LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc : 5.emL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

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 X\Method\82X032522W.M

Title : SW846 8260

Signal : TIC: VX@27757.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.246 22 26 38 rBV 16033 26534 2.02% 0.343%
2 2.380 206 212 224 rBV 20310 36074 2.75% 0.466%
3 5.391 696 706 719 rBV 47331 134722 10.26% 1.740%
4 5.556 723 733 745 rVB2 76218 218452 16.63% 2.821%
5 5.958 790 799 810 rBV 54797 138958 10.58% 1.794%
6 6.763 921 931 942 rBV 125903 296062 22.54% 3.823%
7 8.653 1234 1241 1248 rBV 249858 398792 30.36% 5.150%
8 10.055 1460 1471 1476 rBV 277905 367753 28.00% 4.749%
9 10.195 1489 1494 1500 rBV 71245 91256 6.95% 1.178%
10 10.299 1504 1511 1518 rW 52419 74778 5.69% 0.966%
11 10.640 1563 1567 1580 rVB 53462 72989 5.56% 0.943%
12 10.963 1615 1620 1624 rBV 21218 25086 1.91% 0.324%
13 11.079 1634 1639 1650 rBV 216686 290079 22.09% 3.746%
14 11.384 1682 1689 1691 rBV 44675 67656 5.15% ©.874%
15 11.451 1696 1700 1708 rVB 16589 22788 1.74%  0.294%
16 11.616 1722 1727 1735 rBV 33084 47439 3.61% 0.613%
17 11.750 1745 1749 1754 rVB 83804 106788 8.13% 1.379%
18 11.811 1754 1759 1764 rVB4 11450 15431 1.17% 0.199%
19 11.969 1778 1785 1789 rBV 11678 15440 1.18% 0.199%
20 12.024 1789 1794 1800 rVB 281912 356146 27.12% 4.599%
21 12.091 1800 1805 1809 rBV 47895 60709 4.62% 0.784%
22 12.244 1822 1830 1837 rBV 104549 137135 10.44% 1.771%
23 12.317 1837 1842 1848 rVB2 16749 23592 1.80% 0.305%
24 12.414 1853 1858 1863 rBV 166308 206605 15.73% 2.668%
25 12.530 1873 1877 1879 rBV2 10966 13673 1.04% 0.177%
26 12.555 1879 1881 1886 rVV 14557 15949 1.21% 0.206%
27 12.615 1886 1891 1895 rVV 35953 41914 3.19% ©0.541%
28 12.701 1900 1905 1911 rVWV 27916 43038 3.28% ©0.556%
29 12.920 1938 1941 1945 rVvV 14388 19317 1.47% 0.249%
30 12.963 1945 1948 1954 rVB 30052 39060 2.97% 0.504%
31 13.170 1977 1982 1986 rVB 27502 31827 2.42% 0.411%
32 13.286 1997 2001 2006 rVB2 46627 64244 4.89% 0.830%
33 13.341 2006 2010 2014 rVB 74022 87333 6.65% 1.128%
34 13.426 2019 2024 2029 rVB 227562 285518 21.74% 3.687%
35 13.506 2034 2037 2041 rVV5 14754 19412 1.48% 0.251%
36 13.548 2041 2044 2047 rVWV 13341 16348 1.24% 0.211%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc : 5.emL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

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 X\Method\82X032522W.M
Title : SW846 8260
37 13.780 2072 2082 2089 rBV 1018967 1313379 100.00% 16.960%
38 13.871 2089 2097 2101 rBV 50596 68230 5.19% 0.881%
39 14.225 2148 2155 2158 rBV 23627 37183 2.83% 0.480%
40 14.323 2163 2171 2176 rBV 32138 50121 3.82% 0.647%
41 14.524 2200 2204 2210 rVB2 13182 17600 1.34% 0.227%
42 14.597 2211 2216 2219 rVV 31698 46416 3.53% 0.599%
43 14.640 2219 2223 2233 rVB 415925 540777 41.17% 6.983%
44 14.725 2233 2237 2241 rBV 16642 22386 1.70% 0.289%
45 14.780 2241 2246 2260 rVB 696298 888887 67.68% 11.478%
46 15.206 2307 2316 2322 rBV 21017 32160 2.45% 0.415%
47 15.377 2333 2344 2347 rBV 45585 76452 5.82% ©.987%
48 15.408 2347 2349 2355 rVW2 19014 25252  1.92% 0.326%
49 15.481 2355 2361 2365 rvV 62877 106291 8.09% 1.373%
50 15.511 2365 2366 2373 rVWV 17664 20429 1.56% 0.264%
51 15.615 2373 2383 2387 rVV 114855 195872 14.91%  2.529%
52 15.652 2387 2389 2397 rVB2 54736 74625 5.68% 0.964%
53 15.841 2411 2420 2431 rVB3 33013 95006 7.23% 1.227%
54 15.987 2438 2444 2456 rBV2 27599 47984 3.65% 0.620%
55 16.090 2456 2461 2468 rBV3 12500 21375 1.63% 0.276%

56 16.328 2491 2500 2509 rBV 81200 154795 11.79%  1.999%

Sum of corrected areas: 7744117
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N2123-04 .
. 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

: 15  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\

: VXe27757.D
: 28 Mar 2022 18:05

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

o

Time-->
Abundance
1000000

800000

600000

400000

200000

TIC: VX027757.D\data.ms

1.246 2.380 530726 5958

L L L I L L L L L L L L L I L L L L L L L L B L BB Y BRI

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
TIC: VX027757.D\data.ms

10.055
8.653 11.079

0
Time-->
Abundance
1000000

800000

600000

400000

200000

Time-->

10?{9.5299 10.640 11.38
| Y | .
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

TIC: VX027757.D\data.ms
13./80

14.780

14.640

12.024
13.426

12.414

15.615

16.328
oS8 d ig%lﬁﬁ%@%%@”'*ﬁ%ﬁ“} %J\wuﬁ‘f‘*l : e st R ety |

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\VX032822\
Data File : VX@027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc . 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.244  19.25 ug/l 137135 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 89
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
Abundance Scan 1830 (12.244 min): VX027757.D\data.ms (-1822) (- m/z 117.20 100.00%
117.2
5000 J\ Nﬂl
91.1 R /\‘ pot
39.0 63.1 12.00 12.50
134.2
Obrpreerrrrrprrpreefiedb bttt S m/z 118,20 52.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11y7.0
5000 /\‘ r T
12.00 12.50
910 m/z 115.20  34.94%
39.0 63.0 '
0\\‘\H.\‘H\‘\‘H\\“\H\‘HH\1‘}‘\‘H‘\H‘HH\\“\H\H‘H\‘H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 /\
—
12.00 12.50
5000 m/z 91.10 19.71%
91.0
300 580 ‘
0‘wHH‘Hm_H‘_HwhmhW%Tﬁﬂwuﬁuuwﬂmwuﬁhuuwuw‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ /\j\ j\A
Abundance #10197: Benzene, cyclopropyl- N Pt
117.0 12.00 12.50
m/z 119.20 10.28%
5000 91.0
51.0 J\A
N T | AL P90 .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX@027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc . 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 Benzene, 1-propynyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.414 29.01 ug/l 206605 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
3 Benzene, 1,2-propadienyl- 116 CO9H8 002327-99-3 91
4 1-Propyne, 3-phenyl- 116 CO9H8 010147-11-2 91
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 91
Abundance Scan 1858 (12.414 min): VX027757.D\data.ms (-1853) (-~ m/z 115.15 100.00%
115.2
5000
=
39.1 63"1 89.1 12.50
Ot bl bt ll AL sz 116,200 92.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9547: Benzene, 1-propynyl-
115.0
5000 U
12.50
m/z 63.10 15.40%
39.0 63.0 89.0
O \H‘HH‘H\\’HH“.\H\i‘\\\\‘HH\‘\M\‘\\\‘\“HH’HH‘\‘M‘\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene
115.0 /\
M L
12.50
5000 m/z 89.10 15.20%
30.0 63.0 89.0
0“wum‘HH,HHm‘Hw‘mum‘_w‘_mﬂwuw‘uwnwwu‘wu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #9551: Benzene, 1,2-propadienyl- A N e R
115.0 12.50
m/z 62.10 7.80%
5000
39.0
0\\\‘\\\'\‘HH\’\\\‘1‘\H\H\H‘l“l‘“\\‘\}‘\‘\‘H1‘\“H\\’\\H‘\‘l\‘\‘uu‘uu‘u AN o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX@027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc . 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 1H-Indene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.341 12.26 ug/l 87333  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C10H1e 000767-59-9 96
2 2-Methylindene 130 C10H10 002177-47-1 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 95
5 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 95
Abundance Scan 2010 (13.341 min): VX027757.D\data.ms (-2006) (- m/z 115.15 100.00%
115.2 130.2
5000
— .
SJ"O ‘ 77.0 13.00 13.50
0brerens ST el bt Al myz 130,20 98.35%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0
5000 N J\
13.00 13. 50

51.0 m/z 129.20  79.75%

\‘\2\\7\‘()\H\“\H\}‘\H\‘}H‘\\‘\MM‘\\\\“\\]\-\0‘1\-\\0\‘\\1\‘\\}‘\ ‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15022: 2-Methylindene
130.0
115.0

o

13.00 13.50
5000 ITI/Z 128.20 42.05%
51.0
77.0
P I N IR0 T |
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- P
115.0 130.0 13.00 13 50
’ m/z 127.20 18.42%
5000
51.0
77.0
WL AN N ARSOPNE L LI N NN (Y S
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX@027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc . 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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,l-methyl-1,2-propad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.426 40.08 ug/l 285518 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene,1-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 96
2 2-Methylindene 130 C10H10 002177-47-1 96
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 95
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 94
Abundance Scan 2024 (13.426 min): VX027757.D\data.ms (-2019) (- m/z 130.20 100.00%
115.2130.2
5000 J\
T
39.0 ‘ ‘ 89.1 ‘ 13.50
0 ‘_m_m_m}‘WJ“M‘,‘MwWH‘JHW‘WL‘Ml‘f‘]ﬁ‘ m/z 115.15  99.07%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
113.0130.0
5000
>0 /z 129. 13 = 76.72%
27.0 70 "
O \‘\HH‘HH“\H\‘\H\‘\”‘H’\MM‘\H%%\H‘HH‘H!\‘HH‘HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15022: 2-Methylindene
130.0
115.0
13 50
5000 m/z 128. 37.09%
51.0
77.0
0‘_??PHMH‘wuuuw‘wﬂuuu‘gﬁw‘uwuw‘ﬂ‘MH‘HH_‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15031: 1H-Indene, 1-methyl-
130.0 13 50
115.0 m/z 127. 18.27%
5000 j\
o"%‘7“0‘”“_H‘}“Hw:HM‘,‘mwWHH‘?WH!W“‘Www A
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13 5
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX@027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc . 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.640 75.92 ug/l 540777 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 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 64
Abundance Scan 2223 (14.640 min): VX027757.D\data.ms (-2219) (- m/z 142.20 100.00%
142.2
5000 115.2
— —
39.0 6?.1 89.1 Ul 150 14.50 15.00
Ottt e iy M 2O m/z 141.15 87.34%
miz--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 —— —
115.0 14.50 15.00

m/z 115.15 40.91%

0 L RN T | L ‘\‘
L et I

miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
— —
14.50 15.00
m/z 143.20 12.13%
5000 115.0
390 550, 890 I
L 1l 1N L il I
B e o A B
miz--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — —
141.0 14.50 15.00
m/z 139.15 11.14%
5000 115.0
390 630  ggpo
S S P OO SO | | S | U] R
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX@027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc . 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.780 124.79 ug/l 888887 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 Benzocycloheptatriene 142 C11H1e 000264-09-5 93
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 90
Abundance Scan 2246 (14.780 min): VX027757.D\data.ms (-2241) (- m/z 142.20 100.00%
142.2
5000 115.2
— —
390 631 g9z 14.50 15.00
O bbbl 15820 141 06 90.20%
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.20 41.56%
390 630 890 Ul
O‘\\\\“\\”\\““\‘\“\Hf‘\‘\‘\\‘\\\‘}‘\\\\i\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
—— —
14.50 15.00
5000 m/z 139.20 11.57%
115.0
39.0 \63\'0\ 89\'0 Ll
| 1 1 IV I 1 il 4
e et
miz--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — ——
141.0 14.50 15.00
m/z 143.20 11.33%
5000 115.0
3900 630  g9p
O et el —— —
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX@027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc . 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 Naphthalene, 1,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.481 14.92 ug/l 106291 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95

Abundance Scan 2361 (15.481 min): VX027757.D\data.ms (-2355) (- m/z 156.20 100.00%

156.2
5000 /Nk
77.1 128.2 LA — T J
51.0 102.2 ‘ M 15.50
o"w‘m‘_‘H“lnu‘”‘ww“_“”w ol m/z 141.20 76.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33167: Naphthalene, 1,5-dimethyl-
156.0
5000 A‘ /\7)
15.50
m/z 155.30  33.67%
50 10 us0
O\\\‘2\8\\()\“\\‘\\‘H\\H“\\!\‘\\\‘\‘\‘1‘\\“‘\\‘M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0 /K
bl LA
15.50
5000 m/z 128.20 20.49%
77.0 115.0
510
AR oW SR
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁjﬂ\/
Abundance #33134: Naphthalene, 1,7-dimethyl- e R
156.0 15.50
m/z 77.10  18.36%
5000
115.0 A
510
0 270 “\HH\ L ‘ \“\ H M‘HH‘HH‘HH A iy /«mr‘j\l\ /

m/z--> 20 40 60 80 100 120 140 160 180 200 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\

Data File : VX@27757.D

Acqg On : 28 Mar 2022 18:05

Operator JC/MD

Sample : N2123-04 :

Misc : 5.0mL/MSVOA_X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.615 27.50 ug/1l 195872  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 2383 (15.615 min): VX027757.D\data.ms (-2373) (-
156.2

m/z 156.20 100.00%

5000
115.2 /\ A
B e
76.1 ‘ 15.50 16.00
51.1 . .
o S i Nl O 1 ns_“ﬁs’ﬂ‘?wM‘ e m/z 141.20  93.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T A T /\\\ j\ T
15.50 16.00
115.0 m/z 155.20  29.30%
76.0 ‘
51.0
27.0
O TTTT ‘ \‘\ T \“ T \“\ \“‘M‘\‘\‘LUJ‘ \‘\‘\ T “\ T } ‘ \“!‘\ \“‘\ \M‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0 /A,\
1 W W
15.50 16.00
5000 ITI/Z 115.20 27.66%
115.0
270 510 760 ||
Olrrrprbe bl 970 L SO 4
miz--> 40 60 80 100 120 140 160 m//\ /\
Abundance #33166: Naphthalene, 1,5-dimethyl- At UL A N,
156.0 15.50 16.00
m/z 128.20 21.79%
5000
76.0 115.0
)
0“”‘2‘7‘"9“‘”‘“ \“‘H‘\‘\‘JL‘\‘\‘\\“\\\‘1‘\“!ﬂ-\ng‘p\‘m‘\\\\ At AT AP N S
m/z--> 20 40 60 80 100 120 140 160 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX@027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc . 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 Naphthalene, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.841 13.34 ug/l 95006 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 2420 (15.841 min): VX027757.D\data.ms (-2411) (- m/z 156.15 100.00%
156.

2
5000
LA
512 76.1 ‘ ‘ m 207 2 15.50 16.00
Y AN S P SRR Y ‘M“ A 5555 m/z 141.20 91.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A : /\ /\
15.50 16.00
115.0 m/z 155.20 26.32%
6.0 ‘
51.0
27.0
O \\\\‘\‘\\\"\\“\ \“‘h‘\‘\“!h‘ \‘\‘\\“\\\}‘\“!‘\ \“‘\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0 M J
pll ] 1Y
15.50 16.00
5000 ITI/Z 115.15 25.01%
115.0
270 51.0 76.0 ‘ ‘
0‘HM‘“1H‘,H“H“Huﬂ‘!h‘Hm“mm““u‘i‘m [
miz--> 20 40 60 80 100 120 140 160 180 200 NA /\
Abundance #33136: Naphthalene, 1,4-dimethyl- A e
156.0 15.50 16.00
m/z 128.15 18.03%
5000 ﬂ\
115.0
A
0 27'0\ TR ‘ bl ‘H\‘ i
e e e e e e e

b
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\

Data File : VX@27757.D

Acqg On : 28 Mar 2022 18:05

Operator JC/MD

Sample : N2123-04 :

Misc : 5.0mL/MSVOA_X/WATER 20220344-MODIFIED-ELUTRIATE
ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.M
. SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Acenaphthene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.328 21.73 ug/1 154795 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 95
2 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
3 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 59
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 53
5 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50

Abundance Scan 2500 (16.328 min): VX027757.D\data.ms (-2491) (-
2

m/z 153.20 100.00%

153.
5000
76.1
AP e
511 | “L w1 1262 16.0016.2016.4016.60
0t e el m/z 154.20 88.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31487: Acenaphthene
154.0
5000 L L B B L B |
16.0016.2016.4016.60
76.0 m/z 152.20 46.88%
\\\\‘\\\\‘\\\\‘\\\‘\\\1‘\\\1‘\\\\‘\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31495: 1,4-Ethenonaphthalene, 1,4-dihydro-
153.0 /\
l\’\\‘\\\\‘\\\\‘\\\\‘\\\\‘
16.0016.2016.4016.60
5000 m/z 76.10 27.08%
76.0 128.0
39.0 102.0 ‘
Ol el e el
miz-> 20 60 80 100 120 140 160
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene \«‘A‘ﬂu““‘_“‘?h“
153.0 16.0016.2016.4016.60
m/z 151.20 18.70%
5000
76.0 115.0
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032822\
Data File : VX027757.D

Acqg On : 28 Mar 2022 18:05

Operator : JC/MD

Sample : N2123-04 :

Misc : 5.0mL/MSVOA X/WATER 20220344-MODIFIED-ELUTRIATE

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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|
Indane 12.244 19.3 ug/l 137135 4 12.024 356146 50.0
Benzene, 1l-prop... 12.414 29.0 wug/l 206605 4 12.024 356146 50.0
1H-Indene, 1-me... 13.341 12.3 ug/1 87333 4 12.024 356146 50.0
Benzene,1-methy... 13.426 40.1 ug/l 285518 4 12.024 356146 50.0
Naphthalene, 2-... 14.640 75.9 ug/l 540777 4 12.024 356146 50.0
Naphthalene, 1-... 14.780 124.8 ug/1 888887 4 12.024 356146 50.0
Naphthalene, 1,... 15.481 14.9 ug/l 106291 4 12.024 356146 50.0
Naphthalene, 2,... 15.615 27.5 ug/l 195872 4 12.024 356146 50.0
Naphthalene, 1,... 15.841 13.3 ug/l 95006 4 12.024 356146 50.0
Acenaphthene 16.328 21.7 ug/l 154795 4 12.024 356146 50.0
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