LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013414.D

Aca On : 29 Oct 2019 23:29

Operator : SY/MD

Sample : K5597-15

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 28 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 V\METHOD\SOMVTR102919WMA .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 1.116 3 8 21 rVB 113086 120945 6.79% 0.896%
2 1.225 37 42 46 rVB 25262 20280 1.14% 0.150%
3 1.316 63 70 81 rvB 267716 291244 16.34% 2.158%
4 1.582 145 153 164 rVB 197087 222294 12.48% 1.647%
5 2.129 313 323 338 rVB 375750 524261 29.42% 3.884%

3.958 879 892 928 rBvV2 163825 644309 36.16% 4.773%
4.399 1010 1029 1060 rBV 299042 749721 42.07% 5.554%
5.093 1229 1245 1279 rBvV2 721171 1781890 100.00% 13.201%
5.663 1407 1422 1442 rBV 404147 822270 46.15% 6.092%
5.949 1499 1511 1514 rBVS8 14408 22141 1.24% 0.164%

=
QO ~NO®

11 6.116 1547 1563 1577 rBV 419087 839567 47.12% 6.220%
12 7.026 1836 1846 1860 rBv2 181871 323499 18.15% 2.397%
13 7.357 1936 1949 1966 rBV 802222 1376070 77.23% 10.195%
14 7.663 2034 2044 2061 rBv2 113387 196153 11.01% 1.453%
15 8.016 2148 2154 2166 rVB5 18487 29065 1.63% 0.215%

16 8.135 2180 2191 2232 rBV3 704911 1599251 89.75% 11.848%
17 8.894 2415 2427 2445 rBV 664448 1125343 63.15% 8.337%
18 10.257 2840 2851 2863 rBV 280703 445720 25.01% 3.302%
19 11.289 3161 3172 3190 rBV 727004 1135366 63.72% 8.412%
20 11.576 3251 3261 3262 rBV6 14841 18364 1.03% 0.136%

21 11.666 3277 3289 3306 rBV 759979 1210026 67.91% 8.965%

Sum of corrected areas: 13497779
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013414.D

Aca On : 29 Oct 2019 23:29

Operator : SY/MD

Sample : K5597-15

Misc - 25.0ML/MSVOA V/WATER

ALS Vial : 28 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV013414.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013414.D

Aca On : 29 Oct 2019 23:29

Operator : SY/MD

Sample = K5597-15

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 3-Butenoic acid Concentration Rank 2

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

1.12 0.74 ug/L 120945 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 78
2 Bis(3-methvlibutyl) fluorene-2.7-... 466 C23H3006S2 253664-95-8 78
3 Propene 42 C3H6 000115-07-1 72
4 Cvclopropanecarboxvlic acid 86 C4H602 001759-53-1 64
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 64

Abundance Scan 9 (1.119 min): VV013414.D (-3) (-) m/z 41.05 100.00%
5000
1.20 1.30 1.40 1.50
o 60 80 97 133 167 191208 252 281 n/z 38.95 85 84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #1659: 3-Butenoic acid
5000
1.20 1.30 1.40 1.50
58 8 m/z 42.10 56.02%
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
39
1.20 1.30 1.40 1.50
5000 m/z 43.10 48 .58%
70
o 91 121139 163181 245 326
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #57: Propene
4 1.20 1.30 1.40 1.50
m/z 38.00 25.37%
5000
15
0 bmd A Al meshais e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1.'20 1.'30 1.'40 1.%0 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102919\
Data File : VV013414.D

Acq On : 29 Oct 2019 23:29

Operator : SY/MD

Sample - K5597-15

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 28 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

3-Butenoic acid 1.12 0.7 ug/L 120945 1 5.66 822270 5.0
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