LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX035443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample : 02522-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X042523W.M

Title : SW846 8260

Signal : TIC: VX@35443.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.550 715 732 739 rBV3 235302 972595 1.64% 0.433%
2 5.830 765 778 790 rBv4 250021 818658 1.38% 0.364%
3 6.763 919 931 941 rBV 358725 855050 1.44%  0.381%
4 8.647 1235 1240 1248 rVB 744384 1145247 1.93% ©@.510%
5 10.055 1462 1471 1476 rBV 726581 990236 1.67% 0.441%

6 10.195 1489 1494 1503 rVB 449921 618044 1.04% ©
7 10.963 1614 1620 1625 rBV 2477048 3212313 5.41% 1
8 11.079 1634 1639 1644 rBV 630852 813212 1.37% ©0.362%
9 11.305 1671 1676 1682 rVV 2321052 2778064 4.68% 1
10 11.396 1684 1691 1696 rVV 1452333 1882930 3.17% o

11 11.451 1696 1700 1707 rVB 845520 1025226 .73%  0.456%
12 11.610 1719 1726 1737 rBV 4793584 6145504 10.35% 2.735%
13 11.756 1739 1750 1755 rBV 15790166 20112224 33.87%  8.950%
14 11.811 1755 1759 1763 rVB 588020 697425 1.17% ©.310%
15 12.018 1789 1793 1799 rVB2 1227938 1794483 3.02% ©.799%

[y

16 12.085 1799 1804 1809 rBV 5612202 7224423 12.17%  3.215%
17 12.244 1824 1830 1837 rBV 11589999 14906650 25.10% 6.634%
18 12.317 1837 1842 1847 rVV2 1839145 2466600 4.15%  1.098%

19 12.530 1872 1877 1879 rBV 1051686 1403220 2.36% 0.624%
20 12.555 1879 1881 1885 rVV 1289524 1379758 2.32% 0.614%
21 12.616 1885 1891 1894 rVV 2682136 3353789 5.65% 1.493%
22 12.701 1900 1905 1911 rBV 5729489 7678709 12.93%  3.417%
23 12.847 1924 1929 1934 rVB 624296 763741 1.29% 0.340%
24 12.920 1934 1941 1944 rBV 1027609 1287821 2.17% ©.573%
25 12.963 1944 1948 1953 rVV 2130687 2625255 4.42% 1.168%
26 13.067 1960 1965 1967 rVV2 553220 833639 1.40% 0.371%
27 13.170 1977 1982 1987 rVB 3649633 4346091 7.32% 1.934%
28 13.286 1993 2001 2006 rBvV2 3889557 5459075 9.19%  2.429%
29 13.341 2006 2010 2018 rVV 3221010 3937223 6.63% 1.752%
30 13.426 2018 2024 2030 rVB 10885794 13900420 23.41% 6.186%

31 13.506 2030 2037 2040 rBV 1633291 2059323 3.47% ©0.916%
32 13.548 2040 2044 2047 rVV 688801 901314 1.52% 0.401%
33 13.676 2058 2065 2070 rVB2 547404 887421 1.49%  0.395%
34 13.792 2073 2084 2089 rBV 36087007 59385475 100.00% 26.428%
35 14.225 2149 2155 2158 rBV2 870941 1411444 2.38% 0.628%

36 14.262 2158 2161 2165 rVWV2 377524 703417 1.18% 0.313%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18

Operator : JC/MD

Sample : 02522-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1
Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering:
Min Area:
Max Peaks:
Peak Location:

LSC Area Percent Report

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title : SW846 8260

37 14.316 2166 2170 2177 rVB 1085736

38 14.524 2200 2204 2211 rVB 516980

39 14.640 2218 2223 2233 rVB 12905053
40 14.786 2241 2247 2252 rBV 12430574

41 15.207 2308 2316 2321 rBV 691102
42 15.377 2338 2344 2347 rBV 779622
43 15.475 2355 2360 2366 rBV 700615

44 15.615 2376 2383 2386 rBV 1275850
45 15.652 2386 2389 2395 rVB 480371

46 15.834 2410 2419 2432 rVB 372068
47 16.328 2492 2500 2510 rBV 1110925

Sum of corrected areas:

82X042523W.M Wed May 03 13:08:06 2023

1853408
798787
16036199
16222065

952890
1129144
1140655
1983877

704237

1041502
2067514

¢ Z:\voasrv\HPCHEM1\MSVOA_ X\Method\82X042523W.M

3.12% ©.825%
1.35% ©.355%
27.00%  7.137%
27.32%  7.219%
1.60% ©.424%
1.90% 0.502%
1.92% ©.508%
3.34% ©.883%
1.19% ©.313%
1.75% ©.463%
3.48% ©.920%
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ 02522-15
: 5.0mL/MSVOA_X/WATER
: 16 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe50123\

: VX@35443.D
: 01 May 2023 16:18

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0
Time-->

TIC: VX035443.D\data.ms

5.550 5.830

7ﬁ‘rv—v—v‘v‘rf‘r—r
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
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: VX035443.D\data.ms

0
Time-->

10963 11
6.763 8.647 10.066195 &.079 $981
L i T L — I — — T T ‘A‘V‘/\\ T e

—T —T —T A
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

o

Time-->

.610

TIC: VX035443.D\data.ms
13.792

11.756

14.
12.244 610786

12.085 12.701

11l -

126
317

81420 2 1718 15.2(175145(.2&17?69\5&%}25,834 16.328

/\—ﬁ_é‘/\ | AA?A‘/J\\ { » - — - T J\LV-A?/‘LF — T A T

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\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.610 171.23 ug/1 6145500 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, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1726 (11.610 min): VX035443.D\data.ms (-1719) (- m/z 105.10 100.00%

105.1
5000 j\
AV

390 77.0 11.50 12.00
Obr ettt Ml 113301572 182.4 1o 100 05 31.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 }\\\ T ‘ T
11.50 12.00

m/z 91.00 12.73%
39.0 77.0
O\\\‘\‘\\\“\\“\\“\‘\\\““\\‘\\‘\‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12.00
5000 ITI z 77.00 12.57%
79.0
39.0 ‘ ‘
0‘“_"ﬂ‘HH‘NH‘HH"_“w“u“u“u“_“w‘
m/z--> 20 40 60 80 100 120 140 160 180 200 Jk
Abundance #10715: Benzene, 1,2,3-trimethyl- JV¥
105.0 11. 50 1200
m/z 79.05 10.19%
5000
39.0 77.0 /\
o8 e b bl \a —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

82X042523W.M Wed May 03 13:08:09 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18

Operator JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
. SW846 8260

Quant Method
Quant Title

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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.244 415.35 ug/1 14906700 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 62
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 55
Abundance Scan 1830 (12.244 min): VX035443.D\data.ms (-1824) (- | m/z 117.10 100.00%
117.1
5000
91.1 e —
39.0 63.0 12.00 12.50
Ol L Ll L 1580 187.2 o q18 05 60.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10181: Indane
117.0
5000 —r— —
12.00 12.50
m/z 115.10 36.04%
390 630 °0
0\1\5\.(‘)\‘\\\“.\\”H““\“H\“‘H“H“‘H\ L L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10197: Benzene, cyclopropyl-
117.0
12.00 12.50
m/z 91.10 20.49%
5000 91.0
51.0
o““2‘7‘{9“_“‘1J““:‘w”_u“m“‘HH\HHWHWH_M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 16.10%
5000 91.0
39.0 65.0
ok b
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 Benzene, (2-methyl-1-propen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.701 213.95 ug/l 7678710  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 91
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 1905 (12.701 min): VX035443.D\data.ms (-1900) (- m/z 117.05 100.00%
117.1
JL |
—= s
200 650 91"0 12.50 13.00
Ol et sbodrd by ot el 14401693 2001 /7 115,10 32.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
11v.0
5000
91.0 12.50 13.00
m/z 132.05 28.91%
39.0 65.0 ‘
0 \\\.‘\\\\“\\“\‘\“‘!“\\\H‘\\w\‘m\\“‘\“\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
12.50 13.00
5000 m/z 91.05 14 .54%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16104: Indan, 1-methyl-
117.0 12.50 13.00
m/z 118.05 10.26%
5000
39.0 65.0 91"0 ‘
0“‘_Muh‘ﬂﬂﬂ\‘w‘H“H‘M‘im‘u“W‘H“H‘_“W‘ SESEUAY | N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.170 121.10 ug/l 4346090 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 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87

Abundance Scan 1982 (13.170 min): VX035443.D\data.ms (-1977) (-~ m/z 117.10 100.00%
1

1.1
5000

511 971 i 13.00 13.50
Obrrrrrebok it 4842:3169.1195.9 2305 /5 935 o5 38.62%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
13.00 13.50

m/z 115.10  26.40%

39.0 g5 91.0 ‘
\\\‘\“\\\““\\“”\“‘U\\H\“‘\\“\\‘H\‘\\‘U‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

o

13.00 13.50
5000 m/z 131.05 21.27%
91.0
27.0 S%OH | ‘ I
O b ettt el e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- PO 1
117.0 13.00 13.50

m/z 91.10  13.49%

5000
39.0 g5 91.0 ‘ ‘
P S A O R O

‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.286 152.11 ug/1 5459080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 81
3 o-Cymene 134 C1eH14 000527-84-4 81
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 81
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 81
Abundance Scan 2001 (13.286 min): VX035443.D\data.ms (-1993) (- m/z 119.10 100.00%
119.1
91.1 s —
39.0 65.0 13.00 13.50
O ey i bttt ok [44,2167.1 1990 s 134,05 42.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 jj\/\¥
5000 i ——
13.00 13. 50
91.0 m/z 117.05 3.75%
39.0 50
O ?_‘5“0“”““H““““H“H“‘““‘Ul“““"”“‘H“HH"H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
13 OO 13 50
5000 m/z 91.10 %
39.0 65.0 91.0
0 H“ﬂ‘JL‘WWJ‘HM‘A"JHUlHJMW“W"H“H‘,H“_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene
119.0 13 OO 13 50
m/z 115.05 4.94%
5000
91.0
T T N N
m/z--> 20 40 60 80 100 120 140 160 180 200 13 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 2-Methylindene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.426 387.31 ug/l 13900400 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 95
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 94
Abundance Scan 2024 (13.426 min): VX035443.D\data.ms (-2018) (- m/z 130.05 100.00%
130.1
5000
300,530 1041 13.50
0 1930 1980 m/z 115.5  96.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15022: 2-Methylindene
130.0
5000 U
13.50
m/z 129.00  79.24%
280, \‘ ‘\\\750\10\20\ M
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-

130.0
pe
13.50
5000 m/z 128.05 39.70%
70 5‘ 770 1020

0 ‘m“ﬂ‘m“h‘NM‘J‘wh“lw‘“‘H““H““H““w‘

mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15031: 1H-Indene, 1-methyl- A‘ ‘
130.0 13.50

m/z 127.10  19.51%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50

770 1020
70 " 1 T A

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.792 1654.67 ug/1 59385500 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 93
2 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 90
3 Naphthalene 128 C10H8 000091-20-3 90
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 64
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 53

Abundance Scan 2084 (13.792 mln) VX035443.D\data.ms (-2073) (-} | m/z 128.00 100.00%
28.0

5000
102.1
51.0 A —r—
‘ H | ‘ 13.50 14.00
Obrreratrb bl g sl )l 154.2 1842 21202392 /0957 05 35.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13679: Azulene
128.0
5000 J\‘ ‘ ——
13.50 1400
51.0 102.0 m/z 129.05 1.97%
0\2‘?)\(\)\“\\‘H“H\\HW‘HH“\H\‘\‘H\\‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13687: 4-Phenylbut-3-ene-1-yne
128.0
1350 1400
5000 ITI/Z 102.10 29.18%
510 1020
oy d M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13686: Naphthalene A —
128.0 13.50 14.00

m/z 126.05 21.30%

5000

51.0 102.0 H
O‘M‘H‘HﬁW‘HWM‘HJH‘WJ“_‘H‘H‘W‘H‘_‘H‘H‘W‘H“ A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.640 446.82 ug/l 16036200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1H1e 002443-46-1 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
Abundance Scan 2223 (14.640 min): VX035443.D\data.ms (-2218) (- | m/z 142.05 100.00%
142.1
5000 A
63.0 13.0 ‘ ) 1450 1500
Orperrerriin 30 Il 18422141 281141 65 87.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
1450 1500
m/z 115.10 40.47%
O2’\\\\‘\\Hf?\;‘g‘\\ﬁ\)”\‘\\\\‘\\\\‘o\\\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
1450 1500
5000 143.05 13.23%
02,7-06,3°,11l°
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14.50 15.00
m/z 139.05 12.47%
5000
63.0
0BT b et e
m/z--> 20 40 60 80 100120140160180200220240260280 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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@ Bicyclo[4.4.1]undeca-1,3,5,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.786 452.00 ug/l 16222100 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 94
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1lH1e 002443-46-1 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 91

Abundance Scan 2247 (14.786 min): VX035443.D\data.ms (-2241) (- m/z 142.05 100.00%

142.1
5000 115.1
63.0 89.0 14 50 15 00
39.0
Ot rrrerp el “ - 166.2189.1 2153 m/z 141.05 90.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.05 1.03%
39.0 630 89.0
O ‘\\\\‘\\H\\““\\“\H\‘\‘\‘\\[\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22143: Naphthalene, 2-methyl-
142.0
14 50 15 00
5000 ITI/Z 139.00 2.95%
115.0
39.0 63.0 89.0
B P i v W SN | IS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14 50 15 00
m/z 143.05 12.91%
5000 115.0
39.0 630 g9 ‘
0 el wu“_“w“u“u‘_“

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 50 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX035443.D

Acqg On : 01 May 2023 16:18
Operator : JC/MD

Sample ¢ 02522-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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|
Benzene, 1l-ethy... 11.610 171.2 ug/l 6145500 4 12.024 1794480 50.0
Indane 12.244 415.4 ug/l 14906700 4 12.024 1794480 50.0
Benzene, (2-met... 12.701 213.9 wug/l 7678710 4 12.024 1794480 50.0
1H-Indene, 2,3-... 13.170 121.1 ug/l 4346090 4 12.024 1794480 50.0
Benzene, 1,2,4,... 13.286 152.1 ug/l 5459080 4 12.024 1794480 50.0
2-Methylindene 13.426 387.3 ug/1l 13900400 4 12.024 1794480 50.0
Azulene 13.792 1654.7 wug/l 59385500 4 12.024 1794480 50.0
1,4-Methanonaph... 14.640 446.8 ug/l 16036200 4 12.024 1794480 50.0
Bicyclo[4.4.1]u... 14.786 452.0 ug/l 16222100 4 12.024 1794480 50.0
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