LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Data File : VU038476.D

Aca On : 01 Jun 2020 17:14

Operator : JC/MD

Sample : L2789-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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 1.613 76 85 99 rvB 117278 130195 1.94% 0.739%
2 1.932 173 184 198 rBvV 103432 131673 1.96% 0.748%
3 2.594 376 390 404 rBV 203693 336080 5.01% 1.908%
4 4.703 1019 1046 1077 rBv3 305057 1067848 15.91% 6.063%
5 4.848 1078 1091 1122 rVB 143293 348560 5.19% 1.979%

5.102 1151 1170 1202 rBV3 232956 548982 8.18% 3.117%
5.758 1353 1374 1393 rBV2 400269 1060450 15.80% 6.021%
6.279 1520 1536 1566 rBV 357910 703974 10.49% 3.997%
6.571 1611 1627 1660 rBV 3560289 6712329 100.00% 38.110%
6.723 1660 1674 1691 rVB 253109 503422 7.50% 2.858%

=
QO ~NO®

11 7.070 1769 1782 1803 rBV 151432 276431 4.12% 1.569%
12 7.591 1931 1944 1959 rBvV 130590 233301 3.48% 1.325%
13 7.922 2033 2047 2072 rBV 469564 829513 12.36% 4_.710%
14 8.202 2121 2134 2146 rBV2 83628 141040 2.10% 0.801%
15 8.655 2259 2275 2314 rBV 811885 1508448 22.47% 8.564%

16 9.436 2504 2518 2553 rVB 517396 887912 13.23% 5.041%
17 10.771 2921 2933 2948 rBV 214461 343265 5.11% 1.949%
18 11.822 3248 3260 3278 rBV 548764 868361 12.94% 4 _.930%
19 12.205 3364 3379 3395 rBvV 509389 817805 12.18% 4.643%
20 17.381 4979 4989 5005 rVB2 88243 163416 2.43% 0.928%

Sum of corrected areas: 17613005
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Vu038476.D

01 Jun 2020 17:14

JC/MD

L2789-14

25.0mL/MSVOA U/WATER

2 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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\VU060120\
Data File : VU038476.D

Aca On : 01 Jun 2020 17:14

Operator : JC/MD

Sample : L2789-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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 1

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

4.85 2.48 ug/L 348560 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 86
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 78
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 64

Abundance Scan 1092 (4.851 min): VU038476.D (-1078) (-) m/z 43.00 100.00%
a3
5000 /\
61 70 PSSP SRR RARRE SN
88 460 480 500 520
39 ,|,/47 55 4
0'I""I""I""I""I""I""I'"'I'!:!""I""I""II"'I""Il"'?'l""l""I"'I'I""I"' m/z 61.00 15.61%

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

460 4.80 5.00 5.20
29 m/z 45.00 14.96%

15 61 70
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

4.60 4.80 5.00 5.20

o

5000 m/z 70.10 13.07%
29 61
70

o 1518 26 57 74 83 88

A AR RURR AARRN RUARN RARAA AR AR SRS DR SERRE RRRR) SR MR BRRAN RAREE SRR SEAR RAARA A
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate e e e

48 4.60 4.80 5.00 5.20

m/z 42.00 6.92%
5000

29 61 70
1519 26| 33 ‘ \ 58 | | 74 88

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Data File : VU038476.D

Aca On : 01 Jun 2020 17:14

Operator : JC/MD

Sample : L2789-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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 2 n-Propyl acetate Concentration Rank 2

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

7.07 1.96 ug/L 276431 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 n-Propvl acetate 102 C5H1002 000109-60-4 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 74
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1782 (7.070 min): VU038476.D (-1769) (-) m/z 43.00 100.00%

43
5000
61

3 680 700 720 740

b lll ss L a7 o e 00 30. 00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propy| acetate
43
5000

6.80 7.00 7.20 7.40

ot m/z 73.00 16.24%
15 2 g | | 87
O T T e e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R N R EE  REEEEmEE
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.92%
61
27 73
O T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43 6.80 7.00 7.20 7.40

m/z 41.00 10.82%

5000
61
73
0 21 37 ‘ \ 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Data File : VU038476.D

Aca On : 01 Jun 2020 17:14

Operator : JC/MD

Sample : L2789-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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 4 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.38 0.94 ug/L 163416 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 94
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 93
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 91
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 87
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 87
Abundance Scan 4989 (17.381 min): VU038476.D (-4979) (-) m/z 219.25 100.00%
219
5000 /\
41 57 o1 234 L BRI B B B
77 115 133 159175191 17. OO 17. 20 17. 40
S NP R0 P Al . A ...L,....,"‘.‘???‘,f??. m/z 220.25 19.55%
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 AT T T
234 17.00 17.20 17.40
57 m/z 234.25 19.26%
o 74 88102 119133 159175191905
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 57.05 17.72%
5 234
o 2641 | 7488102119135 159 175 19155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89225: Phenol, 2,6—bis(l,l—dimethylethyl)—4—9thy|— {\ LIS I L B S BB B B B
219 17.00 1720 17.40
m/z 40.95 11.63%
5000
mn 2 234
74 88102 119133 159 175149203
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\VU060120\
Data File : VU038476.D

Acq On : 01 Jun 2020 17:14

Operator : JC/MD

Sample : L2789-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 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 2.5 ug/L 348560 1 6.28 703974 5.0
n-Propyl acetate 7.07 2.0 ug/L 276431 1 6.28 703974 5.0
Phenol, 2,6-bis(1... 17.38 0.9 ug/L 163416 3 11.83 868361 5.0

SOMUTRO53120WMA_.M Tue Jun 02 16:35:56 2020 Page: 6



