LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR080818\
Data File : VR025596.D

Aca On : 8 Aug 2018 15:34

Operator : SY/MD

Sample = J4358-06DL 20X

Misc : 25mL/MSVOA R/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 R\METHODS\SOMRTR0O73018WMA_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

1.627 39 49 71 rBY 6063581 21008129 100.00% 58.697%
1.797 72 77 94 rvB2 204791 736486 3.51% 2.058%
rBv3 170162 502012 2.39% 1.403%
2.637 204 215 225 rBvV2 106750 274234 1.31% 0.766%
3.641 367 380 395 rBV 295557 996691 4.74% 2.785%
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6.597 859 866 872 rBV 104715 283250 1.35% 0.791%
6.683 872 880 895 rvB2 320203 944052 4._.49% 2.638%
rBv 306162 811389 3.86% 2.267%
7.863 1061 1074 1090 rBv2 702197 1891949 9.01% 5.286%
8.465 1165 1173 1182 rBV 660361 1180426 5.62% 3.298%
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11 8.903 1237 1245 1252 rBV 424485 816216 3.89% 2.281%
12 9.682 1366 1373 1381 rBV 144712 250962 1.19% 0.701%
13 9.974 1415 1421 1428 rBV 1224563 1854272 8.83% 5.181%
14 10.594 1516 1523 1535 rBV 582231 883935 4.21% 2.470%
15 11.288 1630 1637 1646 rBV 846592 1287157 6.13% 3.596%

16 12.365 1808 1814 1820 rVB 196392 283540 1.35% 0.792%
17 13.222 1948 1955 1964 rBV 588762 840953 4._00% 2.350%
18 13.514 1997 2003 2012 rBV 655055 945353 4_50% 2.641%

Sum of corrected areas: 35791006
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR080818\
Data File : VR025596.D

Aca On : 8 Aug 2018 15:34

Operator : SY/MD

Sample : J4358-06DL 20X

Misc : 25mL/MSVOA R/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTRO73018WMA_M
= TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VR025596.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR080818\
Data File : VR025596.D

Aca On : 8 Aug 2018 15:34

Operator : SY/MD

Sample : J4358-06DL 20X

Misc : 25mL/MSVOA R/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTRO73018WMA_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 Acetoacetic acid, 1-thio-, ... Concentration Rank 2

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

1.80 3.12 ug/L 736486 1,4-Difluorobenzene 8.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetoacetic acid. 1-thio-. S-all... 158 C7H1002S 015780-65-1 59
2 2-Nonvnoic acid 154 C9H1402 001846-70-4 10
3 Cvclopropanecarboxvlic acid. 2-p... 156 C9H1602 1000278-80-0 9
4 Pent-4-enamide. N-(5-chloropvrid... 210 C10H11CIN20 306743-90-8 9
5 2-Butene-1,4-diol, 2,3-dibromo- 244 CA4H6Br202 003234-02-4 9

Abundance Scan 77 (1.797 min): VR025596.D (-72) (-) m/z 43.10 100.00%
48

5000

60 140 1.60 1.80 2.00 2.20
89 107123 144160 178 199217 239256270 297 m/z 39.10 65.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29863: Acetoacetic acid, 1-thio-, S-allyl ester
43
5000
27 140 1.60 1.80 2.00 2.20
69 o m/z 41.10 53.38%
125 158
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27617: 2-Nonynoic acid

140 1.60 1.80 2.00 2.20
m/z 44.10  49.25%

5000
2
| 6 113128 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29102: Cyclopropanecarboxylic acid, 2-pentyl ester
6! 140 1.60 1.80 2.00 2.20
m/z 38.05 19.97%
5000
13 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 140 1.60 1.80 2.00 2.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR080818\
Data File : VR025596.D

Acq On : 8 Aug 2018 15:34

Operator : SY/MD

Sample = J4358-06DL 20X

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTRO73018WMA_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]

Acetoacetic acid, ... 1.80 3.1 ug/L 736486 1 8.47 1180430 5.0
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