LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX036974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22 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\82X072123W.M

Title : SW846 8260

Signal : TIC: VX@36974.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 694 705 717 rBvV2 81694 238851 1.42% 0.515%
2 5.550 721 732 749 rVB 130718 375933 2.24% 0.810%
3 5.958 789 799 805 rBV 86058 224297 1.33% 0.484%
4 6.038 805 812 826 rVB 121245 324288 1.93% 0.699%
5 6.763 921 931 948 rBV 219254 520735 3.10% 1.123%
6 8.647 1235 1240 1249 rVB 458022 718782 4.27% 1.550%
7 10.055 1466 1471 1477 rVB 504777 655252  3.90%  1.413%
8 10.195 1487 1494 1500 rBV 801662 1024501 6.09% 2.209%
9 11.079 1634 1639 1650 rVB 458239 641019 3.81% 1.382%
10 11.396 1685 1691 1695 rBV 154620 227961 1.36% 0.491%
11 11.610 1722 1726 1734 rVB 167257 228038 1.36% 0.492%
12 11.750 1745 1749 1757 rVB 433832 548017 3.26% 1.181%
13 12.018 1788 1793 1800 rBV 545065 762342  4.53% 1.644%
14 12.085 1800 1804 1809 rBV 199295 279188 1.66% 0.602%
15 12.244 1824 1830 1837 rBV 2913706 3574623 21.26% 7.707%
16 12.317 1837 1842 1848 rVV2 186325 261681 1.56% 0.564%
17 12.555 1873 1881 1885 rBV 140635 246162 1.46% 0.531%
18 12.610 1886 1890 1894 rVB 201305 254960 1.52% 0.550%
19 12.701 1899 1905 1910 rBV 144622 265951 1.58% 0.573%
20 12.963 1944 1948 1954 rVB 153587 246509 1.47% 0.531%
21 13.170 1974 1982 1986 rBV 424984 551926  3.28% 190%
22 13.286 1992 2001 2006 rBV2 377243 637946 3.79% 375%
23 13.341 2006 2010 2014 rVB 361625 418611 2.49%

24 13.420 2019 2023 2029 rVB 869751 1183606 7.04%

WNO R R
O
[S]
w
R

25 13.780 2076 2082 2088 rVB 12911218 16813932 100.00% 36.250%
26 13.865 2093 2096 2100 rVV 336580 433421 2.58% 0.934%
27 13.920 2100 2105 2111 rVB3 130913 226372 1.35% ©.488%
28 14.219 2150 2154 2158 rBv2 183733 254626  1.51% ©.549%
29 14.317 2166 2170 2176 rVB 160413 231737 1.38% 0.500%
30 14.634 2212 2222 2233 rVB 4175409 5760455 34.26% 12.419%
31 14.780 2240 2246 2254 rVB 3044200 3830446 22.78% 8.258%
32 15.207 2308 2316 2320 rBV 288558 420387 2.50% 0.906%
33 15.371 2337 2343 2347 rBV 654030 902363 5.37% 1.945%
34 15.475 2354 2360 2365 rBV 502179 782727 4.66% 1.688%
35 15.609 2377 2382 2386 rBV 522055 837267 4.98% 1.805%
36 15.646 2386 2388 2395 rVB 311007 437163 2.60% 0.942%

82X072123W.M Tue Aug 15 20:01:56 2023 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX036974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100ulL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22 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\82X072123W.M
Title : SW846 8260

37 15.835 2410 2419 2431 rVB2 130104 393493  2.34% 0.848%
38 16.322 2491 2499 2511 rVB2 329318 647880  3.85% 1.397%

Sum of corrected areas: 46383448
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

Abundance TIC: VX036974.D\data.ms

1.2e+07

1le+07

8000000

6000000

4000000

2000000

5.385.550 5.96838

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX036974.D\data.ms

1.2e+07

1le+07

8000000

6000000

4000000

2000000

.195

. 6.763 8.647 10%5%/\ 11079 14 206
— —— — — — R —— -
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX036974.D\data.ms

13.780

1.2e+07

1le+07

8000000

6000000

14.634

4000000
12.244 14.780
2000000
) 13.420 i
0.6]:|.Jt)750 726be12.31712 388001 12,9633 132 188650 1424917 15.2 f 069 535 16.322
T T T T ‘ T T T T T T T ‘ T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\

Data File : VX036974.D

Acqg On : 14 Aug 2023 19:00

Operator JC/MD

Sample : 03932-03 10X :
Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-230-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.244 234.45 ug/1 3574620 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 80
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 72
5 Deltacyclene 118 C9H1e 007785-10-6 53

Abundance Scan 1830 (12.244 min): VX036974.D\data.ms (-1824) (-
117.1

m/z 117.10 100.00%

5000
o S Lm 2o s
39.0 . : '
R MMww“w‘um 13411841 47 118,10 56.51%
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 —r —
12.00 12.50
39.0 g0 91.0 m/z 115.10 34.00%
m/z--> 20 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0
— A
12.00 12.50
m/z 91.10 17.04%
5000 91.0
39.0 65.0
NN P WYY S
m/z--> 20 40 60 80 100 120 140
Abundance #10198: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 63.00 8.29%
=000 91.0
39.0 65.0
o Mol Y| VA IS b OV L VU
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 1,2,3,4-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.286 41.84 ug/l 637946 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 64
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 60
3 p-Cymene 134 C1eH14 000099-87-6 60
4 o-Cymene 134 C1eH14 000527-84-4 60
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 60

Abundance Scan 2001 (13.286 min): VX036974.D\data.ms (-1992) (- m/z 119.10 100.00%

119.1
5000
91.0
39.1 65.0 ‘ 166.2 13.00 13.50
Y S VR A T 02 e~ m/z 117.65  71.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 —ps A
13.00 13.50
m/z 134.05 41.34%
410 91.0
0 \1\5\-‘ T \“‘.\ \‘\‘\?‘5!‘.\0\ \““ T \‘\ T ‘W\ \‘\“l TT \M\ L A R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 NA
=4 —
13.00 13.50
5000 m/z 91.00 25.53%
91.0
oliso 40 0. L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16995: p-Cymene T —T
119.0 13.00 13.50
m/z 115.10 24.97%
5000
91.0
41.0 65.0
0\\\‘m\\w\ﬂ\‘UHJw\mu‘w\ﬂw\\ﬂ‘\\\w\\\w\\
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\

Data File : VX036974.D

Acqg On : 14 Aug 2023 19:00

Operator JC/MD

Sample : 03932-03 10X :
Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-230-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 3 1H-Indene, 1-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.426  77.63 ug/l 1183616  1,4-Dichlorobenzene-dd  12.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 H-Indene, 1-methyl- 130 clom10 060767-59-9 96
2 2-Methylindene 130 C10H10 002177-47-1 96

3 Benzene,1-methyl-1,2-
4 Benzene, (1-methyl-2-

5 1H-Indene, 3-methyl-

propadienyl- 130
cyclopropen... 130
130

C10H10
C10H10
C10H10

Abundance Scan 2023 (13.420 min): VX036974.D\data.ms (-2019) (-

022433-39-2 96
065051-83-4 96
000767-60-2 95

m/z 115.05 100.00%

115.1
5000
39.0 30 91.1 1350
0 _H“_J“WMMH‘ H““H““ 31 1662 /7 130.05 98.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 A“
1350
51.0 m/z 129.0 77.88%
270 | | 0 10RO
O‘\\\\‘\\\\‘ \\H}“\‘\‘\\‘H\\\\‘\‘\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15022: 2-Methylindene
130.0
1350
51.0
NI T N ol |
m/z--> 20 60 80 100 120 140 160 180
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0 1350
m/z 127.0 18.41%
5000
51.0
270 77.0
B U Y |
m/z--> 20 60 80 100 120 140 160 180 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1H-Indene, 1-methylene- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.780 1102.78 ug/1 16813900 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 94
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 78
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 72
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 53
Abundance Scan 2082 (13.780 min): VX036974.D\data.ms (-2076) (-~ m/z 128.05 100.00%
128.1
5000
— —
51.0 74.0 102.1 M 13.50 14.00
Ob i ol 146416411822 o t07 0 17,44y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 e ——
13.50 14.00
m/z 129.00  15.13%
51.0 750 1020 |
O‘\\\\‘\\“\\‘W\\H”“\\\\“\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13678: Azulene
128.0
IO | S
13.50 14.00
5000 m/z 102.10 12.78%
102.0
0 28.0 51.0 . 77.0
e B A aa
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13688: 1H-Indene, 1-methylene- o —
128.0 13.50 14.00
m/z 126.10 10.24%
5000
51.0
e
s s S — ——
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\VX081423\
Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.634 377.81 ug/l 5760460 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 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 2222 (14.634 min): VX036974.D\data.ms (-2212) (-  m/z 142.05 100.00%

142.1
5000 115.1 K
—r— —
63.0 890 14.50 15.00
39.0
O i i 16511902 s 141 00 86.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0 J\
5000 —— —
115.0 14.50 15.00
m/z 115.05 38.54%
O ‘\\\\‘\5\0\\“‘\7\]‘1\0‘\9\}2\\‘\\\\‘\\\\“‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
—
14 50 15.00
m/z 143.05 12.30%
5000 115.0
390 $%9 890 I
Ot M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14 50 15 OO
m/z 139.05 11.39%
5000 115.0
390 630 ggg ‘
0 O wu“,‘u“‘u““u ——

——
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\VX081423\
Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780 251.23 ug/l 3830450 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 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): VX036974.D\data.ms (-2240) (- m/z 142.00 100.00%

142.0
5000 K
— —
63.0 113.0 ) 14.50 15.00
Ol vttt ot oy 2722, 2070 28L1 4/ 141,05 87.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0 j\
5000 — —
14.50 15.00
m/z 115.10  38.20%
O2’\\.\\“\\“\?‘3“\:3”\‘\‘\‘H‘\H‘\.‘C\)H\iHH‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
—— —
14.50 15.00
5000 ITI/Z 143.00 11.58%
0220 Lt RO
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22141: Benzocycloheptatriene —— g
141.0 14.50 15.00
m/z 139.05 11.47%
5000
63.0
e
0 M al ——

——
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\VX081423\
Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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-Thiophenecarboxylic acid,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.371  59.18 ug/1 902363 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
3 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 59
4 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 59
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 58

Abundance Scan 2343 (15.371 min): VX036974.D\data.ms (-2337) (- m/z 141.05 100.00%

141.1
5000
115.1 — uw,
15.00 15.50
510 76.0
Obrrrer o bkl 3741 2069 1 15610 44.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 — AL
15.00 15.50
115.0 m/z 115.05  24.37%
76.0
O \\\‘\\\()\‘\5\]5\?“}\\“1“‘\\\\‘\\\\‘\\‘\\“‘\\‘U‘\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
e e
15.00 15.50
5000 m/z 142.05 12.11%
115.0
ol15:0 30.0 630 890 | |
R R R A B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33487: 2Th|0phenecarb0xyllc acid, 5-ethyl- = =
41.0 15.00 15.50
m/z 128.00 11.35%
5000
111.0
‘ 77.0
o"wm“‘mmm"H‘w"“"HH“Mww_ww o R
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\VXe81423\

Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator JC/MD

Sample : 03932-03 10X 5
Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-230-32
ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 2,7-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.475 51.34 ug/1 782727 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, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 2360 (15.475 min): VX036974.D\data.ms (-2354) (-
5

m/z 156.10 100.00%

156.1
5000
115.1 L
391 ) Ll 1sea 281.( 1550 .
ob—— b LU 3801 2810 m/z 141.e5  70.56%
miz--> 50 100 150 200 250
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 L
15.50
m/z 155.10 33.63%
77.0
O T T \4\5-P \“ \‘ “‘\ T ‘1]\-‘5\'0“‘\ ‘\‘ m\‘[ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
P
15.50
5000 ITI/Z 115.05 15.75%
115.0
s00 10 T m
ol b \M‘\f\ — —
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl- =
156.0 15.50
m/z 128.05 14.69%
5000
770 115.0
20 0 L
ol B v
miz--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.609 54.91 ug/l 837267 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, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 2382 (15.609 min): VX036974.D\data.ms (-2377) (- m/z 156.10 100.00%

156.1
5000
115.1 AL L
15.50 16.00
39.0 ‘ .
om_m_uh‘,“wl“,”m_He‘u‘lm‘”wwlﬁﬁ-?,w_wa%‘?&r m/z 141.00  88.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0|
5000
15.50 16.00
m/z 155.10 28.04%
7
39\ 0\\ m‘\ \?H\O\ \“\ ‘ \M
O\H‘HH‘HH’HH’HH‘HH‘HH‘H ‘HH‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.05 21.78%
77.0 115.0
Olrrrrrimtbehrebyetrgerabrdl bl e et e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33137: Naphthalene, 1,6-dimethyl- = =
156.0 15.50 16.00
m/z 128.00 16.72%
5000
77.0 115.0
390 b Ll
O bbb e b e e e — i
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX@36974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB-01-730-32

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1,4-Ethenonaphthalene, 1,4-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.322  42.49 ug/l 647880 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 94
2 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 59
4 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 58
5 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 53
Abundance Scan 2499 (16.322 min): VX036974.D\data.ms (-2491) (- m/z 153.05 100.00%
53.1
5000
e YN
51.0 98.0 126.1 : : ’ ’
Ol T M 3870 myz 154,85 91.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31488: Acenaphthene
154.0
5000 I B R
76.0 16.0016.2016.4016.60
m/z 152.00 46.64%
270 %0) | 980 1260 ||
O\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31495: 1,4-Ethenonaphthalene, 1,4-dihydro-
158.0
AT
16.0016.2016.4016.60
5000 m/z 75.95 22.86%
76.0 128.0
39.0 “‘ 102.0 “
o‘H“HH,‘Hwmu‘w,m_‘wmWm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31491: Naphthalene, 2-ethenyl-
153.0 16.0016.2016.4016.60
m/z 151.05 16.62%
5000
76.0
b 220 5%y | pmoreo |

m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX036974.D

Acqg On : 14 Aug 2023 19:00

Operator : JC/MD

Sample : 03932-03 10X

Misc : 7.14g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

Standard--- |
Resp Conc|

762342
762342
762342
762342
762342
762342
762342
762342
762342

50.
50.
50.
50.
50.
50.
50.
50.
50.

NEVINS-SB-01-230-32

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
| --Internal
TIC Top Hit name RT EstConc Units Response |# RT
Indane 12.244 234.4 ug/l 3574620 4 12.024
Benzene, 1,2,3,... 13.286 41.8 ug/l 637946 4 12.024
1H-Indene, 1-me... 13.420 77.6 ug/l 1183610 4 12.024
1H-Indene, 1-me... 13.780 1102.8 wug/l 16813900 4 12.024
1,4-Methanonaph... 14.634 377.8 wug/l 5760460 4 12.024
Benzocyclohepta... 14.780 251.2 wug/l 3830450 4 12.024
2-Thiophenecarb... 15.371 59.2 ug/l 902363 4 12.024
Naphthalene, 2,... 15.475 51.3 ug/l 782727 4 12.024
Naphthalene, 2,... 15.609 54.9 wug/l 837267 4 12.024
1,4-Ethenonapht... 16.322 42.5 ug/l 647880 4 12.024
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