LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR100818\
Data File : VR026001.D

Aca On > 9 Oct 2018 1:31

Operator : SY/MD

Sample : J5279-13

Misc : 25mL/MSVOA R/WATER

ALS Vial : 27 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\SOMRTR092718WMA_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 2.147 68 77 88 rBv 92757 274644 17 .58% 2.329%
2 2.622 146 155 165 rBvV 125775 305231 19.53% 2.589%
3 3.620 306 319 330 rBV2 236024 851359 54.48% 7.221%
4 3.948 362 373 381 rBV 55410 169486 10.85% 1.438%
5 6.594 797 808 821 rBV2 100240 320436 20.51% 2.718%

6 7.203 899 908 921 rBV 271325 712319 45.59% 6.042%
7 7.854 1004 1015 1031 rBvV2 557502 1562605 100.00% 13.254%
8 8.462 1106 1115 1125 rBV 593337 1122182 71.81% 9.518%
9 8.900 1178 1187 1196 rBV 367534 720460 46.11% 6.111%
10 9.679 1308 1315 1322 rBV 138321 240393 15.38% 2.039%
11 9.971 1355 1363 1369 rBvV 920226 1424683 91.17% 12.084%
12 10.032 1369 1373 1379 rVB9 10102 21277 1.36% 0.180%
13 10.239 1401 1407 1414 rBV2 74106 109725 7.02% 0.931%
14 10.385 1427 1431 1435 rBV6 8017 15862 1.02% 0.135%

15 10.591 1458 1465 1475 rBV 515353 827051 52.93% 7.015%

16 11.285 1570 1579 1586 rBV 817060 1237444 79.19% 10.496%
17 12.301 1739 1746 1751 rBV2 15260 27268 1.75% 0.231%
18 12.362 1751 1756 1764 rVB 146158 224926 14.39%% 1.908%
19 13.219 1890 1897 1905 rBV 603958 866850 55.47% 7.352%

20 13.335 1911 1916 1919 rBV7Y 9501 18283 1.17% 0.155%

21 13.512 1939 1945 1954 rBV 499772 717776 45.93% 6.088%

22 13.761 1982 1986 1991 rVB3 11761 19663 1.26% 0.167%
Sum of corrected areas: 11789923
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR100818\
Data File : VR026001.D

Aca On 9 Oct 2018 1:31

Operator : SY/MD

Sample : J5279-13

Misc - 25mL/MSVOA R/WATER

ALS Vial :© 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA R\METHODS\SOMRTR092718WMA_.M
- TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VR026001.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR100818\
Data File : VR026001.D

Aca On : 9 Oct 2018 1:31

Operator : SY/MD

Sample : J5279-13

Misc : 25mL/MSVOA R/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR092718WMA_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 unknown -01 Concentration Rank 2

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

3.95 0.76 ug/L 169486 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 50
2 Methoxvacetvl chloride 108 C3H5CI02 038870-89-2 50
3 2-Propanol. 1-bromo- 138 C3H7BroO 019686-73-8 50
4 2-Heptanol 116 C7H160 000543-49-7 50
5 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 50

Abundance Scan 373 (3.948 min): VR026001.D (-362) (-) m/z 45.05 100.00%
45
5000
IIIIII‘IIIIIIIIlIIIIlI
3.60 3.80 4.00 4.20
1 78 96 119 146 171187 206 234 252268 297 m/z 43.05 31.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2115: 2-Butanol, 3-methyl-
45
5000
3.60 3.80 4.00 4.20
m/z 39.05 10.61%
27 73
L | 88
m/z--> 20 46 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5218: Methoxyacety! chloride
45
3.60 3.80 4.00 4.20
5000 m/z 41.00 9.77%
29
14 J |, 63 80 108
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Abundance #17046: 2-Propanol, 1-bromo- R s L e
45 3.60 3.80 4.00 4.20
m/z 44.00 8.87%
5000
142 ) 62 9 12“3139
m/z--> 20 40 6|O 80 1(')0 120 140 160 180 200 220 240 260 280 300 360 3.80 4.00 420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_R\Data\VR100818\
Data File : VR026001.D

Acq On > 9 Oct 2018 1:31

Operator : SY/MD

Sample - J5279-13

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR092718WMA_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]

unknown -01 3.95 0.8 ug/L 169486 1 8.46 1122180 5.0
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