LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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\82X081723W.M

Title : SW846 8260

Signal : TIC: VX@37462.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 694 705 721 rBvV2 82339 240887 1.21% 0.639%
2 5.550 721 732 749 rVB 162292 456592 2.30% 1.210%
3 5.952 788 798 814 rBV 91585 244526  1.23% 0.648%
4 6.757 921 930 945 rBV 233175 559979  2.82% 1.484%
5 8.647 1233 1240 1247 rBV 481396 752154  3.78%  1.994%
6 10.055 1465 1471 1489 rBV 471996 645683 3.25% 1.712%
7 10.299 1505 1511 1518 rBV 363948 473666  2.38% 1.256%
8 10.640 1562 1567 1580 rVB 199523 259378 1.31% 0.688%
9 11.079 1634 1639 1654 rBV 396030 498929 2.51% 1.323%
10 11.451 1695 1700 1711 rVB 240804 299803 1.51% 0.795%
11 11.750 1744 1749 1755 rVB 594844 694407 3.49% 1.841%
12 11.957 1778 1783 1788 rBV 179935 226541 1.14% 0.601%
13 12.018 1788 1793 1799 rVB 507497 648508 3.26% 1.719%
14 12.244 1824 1830 1838 rBV 238089 326002 1.64% 0.864%
15 12.415 1852 1858 1864 rBV 1556277 1968548 9.90% 5.218%
16 12.884 1931 1935 1939 rBV 189524 234816 1.18% 622%
17 12.963 1944 1948 1953 rBV 469413 680232  3.42% 803%
18 13.341 2006 2010 2015 rVV 266644 327400 1.65%

oo RrRrOo
0
o))
[&]
R

19 13.427 2019 2024 2031 rVB 229629 293469 1.48% 778%
20 13.780 2068 2082 2087 rBV 14561426 19874768 100.00% 52.686%
21 13.865 2088 2096 2103 rVB 771106 1070128 5.38% 2.837%
22 14.634 2218 2222 2232 rVB 3009158 3746097 18.85% 9.931%
23 14.780 2240 2246 2259 rVB 1397931 1804429 9.08% 4.783%
24 15.207 2307 2316 2321 rBV 398178 544212 2.74%  1.443%
25 15.475 2354 2360 2372 rBV 204986 330003 1.66% ©.875%
26 15.609 2372 2382 2386 rVV 191973 322129 1.62% 0.854%
27 16.085 2454 2460 2469 rBV 113386 199585 1.00% ©.529%

Sum of corrected areas: 37722871
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@37462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.M
Quant Title : SW846 8260

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

Abundance TIC: VX037462.D\data.ms
1.4e+07

1.2e+07
1le+07
8000000
6000000
4000000

2000000

5.385.550 5.952
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Abundance TIC: VX037462.D\data.ms
1.4e+07

1.2e+07
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Abundance TIC: VX037462.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 10
R.T. EstConc Area Relative to ISTD R.T.
12.244  25.13 ug/1 326002 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, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
5 Deltacyclene 118 C9H1e 007785-10-6 74
Abundance Scan 1830 (12.244 min): VX037462.D\data.ms (-1824) (- | m/z 117.05 100.00%
1171
5000
39.0 63.0 91.0 1341 12.00 12.50
\\‘\\\\‘\\\\‘H\\“\\\\‘\\\\‘}UH‘HH‘HH“HH‘HH‘H\‘\“HH‘\H.\‘H m/z 118.16 56.6400
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 \‘
12.00 12.50
1 m/z 115.10  33.38%
39{0 63‘0 91.0 I
1l L |
\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0
0 SN |
12.00 12.50
m/z 91.00 16.02%
5000 91.0
39.0 65.0
‘WHH_H‘_HLHHL‘HNLWHN‘HJMHWN‘WHMMHW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10198: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 116.10 8.23%
5000 910
390 6?0
| I | | 1
e e e e e e e — T
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\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.415 151.78 ug/1 1968550 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-ethynyl-4-methyl- 116 C9H8 000766-97-2 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 83
Abundance Scan 1858 (12.415 min): VX037462.D\data.ms (-1852) (- | m/z 115.10 100.00%
115.1
5000
/\ T T ‘ T
390 0630 80 12.50
e el 1342 1563 116 05 97.24%
miz--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 1
12.50
m/z 89.05 12.91%
39.0 63‘.0 89‘.0
\. ITRETININ . w‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9552: Benzene, 1-ethynyl-4-methyl-
115.0
T \/\\ T ‘ T
12.50
5000 m/z 63.00 11.24%
63.0 89.0 |
. [ |
L e T
m/z--> 20 40 60 80 100 120 140 160 fkk
Abundance #9550: 3-Methylphenylacetylene o ) T -
115.0 12.50
m/z 117.05 9.10%
5000
63.0 89.0
39.0
50 b
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 2-Propenal, 3-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.963  52.45 ug/l 680232 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 89
3 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 87
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
5 Benzene, (2-propynyloxy)- 132 C9H80 013610-02-1 83
Abundance Scan 1948 (12.963 min): VX037462.D\data.ms (-1944) (- m/z 131.05 100.00%
131.1
5000 J\
51.0 /70 1041 LA
L | M H 13.00
‘, “u m w Mm‘m”‘_‘ m/z 132.05  81.50%
m/z--> 20 100 120 140
Abundance #16661.2-Pr0penaL3-phenyL
131.0
103.0
5000 T T
510 o 13.00
m/z 77.00  23.69%
\\\‘2\7‘\‘()\\"\\‘1\“‘\\\Hl“\\‘\\"\‘\\\‘\\‘\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl-
132.0 JJLA
e
13.00
5000 m/z 104.10  21.74%
51.0
77.0 103.0
7
miz--> 20 40 60 80 100 120 140
Abundance #16670: 3-Phenyl-2-propyn-1-ol P -
131.0 13.00
m/z 119.10  18.92%
103.0
5000
77.0
51.0 ‘ ‘ ‘
LR w‘m T WIS [ NS
m/z--> 20 40 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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, (1-methyl-2-cyclop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.341  25.24 ug/1 327400 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 95
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 95
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 94
5 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 94

Abundance Scan 2010 (13.341 min): VX037462.D\data.ms (-2006) (- m/z 130.05 100.00%

115.1 130.1
5000
51.0 64.1 102.0 13.00 13.50
3t R0 L wz 115.10 96.17%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15022: 2-Methylindene
130.0
115.0
5000
13.00 13.50
510 m/z 129.05 80.51%
2o | | 07O a0 |
il 11, | fmh |
\‘\\\\’\\\1’\\\\’\\\\’1\\\‘\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
30.0
115.0
P P
13.00 13.50
5000 ITI/Z 128.05 41.36%
51.0 64.0
20 | 10 w020 |
| wl, |
R R L SR R RN e R RER
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- — —
129.0 13.00 13.50
115.0 m/z 127.10 19.07%
5000
51‘0 GWO 77.0 10‘20 |
| | wl | |
e e e e e — —
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\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.780 1532.35 ug/1 19874800 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 72
5 Tetracyanoethylene 128 C6N4 000670-54-2 53
Abundance Scan 2082 (13.780 min): VX037462.D\data.ms (-2068) (- m/z 128.05 100.00%
128.1
5000
— —
511 750 10‘2-1 ‘ 13.50 14.00
O L1482 1782 p; 157 10 18.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13684: Naphthalene
128.0
5000 — ——
13.50 14.00
02.0 m/z 129.05 16.38%
51.0 740 102
\\\\’2\8\.9\"\\“\\“H\\HU“\‘\\\““\\\\‘\“‘\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13681: Azulene
128.0
A —
13.50 14.00
5000 m/z 102.10 13.42%
51.0 102.0
280, \‘ | 7?\'0 ‘ \M
A o o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13688: 1H-Indene, 1-methylene- — T
128.0 13.50 14.00
m/z 126.10 10.90%
5000
51.0
‘ 75.0 102.0 ‘
\\\\,\\\\‘,\\‘1\“H\\W‘\\\\“‘\\H‘\HH,HH‘HH‘HH —— ——
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Benzo[c]thiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.866  82.51 ug/l 1070130 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H1003S 034002-19-2 64
5 Thiazolidin-4-one, 5-benzylideno... 287 C13H9N30S2 351062-07-2 50
Abundance Scan 2096 (13.865 min): VX037462.D\data.ms (-2088) (- m/z 134.00 100.00%
134.0
5000
— —
450 630 89‘-0 108.0 | 13.50 14.00
Ottt e bbb M/z 89.00 11.98%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17519: Benzo[c]thiophene
134.0
5000 - ——
13.50 14.00
m/z 135.05 10.23%
89.0
450 630 ) 1080 |
I L L 11
\‘\H\‘HH‘H\\‘HH‘HH‘HH’HH’HH‘HH‘HH‘HH‘\ H‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17518: Benzo[b]thiophene
134.0
— —
13.50 14.00
5000 m/z 90.10 9.26%
67.0 89.0
B A O O <o [N
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17522: Cyclopenta[c]thiapyran — J\ —
134.0 13.50 14.00
m/z 63.00 6.38%
5000
89.0
450 63.0 “ 1o§.o |
[ do1l , | il
e e e e e e e — o
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.634 288.82 ug/l 3746100 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 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2222 (14.634 min): VX037462.D\data.ms (-2218) (| | m/z 142.85 100.00%

1421
5000
115.1
—

14.50 15.00
390 630 890 1l .
O e e e e e m/z 141.05 83.26%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 T T T T K T T T
115.0 14.50 15.00

m/z 115.05 35.23%

39.0 \63\'0\ 89\'0 LIl
L 1l Il 1T L il t
\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22142: Naphthalene, 1-methyl-
142.0
= =

14.50 15.00
m/z 143.05 11.59%
5000 115.0
39.0 | \63\.0 | 89\0 |
e e e et e e
mlz--> 20 30 40 50 60 70 80 90 100110120130140150 A
Abundance #22140: Benzocycloheptatriene T
141.0 14.50 15.00
m/z 139.05 10.69%
5000
115.0
39.0 63"0 89.0 K
. . Il 1T L i | |
T P e e e e e e N R
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.780 139.12 ug/1 1804430 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 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 59
Abundance Scan 2246 (14.780 min): VX037462[Ndmarns(2240)( m/z 142.05 100.00%
142.1
5000
115.1 A]&
—
63.0 890 14.50 1500
39.0
200 e e M 2070 g 141,00 87.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 K
115.0 1450 1500
m/z 115.05 %
‘\\\\‘\5\0\\“‘\7\]“.\(\)‘\9\2\\‘\\\\‘\\\\“‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14.50 1500
m/z 139.05 .40%
5000 115.0
39.0 530 890 I
L 1l il mi
e B A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 1450 1500
m/z 143.05 11.18%
5000 115.0
39.0 630 ggp ‘ j\
SNV PR SR S DT S | W | E—
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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, 2-ethenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.207 41.96 ug/l 544212 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
3 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 53
4 Acenaphthene 154 C12H10 000083-32-9 49
5 1-Isoquinolinecarbonitrile 154 C1OH6N2 001198-30-7 47
Abundance Scan 2316 (15.207 min): VX037462.D\data.ms (-2307) (| | m/z 154.10 100.00%
154.1
5000 /k
76.1
0\***w‘““w”‘”h***w*‘”w‘w*w*‘ R AmE TS m/z 153 05 39.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
5000 ‘ /\L ‘
15 00 15.50
m/z 152.05  27.27%
76.0
510 "7 1020 1280 M
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31490: Naphthalene, 2-ethenyl-
154.0
SIWLN
15 OO 15.50
5000 m/z 76.10 14.00%
76.0 128.0
270 510 | 1020 \M
et e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ /\/\
Abundance #32338: 1-(2,2-Difluoroethenyl)-4-methylbenzene ‘ —
154.0 15 OO 15.50
m/z 155.10  12.16%
5000 133.0
510 77.0 104.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@37462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/1emL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Naphthalene, 2,6-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.475  25.44 ug/1 330003 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 2360 (15.475 min): VX037462.D\data.ms (-2354) (- m/z 156.10 100.00%
156.1
5000
770 1151 15.50
510, . L 2071
\H‘H\\“H“\\“H\‘\”\“\‘\‘\\“\Hi’\“\‘u‘iu‘ i\u\‘uu‘u'\\ m/Z 141.00 71.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000 T I T \4\/\7/
15.50
m/z 155.10  34.98%
51.0 77.0 115.0
\\\‘2\7\'\0\“\\“\.\‘H\\‘”“\\‘\\‘\\\‘\’\‘1‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 /h
o ‘
15.50
5000 ITI/Z 115.10 16.27%
115.0
27.0 510 /7.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33165: Naphthalene, 1,5-dimethyl- = !
156.0 15.50
m/z 128.00 14.63%
5000
TR | i ] I
R o o o P
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

82X081723W.M Tue Sep 05 00:37:38 2023

Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037462.D

Acqg On : 01 Sep 2023 14:08

Operator : JC/MD

Sample : 04189-03 10X

Misc : 4.91g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 25.1 ug/l 326002 4 12.024 648508 50.0
Indene 12.415 151.8 wug/l 1968550 4 12.024 648508 50.0
2-Propenal, 3-p... 12.963 52.5 ug/l 680232 4 12.024 648508 50.0
Benzene, (1-met... 13.341 25.2 ug/l 327400 4 12.024 648508 50.0
Azulene 13.780 1532.3 wug/l 19874800 4 12.024 648508 50.0
Benzo[c]thiophene 13.866 82.5 wug/l 1070130 4 12.024 648508 50.0
Naphthalene, 1-... 14.634 288.8 wug/l 3746100 4 12.024 648508 50.0
1,4-Methanonaph... 14.780 139.1 ug/l 1804430 4 12.024 648508 50.0
Naphthalene, 2-... 15.207 42.0 ug/l 544212 4 12.024 648508 50.0
Naphthalene, 2,... 15.475 25.4 ug/l 330003 4 12.024 648508 50.0
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