LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062818\
Data File : VX002993.D

Aca On : 28 Jun 2018 18:47

Operator : JC/MD

Sample : J3717-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 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 X\METHOD\82X062518W.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

1.075 76 80 94 rBvV 928727 1205293 85.56% 13.031%
1.276 108 113 120 rBV 213924 297470 21.12% 3.216%
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rvB 15889 40252 2.86% 0.435%
2.446 300 305 308 rBvV 8600 14378 1.02% 0.155%
2.623 328 334 343 rVB 46038 85111 6.04% 0.920%
4.775 682 687 698 rVB3 4213 14301 1.02% 0.155%
5.177 742 753 769 rBV3 18516 61172 4._.34% 0.661%

5.507 794 807 822 rBV 176183 504626 35.82% 5.456%
5.665 822 833 848 rvv 263518 739294 52.48% 7.993%
6.074 887 900 918 rBV 187471 489659 34.76% 5.294%

=
QO ~NO®

11 6.866 1019 1030 1044 rBvV 375961 882557 62.65% 9.542%
12 8.720 1327 1334 1349 rBvV 910936 1408689 100.00% 15.230%
13 9.311 1426 1431 1439 rBvV 18840 31451 2.23% 0.340%
14 10.116 1556 1563 1574 rBV 800048 1076738 76.44% 11.641%
15 11.140 1725 1731 1737 rBV 831123 1055369 74.92% 11.410%

16 12.079 1880 1885 1893 rVB 979292 1254474 89.05% 13.563%

17 12.737 1988 1993 1999 rBV9 6793 16585 1.18% 0.179%

18 12.975 2028 2032 2036 rBV2 15812 22634 1.61% 0.245%

19 13.359 2088 2095 2098 rBV8 7746 20709 1.47% 0.224%

20 14.487 2277 2280 2286 rVB2 16924 28590 2.03% 0.309%
Sum of corrected areas: 9249352
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062818\
VX002993.D

28 Jun 2018 18:47

JC/MD

J3717-03

5.0mL/MSVOA X/WATER

17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .M
SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1.07

800000

600000

400000

200000

TIC: VX002993.D

1.28

o
Time--> 1.00

L I
3.50 4.00

Abundance

800000

600000

400000

200000

TIC: VX002993.D
8.72

10.12

6.87

] I

11.14

|

0
Time-->

= Tt
10.00

T T T
8.50 9.00 10.50

=
11.00

Abundance

800000

600000

400000

200000

TIC: VX002993.D

14.49

12.74 1297 13.36

R e e e e T S e e e e L B e e e e o e e N L s s ey s e
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50

7
16.00

—T—
16.50

82X062518W.M Fri

Jun 29 13:19:49 2018

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062818\
Data File : VX002993.D

Aca On : 28 Jun 2018 18:47

Operator : JC/MD

Sample : J3717-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Sulfur dioxide Concentration Rank 2

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

1.28 20.12 ug/1 297470 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 114 (1.282 min): VX002993.D (-108) (-) m/z 63.90 100.00%
64
48 ALI\__~___
5000
- - 100 120 140 160
7 m/z 48.00 53.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 USRI S L A
1.00 1.20 1.40 1.60
m/z 65.90 4 .99%
16 32
| \ |
miz--> 20 40 60 8 100 120 140 160
Abundance
64
100 120 140 160
5000 48 m/z 49.90 2.57%
17
32 76 96
miz--> 20 40 60 8 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- N nams e
64 1.00 1.20 1.40 1.60
m/z 65.00 0.86%
5000 48
28
16
¥ . 39 , 77 93 106115 130 143 169 D .
miz--> 20 40 60 8 100 120 140 160 100 120 140 160
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062818\
Data File : VX002993.D

Aca On : 28 Jun 2018 18:47

Operator : JC/MD

Sample : J3717-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 3 Isopropyl Alcohol Concentration Rank 3

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

2.62 5.76 ug/Il 85111 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 64
3 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
4 Formic acid. l-methvlethvl ester 88 C4H802 000625-55-8 40
5 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 9

Abundance Scan 334 (2.623 min): VX002993.D (-328) (-) m/z 45.00 100.00%
45
5000
39 59 220 2.40 2.60 2.80 3.00
o...,....,....,....,....',':|::.??...-,.‘?“?.,...7?,....,9?..., m/z 43.00 23.00%
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance #295: Isopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80 3.00
- m/z 41.00 9.12%
1319 | 39 59
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance
45
220 240 260 280 3.00
5000 m/z 39.00 7.64%
73
27
15
"'I""I""I'"'I??'??""I$?'??""I""I"'S?I""
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #275: Hydrazine, ethyl- L o L
45 220 2.40 2.60 2.80 3.00
m/z 42.00 5.42%
5000 60
31
"'I"”I"'W'"'P"??'”'I"”I""P"'I'”'I"'W LRI U L A
m/z--> 0O 10 20 30 40 50 60 70 8 90 220 2.40 2.60 2.80 3.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062818\
Data File : VX002993.D

Acq On : 28 Jun 2018 18:47

Operator : JC/MD

Sample : J3717-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
SW846 8260

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]
Sulfur dioxide 1.28 20.1 ug/I1 297470 1 5.67 739294 50.0
Isopropyl Alcohol 2.62 5.8 ug/Il 85111 1 5.67 739294 50.0
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