LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042722\
Data File : VX028372.D

Acqg On : 27 Apr 2022 12:50

Operator : JC/MD

Sample : N2508-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\82X041922W.M

Title : SW846 8260

Signal : TIC: VX@28372.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.581 69 81 82 rBv4 17105 44848 1.20% ©0.257%
2 2.953 296 306 325 rBV 26576 95047 2.53% 0.545%
3 5.391 691 706 721 rBV 248278 750738 20.01% 4.304%
4 5.550 721 732 750 rVB 444663 1283355 34.21% 7.357%
5 5.958 788 799 816 rBV 250049 711753 18.98% 4.080%

6 6.763 921 931 949 rBV 671557 1637128 43.65% 9.385%
7 8.647 1233 1240 1250 rBV 1355027 2213077 59.00% 12.687%
8 10.055 1465 1471 1486 rBV 1380442 1956613 52.16% 11.217%
9 11.085 1634 1640 1651 rBV 1123185 1513125 40.34% 8.674%
0 12.024 1789 1794 1805 rVB 1533063 1909993 50.92% 10.949%

11 15.493 2359 2363 2368 rBv4 25785 48626 1.30% ©.279%
12 15.566 2368 2375 2381 rBV 2559150 3750912 100.00% 21.503%
13 16.097 2456 2462 2469 rBV 947178 1528770 40.76%  8.764%

Sum of corrected areas: 17443985
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2508-01
: 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH
: 8 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42722\

: VX028372.D
: 27 Apr 2022 12:50

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

o

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

TIC: VX028372.D\data.ms

5.550
5.391

5.958
1.581 2.953

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
TIC: VX028372.D\data.ms

8.647 10.055

11.085

6.763

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

Time-->

82X041922W.M Thu Apr 28 13:15:06 2022

\
9.50

— T — — T
8.50 9.00 10.00 10.50 11.00
TIC: VX028372.D\data.ms

15.566

12.024

16.097

15.4

|

12.00 12.50

‘ ‘ ‘ T T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042722\
Data File : VX028372.D

Acqg On : 27 Apr 2022 12:50

Operator : JC/MD

Sample : N2508-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.566  98.19 ug/l 3750910 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 97
2 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 90
3 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 87
4 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 81
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 81
Abundance Scan 2375 (15.566 min): VX028372.D\data.ms (-2368) (- m/z 191.05 100.00%
191.1
5000
571 910 1311 15.50 |
om_m_m‘,w_:‘”‘M“w‘Juw%@,iﬂ,”!ww”ww%‘?}”‘ m/z 206.15  21.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 —r :
15.50
57.0 131.0 m/z 131.05 16.24%
O\H‘HH“\H\"\‘H‘\“\}H‘\MHM\1“”\“\\\\’i\;\\o\’\\!\‘\‘\H‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82759: Phenol, 2,5-bis(1,1-dimethylethyl)-
191.0
T T
15.50
5000 m/z 192.20 14.33%
57.0
‘ 91.0 1280 161.0 N
Olrreprrrtberdtebsbh Bl b bbby b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82739: 2,4-Di-tert-butylphenol — T
191.0 15.50
m/z 57.10 13.14%
5000
57.0
oL270, | eeol1s01a70 | |
—5

m/z--> 20 40 60 80 100120140160180200220240260280 15.50

82X041922W.M Thu Apr 28 13:15:07 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042722\

Data File : VX@28372.D

Acqg On : 27 Apr 2022 12:50

Operator : JC/MD

Sample : N2508-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Butylated Hydroxytoluene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.097 40.02 ug/l 1528770  1,a-Dichlorobenzene-da  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 CisH20 060128-37-6 99

2 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 90

3 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240
4 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240
5 2H-1-Benzopyran, 6,7-dimethoxy-2... 220 C13H1603

Abundance Scan 2462 (16.097 min): VX028372.D\data.ms ( 2456) (-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042722\
Data File : VX028372.D

Acqg On : 27 Apr 2022 12:50

Operator : JC/MD

Sample : N2508-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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|
Phenol, 2,6-bis... 15.566 98.2 wug/l 3750910 4 12.024 1909990 50.0
Butylated Hydro... 16.097 40.0 ug/l 1528770 4 12.024 1909990 50.0
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