LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 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\82X091523W.M

Title : SW846 8260

Signal : TIC: VX@37926.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.391 693 706 719 rBV 126976 391931 2.61% 0.993%
2 5.544 721 731 750 rVB 246538 716559 4.78% 1.815%
3 5.952 788 798 804 rBV 147626 390135 2.60% ©0.988%
4 6.032 804 811 823 rVB 261330 696352 4.64% 1.764%
5 6.757 921 930 950 rBV 373779 905388 6.04%  2.293%
6 8.647 1234 1240 1246 rBV 802204 1219191 8.13% 3.088%
7 8.720 1246 1252 1266 rVB 773701 1242157 8.28%  3.146%
8 10.055 1466 1471 1481 rBV 788353 1089289 7.26% 2.759%
9 10.299 1502 1511 1518 rBV 1234792 1661741 11.08% 4.208%
10 10.640 1562 1567 1578 rVB 650073 915255 6.10%  2.318%
11 11.085 1634 1640 1650 rBV 648147 896311 5.98%  2.270%
12 11.378 1683 1688 1695 rBV 121838 218507 1.46% 0.553%
13 11.451 1695 1700 1709 rVB 590473 794292 5.30% 2.012%
14 11.756 1745 1750 1755 rVB 928816 1183702 7.89%  2.998%
15 11.963 1777 1784 1789 rBV 237426 323424 2.16% 0.819%
16 12.024 1789 1794 1800 rVV 1001721 1265225 8.44% 3.204%
17 12.085 1800 1804 1809 rVB 357393 471182  3.14% 1.193%
18 12.244 1825 1830 1838 rBvV2 124003 206338 1.38% 0.523%
19 12.317 1838 1842 1848 rBV2 123756 180386 1.20% 0.457%
20 12.415 1848 1858 1863 rBV 1097101 1369933 9.14% 3.469%
21 12.963 1944 1948 1956 rBV2 278096 384568 2.56% 0.974%
22 13.286 1991 2001 2007 rBV3 154312 254796 1.70% 0.645%
23 13.420 2017 2023 2032 rVB 992427 1247076 8.32% 3.158%
24 13.774 2074 2081 2089 rBV 11788139 14993923 100.00% 37.973%
25 13.865 2092 2096 2103 rVB 156845 225254 1.50% 0.570%
26 14.634 2218 2222 2232 rVB 2643963 3230005 21.54% 8.180%
27 14.780 2240 2246 2253 rVB 1491011 1834107 12.23% 4.645%
28 15.207 2307 2316 2319 rBV 136897 201952 1.35% 0.511%
29 15.475 2354 2360 2373 rBV 238642 395623 2.64% 1.002%
30 15.609 2377 2382 2386 rVV 240852 395001 2.63% 1.000%
31 15.646 2386 2388 2397 rVB 135605 186269 1.24% 0.472%

Sum of corrected areas: 39485872
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.M
Quant Title : SW846 8260

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

Abundance TIC: VX037926.D\data.ms

1le+07
8000000
6000000
4000000

2000000

5.39%.544 5.65932

0H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH/‘\\TH‘\‘!_!_!—W_FH‘H

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: VX037926.D\data.ms

1le+07
8000000
6000000
4000000

2000000
10.299
8.84m20 10.055 10.640 11.085 11.451
it i 11378

O\‘\\/\\\‘\ — — — — — TR B e e A B Bl e S
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX037926.D\data.ms
13.774

le+07
8000000
6000000

4000000
14.634

2000000 14.780
11.756 12.024  12.415 13.420
865

ol )\Fll-/%@%[?ﬂﬁ‘ 12,963 132%]\ NTAS
[ S B T T — (R

T ‘ ‘ T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

15.207 15.458566%6
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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 Benzofuran Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.963 12.78 ug/1 323424  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 90
2 2H-Cyclopenta[d]pyridazine 118 C7H6N2 000270-64-4 64
3 1H-Pyrrolo[2,3-b]pyridine 118 C7H6N2 000271-63-6 45
4 1H-Tetrazole, 5-phenyl- 146 C7H6N4 018039-42-4 45
5 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 42
Abundance Scan 1784 (11.963 min): VX037926.D\data.ms (-1777) (- m/z 118.10 100.00%
118.1
5000 89.1
63.1
390 ‘ 12.00
Oba L 1460 0 89,10 46.87%
miz-> 20 40 60 80 100 120 140
Abundance #10173: Benzofuran
118.0
5000
12.00
90.0 m/z 90.10 36.72%
39.0 53‘-0 |
O\\\\‘\\\\“‘\‘\‘\\"‘1\\\‘\\\\‘\\\\“\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10168: 2H-Cyclopenta[d]pyridazine
118.0
SLNSS—
12.00
5000 m/z 63.10 21.40%
91.0
38.0 63.0 ‘
N I NV N N
miz--> 20 40 60 80 100 120 140
Abundance #10163: 1H-Pyrrolo[2,3-b]pyridine
118.0 12.00
m/z 119.10 12.10%
91.0
5000
63.0
28.0
o N .3 Y PN I (N
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.085 18.62 ug/l 471182  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 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
Abundance Scan 1804 (12.085 min): VX037926.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 /\
——— ‘
77.0 12.00
39.1 121.2 :
O T8l Ll AT 1819 s 100,10 40.45%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 — A : :
12.00
m/z 77.05 11.85%
510 770 e
0 \\\‘2\7\.9\“\\“\H\H“\‘\\\‘H‘\\‘\\‘h‘\\‘\“‘\.0\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
12.00
5000 m/z 91.10 10.15%
. 77.0
0 ‘1‘5"?“1 ‘ “‘H “‘0‘5‘9"9“ ‘ M ks ‘H‘ ‘]‘-“ “:qu A REma
miz--> 20 40 60 80 100 120 140
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.61%
5000
77.0 121.0
ol 2ro S0 T
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.415 54.14 ug/1 1369930 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-propynyl- 116 CSH8 000673-32-5 94
3 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 90
Abundance Scan 1858 (12.415 min): VX037926.D\data.ms (-1848) (- m/z 115.05 100.00%
1151
5000
g1 631 891 ™
Ob i b el 1342 1542 0 19619 95.10%
miz--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 1
12.50
m/z 89.10 12.27%
39.0 63.0 89.0
O\‘\\\\“.\\H\\”“‘\‘\\\‘\‘\‘\\‘\\\”“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9547: Benzene, 1-propynyl-
115.0
1
12.50
5000 m/z 63.10 12.13%
300 630 890
L
m/z--> 20 40 60 80 100 120 140 160
Abundance #9552: Benzene, 1-ethynyl-4-methyl- P T
115.0 12.50
m/z 117.10 8.90%
5000
63.0 89.0
Ot A e
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\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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, 1,3-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.963 15.20 ug/l 384568 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 92
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 64
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 64
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 64
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 64
Abundance Scan 1948 (12.963 min): VX037926.D\data.ms (-1944) (- m/z 119.10 100.00%
119.1
5000
77.0
R 11021 | Hae1 1662 =0
Ol LI RS2 S00L sz 134,20 43.90%
miz--> 20 40 60 80 100 120 140 160
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000
13.00
390 91.0 m/z 131.00 40.18%
O ‘ \‘\‘\ \“‘\ \‘“\‘63\()\ \‘H‘ T \‘\ T ‘H‘\ \w‘l T \1\ \6.‘0\ 1T ‘ T T
miz--> 20 60 80 100 120 140 160
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
s
13.00
5000 m/z 132.00 33.30%
39.0 91.0
65.0
ol ‘Mu Mt byl 2860
m/z--> 20 60 80 100 120 140 160 J\L
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- A
119.0 13.00
m/z 77.05 17.32%
5000
91.0
39.0 65.0
0 _‘H““‘“Mu‘m“”‘”_H”‘l”l‘?"‘o‘m_m RS
m/z--> 20 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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 5 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.286 10.07 ug/l 254796 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87
2 o-Cymene 134 C10H14 000527-84-4 87
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 87
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 87
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87

Abundance Scan 2001 (13.286 min): VX037926.D\data.ms (-1991) (- m/z 119.10 100.00%
119.1
5000
1.1
) S S Y PR O L3 m/z 134.00  42.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000
13.00 13.50
910 m/z 117.10  29.67%
39.0 65.0 '
0 \\\’\‘\ T \"‘\ \‘\‘\ "i“\ T \‘H‘ T \‘\ T “1“\ \‘M b LIS
miz--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene
119.0
13.00 13.50
m/z 91.10 16.53%
5000 910 /
39.0 65.0 ‘
0 ‘1‘5{?“‘ - w‘;u‘,“;“ : “‘u - m e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A”ﬁNN ‘ =
119.0 13.00 13.50
m/z 115.10 14.71%
5000
91.0
0“‘,‘M“ﬂ‘wﬂ‘,ﬂ“h‘H“‘W“Nw“J\““““‘
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX@37926.D

Acqg On : 27 Sep 2023 16:03

Operator JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.420 49.28 ug/l 1247080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 50
4 Benzene, cyclobutyl- 132 C10H12 004392-30-7 50
5 Indan, epoxide 132 C9H80 000768-22-9 46

Abundance Scan 2023 (13.420 min): VX037926.D\data.ms (-2017) (- m/z 104.10 100.00%
104.1
5000 132.1
e
51.0 780 | 13.50
Ob b AWl 1862 s 135,05 47.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 M L
132.0 13.50
78.0 m/z 91.10  41.72%
280 510 ‘ ‘
O““‘\1“"““\\‘\‘\“H\“"}“M“l““1“““““““‘
miz--> 20 40 60 100 120 140 160
Abundance #16681:2H4nden—20ne,13—dMydr0—
104.0
\j\ T ‘ T
13.50
5000 132.0 m/z 115.05 28.45%
5.0 (80
m/iz--> 20 60 100 120 140 160
Abundance #16677.1H4nden4:one,23—dMydro— .
104.0 132.0 13.50
m/z 129.00 16.73%
5000
78.0
51.0 w
27.0 ‘
L ‘_H SRS | RN E— -
m/z--> 20 40 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.634 127.65 ug/1 3230010 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 64

Abundance Scan 2222 (14.634 min): VX037926.D\data.ms (-2218) (| | m/z 142.85 100.00%

142.1
5000
1450  15.00
6%} 1131 || 179.2208.0 281.; : e
0 bty el 1 09:2208.0 28l /7 141,05 87.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 T T
14.50 15.00
m/z 115.10 35.04%
| 3s0 710 w30 |
’H\\‘HH‘HH‘HH‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
—— —
14.50 15.00
5000 m/z 143.05 11.45%
0270\ \\6\%:(\\)\\ A 11\\'0 I
Frrrepri e e e e e e e e
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 11.09%

5000

>

27.0 ’ 113.0
o,Huhmw%wwwuwmwu‘JHH_HWHHMH‘_HWHH_HWH

T T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780  72.48 ug/l 1834110 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 2246 (14.780 min): VX037926.D\data.ms (-2240) (- | m/z 142.05 100.00%
142.1
5000 Ag
63.0 113.1 1450 1500
Ol vttt i 1728, 207 281 y/p 141 05 89.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
1450 1500
m/z 115.10 4.82%
02’\H\‘\\“\?‘3“!\?\”\‘HH‘HH‘(\)H\H\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
1450 1500
5000 m/z 139.05 1.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22141: Benzocycloheptatriene
141.0 1450 1500
m/z 143.05 1.39%
5000
63.0
Lm0
o,"""mwh”w‘nwwm_mwWm_m_WWWWHW
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\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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, 2,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.475 15.63 ug/1 395623 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
Abundance Scan 2360 (15.475 min): VX037926.D\data.ms (-2354) (- m/z 156.15 100.00%
156.2 h
5000
w0y 771 128. ’ 15.50
0Lt 20 28 myz 141.05  67.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 UL
15.50
m/z 155.10  33.02%
77.0
O ‘\\\\4‘5\\.9\“}\‘\”“H\\‘]\-%?‘.ﬂ‘\\“‘\\w‘\\\\‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
15.50
5000 m/z 128.00 14 .54%
770 1150
O R | —
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #33135: Naphthalene, 1,3-dimethyl- e
156.0 15.50
m/z 115.05  14.45%
5000
6.0 115.0
U A S | — LA
m/z--> 20 40 60 80 100120140160 180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.609 15.61 ug/l 395001 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, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 2382 (15.609 min): VX037926.D\data.ms (-2377) (- m/z 156.15 100.00%
156.2
5000
115.1
76.0 ‘ 15.50 16.00
51.0
0 ‘H‘w‘H‘w‘w\“‘um‘Hwu‘!hWHMWW??’?’;}W m/z 141.00  90.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000
15.50 16.00
m/z 155.20 29.95%
510 76.0 115.0
O \\\‘2\8\9‘\\‘\\‘H\\!H‘\\\\‘\\\\‘\‘1‘\\“‘\\‘\”‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 21.44%
770  115.0
510
ozose T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl- — =
156.0 15.50 16.00
m/z 128.05 16.45%
5000
115.0
27.0 910 ‘
o‘H‘HHWH“WH“HH_HW‘!M‘UH R RN i S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\
Data File : VX037926.D

Acqg On : 27 Sep 2023 16:03

Operator : JC/MD

Sample : 04614-02

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.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|
Benzofuran 11.963 12.8 ug/l 323424 4 12.024 1265230 50.0
Benzene, 1,2,3-... 12.085 18.6 ug/l 471182 4 12.024 1265230 50.0
Indene 12.415 54.1 ug/l 1369930 4 12.024 1265230 50.0
Benzene, 1,3-di... 12.963 15.2 ug/l 384568 4 12.024 1265230 50.0
Benzene, 1l-ethy... 13.286 10.1 ug/l 254796 4 12.024 1265230 50.0
Naphthalene, 1,... 13.420 49.3 ug/l 1247080 4 12.024 1265230 50.0
Naphthalene, 2-... 14.634 127.7 wug/l 3230010 4 12.024 1265230 50.0
Naphthalene, 1-... 14.780 72.5 wug/l 1834110 4 12.024 1265230 50.0
Naphthalene, 2,... 15.475 15.6 ug/l 395623 4 12.024 1265230 50.0
Naphthalene, 2,... 15.609 15.6 ug/l 395001 4 12.024 1265230 50.0
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