LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038602.D

Aca On : 06 Jun 2020 05:13

Operator : SY/MD

Sample : L2910-09

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 20 rBv 70631 69953 5.19% 0.737%
2 1.613 70 85 94 rBv2 121042 189999 14.10% 2.002%
3 1.932 176 184 198 rVB 83264 108947 8.08% 1.148%
4 2.594 377 390 403 rBV 172482 284010 21.07% 2.992%
5 2.671 403 414 439 rvVvB2 34979 102130 7.58% 1.076%
6 2.848 448 469 470 rBV5 14151 26475 1.96% 0.279%
7 4.674 1019 1037 1077 rBvV 178841 551922 40.95% 5.815%
8 4.848 1077 1091 1120 rvB2 61483 147100 10.91% 1.550%
9 5.102 1151 1170 1188 rBV 179589 390854 29.00% 4.118%
10 5.423 1257 1270 1284 rVB3 16294 34575 2.57% 0.364%

11 5.758 1351 1374 1388 rBvV2 338736 912676 67.72% 9.616%
12 6.279 1521 1536 1567 rBV 363055 708369 52.56% 7.463%
13 6.719 1657 1673 1692 rBvV 223186 432836 32.11% 4 _560%
14 7.590 1930 1944 1962 rBV 108427 192675 14.30% 2.030%
15 7.922 2031 2047 2064 rBV 404251 715965 53.12% 7.543%

16 8.201 2121 2134 2152 rBV 69917 117025 8.68% 1.233%
17 8.655 2261 2275 2311 rBV 730141 1347816 100.00% 14.200%
18 8.947 2355 2366 2380 rBV3 7775 16943 1.26% 0.179%
19 9.436 2504 2518 2541 rBV 528455 890122 66.04% 9.378%
20 10.770 2919 2933 2953 rBV 198026 322860 23.95% 3.402%

21 10.947 2980 2988 3000 rVB9 9362 17609 1.31% 0.186%
22 11.822 3247 3260 3280 rVB 563206 890383 66.06% 9.381%
23 12.079 3328 3340 3353 rBV2 35957 70310 5.22% 0.741%
24 12.204 3365 3379 3392 rVB 470203 747405 55.45% 7.875%
25 13.249 3694 3704 3715 rVB3 14608 23585 1.75% 0.248%

26 17.384 4979 4990 5003 rBV2 99757 178892 13.27% 1.885%

Sum of corrected areas: 9491436
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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\
VU038602.D

06 Jun 2020 05:13

SY/MD

L2910-09

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

Abundance
700000

600000

500000

400000

300000

200000

1000001,

TIC: VU038602.D

5.10

2.59

5.76

6.28

6.7.

0
Time-->

T
4.00

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VU038602.D

9.44

7.92

\ 8.95

10.77

10.95

11.82

12.

i

Otr—
Time-->

— i LB e S
10.50

T T T T T S T T
9.00 9.50 10.00

11.00

-
11.50 12.00

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VU038602.D

13.25
D\

17.38

0
Time-->

12.50

LA e e e s s e L B e S L A e e
13.00 13.50 15.00 15.50 16.00

=T
16.50

T
17.00 17.50

SOMUTRO53120WMA .M Mon Jun 08 14:16:43 2020

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038602.D

Aca On : 06 Jun 2020 05:13

Operator : SY/MD

Sample : L2910-09

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 1.04 ug/L 147100 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 86
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 59
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1092 (4.851 min): VU038602.D (-1077) (-) m/z 43.00 100.00%
43 7
5000
50| ﬁl T P 460 4.80 500 5.20
OFrrrerrrr e T e m/z 45.00 15.66%

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
43

5000 R e R
4.60 4.80 5.00 5.20

m/z 61.00 14 .88%

29 61

70
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m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
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43
s e
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Abundance #2018: Ethyl Acetate e . R REE.
43 460 480 500 520

m/z 42.00 8.84%
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29 61 70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038602.D

Aca On : 06 Jun 2020 05:13

Operator : SY/MD

Sample : L2910-09

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 1.00 ug/L 178892 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l1.1-dimethvlethyv... 234 C16H260 004130-42-1 95
2 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 91
3 4-tert-Butvl-2.6-diisopropviphenol 234 C16H260 057354-65-1 83
4 3.5-Di-tert-butvlbenzoic acid 234 C15H2202 016225-26-6 72
5 2,3,5,6-Detetrahydrocyclohexanon. .. 234 C15H2202 101100-38-3 64
Abundance Scan 4989 (17.381 min): VU038602.D (-4979) (-) m/z 219.25 100.00%
219
5000 /\
a . il o0 1% wa
115129 145159 175 191
o...,....',|...'.|,...-.--,.!'..,'.'..'.-l,.l.".-.,~.--..=}....,....,29.5..- ...|~.,....,2]‘?7.?,5‘.2]. m/z 57.10  19.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89226: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 L SIS BRI B B
234 1700 17.20 17.40
57 m/z 234.30 18.84%
ol 2 Al 1 74 88102 119133 159175191205 .
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 280
Abundance
219
17.00 17.20 17.40
5000 m/z 220.30 17 .30%
57 101 234
o2 T 77 91 115131945159175 | 505
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #89221: 4-tert-Butyl-2,6-diisopropylphenol e
219 17. OO 17. 20 17. 40

m/z 41.00 11.60%

5000
4 57 234
L2 | 8 107121135149163177 203 \ |
R By ool AP - W N—

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 : VU038602.D

Acq On : 06 Jun 2020 05:13

Operator : SY/MD

Sample : L2910-09

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 1.0 ug/L 147100 1 6.28 708369 5.0
Phenol, 2,6-bis(1... 17.38 1.0 ug/L 178892 3 11.82 890383 5.0
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