LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 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 X\Method\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29582.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 24 29 42 rBV 61733 152557 1.14% 0.229%
2 1.752 103 109 117 rVB 197113 269381 2.02% 0.405%
3  2.215 180 185 193 rVB 98139 153985 1.15% 0.231%
4 2.751 257 273 277 rBV 71869 171104 1.28% 0.257%
5 2.867 282 292 301 rVW 248040 595347 4.46% 0.894%
6 2.971 301 309 322 rVW 349261 899803 6.74% 1.351%
7 3.117 323 333 347 rVB3 246482 607472  4.55% 0.912%
8 3.733 425 434 445 rBV3 49670 168296 1.26% 0.253%
9 4.306 517 528 540 rVVv2 242961 686513 5.14% 1.031%
106 5.196 663 674 689 rVB2 48089 153835 1.15% 0.231%
11 5.391 694 706 713 rVV2 154217 457157 3.42% 0.687%
12 5.476 713 720 726 rVV 129068 395929 2.97% 0.595%
13 5.556 726 733 763 rVB 293658 925059 6.93%  1.389%
14 5.958 790 799 804 rBV 163104 419506 3.14% 0.630%
15 6.043 804 813 826 rVV 2916164 7716239 57.80% 11.588%
16 6.208 827 840 856 rVW4 171204 833068 6.24% 1.251%
17 6.763 921 931 943 rBV 445184 1096929 8.22% 1.647%
18 7.385 1021 1033 1044 rVB5 75443 218444  1.64% 0.328%
19 8.147 1143 1158 1163 rBV 199386 399326 2.99% 0.600%
20 8.427 1197 1204 1211 rBV 182879 308519 2.31% 0.463%
21 8.506 1211 1217 1226 rVB 261930 432585 3.24% 0.650%
22 8.653 1234 1241 1247 rBV 872818 1372436 10.28% 2.061%
23 8.720 1247 1252 1259 rW 628606 937631 7.02% 1.408%
24  8.842 1263 1272 1281 rBV 181110 301282 2.26% 0.452%
25 9.457 1365 1373 1386 rBvV2 342122 602316 4.51% 0.905%
26 10.024 1460 1466 1467 rBV 123644 171842 1.29% 0.258%
27 10.055 1467 1471 1475 rVB 862986 1121616 8.40% 1.684%
28 10.146 1482 1486 1490 rVB 146575 180972 1.36% 0.272%
29 10.195 1490 1494 1499 rBV 620558 807469 6.05% 1.213%

30 10.305 1506 1512 1518 rVB 9858205 13350174 100.00% 20.049%

31 10.646 1562 1568 1577 rVB 821909 1094527 8.20% 1.644%
32 10.963 1613 1620 1625 rVB 986805 1260109 9.44%  1.892%
33 11.085 1635 1640 1645 rBV 683437 906116 6.79% 1.361%
34 11.177 1649 1655 1662 rVB2 94464 155245 1.16% ©.233%
35 11.305 1667 1676 1683 rVV 2403153 3048811 22.84% 4.579%

36 11.402 1684 1692 1696 rVV 496415 869096 6.51% 1.305%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 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 X\Method\82X061822W.M
Title : SW846 8260
37 11.451 1696 1700 1707 rVB 681635 904806 6.78%  1.359%
38 11.616 1721 1727 1735 rBV 689031 880661 6.60% 1.323%
39 11.756 1745 1750 1755 rVB 1216665 1517743 11.37% 2.279%
40 11.890 1770 1772 1779 rVB 114261 147882 1.11% 0.222%
41 12.024 1789 1794 1800 rVB 910772 1138925 8.53% 1.710%
42 12.091 1800 1805 1811 rBV 984602 1271924 9.53% 1.910%
43 12.244 1825 1830 1838 rBV 5330722 6510910 48.77% 9.778%
44 12.317 1838 1842 1850 rVV2 226765 394225 2.95% 0.592%
45 12.615 1886 1891 1894 rBV 769547 894851 6.70% 1.344%
46 12.646 1894 1896 1900 rVV 224627 236145 1.77% 0.355%
47 12.701 1900 1905 1912 rVB 1191725 1555824 11.65% 2.337%
48 12.920 1934 1941 1945 rBV 533708 664956  4.98%  0.999%
49 12.963 1945 1948 1953 rVB 116975 138721 1.04% 0.208%
50 13.170 1978 1982 1992 rVB 646564 800584 6.00%  1.202%
51 13.292 1992 2002 2007 rVV2 1035278 1409085 10.55% 2.116%
52 13.341 2007 2010 2019 rVVv4 94437 163565 1.23% 0.246%
53 13.426 2019 2024 2030 rVB 208557 271435 2.03% 0.408%
54 13.664 2061 2063 2069 rVB2 108433 134153 1.00% 0.201%
55 13.780 2074 2082 2091 rBV 2700725 3492299 26.16% 5.245%
56 14.639 2219 2223 2234 rVB 331426 426298 3.19% 0.640%
57 14.780 2241 2246 2252 rBV 298011 390437 2.92% 0.586%

Sum of corrected areas: 66586125

82X061822W.M Mon Jun 20 19:01:48 2022 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029582.D\data.ms

8000000

6000000

4000000
6.043

2000000

1.264 1.752 2215 27888273117 3.733 4.306 510653087856  5.958 6.208

Time--> 1.20 1.40 1.60 1.80 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
Abundance TIC: VX029582.D\data.ms

o

10.805

8000000
6000000

4000000

11.305
2000000

8.53 10.085 10.646 10-963
%720 19 085 1
AN P e i TR G o B 1

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11. 00
Abundance TIC: VX029582.D\data.ms

8000000

6000000
12.244
4000000
13.780

2000000
11 756

.701
12(1ﬁﬁ9 317 112 6 12,9201 13?3&32 14.6B9780
1 89 1?\963 J\>1 ‘6]-\3.6\6 T T ‘ T T T ‘ ’\‘A 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_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Cyclopentane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.867 32.18 ug/l 595347  Pentafluorobenzene 5.556

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 56
4 1-Pentanol 88 C5H120 000071-41-0 40
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 9
Abundance Scan 292 (2.867 min): VX029582.D\data.ms (-282) (-) m/z 42.10 100.00%
42.1
5000 5.0 701
2.60 2.80 3.00 3.20
A ‘ 84.0 o
o1t m/z 55.05 49.53%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #634: Cyclopentane
42.0
5000
550 700 2.60 2.80 3.00 3.20
' m/z 70.10  45.18%
miz-> 10 20 30 40 50 60 70 80 90
Abundance
42.0
A A RaEaERE T
2.60 2.80 3.00 3.20
5000 m/z 41.10 36.35%
55.0
27.0 70.0
Ol e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0 2.60 2.80 3.00 3.20
m/z 39.05 24.36%
55.0
5000
27.0 70.0
15.0 ‘
o) SN N UL MOV X N PSS et e
m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Cyclopentane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.306 37.11 ug/l 686513  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 86
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 80
4 Cyclohexane 84 C6H12 000110-82-7 64
5 1-Hexene 84 C6H12 000592-41-6 52
Abundance Scan 528 (4.306 min): VX029582.D\data.ms (-517) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.0 \J\\
A RREEEEE LS
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
T e e e | Ut u_mw_“”w m/z 69.05  47.49%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60
m/z 41.10 46.29%
28.0 ‘ ‘ ‘ 84.0
O\\\‘\\\\‘J\-ﬁ\.?‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘11\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0
41.0 4.00 4.20 4.40 4.60
5000 m/z 55.10 25.01%
27.0
69.0
0 10 150 84.0
R A B o e R
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 4.00 4.20 4.40 4.60
27.0 m/z 39.18  19.09%
5000
42.0
‘ ‘ ‘ 84.0
0 \H‘H\\‘\\H‘mmul‘}‘\‘uw‘; SRR R EREN R N BARaE Ry SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Cyclobutane, ethenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.208 37.97 ug/l 833068 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 87
2 Cyclohexene 82 C6H10 000110-83-8 87
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 83
4 C2H5CH=CHCH=CH2 82 CeH1e 000592-48-3 62
5 Cyclopentane, methylene- 82 C6H10 001528-30-9 62
Abundance Scan 840 (6.208 min): VX029582.D\data.ms (-827) (-) m/z 67.05 100.00%
67.0
54.1
5000 82.1
39.1
. 5.80 6.00 6.20 6.40 6.60
Ottt Ll TAQLIL o myz sa1e s8.ee%
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
5000 I L AL B
1.0 82.0 5.80 6.00 6.20 6.40 6.60
m/z 82.10 40.38%
27.0 ‘
0 \‘HH‘HH‘\!\\‘HH‘HH}HH‘HH“ \!\ H\‘\\Hi\ }\‘Zﬂ'.‘q{l‘!\h‘\\\\‘\\\
m/z--> 15 20 25 30 35 40 45 505 60 65 70 75 80 85 90
Abundance
67.0
54.0 R A RERaeBEET
5.80 6.00 6.20 6.40 6.60
5000 m/z 39.10 29.12%
41.0 82.0
27.0
0 74.0
P P T e T e e e
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane Raaas e R RRRE
67.0 5.80 6.00 6.20 6.40 6.60
540 m/z 41.05 23.24%
82.0
5000
41.0
o SS— I TN | P— AP/ S .
m/z--> 15 20 25 30 35 40 45 5 0 60 65 70 75 80 85 90 5.80 6.00 6.20 6.40 6.60

82X061822W.M Mon Jun 20 19:01:52 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Cyclopentene, 1,5-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.147 18.20 ug/l 399326 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
2 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 90
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
4 Cyclopropane, 1l-methyl-1-isoprop... 96 C7H12 003422-07-9 86
5 1-Chloro-4-methylcyclohexane 132 C7H13C1 000931-68-0 72
Abundance Scan 1158 (8.147 min): VX029582.D\data.ms (-1143) (-) m/z 81.10 100.00%
81.1
5000
96.1
39.1 531 67.1 ‘ 7.80 8.00 8.20 8.40
O el el w2 96,18 28.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
7.80 8.00 8.20 8.40
270 390 ., 96.0 m/z 79.10  23.52%
15.0 “ o oe0 ‘
1l g i | | |

o

TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT1
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
81.0 /\

7.80 8.00 8.20 8.40

5000 ITI/Z 67.10 13.06%
39.0
27.0 53.0 96.0
7.
15.0 67.0
o YN 1§ 11 OB SO | S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0 7.80 8.00 8.20 8.40

m/z 53.10 11.21%

5000

270 39.0 96.0

o

m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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-Pentanol, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.506 19.28 ug/l 432585  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 47
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 43
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 38
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 35
Abundance Scan 1217 (8.506 min): VX029582.D\data.ms (-1211) (-) m/z 59.05 100.00%
59.0
81.1
5000
41.1
o RRRREEEERE
H ‘ m ‘ 8.20 8.40 8.60 8.80
o"_H‘_mw;UH‘Nh‘wwwm“slwm‘_Hl“l?‘?‘_ m/z 81.10 52.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 L L RN RN |
45.0 8.20 8.40 8.60 8.80
87.0 . 77%
310 m/z 41.10 31.77
ol 180 \H 710
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R RRAREEEES e S R
8.20 8.40 8.60 8.80
5000 41.0 m/z 45.10 28.06%
29.0
87.0
0 15.0 71.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl- EARRRAEEELRENE e
81.0 8.20 8.40 8.60 8.80
m/z 67.05 27.44%
5000 67.0 96.0
27.0 ‘ ‘
o‘WHW‘ww‘wm!‘ww‘_H‘“‘luWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80

82X061822W.M Mon Jun 20 19:01:54 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 3-Pentanone, 2,2-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.457  26.85 ug/l 602316  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 68
2 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 50
3 1-Butoxypropan-2-yl 2-methylbuta... 216 C12H2403 1000367-09-4 50
4 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 50
5 3,4-Hexanedione 114 C6H1002 004437-51-8 49

Abundance Scan 1373 (9.457 min): VX029582.D\data.ms (-1365) (-) m/z 57.10 100.00%

57.1
5000

gsq it 9.20 9.40 9.60 9.80
3710 || i g
e m/z 41.10 26.71%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8582: 3-Pentanone, 2,2-dimethyl-
57.0
5000

o

29.0 9.20 9.40 9.60 9.80
m/z 114.10 13.40%
H 85.0 11‘4 .0
O\\\‘\\\\‘i‘\\\‘l‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
e A e
9.20 9.40 9.60 9.80
5000 29.0 ITI z 59.05 9.05%
85.0 114.0
0 b et el e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94108: 1-Butoxypropan-2-yl 2-methylbutanoate S e S S i
57.0 9.20 9.40 9.60 9.80

m/z 56.05 8.26%

85.0
5000
114.0
29.0
ol b ol | N 1430 188.0

m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.616  38.66 ug/l 880661 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1727 (11.616 min): VX029582.D\data.ms (-1721) (| m/z 105.05 100.00%
105.1
5000
120.2
511 77.0 91.1 11.50 12.00
Obreperrrrer 310 i e mjz 120.20 31.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L /\ -
120.0 11.50 12.00
m/z 77.05 11.99%
39.0 77.0 91.0
0 H‘\\\\‘2\\5\.‘\0’\\\\“‘\H\i‘i‘\\ﬁ?\"\ow‘\H‘H‘HH"MH’\M\‘H‘H“‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
11.50 12.00
5000 m/z 91.10 11.47%
120.0
79.0
39.0 65.0
Obrrprerrprrtrprrdprree e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl- Tt —
105.0 11.50 12.00
m/z 79.10 9.39%
5000 120.0
28.0 77.0 91.0
51.0 :
0 “‘1‘4;&9‘m!,m“pm‘H;uH‘MWHm‘m,‘w,“!!wuu“uww‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00

82X061822W.M Mon Jun 20 19:01:56 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX@29582.D

Acqg On : 18 Jun 2022 20:06

Operator JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 8 Benzene, 1,2,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.091 55.84 ug/l 1271920 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 1805 (12.091 min): VX029582.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000
77.0 12.00
51.0
Ol il 4262 1841 0 106 05 43.57%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 A S :
12.00
m/z 77.05 11.31%
s1.0 70
Ot ‘2\7\.(\)\" T \“V\”"\‘\ T \‘H‘ T \‘\ T ‘M\ \;1\1“2\.(\)\ L e e
miz-> 20 40 60 80 100 120 140
Abundance
105.0
12.00
5000 m/z 119.15 9.77%
39.0 77.0
0.15.0 59.0 122.0
e B e B o
m/iz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 91.05 9.63%
5000
28.0 51.0 77.0
P P R TR N - Y S
m/z--> 20 40 60 80 100 120 140 12.00

82X061822W.M Mon Jun 20 19:01:57 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 2-propenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 285.84 ug/l 6510910 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Indane 118 C9H10 000496-11-7 81
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Deltacyclene 118 C9H1e 007785-10-6 64
Abundance Scan 1830 (12.244 min): VX029582.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000 J\A
o1 Lm 2o 2
39.0 63.0 -
om‘mJ‘Hm“mw”“”_H 13521550 ' 'm/z 118.05 58.63%
miz--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0
5000 U
91.0 12.00 12.50
m/z 115.05 33.98%

39.0 65.0
O \\\‘\\\\‘\\H\““\‘\\\‘\\‘}\“\\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0

12.00 12.50
m/z 91.10 17.76%
5000 91.0
51.0
0 27.0 73.0
T A A LI R A B o R
m/z--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0 12.00 12.50

m/z 119.10  11.49%

5000
91.0
39.0 630
ol 150 U i 1 M
e e e e

m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

82X061822W.M Mon Jun 20 19:01:58 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.616  39.28 ug/l 894851 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1891 (12.615 min): VX029582.D\data.ms (-1886) (- m/z 119.15 100.00%

119.2
5000
91.0

12.50 13.00
39.0 65.0
owHH‘Hm‘ummm‘”_“ LA 301 1701 /7 134.20  29.23%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000

12.50 13.00
m/z 91.05 16.92%

91.0
15.0 390 65.0 ‘
0 \‘\\\‘\ T \‘\\\“‘\\“”\ “i‘\\\‘”‘\\\\‘u“\ \‘\‘“l\\\”\ [T T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
119.0

12.50 13.00
5000 m/z 120.10 9.92%
150 39.0 650 91.0
R T B e o I N R
m/z--> 0 20 40 60 80 100 120 140 160 /\
Abundance #16998: 0-Cymene e ‘AA I
119.0 12.50 13.00
m/z 105.10 9.20%
5000
91.0
41.0 65.0 I
I B B B B S B
m/z--> 0 20 40 60 80 100 120 140 160 12.50 13.00

82X061822W.M Mon Jun 20 19:02:00 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX@29582.D

Acqg On : 18 Jun 2022 20:06

Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

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 11 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.701 68.30 ug/l 1555820 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87

Abundance Scan 1905 (12.701 min): VX029582.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000
132.2
91.1
39.0 65.0 ‘ | 12.50 13.00 .
ottt e m/z 115.10 30.87%
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0
12.50 13.00
91.0 m/z 132.20 27.80%
51.0
O ‘2\7‘\.0\ \“ T \“i \“W \7\4\9‘ T \“\ T ‘W\ T H‘ T N\‘\ T
miz--> 20 40 60 80 100 120 140
Abundance
117.0
—— —
12.50 13.00
5000 m/z 91.10 13.67%
132.0
39.0 65.0 91.0
1] H S PRI MRS PR | N
m/iz--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
1 101320 12.50 13.00
' m/z 118.10 9.88%
5000
91.0
39.0 65.0 ‘
oL350 bl e Ml — ——
m/z--> 20 40 60 80 100 120 140 12.50 13.00

82X061822W.M Mon Jun 20 19:02:01 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 12 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.920 29.19 ug/l 664956 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93

Abundance Scan 1941 (12.920 min): VX029582.D\data.ms (-1934) (- m/z 119.10 100.00%
119.1
5000
91.0
391 650 | | 1523 13.00
[ NSSESESESESSRh S RVAR PR PRMSS TR R L Z25 S m/z 134.20  46.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
m/z 91.05 15.93%
39.0 650 91.0
O \1\5\?\\\\“‘\\‘\\‘\\\\“‘\\\\‘\\\‘\‘l\\\“\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
119.0
13.00
5000 m/z 120.10 10.01%
91.0
ol 150 410 650
A e e o e
miz--> 20 40 60 80 100 120 140 160 j\
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- —
119.0 1300
m/z 133.20 9.09%
5000
39.0 65.0 91.0
o S O N P R S
m/z--> 20 40 60 80 100 120 140 160 1300

82X061822W.M Mon Jun 20 19:02:02 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 13 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.170  35.15 ug/1 800584 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 91
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 1982 (13.170 min): VX029582.D\data.ms (-1978) (- m/z 117.10 100.00%
117.1
5000 j\
Ay
91.1
390 650 13.00 13.50
0“‘H“‘w““‘UHH“ﬂ‘u“‘;m“‘“ 80 1689 2071  m/z 132.20 37.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 T ‘A\ ‘
13.00 13.50
m/z 115.10 25.73%

o

390 g50 910 ‘ ‘
\‘\‘\\\““\\“”\“‘U\\\“‘\\“\\‘H\\\“‘\‘“\‘\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0

13.00 13.50
5000 m/z 131.15 18.71%

39.0 650 91.0

=

Ot e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #16104: Indan, 1-methyl-
117.0 13.00 13.50

m/z 91.10 13.18%
5000
39.0 65.0 91"0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

82X061822W.M Mon Jun 20 19:02:03 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 14 Indan, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.292 61.86 ug/l 1409090 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 2002 (13.292 min): VX029582.D\data.ms (-1992) (- m/z 117.05 100.00%
117.1
5000
91.1
390 65.0 ) 1300 13 50
) S s R M P AT 21531 m/z 132.20  35.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 —— A
13.00 1350
m/z 115.10 %
390 g5 910
0 \\\‘\‘\ T \““\ \“”\ “‘U\ T \“‘ T \“\ T |”\ TT |\;\lr\\5.|0\ L
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0
13.00 1350
5000 m/z 119.10 .99%
91.0
39.0 .
0 650 1385.0
B e R
m/z--> 20 40 60 80 100 120 140 160 J\fvg
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- A
117.0 13.00 1350
m/z 131.15 %
5000
91.0
51.0
27.0 ‘
A 1 N Y . IR ] I
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X061822W.M Mon Jun 20 19:02:04 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 15 Naphthalene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.640 18.71 ug/l 426298 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1-Naphthaleneethylamine 171 C12H13N 004735-50-6 50

Abundance Scan 2223 (14.639 min): VX029582.D\data.ms (-2219) (- m/z 142.20 100.00%

142.2
5000
115.1

63.1 14 50 15 00
39.0 89.0
Ol Yl b b 16511842 141.20  84.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000
115.0 14.50 15.00

m/z 115.10  32.89%

‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
142.0
—— —

14.50 15.00

5000 ITI/Z 143.20 10.90%
115.0
o 51.0 710 g19
T o T e e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- ey
141.0 14. 50 15 00
m/z 139.05 10.59%
5000 115.0
39.0 630 ggg
0 "H“,‘wh‘p‘wu‘m‘_HWHHMHH_HWH
m/z--> 20 40 60 80 100 120 140 160 180 14 50 15 00

82X061822W.M Mon Jun 20 19:02:05 2022 Page: 18



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029582.D

Acqg On : 18 Jun 2022 20:06
Operator : JC/MD

Sample : N3290-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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|
Cyclopentane 2.867 32.2 wug/l 595347 1 5.556 925059 50.0
Cyclopentane, m... 4.306 37.1 ug/l 686513 1 5.556 925059 50.0
Cyclobutane, et... 6.208 38.0 ug/l 833068 2 6.763 1096930 50.0
Cyclopentene, 1... 8.147 18.2 wug/l 399326 2 6.763 1096930 50.0
2-Pentanol, 2-m... 8.506 19.3 wug/l 432585 3 10.055 1121620 50.0
3-Pentanone, 2,... 9.457 26.9 ug/l 602316 3 10.055 1121620 50.0
Benzene, 1l-ethy... 11.616 38.7 ug/l 880661 4 12.024 1138930 50.0
Benzene, 1,2,3-... 12.091 55.8 wug/l 1271920 4 12.024 1138930 50.0
Benzene, 2-prop... 12.244 285.8 wug/l 6510910 4 12.024 1138930 50.0
Benzene, 2-ethy... 12.616 39.3 wug/l 894851 4 12.024 1138930 50.0
Benzene, 1l-ethe... 12.701 68.3 wug/l 1555820 4 12.024 1138930 50.0
Benzene, 1,2,4,... 12.920 29.2 wug/l 664956 4 12.024 1138930 50.0
1H-Indene, 2,3-... 13.170 35.1 ug/l 800584 4 12.024 1138930 50.0
Indan, 1-methyl- 13.292 61.9 ug/l 1409090 4 12.024 1138930 50.0
Naphthalene, 1-... 14.640 18.7 wug/l 426298 4 12.024 1138930 50.0
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