LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101518\
Data File : VX005340.D

Acq On : 15 Oct 2018 13:41

Operator : JC/MD

Sample - J5472-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 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\82X101218W_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 1.337 24 30 32 rBv 36942 78044 6.51% 1.142%
2 2.446 206 212 224 rVB 55968 96582 8.06% 1.413%
3 2.617 234 240 249 rBvY 75075 133165 11.11% 1.949%
4 3.013 301 305 314 rvB2 6918 16433 1.37% 0.240%
5 4.604 555 566 574 rBV3 7840 22171 1.85% 0.324%
6 4.702 574 582 590 rBvV 11139 35767 2.99% 0.523%
7 5.501 702 713 727 rBV2 146970 418940 34.96% 6.130%
8 5.665 728 740 756 rBvV2 264173 740147 61.77% 10.830%
9 6.068 793 806 819 rBV2 161447 427428 35.67% 6.254%
10 6.860 924 936 951 rBV 362930 875590 73.08% 12.812%
11 7.555 1043 1050 1058 rBvV 10219 20243 1.69% 0.296%

12 8.713 1233 1240 1265 rBV 740213 1198190 100.00% 17.533%
13 10.116 1463 1470 1489 rBV 729452 1010271 84.32% 14.783%
14 11.140 1632 1638 1654 rBV 604033 776845 64.83% 11.367%
15 12.079 1786 1792 1802 rVB 797282 967938 80.78% 14.164%

16 12.274 1818 1824 1836 rBV 9422 16277 1.36% 0.238%

Sum of corrected areas: 6834031
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101518\
Data File : VX005340.D

Acq On : 15 Oct 2018 13:41

Operator : JC/MD

Sample - J5472-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_M
SW846 8260

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

Abundance TIC: VX005340.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101518\
Data File : VX005340.D

Acq On : 15 Oct 2018 13:41

Operator : JC/MD

Sample - J5472-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 2

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

1.34 5.27 ug/l 78044 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 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 9
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 31 (1.343 min): VX005340.D (-24) (-) m/z 64.00 100.00%
64
5000 48
28 54 5 112 1.301.401.501.60 1.70
R T B L B e B T m/z 48.00 50.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64
5000 48
1.301.401.501.60 1.70
m/z 44.00 5.27%
16 32
”'I”l'P"Wl'”I'”'I”"P b
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
1.301.401.501.60 1.70
5000 48 m/z 66.00 4_73%
17
24 32 42 58 76 96
miz--> 10 20 30 40 50 60 70 8 9 100 110
Abundance #18804: 2-Aminoethyl hydrogen sulfate
64 1.301.401.501.60 1.70
m/z 49.90 2.32%
5000 48
42 58 ||, 80 93 111
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8IO 9'0 1(')0 110 ' 1.301.40 1.501.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101518\
Data File : VX005340.D

Acq On : 15 Oct 2018 13:41

Operator : JC/MD

Sample - J5472-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 1

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

2.62 9.00 ug/l 133165 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56
3 Formic acid, l1l-methylethyl ester 88 C4H802 000625-55-8 40
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance Scan 240 (2.617 min): VX005340.D (-234) (-) m/z 45.10 100.00%
45
5000 /l
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Syt W T P S |- E— m/z 43.05 22.12%
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Abundance #294: |sopropy! Alcohol
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27 m/z 41.05 8.39%
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m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45
2.20 2.40 2.60 2.80 3.00
5000 m/z 39.05 6.55%
73
27 43 39 59 79 88
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2069: Formic acid, 1-methylethyl ester T T T TR R
45 2.20 2.40 2.60 2.80 3.00
m/z 42.10 5.22%
5000
27
‘ 39‘ 73
L2 | 5459 67 | 88
m/z--> 10 20 30 40 50 60 70 80 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\VX101518\
Data File : VX005340.D

Acq On : 15 Oct 2018 13:41

Operator : JC/MD

Sample - J5472-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 1.34 5.3 ug/Il 78044 1 5.67 740147 50.0
Isopropyl Alcohol 2.62 9.0 ug/Il 133165 1 5.67 740147 50.0

82X101218W.M Tue Oct 16 13:37:14 2018 RPT1 Page: 5



