LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024758.D

Aca On : 20 Jun 2018 15:23

Operator : MD/SY

Sample : J3577-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 10 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

1.088 143 155 175 rBV 801970 958768 82.13% 11.893%

1.551 285 299 305 rBV9 9619 17596 1.51% 0.218%
rvB 9303 15716 1.35% 0.195%
2.436 565 574 588 rvVB 6927 11684 1.00% 0.145%
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4.889 1320 1337 1353 rBV 177443 402794 34.51% 4._.996%

4.989 1353 1368 1392 rVB 248794 550609 47.17% 6.830%
5.313 1454 1469 1486 rBV 182347 383688 32.87% 4_.759%
5.889 1632 1648 1671 rBV 353770 708425 60.69% 8.788%
7.570 2150 2171 2192 rBV 664764 1167342 100.00% 14.480%
8.230 2363 2376 2409 rVB 469162 801036 68.62% 9.936%
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QO ~NO®

11 9.091 2631 2644 2669 rBvV 522816 857389 73.45% 10.635%
12 10.310 3010 3023 3046 rBvV 516863 810197 69.41% 10.050%
13 11.487 3376 3389 3407 rBvV 597758 933758 79.99% 11.583%

14 12.570 3715 3726 3736 rBV4 15170 23473 2.01% 0.291%

15 13.326 3950 3961 3990 rBV4 14917 47543 4.07% 0.590%

16 15.692 4683 4697 4737 rBV2 114843 355228 30.43% 4.406%

17 16.020 4793 4799 4810 rVB6 11514 16403 1.41% 0.203%
Sum of corrected areas: 8061649
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024758.D

Aca On : 20 Jun 2018 15:23

Operator : MD/SY

Sample - J3577-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024758.D

Aca On : 20 Jun 2018 15:23

Operator : MD/SY

Sample : J3577-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : 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, nonyl 2-pro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.69 19.02 ug/Il 355228 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 50
2 1-Nonene. 4.6.8-trimethvl- 168 C12H24 054410-98-9 47
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 47
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 43
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 43
Abundance Scan 4696 (15.689 min): VU024758.D (-4683) (-) m/z 43.05 100.00%
57 7
85
5000
® 1o 15.40 15.60 15.80 16.00
157 - - -
-...||,.1.1.1.,.-'...17‘?...-,....,....,2](’.7.. m/z 71.10 95.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #101975: Sulfurous acid, nonyl 2-propyl ester
43
71
5000 57
85 15.40 15.60 15.80 16.00
29 m/z 57.00 83.98%
| ‘\ L e 127 161 191
m/z--> 20 45 60 80 160 120 140 160 180 200
Abundance
43
5771 15.40 15.60 15.80 16.00
5000 m/z 45.00 63.78%
15 o7 T 125 159 153
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48855: Undecane, 2,3—dimethy|— LI B L L NI R B
43 57 15.40 15.60 15.80 16.00
- m/z 41.00 62.75%
5000 85 A\}\\ﬁnw‘wv/kﬁmm
99
m/z--> 20 40 60 80 100 120 140 160 180 200 1540 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 : VU024758.D

Acq On : 20 Jun 2018 15:23

Operator : MD/SY

Sample - J3577-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : 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, n... 15.69 19.0 ug/I1 355228 4 11.49 933758 50.0
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