 1395 1398 rBVS5S 8233 13716 1.03% 0.146%
23 10.222 1398 1400 1411 rVB4 6022 14113 1.06% 0.150%
24 10.440 1428 1437 1449 rBV 700485 1292619 97.46% 13.714%
25 10.545 1451 1455 1460 rVB7 7419 13376 1.01% 0.142%
26 10.857 1502 1508 1517 rVB5 10253 25177 1.90% 0.267%
27 11.739 1650 1658 1672 rBV 757147 1326243 100.00% 14.070%
28 12.575 1793 1800 1808 rVB 56440 94070 7.09%  ©.998%
29 12.728 1818 1826 1836 rBV 606365 1030365 77.69% 10.931%
30 13.216 1904 1909 1916 rVvB3 9308 13681 1.03% 0.145%
31 13.492 1948 1956 1962 rVvB4 11097 24573 1.85% 0.261%
32 13.669 1979 1986 1999 rBV 677809 1165737 87.90% 12.368%
33 13.833 2007 2014 2017 rBV3 23232 39482 2.98% 0.419%
34 13.875 2017 2021 2026 rVV2 43481 73216 5.52% ©.777%
35 13.939 2026 2032 2037 rVvVv5 7605 16000 1.21% 0.170%
36 13.998 2037 2042 2048 rVB3 10760 15810 1.19% 0.168%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51122\
Data File : VN@72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 39 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 14.128 2059 2064 2073 rVB3 9774 16580 1.25% 0.176%
38 14.210 2073 2078 2084 rBV3 27734 42604 3.21% 0.452%
39 14.327 2092 2098 2107 rVB 89690 152169 11.47% 1.614%
49 14.539 2125 2134 2137 rBVS 9125 14801 1.12% 0.157%
41 14.804 2174 2179 2184 rBV3 15695 25291 1.91% 0.268%
42 14.927 2193 2200 2206 rBvV3 76969 149626 11.28% 1.587%
43 15.192 2235 2245 2249 rBV5 11645 26644 2.01% 0.283%
44 15.304 2255 2264 2270 rVB5 15318 34949 2.64% 0.371%
45 15.498 2291 2297 2306 rBvV2 23253 43315 3.27% 0.460%
Sum of corrected areas: 9425796
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2800-04
: 5.0mL/MSVOA_N/WATER
. 39

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe51122\

: VNO@72440.D
: 12 May 2022 01:43

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51022W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: VNO72440.D\data.ms

3.128

5.622

5.081

2.2402.440 4.252

2.758

0
Time--> 2
Abundance

700000
600000
500000
400000
300000
200000

100000

.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

TIC: VN072440.D\data.ms

11.y39

10.440

8.963

8.087

8.434

7.06146 9.882 01422

Time-->
Abundance

700000

600000

500000

400000

300000

200000

100000

Time-->

82N051022W.M

9.422

T =
9.00 9.50
TIC: VNO72440.D\data.ms

10.545

10.857
‘ \
10.50

‘ P ] 7
7.00 10.00 11.00 11.50

13.669
12.728

14.327
12575 14.927

5
13.216 13.492 1}*%;@&2]&% 14.539 14.80A 15.1628045.498
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T

f T T
13.50 14.00 14.50 15.00 15.50 16.00

T ‘ T T ‘ T ‘ T
12.00 12.50 13.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51122\
Data File : VN@©72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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.
3.128 22.88 ug/1 294217  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 50
2 3-Buten-1-o0l 72 C4H80 000627-27-0 50
3 Pentane 72 C5H12 000109-66-0 47
4 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 23
5 2-Butene, (Z)- 56 C4H8 000590-18-1 9
Abundance Scan 194 (3.128 min): VN072440.D\data.ms (-186) (-) m/z 41.10 100.00%
41.1
57.1
5000
R Eaaan R
72.1 2.80 3.00 3.20 3.40
il 590 11l 639 | g
Ot e e e e e m/z 43.10 88.01%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L L R B B
29.0 2.80 3.00 3.20 3.40
m/z 42.10 74.45%
72.0
0 150 \‘ co 50.0 \‘ \‘
‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\ \‘\H\‘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 #750: 3-Buten-1-ol
42.0
31-0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
2.80 3.00 3.20 3.40
5000 m/z 57.10 65.51%

15.0

‘m Ll \‘
b e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane R ERR R
43.0 2.80 3.00 3.20 3.40

m/z 39.10 44.68%

o

57.0

>

27.0 57.0

72.0

—

oL 150 UL seo | eso
SN £ SN WL 8RS0V L0 Y OGN B VOV

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

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51122\
Data File : VN@©72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 2 Butane, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.081 12.97 ug/l 166727  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
3 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 37
4 1,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 33
5 1-Pentene 70 C5H10 000109-67-1 28
Abundance Scan 526 (5.081 min): VN072440.D\data.ms (-513) (-) m/z 42.00 100.00%
42,0
5000
71.1
N ARREEEEE T
‘ 4.80 5.00 5.20 5.40
ol e m/z 43.10  99.99%
m/z--> 20 40 60 80 100 120 140
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 T T PR
71.0 4.80 5.00 5.20 5.40
m/z 41.10 62.89%
27.0 ‘
87.0
0 \\\‘\‘\‘\\i}\‘\‘h‘\\i\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #2045: Pentane, 2-methyl-
43.0
R AAREES
4.80 5.00 5.20 5.40
5000 71.0 m/z 39.00 31.66%
27.0
H ‘ ‘ 87.0
0 ‘H“;“{l‘ﬁl_‘M“w““w“““““w
miz--> 20 40 60 80 100 120 140
Abundance #27881: Pentane, 2-bromo- e A Y
43.0 4.80 5.00 5.20 5.40
m/z 71.10 31.35%
27.0
5000
71.0
0 ‘ Il M“\ L 107.01230 _ 150.0
e e mmmE s AR
m/z--> 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©51122\
Data File : VN@©72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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.
5.622 21.02 ug/l 270215  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
4 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 56
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 52
Abundance Scan 618 (5.622 min): VN072440.D\data.ms (-605) (-) m/z 57.10 100.00%
57.1
41.1
5000
Ramaa e
H | 73"1 5.20 5.40 5.60 5.80 6.00
0l gt b et M/z 56,10 86.55%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 L LA L R R
2700 5.20 5.40 5.60 5.80 6.00
m/z 41.10 63.98%
‘ 71.0 86.0
O \H‘HH‘H‘H‘\\}\‘HH‘\H\‘H‘\}‘HH“HH‘HH‘\H\‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
_“w“u‘u“_“w‘u
5.20 5.40 5.60 5.80 6.00
5000 41.0 m/z 43.10 25.19%
270 71.0
o 0L L L 0 w30
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl- e e
57.0 5.20 5.40 5.60 5.80 6.00
m/z 39.00  23.42%
5000 41.0
‘ 71.0
0 H | 99.0 113.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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©51122\
Data File : VN@©72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 4
R.T. EstConc Area Relative to ISTD R.T.
8.175 8.40 ug/1 108058 Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
2 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 45
3 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 43
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 38
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 38

Abundance Scan 1052 (8.175 min): VN072440.D\data.ms (-1045) (-) m/z 55.95 100.00%

56.0
411
5000 71.0
“H‘W‘H“H‘W‘H‘,
‘ ‘ 99.9 7.80 8.00 8.20 8.40
0k el Dl R 1490 s 43,10 87.59%
m/z--> 20 40 60 80 100 120 140
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
71.0 7.80 8.00 8.20 8.40
m/z 57.10 65.75%
0 26‘ ‘ | \‘\ “\ | 1OQO
‘\\\\‘1\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #8557: Oxirane, (1-methylbutyl)-
56.0
e A RaEaS B
41.0 7.80 8.00 8.20 8.40
5000 ITI z 41.10 63.58%
‘ 7H.0
ol 0
m/z--> 20 40 60 80 100 120 140
Abundance #229: Aziridine, 2-methyl- “‘H““H“Hyﬁw“‘,
28.0 7.80 8.00 8.20 8.40
m/z 71.05 48.99%
5000 56.0 /\
0 \‘H M‘ .

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©51122\
Data File : VN@©72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 Isopropylcyclobutane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.628 6.27 ug/l 114243  1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 80
2 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 53
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 52
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 52
5 1-Nonanol 144 C9H200 000143-08-8 50

Abundance Scan 1129 (8.628 min): VN072440.D\data.ms (-1123) (-) m/z 56.10 100.00%
56.1

41.1 70.0

5000 /\/4\,\
83.0 98.1 2\

L L L B L IR

‘ ‘ 8.40 8.60 8.80 9.00
“_“w“w“wllmh‘w‘ w“H‘LH‘MJ“_‘JM“H m/z 41.10  72.94%

0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0

5000 ECA L RN
27.0 8.40 8.60 8.80 9.00
98.0 m/z 70.05 66.62%

83.0 ‘

| \‘ Al ‘ 1 H H‘ I ‘
T ‘ TTTT ‘ TT T ‘ TTTT ‘ TTTT ‘ T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ L ‘ TTTT
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3776: (Z)-Hex-2-ene, 5-methyl-
56.0 /\
[

41.0 LA RN W A Yo
8.40 8.60 8.80 9.00

5000 m/z 55.00 65.08%

27.0 69.0
98.0
0 Ll 2
| I I
R R R RS RS
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0

8.40 8.60 8.80 9.00
m/z 57.10 63.26%

70.0
41.0
5000
98.0
27.0 ‘ 83.0 ‘ A /\
. Ll |

m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51122\
Data File : VN@©72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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, 1-methyl-4-(2-prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.328 6.53 ug/1 152169 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 80
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 80
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 68
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 64
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 62

Abundance Scan 2098 (14.327 min): VN072440.D\data.ms (-2092) (-  m/z 117.05 100.00%

117.1
5000 A
91.0
1400 1450
390\?%9 \ J I J 207.0
bt bbb el D00 m/z 115.05  38.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
5000 A
91.0 1400 1450
510 m/z 132.05 27.08%
27.0
O\\\\‘\‘\\\“\\‘U\“m\\”}“\\u\“h‘\\!‘\‘“‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16144: Benzene, (2-methyl-1-propenyl)-
117.0
1400 1450
5000 91.0 ITI z 90.95 13.38%
39.0 65.0
NIEC U N Y P
m/z--> 20 40 60 80 100 120 140 160 180 200 Aﬁ
Abundance #16103: Indan, 1-methyl- AA P JA‘”F
117.0 14. 00 14.50
m/z 118.20 12.51%
5000
91.0
15.0 39.0 630 ‘ ‘ ‘
0 [ ‘ b sl L

S T YV Y A e

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51122\
Data File : VN@©72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 39 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.928 6.42 ug/l 149626  1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 81
4 Cyclopropane, 1-methyl-1-phenyl- 132 C10H12 002214-14-4 81
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 76
Abundance Scan 2200 (14.927 min): VN072440.D\data.ms (-2193) (- m/z 117.10 100.00%
117.1
5000
91.0 ﬁk‘ T
390 641 ‘ 41 15.00
Ob b e b MW nyz 132,65 37.62%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T A ; ‘Ay‘ o "\N\ T
91.0 15.00
51.0 m/z 115.10 36.75%
27.0 | ‘ 1#3.0
O\\\‘\\\\‘\\‘H"H‘\\h\‘\\‘}\“H‘\\\“\‘U\‘\‘\\\\
miz--> 20 40 80 100 120 140
Abundance #16152.1H4ndene,23—&hydn}44ﬂemyh
117.0
b o] WM‘
15.00
5000 m/z 131.05 21.77%
39.0 L
LY I 143-0
0 ‘“‘w“uy‘ﬂh‘u“wM“““““‘WJ“““
miz--> 20 60 80 100 120 140 /\ ) N\
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- e ‘/NM
117.0 15.00
m/z 91.00 17.87%
5000
390 g50 910 ‘ 4
o b L el b A
m/z--> 20 40 60 80 100 120 140 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51122\
Data File : VN@72440.D

Acqg On : 12 May 2022 01:43
Operator : JC\MD

Sample : N2800-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 39 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 9 ug/l 294217 1 8.081 642902 50.0
Butane, 2,3-dim... 5 0 ug/l 166727 1 8.081 642902 50.0
Pentane, 3-methyl- 5.622 21.0 wug/l 270215 1 8.081 642902 50.0
Pentane, 2,3-di... 8.175 8.4 ug/l 108058 1 8.081 642902 50.0
8 3 2 8 0

5 4 3 0

4 4 3 0

Isopropylcyclob... 628 6. ug/l 114243 .963 910606 50.
Benzene, 1-meth... 14.328 6. ug/l 152169 13.669 1165740 50.
Benzene, 2-ethe... 14.928 6 ug/l 149626 13.669 1165740 50.
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