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P
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ata Path
ata File VX000603.D
ca On 31 Mar 2018 19:33

perator ; JC/MD

ample J2150-03
isc 5.0mL/MSVOA X/WATER
LS Vial 22 Sample Multipl

LSC Area Percent Report

ier: 1

ntearation Parameters: RTEINT.P

ntearator: RTE
moothing : ON
ampling :© 1
tart Thrs: 0.2
top Thrs - O

W:\HPCHEM1\MSVOA X\DATA\VX033118\

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

eak separation: 5

ethod = W:\HPCHEM1\MSVOA_X\METHOD\82X032018W .M
itle : SW846 8260

ignal > TIC

ak R.T. first max last PK
# min scan scan scan TY

1.074 76 80 93 rBvV
1.184 95 98 102 rvB2
1.270 108 112 121 rBV
1.593 159 165 169 rBV3
2.452 300 306 311 rBV3

2.623 330 334 340 rBV3
5.513 798 808 819 rBV
5.671 822 834 849 rVB
6.080 891 901 914 rBV3
6.872 1021 1031 1042 rBvV

8.726 1328 1335 1345 rBvV
10.122 1558 1564 1573 rBV
11.146 1726 1732 1740 rBV
12.085 1880 1886 1895 rVB

peak
heiaht
347260
5704
24671
4917
3044

7978
75299
118593
80011
192401

408541
445830
382355
556719

corr.
area
412773
8222
33725
9557
6932

14995
210985
329010
215980
445840

638916
596632
475644
654851

Sum of corrected areas:

82X032018W.M Wed Apr 04 11:56:49 2018

corr.
% max.
63.03%
1.26%
5.15%
1.46%
1.06%

2.29%
32.22%
50.24%
32.98%
68 .08%

97.57%
91.11%
72.63%
100.00%

4054062

% of
total
10.182%
0.203%
0.832%
0.236%
0.171%

0.370%
5.204%
8.116%
5.327%
10.997%

15.760%
14.717%
11.733%
16.153%
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000603.D

Aca On : 31 Mar 2018 19:33

Operator : JC/MD

Sample : J2150-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_M
SW846 8260

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

Abundance TIC: VX000603.D

500000

400000
1.07

300000
200000

100000 5.51 .
Li@f7 1.59 2.452.62 /\ /\

o ey —— T S

T T T T =TT T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VX000603.D

500000
10.12

8.73
400000 11.15

300000

200000 6.87

100000

L |

i R L A —

—— T —7—r
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VX000603.D

I10.| 50I I11.| OOI
500000
400000
300000

200000

100000

I e e e e e e e L s S o s s s s e s s S LA S s s e e S s S S s s S
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX033118\
Data File : VX000603.D

Aca On : 31 Mar 2018 19:33

Operator : JC/MD

Sample : J2150-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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.

1.27 5.13 ug/Il 33725 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 112 (1.270 min): VX000603.D (-108) (-) m/z 64.00 100.00%

64
48
5000

39 100 120 140 160
S — m/z 48.00 58.68%

m/z--> 20 40 60 80 100 120 140 160
Abundance

5000 T
1.00 1.20 1.40 1.60

m/z 65.90 5.09%

32
ot
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.00 1.20 1.40 1.60
5000 48 m/z 50.00 2.51%
28
16
0 39 77 93 106115 130 143 169
T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #6179: Aminomethanesulfonic acid
64 1.00 1.20 1.40 1.60
m/z 39.80 0.71%
48
5000
o Ll | 8 94 111
e
m/z--> 20 40 60 80 100 120 140 160 1.00 1.20 1.40 1.60

82X032018W.M Wed Apr 04 11:56:51 2018

Page:



Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX033118\
Data File : VX000603.D

Acq On : 31 Mar 2018 19:33

Operator : JC/MD

Sample - J2150-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 1.27 5.1 ug/Il 33725 1 5.68 329010 50.0
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