LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/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\82X072522W.M

Title : SW846 8260

Signal : TIC: VX@30347.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.391 691 706 717 rBV 159191 473832 3.60% 1.102%
2 5.550 722 732 748 rVB 165064 487712 3.71% 1.134%
3 5.958 788 799 809 rBV2 194634 530616 4.03% 1.234%
4 6.763 922 931 945 rBV 268992 636447 4.84%  1.480%
5 8.647 1235 1240 1249 rVB 934186 1511538 11.49% 3.514%
6 10.055 1466 1471 1486 rVB 602624 846521 6.44%  1.968%
7 10.195 1487 1494 1504 rBV 111181 154553 1.18% 0.359%
8 10.305 1504 1512 1517 rBV 348199 510480 3.88% 1.187%
9 10.646 1563 1568 1577 rVB 101037 148595 1.13% 0.345%
10 11.085 1634 1640 1650 rVB 726540 998441 7.59% 2.321%
11 11.384 1685 1689 1696 rBV 103846 214187 1.63% 0.498%
12 11.457 1696 1701 1703 rBV 151335 202991 1.54% 0.472%
13 11.756 1746 1750 1757 rVB 317686 375595 2.86% ©0.873%
14 12.024 1789 1794 1800 rVV 850826 1125096 8.55% 2.616%
15 12.134 1809 1812 1816 rVB 122758 135102 1.03% 0.314%
16 12.244 1825 1830 1833 rBV2 220864 307271 2.34% 0.714%
17 12.317 1838 1842 1848 rVV3 94739 149311 1.14% 0.347%
18 12.414 1853 1858 1864 rBV 543480 722234 5.49% 1.679%
19 12.969 1945 1949 1953 rBV2 96032 138336 1.05% 0.322%
20 13.176 1978 1982 1986 rVB 110107 132369 1.01% 0.308%
21 13.292 1994 2002 2006 rBV3 129995 219506 1.67% 0.510%
22 13.347 2006 2011 2017 rVV 413997 499398 3.80% 1.161%
23 13.426 2018 2024 2029 rVB 485047 611982 4.65% 1.423%
24 13.506 2033 2037 2040 rBV 126100 151569 1.15% ©.352%
25 13.780 2076 2082 2089 rBV 10243693 13153345 100.00% 30.580%

26 13.871 2090 2097 2101 rVV 92685 160105 1.22% 0.372%
27 14.322 2164 2171 2179 rBV2 130267 289990 2.20% ©.674%
28 14.639 2218 2223 2231 rVB 3520194 4151338 31.56% 9.651%
29 14.780 2239 2246 2254 rVB 3238902 4026796 30.61% 9.362%
30 14.963 2272 2276 2283 rVB3 98741 165681 1.26% ©.385%

31 15.206 2308 2316 2321 rBV 854601 1123294 8.54% 2.612%
32 15.377 2336 2344 2347 rBV2 291596 598395 4.55% 1.391%
33 15.414 2347 2350 2354 rVWVW2 139916 211187 1.61% 0.491%
34 15.481 2356 2361 2373 rVB 677076 1136177 8.64% 2.641%
35 15.615 2376 2383 2386 rVV 980628 1487970 11.31%  3.459%

36 15.652 2386 2389 2400 rVV 434012 780918 5.94% 1.816%

82X072522W.M Wed Aug 03 11:41:31 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/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\82X072522W.M

Title : SW846 8260

37 15.743 2400 2404 2410 rVB3 141146 234384 1.78%  0.545%
38 15.840 2410 2420 2430 rVB 298970 964228 7.33%  2.242%
39 15.987 2439 2444 2455 rVB 311305 553259 4.21% 1.286%
40 16.090 2455 2461 2467 rBV 280618 481403 3.66% 1.119%
41 16.194 2474 2478 2485 rVB2 125430 228133 1.73% 0.530%
42 16.328 2492 2500 2509 rBV2 837653 1647995 12.53% 3.831%
43 16.596 2541 2544 2550 rVB 95165 164369 1.25% 0.382%
44 16.657 2550 2554 2557 rBV3 88841 170108 1.29% 0.395%

Sum of corrected areas: 43012757
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

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

Abundance TIC: VX030347.D\data.ms
1le+07

8000000

6000000

4000000

2000000

5.395.550 5.958

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: VX030347.D\data.ms
1le+07

8000000
6000000
4000000

2000000
8.647 10.055 11.085

6.763 05
o A | ‘J\l‘o.‘lgﬁ‘@ 10846 A 113367

: SEVAN —— —
Time--> 6.50 7.00 7.50 8.00 8.50

— T
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Abundance TIC: VX030347.D\data.ms
1le+07 13.780

8000000

6000000

4000000 14'6§4?780

2000000

16.328

: /@@?G,D@ggy\ 186957

T ‘ T T ‘ T
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o

7 [
Time--> 12.00 12.50 13.00 13.50 14.00 14.50

12.024
414 6
1756 {o 1apdfi7 12,9693 145515 506 Jl 871 14322
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 1Indene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.414  32.10 ug/l 722234  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 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 1858 (12.414 min): VX030347.D\data.ms (-1853) (- m/z 115.05 100.00%
1151
5000 J\J
i 1
391 030 891 12.50
Ob el | 13421562 1823 o 11616 96.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9541: Indene
116.0
5000
12 50
m/z 63.05 12.83%

390 630 890
0‘“\““\“”“‘\“““\““‘\“"\““!““\““\“‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
115.0

12 50
5000 m/z 89.10 12.45%
63.0 890
0 140\39\0\\\\1\\ /LA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9550: 3-Methylphenylacetylene
115.0 12. 50

m/z 117.05 8.84%

5000
63.0 89.0
390
0150 HM‘ ‘ Al
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ [ B B

m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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-methyl-2-cyclop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.426  27.20 ug/l 611982 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
2 2-Methylindene 130 C10H10 002177-47-1 97
3 1H-Indene, 1-methyl- 130 C1leH1e 000767-59-9 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 96
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 95
Abundance Scan 2024 (13.426 min): VX030347.D\data.ms (-2018) (- | m/z 130.05 100.00%
130.1
JUL I8
39.1 ‘ 631 3 102.1 1511 13 50
0 _m‘wm‘ihwﬁ bl 29111692 g s, 95.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
5000
13 50
51.0 . m/z 129.0 77.91%
27.0 ‘ H - 102.0
0 ‘\‘H\“H‘M|‘\‘HW“|H‘H“‘\\\1‘\‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
130.0
13 50
5000 m/z 128.0 39.89%
51.0
o 28.0 77.0 102.0
R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15030: 1H-Indene, 1-methyl-
130.0 13 50
m/z 127. 17.60%
5000
51.0
27.0 ‘ H 77.0 102.0
o2 e el
m/z--> 20 40 60 80 100 120 140 160 180 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.640 184.49 ug/l 4151340 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 91
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 50

Abundance Scan 2223 (14.639 min): VX030347.D\data.ms (-2218) (- m/z 142.15 100.00%
142.2

>

5000
115.1
T —
63.0 14.50 15.00
39.1 89.0
Ot S |l 168318412070y p 941 15 87.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 T

‘ —
115.0 14.50 15.00
m/z 115.10 33.71%

0 ‘\\\?’\9“.(\)\”\\‘6‘%\.(\)“\”\‘8\?.\()\‘\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
T T
14.50 15.00
5000 m/z 143.20 11.76%
115.0
0 500 "0 g5
L B I B I B B B O B
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — =
141.0 14.50 15.00

m/z 139.05 10.71%

5000 115.0

E—

30.0 630 ggp ‘

] Y DAY Sy s SRR R — i
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\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780 178.95 ug/1 4026800 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 2246 (14.780 min): VX030347.D\data.ms (-2239) (- m/z 142.20 100.00%

142.2
5000
—— —
63.1 113.1 . 14.50 15.00
bbb PR L1933 2810014115 90.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 —— —
14.50 15.00
m/z 115.10 37.32%
63.0
02’\\.\\“\\“\\““\\“\H\‘\‘\‘H‘]_\]\_\‘}.‘(\)H\‘i‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
— —
14.50 15.00
5000 m/z 143.20 12.03%

270 830 1130
BN W A it A SRS

m/z--> 20 40 60 80 100120140160 180200220240260280

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — =4
141.0 14.50 15.00

m/z 139.05 11.33%

a

5000

E—

27.0 ’ 113.0
L T TN A | BTN —

‘ ——
m/z--> 20 40 60 80 100120140160 180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 Biphenyl Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.207 49.92 ug/1 11232960 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 Acenaphthene 154 C12H10 000083-32-9 49
4 3-Quinolinecarbonitrile 154 C1OH6N2 034846-64-5 47
5 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 43
Abundance Scan 2316 (15.206 min): VX030347.D\data.ms (-2308) (- m/z 154.15 100.00%
154.2
5000
7e0 15.00 15.50
39.1 115.1 , : :
0 ‘wmu‘m‘wm“MHmwlHw"wH‘1‘9““-‘4‘”_wa??‘l‘: m/z 153.20  38.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31483: Bipheny
154.0
5000 —— AR,
15.00 15.50
76.0 m/z 152.20  26.83%
o 30 us0
\\‘H\\‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
154.0
— ~
15.00 15.50
5000 m/z 76.05 18.05%
76.
ol...39.0 0 1150
T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 J\
Abundance #31489: Acenaphthene —— N
154.0 15.00 15.50
m/z 155.20  13.42%
5000
76.0
o300 | uso |
e e e e e — =
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@30347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 6 Naphthalene, 1,5-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.481 50.49 ug/l 1136180 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 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 2361 (15.481 min): VX030347.D\data.ms (-2356) (- m/z 156.20 100.00%
156.2
g g 771 1151 1550
s i 0 A | ‘ k Ul 19332204 /14100 69.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
5000 T
15.50
76.0 115.0 m/z 155.15 33.81%
510
0 \\\‘2\7‘\.9\“\\“\\"H‘\‘\H”“ T \‘\\“\\\L ‘ \“!‘\ \“‘\ \M‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
=
15.50
5000 m/z 115.10 15.58%
270 510 770 1180
L e SRR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33145: Naphthalene, 2,7-dimethyl- —=
156.0 15.50
m/z 128.05 15.47%
5000
77.0
51.0 115.0
0\H?qu\ﬂwwwa\H‘Hﬂ‘ﬂhﬂhwmwu\w\u‘uu‘u e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.615 66.13 ug/1 14879760  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 98
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 2383 (15.615 min): VX030347.D\data.ms (-2376) (- m/z 156.20 100.00%
156.2
5000
115.1
76.0 ‘ 15.50 16.00
39.0 . : :
ok L g ‘M‘ 2098 2815 nm/z 141.00  87.70%
mi/z--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
m/z 155.15 28.62%
76.0 ‘
0% “‘39"0”“‘““””“ T ]‘-‘1\0‘.(\)““\ ‘\‘ “M\ LB B S S B B B B e
mi/z--> 50 100 150 200 250
Abundance
156.0
15.50 16.00
5000 m/Z 115.10 21.76%
115.0
390 77.0
ob————— —— — — —
m/z--> 50 100 150 200 250
Abundance #33139: Naphthalene, 1,2-dimethyl- = ==
141.0 15.50 16.00
m/z 128.05 15.10%
9.0
o= i F “J ‘m‘\“\‘ H i T o T T
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.652  34.70 ug/l 780918 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, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 2389 (15.652 min): VX030347.D\data.ms (-2386) (- m/z 156.20 100.00%

156.2
5000

76.0 11571

_ 4 L, o i M, 1881 282« /7 141.e5 55.87%

m/z--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000

15.50 16.00
m/z 155.20  41.96%

77.0 1150
O T T ‘\39‘\.()” \‘h }HH‘\ ‘\ “ T ‘\ ““\ U “M\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
156.0

o

15.50 16.00
5000 ITI/Z 153.20 15.96%
77.0
39.0 115.0
olb—— L e e
miz--> 50 100 150 200 250
Abundance #33162: Naphthalene, 1,6-dimethyl-

156.0 15.50 16.00

m/z 76.05 15.43%

5000
77.0 115.0
39'0\ | ‘H\ L 4| M
O L B e — —

miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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, 1,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.841 42.85 ug/l 964228 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, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 2420 (15.840 min): VX030347.D\data.ms (-2410) (| m/z 156.20 100.00%
156.2
115.1 L A
01 00 ‘ | | 1550 16.00
O b e L2982 28114105 89.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
m/z 155.20  26.95%
76.0 ‘
O \H‘\‘\3\\9“.\0\“\\"‘h\‘\“!h’\\‘H]‘-‘\J-\O\MO\“!‘\\“‘H‘w‘\\\\‘HH’\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
156.0
15.50 16.00
5000 m/z 115.10 23.03%
115.0
0 39.0 7.0
T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl- = ==
156.0 15.50 16.00
m/z 128.05 15.86%
5000
115.0
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\VX080222\
Data File : VX@030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.328 73.24 ug/1l 1648000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 96
2 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 62
4 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 59
5 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 52
Abundance Scan 2500 (16.328 min): VX030347.D\data.ms (-2492) (- m/z 153.20 100.00%
153.2
5000
76.1
391 ‘ 1 16.0016.2016.4016.60
. («
ol bl 2154 m 4893 2804 n/7 154.20  90.62%
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
5000 T T T T [T T T T TrTT]
76.0 16.0016.2016.4016.60
' m/z 152.15  46.98%
O T T \39‘\.0“ \“‘ ”\ “‘]_]Ts]q\ T m\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
153.0
16.0016.2016.4016.60
5000 m/z 76.10 28.26%
76.0
39.0 115.0
0 NI N e
miz--> 50 100 150 200 250
Abundance #31491: Naphthalene, 2-ethenyl-
153.0 16.0016.2016.4016.60
m/z 151.05 16.68%
5000
76.0
ol B0 ) mse )
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080222\
Data File : VX030347.D

Acqg On : 02 Aug 2022 13:10

Operator : JC/MD

Sample : N3964-03

Misc : 5.06g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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|
Indene 12.414 32.1 wug/l 722234 4 12.024 1125100 50.0
Benzene, (1-met... 13.426 27.2 ug/l 611982 4 12.024 1125100 50.0
Naphthalene, 1-... 14.640 184.5 wug/l 4151340 4 12.024 1125100 50.0
1,4-Methanonaph... 14.780 178.9 ug/l 4026800 4 12.024 1125100 50.0
Biphenyl 15.207 49.9 ug/l 1123290 4 12.024 1125100 50.0
Naphthalene, 1,... 15.481 50.5 ug/l 1136180 4 12.024 1125100 50.0
Naphthalene, 2,... 15.615 66.1 wug/l 1487970 4 12.024 1125100 50.0
Naphthalene, 2,... 15.652 34.7 ug/l 780918 4 12.024 1125100 50.0
Naphthalene, 1,... 15.841 42.9 ug/l 964228 4 12.024 1125100 50.0
1,4-Ethenonapht... 16.328 73.2 ug/l 1648000 4 12.024 1125100 50.0
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