LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013762.D

Aca On = 25 Nov 2019 13:48

Operator : SY/MD

Sample : K5941-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\METHOD\SOMVTR112219WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

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

1.203 28 35 63 rBvV 991522 2034036 46.03% 10.478%
1.319 65 71 83 rvB2 622141 705861 15.98% 3.636%
rBv 131710 139911 3.17% 0.721%
2.139 314 326 349 rVB 2958040 4418526 100.00% 22.762%
2.788 514 528 547 rBV 521883 907173 20.53% 4.673%
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3.225 649 664 687 rBvV 349364 724309 16.39% 3.731%
3.923 869 881 915 rBv4 175581 703442 15.92% 3.624%
4.396 1012 1028 1049 rBV2 200546 485283 10.98% 2.500%
5.090 1223 1244 1261 rBV2 443668 1108700 25.09% 5.711%
5.177 1262 1271 1289 rVB3 58589 135175 3.06% 0.696%

=
QO ~NO®

11 5.659 1408 1421 1442 rBV 380817 758745 17.17% 3.909%
12 5.955 1499 1513 1531 rBV 631176 1217192 27 .55% 6.270%
13 6.113 1548 1562 1579 rBV 259537 523088 11.84% 2.695%
14 6.405 1641 1653 1672 rBV2 86558 193381 4._.38% 0.996%
15 7.026 1835 1846 1862 rBV 114037 208559 4.72% 1.074%

16 7.357 1936 1949 1965 rBV 482268 843047 19.08% 4._.343%
17 7.659 2033 2043 2056 rBvV2 65000 115626 2.62% 0.596%
18 7.881 2102 2112 2124 rVB4 30030 54349 1.23% 0.280%
19 8.129 2177 2189 2230 rBV 544104 1189064 26.91% 6.125%
20 8.891 2414 2426 2445 rBV 602636 961359 21.76% 4._.952%

21 10.257 2839 2851 2864 rBV 217147 336947 7.63% 1.736%
22 11.289 3160 3172 3187 rBV 532015 839716 19.00% 4_.326%
23 11.666 3277 3289 3309 rBvV 494871 808663 18.30% 4.166%

Sum of corrected areas: 19412152
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA VA\DATA\VV112519\
VV013762.D

25 Nov 2019 13:48

SY/MD

K5941-20

25.0mL/MSVOA V/WATER

9 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013762.D

Aca On = 25 Nov 2019 13:48

Operator : SY/MD

Sample = K5941-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M
TRACE VOA SOM01.0

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.

1.20 13.40 ug/L 2034040 1,4-Difluorobenzene 5.66
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 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 34 (1.200 min): VV013762.D (-28) (-) m/z 63.95 100.00%
64
11,20 1.30 1.40 1.50 1.60
o/ SRS N PN ol & N1 <. —— m/z 47.95 50.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 HUAR RN AR IUUUAE UL AR
1.20 1.30 1.40 1.50 1.60
m/z 66.00 4 _.90%
16 R
0""I"!'I""I L L B U SR S
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
HUAR LA AR IUUUAE UL AR
1.20 1.30 1.40 1.50 1.60
5000 48 m/z 50.00 2.22%
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- e
64 1.20 1.30 1.40 1.50 1.60
m/z 65.00 0.95%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013762.D

Aca On = 25 Nov 2019 13:48

Operator : SY/MD

Sample = K5941-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M
TRACE VOA SOM01.0

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 1,4-Dioxane Concentration Rank 3

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

6.41 1.27 ug/L 193381 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dioxane 88 C4H802 000123-91-1 91
2 1.4-Dioxane 88 C4H802 000123-91-1 90
3 1.4-Dioxane 88 C4H802 000123-91-1 87
4 1.4-Dioxane 88 C4H802 000123-91-1 72
5 1,3,6-Trioxocane 118 C5H1003 001779-19-7 43

Abundance Scan 1654 (6.409 min): VV013762.D (-1641) (-) m/z 88.10 100.00%

88
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0 B e e m/z 58.10  69.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2011: 1,4-Dioxane
5000 | LI (LI L L L L LB L
58 88 6.00 6.20 6.40 6.60 6.80
23 m/z 43.10 26 .40%
o 73
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
28
g8 RS EEEEEEES S o
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5000 58 m/z 57.05 23.95%
43
0 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2012: 1,4-Dioxane
8 6.00 6.20 6.40 6.60 6.80

m/z 87.10 9.88%
88

5000 58

43
| 1 73
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60 6.80

-

SOMVTR112219WMA .M Tue Nov 26 15:41:40 2019

Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV112519\
Data File : VV013762.D

Acq On = 25 Nov 2019 13:48

Operator : SY/MD

Sample - K5941-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M
TRACE VOA SOMO01.0

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 1.20 13.4 ug/L 2034040 1 5.66 758745 5.0
1,4-Dioxane 6.41 1.3 ug/L 193381 1 5.66 758745 5.0
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