LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122319\
Data File : VX014209.D

Aca On : 23 Dec 2019 17:56

Operator : JC/SP

Sample : K6387-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 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\82X121319W.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 1.070 26 30 39 rBv 426155 534661 20.07% 3.533%
2 1.265 59 62 70 rBv 159836 187959 7.06% 1.242%
3 1.601 109 117 121 rvVB 31487 69125 2.59% 0.457%
4 2.430 250 253 259 rVB 17823 28642 1.08% 0.189%
5 2.588 272 279 291 rVB 118774 218010 8.18% 1.441%

3.009 338 348 356 rBV 59250 150992 5.67% 0.998%
4._.667 614 620 630 rvB2 23559 70980 2.66% 0.469%
5.490 744 755 766 rBV 300974 851005 31.94% 5.623%
5.649 770 781 797 rVB 546605 1556868 58.44% 10.287%
10 6.051 837 847 860 rVvB 338216 877162 32.92% 5.796%

©oo~NO®

11 6.850 969 978 989 rBV 839717 1953978 73.34% 12.912%
12 8.709 1276 1283 1292 rBV 1760731 2664124 100.00% 17.604%
13 10.111 1507 1513 1525 rBV 1628707 2266306 85.07% 14.975%
14 11.135 1675 1681 1690 rBV 1279812 1702766 63.91% 11.252%
15 12.074 1829 1835 1843 rBV 1641143 2001025 75.11% 13.222%

Sum of corrected areas: 15133603
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122319\
Data File : VX014209.D

Aca On : 23 Dec 2019 17:56

Operator : JC/SP

Sample : K6387-06

Misc - 5.0mL/MSVOA X/WATER

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.M
Quant Title : SW846 8260

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

Abundance TIC: VX014209.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122319\
Data File : VX014209.D

Aca On : 23 Dec 2019 17:56

Operator : JC/SP

Sample : K6387-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Sulfur dioxide Concentration Rank 3

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

1.27 6.04 ug/l 187959 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 4.6-Diamino-5-pvrimidinvl hvdroa... 206 C4H6N404S 071525-41-2 74
3 2.4.6-Triamino-5-pvrimidinvl hyd... 221 C4H7N504S 071552-23-3 9
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 63 (1.271 min): VX014209.D (-59) (-) m/z 63.95 100.00%
64
5000 48 [L
rrrrrTrTT T e T T T T T
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Olrrrprrrrprbrr o ok A28 141 161175192207 226241 262 287 .| 'm/z 48_.00  49.24%
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Abundance #357: Sulfur dioxide
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Abundance
64
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Abundance #78389: 2,4,6-Triamino-5-pyrimidinyl hydrogen sulfate MV.J", LA s o
64 1.00 1.20 140 1.60

m/z 65.00 1.36%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122319\
Data File : VX014209.D

Aca On : 23 Dec 2019 17:56

Operator : JC/SP

Sample : K6387-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121319W.M
Quant Title : 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 Propane, 2-ethoxy- Concentration Rank 2

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

2.59 7.00 ug/l 218010 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-ethoxv- 88 C5H120 000625-54-7 72
2 Isopropvl Alcohol 60 C3H80 000067-63-0 72
3 Formic acid. 1l-methvlethvl ester 88 C4H802 000625-55-8 50
4 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 39
5 2-Hexanol 102 C6H140 000626-93-7 9

Abundance Scan 279 (2.588 min): VX014209.D (-272) (-) m/z 45.10 100.00%
45
5000

220 240 2.60 2.80 3.00

0 .,....,....1,'| 30 84 102 123 152 183 207224 252272289 | m/z 43.05  22.49%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2104: Propane, 2-ethoxy-
45
5000

220 240 2.60 2.80 3.00

73
27 ‘ ‘ m/z 41.05 7.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
R e LR ERRR R
2.20 2.40 2.60 2.80 3.00
5000 m/z 39.10 6.81%
27
0 60
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2067: Formic acid, 1-methylethyl ester
45 2.20 2.40 2.60 2.80 3.00
m/z 42.05 5.78%
5000
27 73
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.20 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\VX122319\
Data File : VX014209.D

Acq On : 23 Dec 2019 17:56

Operator : JC/SP

Sample - K6387-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W.M
Quant Title : 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 6.0 ug/Il 187959 1 5.65 1556870 50.0
Propane, 2-ethoxy- 2.59 7.0 ug/l 218010 1 5.65 1556870 50.0
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