LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042720\
Data File : VV015735.D

Aca On 27 Apr 2020 17:33

Operator : SY/MD

Sample : L2413-10DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 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\SOMVTR042220WMA .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 1.116 3 8 24 rVB 73058 70253 10.54% 1.455%
2 1.225 35 42 62 rBv2 22350 54092 8.12% 1.121%
3 1.315 63 70 79 rvB2 61573 68860 10.34% 1.427%
4 1.412 84 100 127 rBV 39713 221475 33.24% 4 .588%
5 1.576 145 151 162 rVB 47311 54963 8.25% 1.139%

6 2.119 311 320 336 rVB 86132 135305 20.31% 2.803%
7 2.524 437 446 458 rVB3 8909 15916 2.39% 0.330%
8 2.781 516 526 541 rVB3 6064 11806 1.77% 0.245%
9

3.936 870 885 926 rBv2 233636 666260 100.00% 13.803%
10 4.376 1002 1022 1045 rBV 78125 196588 29.51% 4.073%

11 5.074 1222 1239 1270 rBV2 176889 439516 65.97% 9.106%
12 5.643 1403 1416 1446 rBvV 170018 339564 50.97% 7.035%

13 5.942 1497 1509 1524 rVB10 5285 11062 1.66% 0.229%
14 6.096 1543 1557 1584 rBV 106968 222942 33.46% 4.619%
15 7.010 1826 1841 1860 rBV 45411 83814 12.58% 1.736%

16 7.338 1931 1943 1965 rBvV 207193 361093 54.20% 7.481%
17 7.646 2027 2039 2055 rBvV2 27437 46789 7.02% 0.969%
18 8.112 2172 2184 2216 rBV 262720 514238 77.18% 10.654%
19 8.874 2409 2421 2449 rBvV 263602 427014 64.09% 8.847%
20 10.238 2834 2845 2860 rBV 79784 126260 18.95% 2.616%

21 11.270 3155 3166 3188 rBV 264262 409664 61.49% 8.487%
22 11.646 3272 3283 3304 rBV 225047 349347 52.43% 7.238%

Sum of corrected areas: 4826821

SOMVTR042220WMA_.M Tue Apr 28 12:20:27 2020 Page: 1



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 V\DATA\VV042720\
VV015735.D

27 Apr 2020 17:33

SY/MD

L2413-10DL 5X

25_0mL/MSVOA V/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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\VV042720\
Data File : VV015735.D

Aca On : 27 Apr 2020 17:33

Operator : SY/MD

Sample : L2413-10DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

1.12 1.03 ug/L 70253 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 83
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Acetaldehyde 44 C2H40 000075-07-0 5

Abundance Scan 9 (1.119 min): VV015735.D (-3) (-) m/z 44.00 100.00%
39 M
5000
|| 5 120 130 140 150
0'”””'P”W””P'”P”W”'W””P'”ﬁ”w"i””P'”P”W”'W”” m/z 43.00 98.40%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #78: Propane
29
5000
a4 1.20 1.30 1.40 1.50
39 m/z 39.00 81.70%
o 1215 20 2 36, |,
AR RN RAREA RRARN RN RS SN RN RN RN RAREE RN R AR R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
29
1.20 1.30 1.40 1.50
5000 m/z 41.00 55.63%
44
39
o 1 1215 0 % 36
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #80: Propane
29 1.20 1.30 1.40 1.50
m/z 38.00 24 .12%
5000
39 44
15 2
0 2 12 | 19 | ‘
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 120 1.30 140 1.50

SOMVTRO42220WMA .M Tue Apr 28 12:20:31 2020 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042720\
Data File : VV015735.D

Aca On : 27 Apr 2020 17:33

Operator : SY/MD

Sample : L2413-10DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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 Aminomethanesulfonic acid Concentration Rank 4

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

1.23 0.80 ug/L 54092 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 64
3 Sulfur dioxide 64 02S 007446-09-5 64
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 43 (1.228 min): VV015735.D (-35) (-) m/z 63.95 100.00%
64
48
5000
41 58 1.20 1.30 1.40 1.50 1.60
Y A m/z 47.90 57.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6179: Aminomethanesulfonic acid
64
48
5000
1.20 1.30 1.40 1.50 1.60
12 m/z 42.95 21.49%
0 |, 58 |, 71 8l 94 111
LRI SURILIL S SIS I SUR AL IUL U SULELL SULILLE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
1.20 1.30 1.40 1.50 1.60
5000 m/z 41.00 10.57%
32
G s R UL IR L I UL UL IS WS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64 1.20 1.30 1.40 1.50 1.60
m/z 65.90 5.93%
5000 48
16 32
0'|"l'|""|l"'|""|""|' N AR RARES AR AR REARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\VV042720\
Data File : VV015735.D

Aca On : 27 Apr 2020 17:33

Operator : SY/MD

Sample : L2413-10DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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 3 Sulfur dioxide Concentration Rank 1

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

1.41 3.26 ug/L 221475 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 99 (1.409 min): VV015735.D (-84) (-) m/z 63.90 100.00%
64
48
5000
120 140 160 180
. . S RN AN— m/z 48.00 56.36%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #358: Sulfur dioxide
5000 1 LR P R N
1.20 140 160 1.80
2 m/z 65.85 5.11%
0 ‘ ! |
LN LN SRR FURLELAL AL UL SRR SRR LRI FUELEL U
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
64
A SEABE NSRS EREE NS
120 140 160 1.80
5000 48 m/z 49.90 2.75%
16 32
L L S S S UL UL UL SIS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6177: Aminomethanesulfonic acid T
64 1.20 140 160 1.80
m/z 77.10 1.26%
5000 48
17
0 12 ‘ 24 32 42 58 | 69 76 96
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|O 9'0 1(')0 1.20 140 160 1.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV042720\
Data File : VV015735.D

Acq On 27 Apr 2020 17:33

Operator : SY/MD

Sample : L2413-10DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .M
TRACE VOA SOMO01.0

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]

(DEL) Alkane: Str... 1.12 1.0 ug/L 70253 1 5.64 339564 5.0
Aminomethanesulfo. .. 1.23 0.8 ug/L 54092 1 5.64 339564 5.0
Sulfur dioxide 1.41 3.3 ug/L 221475 1 5.64 339564 5.0
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