LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV070220\
Data File : VV017310.D

Aca On = 02 Jul 2020 14:56

Operator : SY/MD

Sample : L3154-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 13 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\SOMVTR061720WMA .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 1.225 36 42 48 rBV 86280 75899 5.69% 1.062%
2 1.319 63 71 79 rBv2 187385 196316 14.72% 2.747%
3 1.361 79 84 99 rvB 17532 22208 1.67% 0.311%
4 1.489 108 124 146 rBvV 153481 482727 36.21% 6.755%
5 1.579 147 152 162 rVB 68807 89658 6.72% 1.255%

1.647 168 173 181 rVB3 15120 19998 1.50% 0.280%

2.126 314 322 342 rVB 123693 186221 13.97% 2.606%
2.788 514 528 548 rVB 644062 1333270 100.00% 18.657%
3.216 648 661 675 rvB2 28218 58451 4._.38% 0.818%
3.930 867 883 911 rBV2 74118 247709 18.58% 3.466%

=
QO ~NO®

11 4.376 1009 1022 1045 rBV2 104538 256955 19.27% 3.596%
12 5.074 1222 1239 1273 rBV2 227798 597663 44.83% 8.363%
13 5.643 1403 1416 1435 rBvV 222528 442227 33.17% 6.188%
14 5.942 1498 1509 1521 rBV6 17002 34469 2.59% 0.482%
15 6.097 1542 1557 1576 rBvV2 130869 268877 20.17% 3.762%

16 7.013 1830 1842 1855 rBV2 62289 115942 8.70% 1.622%
17 7.338 1932 1943 1959 rBvV 263827 454629 34.10% 6.362%
18 7.646 2030 2039 2055 rBVv2 38164 62309 4.67% 0.872%
19 8.109 2171 2183 2214 rBV 263659 491003 36.83% 6.871%
20 8.875 2408 2421 2441 rBV 326247 535627 40.17% 7.495%

21 10.238 2833 2845 2858 rBvV 96700 154212 11.57% 2.158%
22 11.270 3155 3166 3183 rBV 332976 520484 39.04% 7.283%
23 11.646 3270 3283 3299 rBV 288333 456127 34.21% 6.383%

24 14.846 4270 4278 4292 rVB6 11648 22982 1.72% 0.322%
25 15.389 4435 4447 4456 rVB4 9458 20406 1.53% 0.286%
Sum of corrected areas: 7146369
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV070220\
VV017310.D

02 Jul 2020 14:56

SY/MD

L3154-07

25_0mL/MSVOA V/WATER

13 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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\VV070220\
Data File : VV017310.D

Aca On = 02 Jul 2020 14:56

Operator : SY/MD

Sample : L3154-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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.

1.23 0.86 ug/L 75899 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 50
3 Isobutane 58 C4H10 000075-28-5 42
4 Cvclopropanecarboxaldehvde 70 C4H60 001489-69-6 12
5 Isobutane 58 C4H10 000075-28-5 9

Abundance Scan 43 (1.229 min): VV017310.D (-36) (-) m/z 43.10 100.00%
43
5000
58 1.20 1.30 1.40 1.50 1.60
o/ || O N — LA S Y 52 To TIN5 Y - Y. ]
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #235: Isobutane
43
5000
o7 1.20 1.30 1.40 1.50 1.60
m/z 42.00 33.32%
15 ‘ 57
B R A L s B R A LA LA RS AL B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
1.20 1.30 1.40 1.50 1.60
5000 m/z 39.00 23.69%
27
o 1 15 57
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #237: Isobutane
43 1.20 1.30 1.40 1.50 1.60
m/z 58.10 4._.28%
5000
27
15
2 | ‘ 57
G B A AR SRS RAARA RS AARRA RN RERAN LARSN ALY SARAS AARANNAL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\VV070220\
Data File : VV017310.D

Aca On = 02 Jul 2020 14:56

Operator : SY/MD

Sample : L3154-07

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 Sulfur dioxide Concentration Rank 1

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

1.49 5.46 ug/L 482727 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 64
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 124 (1.489 min): VV017310.D (-108) (-) m/z 64.00 100.00%
64
48
5000
1.20 140 1.60 1.80
Obr e e 2 e G O m/z 47.95 61.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #358: Sulfur dioxide
5000 DL S
1.20 140 1.60 1.80
2 m/z 65.85 5.06%
0 ‘ ! |
UM SURILELS UL S I SU LI IUL LN SO SULILSE S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
120 140 160 180
5000 48 m/z 49.90 2.96%
16 32
s s R UL I U UL UL UL SIS WS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6178: Aminomethanesulfonic acid IR B S
64 1.20 140 160 1.80
48 m/z 64.95 0.86%
5000
42
0 o1, %8 | 7581 96 111 [\
mz-> 10 20 30 40 50 60 70 8 90 100 110 120 140 160 1.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV070220\
Data File : VV017310.D

Acq On = 02 Jul 2020 14:56

Operator : SY/MD

Sample : L3154-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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... 1.23 0.9 ug/L 75899 1 5.64 442227 5.0
Sulfur dioxide 1.49 5.5 ug/L 482727 1 5.64 442227 5.0
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