LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82620\

Data File : VN063134.D

Aca On - 26 Aug 2020 15:47

Operator : JC/MD

Sample - L3774-09

Misc - 1.000/10mL/100uL/5.00mL/MSVOA_N/MEOH =2
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N081820W.M
Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.445 190 209 210 rBV6 12798 24939 1.72% 0.382%
7.548 1777 1796 1807 rBV 104622 264151 18.20% 4.046%
rvB2 176314 420167 28.95% 6.435%
7.985 1915 1932 1952 rBV 112226 259887 17.91% 3.980%
8.548 2089 2107 2126 rBV 284309 588079 40.52% 9.007%
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10.059 2563 2577 2590 rBV 444289 820042 56.51% 12.559%
10.124 2590 2597 2611 rVB 28943 52999 3.65% 0.812%
11.381 2974 2988 3011 rBV 424803 738751 50.91% 11.314%
12.082 3159 3206 3246 rBV5 85033 600392 41.37% 9.195%
12.378 3286 3298 3316 rBVY 339777 573880 39.54% 8.789%

=
QO ~NO®

11 13.320 3577 3591 3612 rBvV 386498 649084 44.73% 9.941%
12 13.931 3752 3781 3808 rBvV2 397528 1451216 100.00% 22.226%

13 15.210 4171 4179 4191 rVB9 9580 20206 1.39% 0.309%

14 15.419 4231 4244 4254 rBV3 10808 28921 1.99% 0.443%

15 15.856 4370 4380 4397 rVB 17618 36752 2.53% 0.563%
Sum of corrected areas: 6529466
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO082620\
Data File : VN063134.D

Aca On : 26 Aug 2020 15:47

Operator : JC/MD

Sample : L3774-09

Misc - 1.000/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN063134.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063134.D

Aca On : 26 Aug 2020 15:47

Operator : JC/MD

Sample : L3774-09

Misc : 1.00a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.08 40.64 ug/1 600392 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 96
2 Phenol. 2.4-bis(1.1-dimethvlethvl)- 206 C14H220 000096-76-4 90
3 Phenol. 3.5-bis(1l.1-dimethvlethvl)- 206 C14H220 001138-52-9 81
4 Ethvl 4-t-butvlbenzoate 206 C13H1802 005406-57-5 81
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 74
Abundance Scan 3205 (12.078 min): VN063134.D (-3159) (-) m/z 191.05 100.00%
191
5000 ////p\\\h
131 163 206 LA BN UL SN UL
| 115 | 147 175 | | 11.80 12.00 12.20 12.40
0....,....',..-.'.,...'.'- + -..':--,.:-=~.,.~'...,...'.,....,.'... m/z 206.20 21.35%
m/z--> 20 80 100 120 140 160 180 200
Abundance #66106. Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 LA B UL BN U
11.80 12.00 12.20 12.40
a1 57 131 206 m/z 57.10 20.48%
s BT T s g W |
m/z--> 20 40 65 80 160 120 140 160 180 200
Abundance
191
11,80 12.00 12,20 12.40
5000 m/z 131.00 16.55%
i 206
41
oL 15 29 74 91 107 128 147 163175
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66113: Phenol, 3,5-bis(1,1-dimethylethyl)- e
191 11.80 12.00 12.20 12.40
m/z 192.10 13.94%
5000 57
M 206
| 77 9} 107 121 135147 163,75
0::::||||||||||||‘|||||‘||‘||||‘| |‘|||‘|||||||||||| R N REREREE s m
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082620\
Data File : VN063134.D

Aca On : 26 Aug 2020 15:47

Operator : JC/MD

Sample : L3774-09

Misc : 1.00a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butylated Hydroxytoluene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.93 111.79 ug/Il 1451220 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 99
2 Phenol. 4.6-di(1.1-dimethvlethvl... 220 C15H240 000616-55-7 93
3 Phenol. 2.4.6-tris(l-methvlethvl)- 220 C15H240 002934-07-8 87
4 Propanoic acid. 2-methvl-3-I4-t-... 220 C14H2002 1000131-87-0 72
5 2,4,6-Tris(1,1-dimethylethyl)-4-__._. 276 C19H320 019687-22-0 64

Abundance Scan 3781 (13.931 min): VN063134.D (-3752) (-) m/z 205.10 100.00%
205
5000 //\\
220 SRS AN NS
| 77 91 105 119931 % 161 177189 13.60 13.80 14.00 14.20
0...“..w..d,..Jf.”u,”.vprvwﬂ.”'.”.,.u.,”..p.. m/z 220.10 23.41%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205
5000 LSRRI SR SO B
13.60 13.80 14.00 14.20
57 145 220 m/z 57.10 16.88%
“ 7 9z e Mg |
0||||||||||‘| |‘|||‘|||‘|||||‘||‘|‘|‘|||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
205
13.60 13.80 14.00 14.20
5000 . m/z 206.10 15.45%
220
ol 15 29 41 69 81 95 100121133 149 163 177189
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77572: Phenol, 2,4,6-tris(1-methylethyl)- e
205 13.60 13.80 14.00 14.20
m/z 145.10 11.68%
5000
220
o 27 43 6577 91 105117128 145 163 17180 | |
m/z--> 20 40 60 8|O 100 12'0 140 160 180 200 220 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN082620\
Data File : VN063134.D

Acq On : 26 Aug 2020 15:47

Operator : JC/MD

Sample : L3774-09

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Phenol, 2,6-bis(1... 12.08 40.6 ug”/1l 600392 3 11.38 738751 50.0
Butylated Hydroxy... 13.93 111.8 ug/l 1451220 4 13.32 649084 50.0
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