LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Data File : VvU038477.D

Aca On : 01 Jun 2020 17:37

Operator : JC/MD

Sample : L2789-15

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 1.369 3 9 22 rVB 72239 71267 4.69% 0.684%
2 1.610 76 84 94 rBvV 108301 122421 8.05% 1.174%
3 1.932 175 184 198 rVB 102059 131141 8.62% 1.258%
4 2.594 372 390 404 rBV 199946 337197 22.17% 3.235%
5 2.684 410 418 433 rvVB2 6759 17244 1.13% 0.165%
6 4.568 992 1004 1021 rBV5 8010 18067 1.19% 0.173%
7 4.681 1021 1039 1076 rBv2 183080 624167 41.04% 5.987%
8 4.848 1077 1091 1119 rVvB 125812 307348 20.21% 2.948%
9 5.102 1152 1170 1194 rBV 225185 509170 33.48% 4.884%
10 5.761 1353 1375 1404 rBV2 387504 1045158 68.72% 10.026%

11 6.279 1522 1536 1562 rBV 352555 684714 45.02% 6.568%
12 6.571 1611 1627 1639 rBV7 23410 47747 3.14% 0.458%
13 6.719 1658 1673 1695 rBvV 245791 482806 31.74% 4.631%
14 7.070 1769 1782 1802 rBV 119286 212369 13.96% 2.037%
15 7.591 1932 1944 1965 rBV 127665 224713 14.77% 2.156%

16 7.922 2033 2047 2067 rBV 452051 809091 53.20% 7.761%
17 8.201 2122 2134 2150 rBV 82661 139887 9.20% 1.342%

18 8.571 2238 2249 2262 rBV3 19087 31547 2.07% 0.303%
19 8.658 2262 2276 2310 rBV 826752 1520939 100.00% 14.590%
20 8.960 2357 2370 2381 rBv4 6160 15711 1.03% 0.151%

21 9.436 2504 2518 2539 rBvV 517618 872284 57.35% 8.367%
22 10.770 2918 2933 2951 rVB 216807 347478 22.85% 3.333%
23 11.822 3248 3260 3280 rBV 537719 843389 55.45% 8.090%
24 12.079 3329 3340 3357 rBv4 8280 17194 1.13% 0.165%
25 12.205 3366 3379 3395 rVB 512679 804738 52.91% 7.719%

26 17.384 4979 4990 5003 rBV2 100850 187022 12.30% 1.794%

Sum of corrected areas: 10424809
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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\VU060120\
Vu038477.D

01 Jun 2020 17:37

JC/MD

L2789-15

25_0mL/MSVOA U/WATER

2 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\VU060120\
Data File : VvU038477.D

Aca On : 01 Jun 2020 17:37

Operator : JC/MD

Sample : L2789-15

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 Ethane, 1,1-difluoro- Concentration Rank 5

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

1.37 0.52 ug/L 71267 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propiolonitrile 51 C3HN 001070-71-9 3
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 9 (1.369 min): VU038477.D (-3) (-) m/z 51.00 100.00%
51
65
5000
“|7 T 15 Tk 1% 1k
o.......,....,....,....,....,....,....,....,.??.,4.1..:‘}!...,...,....,...:,....,....,. m/z 64.95 54.80%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51

A\

5000 65 LI L L B L
1.40 150 1.60 1.70 1.80
7 47 m/z 47.00 22 .93%
oL 2 12519 24 gy 44 62,
R L RAR I EaEa B e R o o O LARRNEANE RaRs nana
m/z--> O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
B e e SRR n
65 1.40 1.50 1.60 1.70 1.80
5000 m/z 45.00 16.81%
47

27131 4044

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #365: Ethane, 1,1-difluoro-
51 1.40 150 1.60 1.70 1.80
m/z 46.00 6.09%
5000 65
47
27 31 44 | 62, )
O e e e B RN IR
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 1.50 1.60 1.70 1.80

SOMUTRO53120WMA .M Tue Jun 02 16:36:16 2020 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Data File : VvU038477.D

Aca On : 01 Jun 2020 17:37

Operator : JC/MD

Sample : L2789-15

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 Ethyl Acetate Concentration Rank 1

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

4.85 2.24 ug/L 307348 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 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 1092 (4.851 min): VU038477.D (-1077) (-) m/z 43.00 100.00%
43
5000 j\&_
| won 88 460 4.80 500 520
| e O m/z 61.00 14.45%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43
5000 R U NN IR L
4.60 4.80 5.00 5.20
m/z 45.05 13.87%
29 61 4o
0 1\5 \“ ! ‘ 55 ‘ ‘ 83 88
miz--> R N A S N N
Abundance
43
460 4.80 500 520
5000 m/z 70.10 11.08%
29 61
15 55 70 88
e L L S L L UL S IS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate e AR VASNESE
43 460 480 500 520
m/z 42.05 7.49%
5000
29 61 70
SN NN N s S O
m/z--> 10 20 30 40 50 60 70 80 90 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 : VvU038477.D

Aca On : 01 Jun 2020 17:37

Operator : JC/MD

Sample : L2789-15

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 3 n-Propyl acetate Concentration Rank 3

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

7.07 1.55 ug/L 212369 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 78
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 9
5 Isobutyl acetate 116 C6H1202 000110-19-0 9

Abundance Scan 1782 (7.070 min): VU038477.D (-1769) (-) m/z 43.00 100.00%

43
5000
61

73 Tr T[T rrrrprrrrprorrs
37, | 55 | 87 680 700 720 740
| AN 1 (1| S S S N 7 S — m/z 61.00 30.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 LIS L L L L L L LB
6.80 7.00 7.20 7.40
61 m/z 73.10 16.70%
27 ‘ 73
0 ‘ 37 ‘ \ 103
A i o o o B B S I e e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R RN BEEEsmmas
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.65%
61
73
15 27 g7 87
O T T T T e T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: n-Propyl acetate
43 6.80 7.00 7.20 7.40

m/z 41.00 10.22%

5000
61
(T |7
T M T

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 : VvU038477.D

Aca On : 01 Jun 2020 17:37

Operator : JC/MD

Sample : L2789-15

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 5 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.38 1.11 ug/L 187022 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 94
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 93
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 93
4 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 91
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 90
Abundance Scan 4989 (17.381 min): VU038477.D (-4979) (-) m/z 219.25 100.00%
219
5000 /\
a Y 234 e
B RO Y W T it W e i 209283 | 77 234.30  19.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89106: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
219
5000 L FUARLELIL BB SRR B
17.00 17.20 17.40
191 234 m/z 57.10 19.31%
115 137 159175
0‘
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 220.30 15.98%
5 234
o 2641 | 7488102119135 159 175191, ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #89103: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde e e o
2 17. OO 17. 20 17. 40

m/z 41.00 10.81%

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\VU060120\
Data File : VvU038477.D

Acq On : 01 Jun 2020 17:37

Operator : JC/MD

Sample : L2789-15

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]
Ethane, 1,1-diflu... 1.37 0.5 ug/L 71267 1 6.28 684714 5.0
Ethyl Acetate 4.85 2.2 ug/L 307348 1 6.28 684714 5.0
n-Propyl acetate 7.07 1.6 ug/L 212369 1 6.28 684714 5.0
3,5-di-tert-Butyl... 17.38 1.1 ug/L 187022 3 11.82 843389 5.0
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