LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062918\
Data File : VX003025.D

Aca On : 29 Jun 2018 13:38

Operator : JC/MD

Sample : J3677-10

Misc : 5.04a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 5 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 1.068 75 79 94 rBvV 660281 925235 68.73% 11.242%
2 1.264 107 111 123 rBvY 87001 137418 10.21% 1.670%
3 1.599 157 166 167 rBvV5 7761 16986 1.26% 0.206%
4 1.635 167 172 175 rBvV3 13876 23655 1.76% 0.287%
5 5.507 792 807 821 rBV 157348 461481 34.28% 5.607%

5.659 821 832 844 rvVv 247864 701575 52.11% 8.525%
6.068 886 899 916 rBV 173743 462701 34.37% 5.622%
6.860 1018 1029 1045 rBvV 353485 848285 63.01% 10.307%
8.720 1325 1334 1349 rBvV 823644 1346271 100.00% 16.358%
10 10.116 1556 1563 1576 rBV 730647 1037996 77.10% 12.613%

©oo~NO®

11 11.146 1725 1732 1745 rBV 770859 1014335 75.34% 12.325%
12 12.085 1880 1886 1896 rBV 1049833 1253898 93.14% 15.236%

Sum of corrected areas: 8229836
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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\VX062918\
VX003025.D

29 Jun 2018 13:38

JC/MD

J3677-10
5.04a/10mL/100uL/5.00mL/MSVOA_X/MEOH

5 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062918\
Data File : VX003025.D

Aca On 29 Jun 2018 13:38

Operator : JC/MD

Sample : J3677-10

Misc : 5.04a/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 5 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.

1.26 9.79 ug/l 137418 Pentafluorobenzene 5.66
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 Ethvl Chloride 64 C2H5CI 000075-00-3 3
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3

Abundance Scan 110 (1.257 min): VX003025.D (-107) (-) m/z 63.90 100.00%
64
48
5000
. o 100 1.20 140 160
77— m/z 48.00 58.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #358: Sulfur dioxide
5000
1.00 1.20 1.40 1.60
32 m/z 65.90 5.09%
‘ I |
miz--> 20 40 60 8 100 120 140 160
Abundance
64
100 1.20 140 160
5000 48 m/z 49.90 2.96%
17
32 76 96
miz--> 20 40 60 8 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.00 1.20 1.40 1.60
m/z 44.00 2.39%
5000 48
28
16
¥ . 39 , 77 93 106115 130 143 169
miz--> 20 40 60 8 100 120 140 160 100 120 140 1.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062918\
Data File : VX003025.D

Acq On : 29 Jun 2018 13:38

Operator : JC/MD

Sample : J3677-10

Misc : 5.049/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 5 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

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

Sulfur dioxide 1.26 9.8 ug/Il 137418 1 5.66 701575 50.0
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