LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Data File : VU038478.D

Aca On : 01 Jun 2020 18:00

Operator : JC/MD

Sample : L2789-16

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 19 rBvV 63595 63358 4.13% 0.603%
2 1.613 76 85 98 rBv 114375 127011 8.27% 1.208%
3 1.932 175 184 196 rBvV 101136 129595 8.44% 1.233%
4 2.594 377 390 402 rBV 206383 337868 22.00% 3.214%
5 2.678 407 416 441 rvVB2 11164 33661 2.19% 0.320%
6 3.215 572 583 600 rVB 6620 15381 1.00% 0.146%
7 4.677 1021 1038 1077 rBvV 202298 638198 41.55% 6.071%
8 4.848 1077 1091 1120 rVvB 106803 251488 16.37% 2.392%
9 5.102 1152 1170 1189 rBV 228374 512129 33.34% 4.871%
10 5.423 1259 1270 1285 rVB4 8431 18124 1.18% 0.172%

11 5.758 1351 1374 1415 rBV2 402689 1076787 70.11% 10.242%
12 6.282 1521 1537 1562 rBV 356756 705598 45.94% 6.712%
13 6.571 1611 1627 1641 rBV6 18688 37554 2.45% 0.357%
14 6.719 1657 1673 1690 rBV 252109 492261 32.05% 4.682%
15 7.070 1767 1782 1800 rBV 98797 178980 11.65% 1.702%

16 7.591 1931 1944 1961 rBV 131018 231839 15.09% 2.205%
17 7.922 2032 2047 2072 rBvV 472762 823492 53.62% 7.833%
18 8.201 2120 2134 2150 rBV2 83886 141219 9.19% 1.343%
19 8.571 2238 2249 2262 rBV2 53034 91917 5.98% 0.874%
20 8.655 2262 2275 2316 rVV 832260 1535909 100.00% 14.610%

21 8.951 2352 2367 2382 rBV2 8102 17737 1.15% 0.169%
22 9.436 2500 2518 2539 rBvV 533028 891397 58.04% 8.479%
23 10.770 2920 2933 2949 rBV 217163 349668 22.77% 3.326%
24 11.825 3247 3261 3275 rBV 547228 874083 56.91% 8.314%
25 12.204 3365 3379 3397 rBvV 512179 817442 53.22% 7.776%

26 17.381 4979 4989 5004 rBV 66989 120258 7.83% 1.144%

Sum of corrected areas: 10512954
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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\
Vu038478.D

01 Jun 2020 18:00

JC/MD

L2789-16

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 : VU038478.D

Aca On : 01 Jun 2020 18:00

Operator : JC/MD

Sample : L2789-16

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 1.78 ug/L 251488 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 64
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1092 (4.851 min): VU038478.D (-1077) (-) m/z 43.00 100.00%
43
5000 /\\
| 6|1 0 83 460 4.80 500 520
O e e — e m/z 61.00 14 .60%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43
5000 R AR UL UL
460 480 500 520
m/z 45.00 13.86%
29 61 4o
0 1\5 \“ ! ‘ 55 ‘ ‘ 83 88
miz--> R N A S N N
Abundance
43
460 4.80 5.00 5.20
5000 m/z 70.10 11.88%
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 ....,....,....,.1*.,...
43 460 4.80 5.00 5.20
m/z 42.00 7.16%
5000
29 61 70
S N N - - S
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 : VU038478.D

Aca On : 01 Jun 2020 18:00

Operator : JC/MD

Sample : L2789-16

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 3

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

7.07 1.27 ug/L 178980 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 n-Propvl acetate 102 C5H1002 000109-60-4 64
3 n-Propvl acetate 102 C5H1002 000109-60-4 40
4 1-Butanamine 73 C4H11IN 000109-73-9 9
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1782 (7.070 min): VU038478.D (-1767) (-) m/z 43.00 100.00%
a3
5000
61
73
37, | | g7 6.80 7.00 7.20 7.40
-yttt m/z 61.00 33.39%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4250: n-Propyl acetate
43
5000 U U AL R IR
6.80 7.00 7.20 7.40
27 61 m/z 73.00 16.76%
73
0 ‘ ! L
L S SR SIS SURIL IULILILS SO IULBLLS SIS SO S I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
680 7.00 7.20 7.40
5000 m/z 42.00 12.27%
61
73
15 21 g 87
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4251: n-Propyl acetate
43 6.80 7.00 7.20 7.40

m/z 41.00 11.63%

5000

61

73
21 37 ‘ \ 103

o L S NN M MMMMMMMHMM

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 : VU038478.D

Aca On : 01 Jun 2020 18:00

Operator : JC/MD

Sample : L2789-16

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 0.69 ug/L 120258 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 95
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 87
3 3.5-Di-tert-butvlbenzoic acid 234 C15H2202 016225-26-6 80
4 2.3.5.6-Detetrahvdrocvclohexanon... 234 C15H2202 101100-38-3 70
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 64
Abundance Scan 4989 (17.381 min): VU038478.D (-4979) (-) m/z 219.25 100.00%
219
5000 /\
“T 77 91 115129 145159 175 191205 ﬁ4 267281 17.00 1720 17.40
oYY P Ot TSV 1ot S sl SN N1 £ 23 m/z 57.05 18.40%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89227: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 S SO SRR BRI B
17,00 17.20 17.40
57 234 m/z 234.25 17 .49%
159 - 191
oL26 4L | 74 83102 119135 115 208 ]
mz-> 20 45 60 85 160 120 110 160 180 200 220 240 260 280
Abundance
219
1700 17.20 17.40
5000 m/z 220.30 14 _.36%
234
57
ol 27 41 74 88102 119133 159 175 191205
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89085: 3,5-Di-tert-butylbenzoic acid e R
219 17.00 17.20 17.40
m/z 40.95 10.64%
5000
57
M 189 234
o | 77 91105 131145 le3 | 204
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 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 : VU038478.D

Acq On : 01 Jun 2020 18:00

Operator : JC/MD

Sample : L2789-16

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 1.8 ug/L 251488 1 6.28 705598 5.0
n-Propyl acetate 7.07 1.3 ug/L 178980 1 6.28 705598 5.0
Phenol, 2,6-bis(1... 17.38 0.7 ug/L 120258 3 11.83 874083 5.0
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