LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX036777.D

Acqg On : 02 Aug 2023 17:53

Operator : JC/MD

Sample : 03815-01 10X

Misc : 5.05g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 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@36777.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.788 272 279 285 rBV2 3584 7398 1.02% 0.144%
2 2.946 296 305 315 rVB 11741 26918 3.71% 0.525%
3 4.580 561 573 586 rBV 12303 41204 5.67% ©.803%
4 5.385 695 705 721 rBV2 81311 241341 33.23% 4.706%
5 5.550 721 732 751 rVB 134107 381317 52.50% 7.435%

6 5.958 788 799 807 rBV 88425 235269 32.39% 4.588%
7 6.037 807 812 826 rVB2 14514 38746  5.33% 0.756%
8 6.763 921 931 943 rBV 217234 527069 72.57% 10.277%
9 8.647 1233 1240 1248 rBV 458316 726307 100.00% 14.162%

8

10 .720 1248 1252 1262 rVB 11912 19845 2.73% 0.387%
11 10.e55 1465 1471 1481 rBV 472529 645306 88.85% 12.583%
12 10.195 1490 1494 1499 rBV 14526 18953 2.61% ©.370%
13 10.305 1507 1512 1521 rBV 9524 14162 1.95% 0.276%
14 10.646 1562 1568 1576 rBV3 6572 12396 1.71%  0.242%
15 11.079 1634 1639 1653 rBV 389891 493293 67.92% 9.619%
16 11.756 1745 1750 1755 rBV 6749 8763 1.21% 0.171%
17 12.024 1788 1794 1801 rBV 486377 621503 85.57% 12.119%
18 12.085 1801 1804 1809 rVB 5900 7400 1.02% ©.144%
19 12.244 1823 1830 1838 rBV 41860 53878 7.42% 1.051%
20 12.414 1853 1858 1864 rBV 12870 16329 2.25% 0.318%
21 13.292 1992 2002 2006 rBV2 12595 18782 2.59% ©.366%
22 13.341 2006 2010 2014 rVV 9104 11463 1.58% 0.224%
23 13.426 2018 2024 2033 rVB 10468 15114 2.08%  0.295%
24 13.774 2073 2081 2090 rBV 164971 208468 28.70% 4.065%
25 13.865 2090 2096 2102 rVB 8613 12321 1.70% ©.240%
26 14.316 2164 2170 2176 rBV 5712 9938 1.37% 0.194%
27 14.597 2211 2216 2219 rBV 9059 12395 1.71%  0.242%
28 14.633 2219 2222 2231 rVB 48877 65306 8.99% 1.273%
29 14.780 2240 2246 2255 rVB 185346 243054 33.46% 4.739%
30 15.206 2306 2316 2321 rBV 15178 21503 2.96% 0.419%
31 15.347 2334 2339 2341 rBV2 6299 9349 1.29% ©.182%
32 15.371 2341 2343 2346 rW 8833 11446 1.58% 0.223%
33 15.408 2346 2349 2354 rVw4 6872 10466 1.44% 0.204%
34 15.475 2354 2360 2364 rWV 35714 59581 8.20% 1.162%
35 15.511 2364 2366 2372 rVWV2 12047 16196 2.23% ©0.316%
36 15.615 2377 2383 2386 rVV 59589 97227 13.39% 1.896%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX036777.D

Acqg On : 02 Aug 2023 17:53

Operator : JC/MD

Sample : 03815-01 10X

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 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 15.652 2386 2389 2395 rwV 30716 45692 6.29% ©.891%
38 15.737 2399 2403 2409 rVVe 4926 9351 1.29% 0.182%
39 15.810 2409 2415 2417 rVV3 13809 22702 3.13% 0.443%
40 15.834 2417 2419 2430 rVB3 15171 25832 3.56% 0.504%
41 15.987 2438 2444 2454 rBV3 8550 15543 2.14% 0.303%
42 16.090 2456 2461 2467 rVB2 10275 17053 2.35% 0.333%
43 16.328 2488 2500 2506 rBV 15432 32272 4.44% 0.629%
Sum of corrected areas: 5128451
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36777.D

Acqg On : 02 Aug 2023 17:53

Operator : JC/MD

Sample : 03815-01 10X

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 18 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: VX036777.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36777.D

Acqg On : 02 Aug 2023 17:53

Operator : JC/MD

Sample : 03815-01 10X

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 18 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
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Peak Number 2 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.774 16.77 ug/1 208468 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 1,3-Dicyanobenzene 128 C8H4AN2 000626-17-5 64
4 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 64
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 50
Abundance Scan 2081 (13.774 min): VX036777.D\data.ms (-2073) (- m/z 128.05 100.00%
128.1
5000
— —
51.0 740 102.0 | 13.50 14.00
Obeyererrremirrreberrepdbe s M 2449 hsz 127,10 13.06%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
5000 . ——
13.50 14.00
m/z 129.05 11.75%
OH‘\H\‘\H\‘\H\r’\]i‘-\.?\‘\w\\‘??}.‘ﬂ\\\\‘H?‘\c‘)‘\z\.\o\‘\\\\‘\\l“‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13679: Azulene
128.0
/\/\‘ : S
13.50 14.00
5000 m/z 102.00 8.96%
51.0 102.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14509: 1,3-Dicyanobenzene A ——
128.0 13.50 14.00
m/z 126.10 7.74%
5000
101.0
27.0 53-0 75.0
0‘W‘AM‘HW_H‘MH‘_WHMJM‘Hm‘H‘qh‘WH‘W‘HM‘H‘_H‘_‘ P ——
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\VX080223\
Data File : VX@36777.D

Acqg On : 02 Aug 2023 17:53

Operator : JC/MD

Sample : 03815-01 10X

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 18 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 3 Benzocycloheptatriene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.633 5.25 ug/1 65306 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 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 64

Abundance Scan 2222 (14.633 min): VX036777.D\data.ms (-2219) (- m/z 142.00 100.00%
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A T
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o S P sl S 207.1
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Abundance #22150: Naphthalene, 2-methyl-
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i\\\\‘\\\\‘\\\\‘\\\\
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o

142.0 J\

i

14.50
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300 630 89.0 I
1 1l Lo A1 1 1
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—

Abundance #22141: Benzocycloheptatriene R PALRasy
141.0 14.50 15.00
115.0 m/z 139.00 11.36%
5000
630 89.0
o‘HH_Hu““:“h”w‘w‘e“u‘mM_;m,“mwmwuwuu — j\ —
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\VX080223\
Data File : VX@36777.D

Acqg On : 02 Aug 2023 17:53

Operator : JC/MD

Sample : 03815-01 10X

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 18 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 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.780  19.55 ug/1 243054 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 59
Abundance Scan 2246 (14.780 min): VX036777.D\data.ms (-2240) (- m/z 142.05 100.00%
142.1
5000
115.0 A A\
—— —
39.0 6%.0 89.1 H 2070 14.50 15.00
Ot el e m/z 141.05 86.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — /\ e
115.0 14.50 15.00
m/z 114.95  36.24%
O‘\\\3\9“.(\)\”\\‘6‘:‘3‘\:(\)“\”\‘8\%.\()\‘\\\‘}‘\\\\‘i‘\\\\’\\\\‘\\\\‘\\\\
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 12.12%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — Py
141.0 14.50 15.00
m/z 139.05 11.80%
5000 115.0
39.0 6?-0 89.0 ‘ /\
o_m‘_wh‘wm‘u‘u_mu_mwuH,‘m_m_m . L T
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\VX080223\
Data File : VX@36777.D

Acqg On : 02 Aug 2023 17:53

Operator : JC/MD

Sample : 03815-01 10X

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 18 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 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.615 7.82 ug/1 97227 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, 1,2-dimethyl- 156 C12H12 000573-98-8 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
Abundance Scan 2383 (15.615 min): VX036777.D\data.ms (-2377) (- m/z 156.10 100.00%
156.1
5000 /\’\
115.1 //\
0o 761 ‘ ‘ m ‘ 15.50 16.00
Obrrrombeboh by ol 2081 28110 141,00 83.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A
15 50 16 OO
m/z 155.10 25.15%
0 \H‘H\\“H“H"‘h\‘\“!h‘\\‘H‘HH‘\“!‘H“HM \H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0 f’\\
15.50 16.00
5000 m/z 115.05 20.41%
760 115.0
m/z--> 20 40 60 80 100120140160180200220240260280 /V\
Abundance #33137: Naphthalene, 1,6-dimethyl- Ao 2 - — /‘\ 5
156.0 15.50 16.00
m/z 128.00 15.13%
5000
77.0 115.0 /v\
O N I 1 E—
m/z--> 20 40 60 80 100120140160180200220240260280 15 50 16 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36777.D

Acqg On : 02 Aug 2023 17:53

Operator : JC/MD

Sample : 03815-01 10X

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Azulene 13.774 16.8 ug/l 208468 4 12.024 621503 50.0
Benzocyclohepta... 14.633 5.3 ug/l 65306 4 12.024 621503 50.0
1,4-Methanonaph... 14.780 19.6 wug/l 243054 4 12.024 621503 50.0
Naphthalene, 2,... 15.615 7.8 ug/l 97227 4 12.024 621503 50.0
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