LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024757.D

Aca On : 20 Jun 2018 14:59

Operator : MD/SY

Sample : J3577-04

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 9 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 U\METHOD\82U061318W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.089 142 155 179 rBV 733585 891600 40.42% 8.491%
1.761 357 364 373 rVvB2 21608 28203 1.28% 0.269%
rBv7 12631 29239 1.33% 0.278%
4.233 1116 1133 1158 rVB2 137597 340123 15.42% 3.239%
4.889 1320 1337 1353 rBV 177903 403767 18.30% 3.845%
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4.989 1353 1368 1389 rVB 253196 558995 25.34% 5.323%
5.313 1453 1469 1487 rBvV2 181029 381835 17.31% 3.636%
5.889 1633 1648 1670 rBV 358797 713691 32.35% 6.797%
6.191 1727 1742 1762 rBV 193696 376047 17.05% 3.581%
7.567 2148 2170 2190 rBV 670311 1182883 53.62% 11.265%
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11 8.230 2362 2376 2403 rBV 1297784 2205889 100.00% 21.007%
12 9.091 2624 2644 2663 rBV 528749 871900 39.53% 8.303%
13 10.310 3011 3023 3047 rBvV 524154 821174 37.23% 7.820%
14 11.487 3376 3389 3408 rBvV 605921 950998 43.11% 9.057%

15 12.570 3715 3726 3736 rBV3 18267 28230 1.28% 0.269%

16 13.323 3949 3960 3990 rBV3 26092 80064 3.63% 0.762%

17 15.692 4685 4697 4748 rBVY 214376 613152 27.80% 5.839%

18 16.020 4791 4799 4811 rVB3 15099 22746 1.03% 0.217%
Sum of corrected areas: 10500536
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024757.D

Aca On : 20 Jun 2018 14:59

Operator : MD/SY

Sample : J3577-04

Misc : 5.0mL/MSVOA U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W .M
SW846 8260

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

Abundance TIC: vU024757.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024757.D

Aca On : 20 Jun 2018 14:59

Operator : MD/SY

Sample : J3577-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

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 Sulfurous acid, butyl nonyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.69 32.24 ug/1 613152 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 50
2 Ethanol. 2-(hexvloxv)- 146 C8H1802 000112-25-4 43
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 38
4 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 38
5 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 38
Abundance Scan 4696 (15.689 min): VU024757.D (-4685) (-) m/z 43.05 100.00%
57 1
85
5000
98
126 15.40 15.60 15.80 16.00
157
-..:||,.1.1.1.,.-'...1,4.1...-,....,....,2]97.. m/z 71.10 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113721: Sulfurous acid, butyl nonyl ester
57
71
2000 43 85 15.40 15.60 15.80 16.00
29 m/z 57.10 83.72%
| “‘ L9 e 161 179101
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
85 15.40 15.60 15.80 16.00
5000 m/z 41.00 60.23%
57
15 2 69 99 115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #7634: Hexane, 3,3-dimethyl-
43 15.40 15.60 15.80 16.00
m/z 85.10 59.23%
57 71
5000 85
29 ‘
'}?wm'JU'”MwJ*'|“'?f“"|”"|“"|”"|“"|“"
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062018\
Data File : VU024757.D

Acq On : 20 Jun 2018 14:59

Operator : MD/SY

Sample : J3577-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

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

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

Sulfurous acid, b... 15.69 32.2 ug/1 613152 4 11.49 950998 50.0
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