LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032218\

Data File : VX000414.D

Aca On - 22 Mar 2018 18:37

Operator : JC/MD

sample - J2005-09

Misc - 5.0mL/MSVOA X/WATER O b
ALS Vial : 18 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 - W:\HPCHEM1\MSVOA X\METHOD\82X032018W.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

1.075 76 80 93 rBvV 280030 320975 63.03% 8.849%

1

2 1.276 107 113 120 rBV 22653 37870 7.44% 1.044%

3 1.404 129 134 142 rVBS 3273 7364 1.45% 0.203%

4 1.593 159 165 171 rVB4 4329 8868 1.74% 0.244%

5 2.623 327 334 344 rBV 35759 68484 13.45% 1.888%
3.075 399 408 417 rBV 17185 40587 7.97% 1.119%

3.215 420 431 445 rVB 177647 427365 83.92% 11.783%
5.513 797 808 822 rVB 62440 176116 34.58% 4 _.856%
5.678 824 835 846 rvVv 93552 253287 49.74% 6.983%
10 6.080 891 901 914 rBV 69464 179372 35.22% 4.945%

©oo~NO®

11 6.873 1020 1031 1044 rBvV 156529 364735 71.62% 10.056%
12 8.726 1328 1335 1343 rBvV 325333 509272 100.00% 14.041%
13 10.122 1558 1564 1575 rBV 344268 456002 89.54% 12.572%
14 11.146 1727 1732 1740 rBV 281619 346269 67.99% 9.547%
15 12.085 1880 1886 1893 rBV 353561 430479 84.53% 11.869%

Sum of corrected areas: 3627045
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032218\

Data File : VX000414.D

Aca On - 22 Mar 2018 18:37

Operator : JC/MD

Sample : J2005-09

Misc - 5.0mL/MSVOA X/WATER L e
ALS Vial : 18 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: VX000414.D
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Abundance TIC: VX000414.D
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Abundance TIC: VX000414.D
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032218\

Data File : VX000414.D

Aca On - 22 Mar 2018 18:37

Operator : JC/MD

sample - J2005-09

Misc - 5.0mL/MSVOA X/WATER O b
ALS Vial : 18 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 3

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

1.28 7.48 ug/l 37870 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 114 (1.282 min): VX000414.D (-107) (-) m/z 64.00 100.00%
64
48
5000
100 120 140 1.60
rr-rtrr—7—r m/z 48.00 57 .52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 UR S S L R
1.00 1.20 1.40 1.60
m/z 49.90 4 .04%
16 32
\ |
L L L L WL U B SN SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.00 1.20 1.40 1.60
5000 48 m/z 65.90 3.89%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160 V
Abundance #37600: L-Alanine, 3-sulfo- R Rl
64 1.00 1.20 1.40 1.60
m/z 65.10 2.04%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 1.00 1.20 1.40 1.60

82X032018W.M Fri Mar 23 11:22:55 2018 Page: 3



Library Search Compound Report

82X032018W.M Fri Mar 23 11:22:56 2018

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032218\

Data File : VX000414.D

Aca On - 22 Mar 2018 18:37

Operator : JC/MD

sample - J2005-09

Misc - 5.0mL/MSVOA X/WATER O b
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 Isopropyl Alcohol Concentration Rank 2

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

2.62 13.52 ug/Il 68484 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 2-Propanol. 1-chloro- 94 C3H7CIO 000127-00-4 9
4 4-Penten-2-ol 86 C5H100 000625-31-0 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 333 (2.617 min): VX000414.D (-327) (-) m/z 45.10 100.00%
45
5000
220 2.40 2.60 2.80 3.00
59
oTTTTrrrﬁﬂJ:”.,...?ﬂ....,....,..”,....,...F??. m/z 43.10 27.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #297: Isopropy! Alcohol
45
5000
220 2.40 2.60 2.80 3.00
m/z 39.00 9.27%
15\ 2‘7\\ \‘ 5\9
L L L L UL UL B B W
m/z--> 20 40 6! 80 100 120 140 160 180
Abundance
45 60
0 220 240 260 2.80 3.00
5000 m/z 41.10 8.99%
15
L L L L UL UL B B W
m/z--> 20 40 80 100 120 140 160 180
Abundance #2546: 2-Propanol, 1-chloro-
45 220 2.40 2.60 2.80 3.00
m/z 42.10 5.08%
5000
31
15
0....|....|....58|....7|9...94..|....|....|....|....|..
m/z--> 20 40 80 100 120 140 160 180 220 2.40 2.60 2.80 3.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

W:\HPCHEM1\MSVOA_X\DATA\VX032218\

VX000414.D

22

JC/MD
J2005-09
5.0mL/MSVOA_X/WATER

18

Mar 2018 18:37

MW-8S-031918

Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

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

Sulfur dioxide

Isopropyl Alcohol

1.28 7.5 ug/l 37870 1 5.68 253287 50.0
2.62 13.5 ug/I 68484 1 5.68 253287 50.0
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