LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038603.D

Aca On : 06 Jun 2020 05:36

Operator : SY/MD

Sample : L2910-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 U\METHOD\SOMUTR053120WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.369 3 9 19 rBvV2 41296 42592 3.11% 0.437%
2 1.613 75 85 92 rBv 95587 115882 8.45% 1.189%
3 1.665 96 101 108 rVvv3 15127 21283 1.55% 0.218%
4 1.932 175 184 196 rvVB 86091 109970 8.02% 1.129%
5 2.594 376 390 403 rBV 175070 290950 21.22% 2.986%
6 2.671 403 414 437 rVB2 29125 76950 5.61% 0.790%
7 2.861 447 473 474 rBV6 15073 39858 2.91% 0.409%
8 4.674 1018 1037 1076 rBvV 183533 539501 39.34% 5.536%
9 4.848 1077 1091 1114 rvB2 77530 181033 13.20% 1.858%
10 5.102 1153 1170 1191 rBV 182292 394708 28.78% 4_.051%
11 5.424 1257 1270 1286 rVB5 15198 33084 2.41% 0.340%
12 5.761 1353 1375 1389 rBv2 350451 921324 67.19% 9.455%
13 5.829 1390 1396 1411 rVB 27843 51956 3.79% 0.533%

14 6.279 1521 1536 1568 rBV 366186 715650 52.19% 7.344%
15 6.719 1656 1673 1690 rBV 223218 434235 31.67% 4._.456%

16 7.591 1930 1944 1961 rBV 111244 197081 14.37% 2.022%
17 7.922 2033 2047 2081 rBV 410207 733210 53.47% 7.524%
18 8.202 2122 2134 2152 rBV2 71521 121124 8.83% 1.243%
19 8.655 2258 2275 2313 rBvV 744354 1371317 100.00% 14.073%

20 8.948 2355 2366 2385 rVB4 9450 19725 1.44% 0.202%
21 9.436 2504 2518 2544 rBV 532127 906651 66.12% 9.304%
22 9.848 2637 2646 2654 rVB7 9426 16241 1.18% 0.167%
23 10.539 2851 2861 2874 rBV3 9377 17520 1.28% 0.180%
24 10.771 2921 2933 2957 rVB 199940 331768 24.19% 3.405%
25 10.951 2979 2989 3001 rVB6 16953 35486 2.59% 0.364%
26 11.414 3120 3133 3146 rBVS 8656 19430 1.42% 0.199%
27 11.822 3248 3260 3273 rBV 582386 920624 67.13% 9.448%
28 12.079 3328 3340 3358 rBV2 35778 73969 5.39% 0.759%
29 12.205 3365 3379 3395 rVB 471384 766660 55.91% 7.868%
30 13.250 3692 3704 3713 rVB6 14379 23663 1.73% 0.243%
31 15.352 4350 4358 4368 rBV9 9203 15483 1.13% 0.159%
32 16.140 4598 4603 4622 rVB9 7100 14424 1.05% 0.148%

33 17.385 4979 4990 5003 rBvV 99866 191140 13.94% 1.962%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038603.D

Aca On : 06 Jun 2020 05:36

Operator : SY/MD

Sample : L2910-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 9744492
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO060520\
VU038603.D

06 Jun 2020 05:36

SY/MD

L2910-10

25_0mL/MSVOA U/WATER

4 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038603.D

Aca On : 06 Jun 2020 05:36

Operator : SY/MD

Sample : L2910-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 Ethyl Acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.85 1.26 ug/L 181033 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 90
4 Ethvl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 50

Abundance Scan 1092 (4.851 min): VU038603.D (-1077) (-) m/z 43.00 100.00%
43 7
5000
a0 T T a8 460 4.80 500 5.20
Otrprerrprrreprerrprrerrerprrr e e m/z 61.00 16.01%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43
5000 U U L IR L
460 4.80 5.00 5.20
29 m/z 44.95 13.55%
15 61 70
R ARRAA RARSNARAA RARSS ALAA RAAS NALLS SULS ARL) SAMSS SARS! SAM ARSI SAAM LARS SAAA BARSASAMM ML
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
460 4.80 500 520
5000 m/z 70.10 12.11%
29 61 70
o 1519 26 33 58 74 88
S LA RARRN LARAN AL KLY RALE) RALKS RLALN LA RLLLS LARE) RARE) ARA RRAMN LLAAA LAY ALY RLLS) ALY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate NN . SR A W
43 460 480 500 520

m/z 42.00 7.28%

5000
29 61
70
1518 26| AL 57| 74 838
SN . N RS N SO A N SN < s

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038603.D

Aca On : 06 Jun 2020 05:36

Operator : SY/MD

Sample : L2910-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 3 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.38 1.04 ug/L 191140 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l1.1-dimethvlethy... 234 C16H260 004130-42-1 93
2 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 90
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 90
4 4-tert-Butvl-2.6-diisopropviphenol 234 C16H260 057354-65-1 87
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 80
Abundance Scan 4989 (17.381 min): VU038603.D (-4979) (-) m/z 219.30 100.00%
219
5000 /\
e
115131145159 175 191595 17. OO 17. 20 17. 40
o} m/z 234.30 18.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89225: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 L SRS AL LS BURLL L
17.00 1720 17.40
234 m/z 57.10 18.28%
. 74 88102 119133 159175159203
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219
1700 17.20 17.40
5000 m/z 220.20 16.20%
234
191
4157 2701 115 137 159175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89103: 3,5—di—tert—ButyI—4—hydroxybenzaIdEhyde LI L L L L I B B
2 17.00 17.20 17.40
m/z 40.95 13.87%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060520\
Data File : VU038603.D

Acq On : 06 Jun 2020 05:36

Operator : SY/MD

Sample : L2910-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethyl Acetate 4.85 1.3 ug/L 181033 1 6.28 715650 5.0
Phenol, 2,6-bis(1... 17.38 1.0 ug/L 191140 3 11.82 920624 5.0
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