LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037042.D

Acqg On : 17 Aug 2023 06:24

Operator : JC/MD

Sample : 03958-06 10X

Misc : 7.04g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-721-23

ALS Vvial : 45 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@37042.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.630 86 89 96 rvB3 6353 10452 1.30% 0.211%
2 4,587 563 574 589 rBv2 4390 16012 2.00% 0.323%
3 5.385 694 705 721 rBV2 89482 264054 32.95%  5.329%
4 5.550 721 732 747 rVB 148498 418652 52.25%  8.450%
5 5.952 788 798 806 rBV 96384 256497 32.01% 5.177%
6 6.038 806 812 828 rVB 48357 131520 16.41% 2.654%
7 6.757 920 930 947 rBV = 239939 581620 72.59% 11.739%
8 8.647 1233 1240 1260 rBV 508146 801281 100.00% 16.172%
9 10.055 1465 1471 1483 rBV 546794 743518 92.79% 15.006%
10 10.195 1489 1494 1499 rVB 10783 14182 1.77% 0.286%

11 11.079 1634 1639 1655 rBV 473450 589034 73.51% 11.888%
12 12.018 1788 1793 1801 rBV 581541 742538 92.67% 14.987%

13 12.244 1825 1830 1836 rBV 56113 71745 8.95% 1.448%
14 13.426 2018 2024 2029 rVB 8177 10342 1.29% 0.209%
15 13.774 2076 2081 2091 rBV 115912 146517 18.29% 2.957%
16 14.634 2218 2222 2231 rVB 48621 61522 7.68% 1.242%
17 14.780 2241 2246 2256 rBV 33372 42781 5.34% 0.863%
18 15.371 2336 2343 2352 rBvV2 8450 13193 1.65% 0.266%
19 15.475 2355 2360 2364 rBV2 6536 10020 1.25% 0.202%
20 15.615 2377 2383 2386 rBvV2 8657 13738 1.71% 0.277%
21 16.322 2494 2499 2511 rVB3 7338 15439 1.93% 0.312%
Sum of corrected areas: 4954657
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37042.D

Acqg On : 17 Aug 2023 06:24

Operator : JC/MD

Sample : 03958-06 10X

Misc : 7.04g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-721-23

ALS Vvial : 45 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: VX037042.D\data.ms

500000

400000

300000

200000
5.550

5.952
.038

100000 5.385

1.630 4.587

0H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘H\’\TH\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\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: VX037042.D\data.ms

10.055

8.647
500000 11.079

400000
300000

6.757
200000

100000

EJQS
0 AN

I I I [ T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX037042.D\data.ms
12.018

500000

400000

300000

200000

13.774

100000

12.244 14. Gfﬁl 280
. 13426 M 15, 331:175615 16.322

| I I I T
Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 15. 50 16.00 16.50

82X072123W.M Fri Aug 18 11:02:11 2023 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37042.D

Acqg On : 17 Aug 2023 06:24

Operator : JC/MD

Sample : 03958-06 10X

Misc : 7.04g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-721-23

ALS Vvial : 45 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 1 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.774 9.87 ug/l 146517 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 94
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 64
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 64
Abundance Scan 2081 (13.774 min): VX037042.D\data.ms (-2076) (- m/z 128.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37042.D

Acqg On : 17 Aug 2023 06:24

Operator : JC/MD

Sample : 03958-06 10X

Misc : 7.04g/5mL/100ulL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-721-23

ALS Vvial : 45 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 9.9 wug/l 146517 4 12.024 742538 50.0
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