LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR080818\
Data File : VR025593.D

Aca On : 8 Aug 2018 13:54

Operator : SY/MD

Sample : J4358-13

Misc : 25mL/MSVOA R/WATER

ALS Vial : 8 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

1.621 40 48 72 rBY 6817031 33773703 100.00% 74.501%
1.791 72 76 98 rvB4 189236 711310 2.11% 1.569%
rvB 144366 392677 1.16% 0.866%
3.628 365 378 391 rBvV2 249267 959156 2.84% 2.116%
7.206 956 966 979 rBV 281713 735796 2.18% 1.623%
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7.857 1064 1073 1090 rBV2 614275 1651380 4._.89% 3.643%
8.465 1164 1173 1182 rBV 619728 1115587 3.30% 2.461%
8.903 1237 1245 1255 rBV 362903 708182 2.10% 1.562%
9.974 1414 1421 1429 rBV 1077136 1669388 4.94% 3.683%
10.594 1517 1523 1533 rBVY 464846 720470 2.13% 1.589%

=
QO ~NO®

11 11.288 1631 1637 1647 rBV 838881 1206502 3.57% 2.661%
12 13.222 1949 1955 1965 rBV 591058 816812 2.42% 1.802%
13 13.514 1997 2003 2012 rBV 623791 872029 2.58% 1.924%

Sum of corrected areas: 45332992
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR080818\
Data File : VR025593.D

Aca On : 8 Aug 2018 13:54

Operator : SY/MD

Sample : J4358-13

Misc - 25mL/MSVOA R/WATER

ALS Vvial : 8 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

Abundance TIC: VR025593.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR080818\
Data File : VR025593.D

Aca On : 8 Aug 2018 13:54

Operator : SY/MD

Sample : J4358-13

Misc : 25mL/MSVOA R/WATER

ALS Vial : 8 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.

1.79 3.19 ug/L 711310 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetoacetic acid. 1-thio-. S-all... 158 C7H1002S 015780-65-1 83
2 2H-Pvran-2-one 96 C5H402 000504-31-4 64
3 Thiocvanic acid. 2-propvnvl ester 97 C4H3NS 024309-48-6 43
4 1-Methoxv-1-buten-3-vne 82 C5H60 002798-73-4 43
5 1-Propyne, 3-bromo- 118 C3H3Br 000106-96-7 43

Abundance Scan 76 (1.791 min): VR025593.D (-72) (-) 43.10 100.00%

43
5000

1.40 160 1.80 2.00 2.20
60 96
76 112127 148 167 191 209 228 254 275291 m/z  39.10 77 .69%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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 41.05 55.97%
125 158
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2739: 2H-Pyran-2-one
39 68
9%

140 1.60 1.80 2.00 2.20

5000 m/z 38.05 20.38%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #2945: Thiocyanic acid, 2-propyny! ester
39 140 160 180 2.00 2.20
m/z 42.10 18.12%
97
5000 70
,....,....,.\...,....,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 140 160 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 : VR025593.D

Acq On : 8 Aug 2018 13:54

Operator : SY/MD

Sample - J4358-13

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 8 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, ... 1.79 3.2 ug/L 711310 1 8.46 1115590 5.0
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