LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX103018\
Data File : VX005699.D

Acg On - 30 Oct 2018 18:34

Operator : JC/MD

Sample - J5692-13 :
Misg - 5.0mL/MSVOA_X/WATER I el A e
ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X102418W_M

Title : SW846 8260

Signal > TIC

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

1.404 26 41 47 rBvV2 22975 115708 11.45% 1.995%
2.611 231 239 249 rBV 36805 68021 6.73% 1.173%
rBv2 3988 12461 1.23% 0.215%
5.501 702 713 727 rBv4 128902 370148 36.64% 6.381%
5.665 728 740 760 rBV 214205 628793 62.24% 10.840%
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6.067 794 806 821 rBV2 146256 388931 38.49% 6.705%
6.860 925 936 965 rBV 323428 796297 78.81% 13.727%
7.214 985 994 1003 rBV 20995 45006 4._.45% 0.776%
8.713 1233 1240 1266 rBV 620790 1010352 100.00% 17.417%
10 10.116 1463 1470 1485 rBV 619370 866005 85.71% 14.929%

©oo~NO®

11 11.140 1632 1638 1651 rBV 524695 666023 65.92% 11.481%
12 12.079 1786 1792 1802 rBV 679147 833171 82.46% 14.363%

Sum of corrected areas: 5800916
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX103018\
VX005699.D

30 Oct 2018 18:34

JC/MD

J5692-13

5.0mL/MSVOA_X/WATER

18 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

FT-PZ4581-20181025
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX103018\

Data File : VX005699.D

Acg On - 30 Oct 2018 18:34

Operator : JC/MD

Sample - J5692-13 :
Misg - 5.0mL/MSVOA_X/WATER I el A e
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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 1 Sulfur dioxide Concentration Rank 1

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

1.40 9.20 ug/l 115708 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 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 40 (1.398 min): VX005699.D (-26) (-) m/z 64.00 100.00%
64
48 //MMW&NWWM%WMMN
5000
LR PSR N
36 140 160 1.80
O S o L B o o o m/z 48.00 54 _.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 L I L N
140 160 1.80
m/z 65.90 4 _.90%
16 R
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
140 160 180
5000 48 m/z 49.90 3.47%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- [\AIAI LIS L L B B N L
64 140 160 1.80
m/z 65.00 1.23%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169 e —
m/z--> 20 40 60 80 100 120 140 160 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX103018\

Data File : VX005699.D

Acg On - 30 Oct 2018 18:34

Operator : JC/MD

Sample - J5692-13 :
Misg - 5.0mL/MSVOA_X/WATER I el A e
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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 Isopropyl Alcohol Concentration Rank 2

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

2.61 5.41 ug/l 68021 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 80
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56
3 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 40
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
5 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 9

Abundance Scan 239 (2.611 min): VX005699.D (-231) (-) m/z 45.00 100.00%
45
5000 /\
B
39 59 2.20 2.40 2.60 2.80 3.00
o Y 1 Y PR S MY | AU S m/z 43.00 22.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #295: |sopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80 3.00
m/z 41.00 8.63%
1 Ty m, 59
L S S S UL UL UL UL S W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
45
220 240 260 280 3.00
5000 m/z 39.00 6.96%
73
21 25 39 59 79 88
L S S S UL UL LA UL S I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #275: Hydrazine, ethyl- L o
45 2.20 2.40 2.60 2.80 3.00
m/z 42.00 6.83%
5000 60
31
0"'w"'|'?ﬁ|"'??'”'|"'w""|”"|"”|""w' RIS SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 220 2.40 2.60 2.80 3.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX103018\

Data File : VX005699.D

Acg On - 30 Oct 2018 18:34

Operator : JC/MD

Sample - J5692-13 :
Misg - 5.0mL/MSVOA_X/WATER I el A e
ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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 1.40 9.2 ug/Il 115708 1 5.67 628793 50.0
Isopropyl Alcohol 2.61 5.4 ug/Il 68021 1 5.67 628793 50.0
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