LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037038.D

Acqg On : 17 Aug 2023 04:48

Operator : JC/MD

Sample : 03958-01 10X

Misc : 5.97g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-7106-107

ALS Vvial : 41  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@37038.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.618 84 87 94 rVB5S 4154 8642 1.15% ©.197%
2 4.580 563 573 587 rBv3 5086 18761 2.50% 0.427%
3 5.385 692 705 720 rBV 86849 254546 33.94%  5.793%
4 5.550 722 732 748 rVB 140888 399198 53.23% 9.085%
5 5.952 786 798 810 rBV 90634 243300 32.44% 5.537%
6 6.757 921 930 946 rBV 230075 552099 73.62% 12.565%
7 8.647 1234 1240 1248 rBV 470386 749959 100.00% 17.068%
8 8.720 1248 1252 1263 rVB 8042 13818 1.84% 0.314%
9 10.055 1465 1471 1486 rBV 498087 684508 91.27% 15.579%
10 10.195 1489 1494 1499 rVB 12146 15782 2.10% 0.359%
11 10.299 1505 1511 1521 rVB 9352 13888 1.85% 0.316%
12 10.646 1563 1568 1577 rVB4 4528 7560 1.01% 0.172%

13 11.079 1634 1639 1654 rBV 425821 531775 70.91% 12.103%
14 12.018 1788 1793 1801 rBV 513259 658275 87.77% 14.982%

15 12.414 1852 1858 1865 rBV 20522 26493 3.53% 0.603%

16 13.426 2019 2024 2029 rVB2 6151 8520 1.14% 0.194%

17 13.774 2076 2081 2091 rBV 116773 144406 19.26% 3.287%

18 14.634 2218 2222 2231 rVB 29639 36721 4.90% 0.836%

19 14.780 2240 2246 2253 rVB 20069 25657 3.42% 0.584%
Sum of corrected areas: 4393908
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03958-01 10X
: 5.97g/5mL/100uL/5.00mL/MSVOA_X/MEOH
41

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81623\

: VX@37038.D
: 17 Aug 2023 04:48

JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@037038.D

Acqg On : 17 Aug 2023 04:48

Operator : JC/MD

Sample : 03958-01 10X

Misc : 5.97g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-7106-107

ALS vial : 41 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 10.97 ug/1 144406 1,4-Dichlorobenzene-d4 12.018
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 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 78
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 72
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 53
Abundance Scan 2081 (13.774 min): VX037038.D\data.ms (-2076) (- m/z 128.05 100.00%
128.1
5000
1350 1400
51.0 : :
‘HH“H“H"u\\Hﬁ?‘\-?"“\\\\‘\‘“u‘HH’HH‘\\H’\H\‘HH‘HH’HH‘\ m/Z 127.10 11.7900
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13686: Naphthalene
128.0
5000 T T T T
13.50 14.00
m/z 129.05 11.44%
51.0
‘HH‘H“H’w\\HM\\.9"‘\\\\‘\‘HH‘HH’HH‘\\H’\H\‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #13678: Azulene
128.0
L1 L
13.50 14.00
5000 m/z 102.10 9.20%
51.0 H
Loy Pr-Y | |
e e e e e e
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 A ——
128.0 13.50 14.00
m/z 126.10 7.91%
5000
51.0 ‘9¥0 Il 156.0 206.0 246.0275.C
e e T e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37038.D

Acqg On : 17 Aug 2023 04:48

Operator : JC/MD

Sample : 03958-01 10X

Misc : 5.97g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-7106-107

ALS Vvial : 41  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 11.0 ug/l 144406 4 12.018 658275 50.0
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