LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112320\
Data File : VvU041404.D

Aca On : 23 Nov 2020 21:50

Operator : SY/MD

Sample : L4849-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 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 U\METHOD\SOMUTR112320WMA .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 1.375 5 11 26 rvB3 6328 8132 2.20% 0.300%
2 1.504 30 51 58 rBv3 11382 26979 7.28% 0.994%
3 1.623 77 88 100 rvB 328332 370405 100.00% 13.652%
4 1.941 181 187 198 rvB2 28312 38445 10.38% 1.417%
5 2.022 205 212 218 rBV3 10043 12389 3.34% 0.457%
6 2.591 379 389 406 rVB 57991 94171 25.42% 3.471%
7 3.388 623 637 641 rBV 13687 24353 6.57% 0.898%
8 3.427 643 649 666 rVB3 24213 54722 14.77% 2.017%
9 3.912 786 800 813 rBV2 4384 10033 2.71% 0.370%

10 4_.706 1030 1047 1058 rBvV 112237 264924 71.52% 9.764%

11 4.896 1094 1106 1120 rVB2 7644 19610 5.29% 0.723%
12 5.105 1156 1171 1188 rBV2 51246 110105 29.73% 4._.058%
13 5.771 1359 1378 1394 rBV2 107156 259485 70.05% 9.564%
14 6.298 1529 1542 1558 rBV2 80612 148021 39.96% 5.456%

15 6.472 1590 1596 1608 rBV2 1749 3926 1.06% 0.145%
16 6.735 1664 1678 1697 rVB 63786 120880 32.63% 4._.455%
17 7.594 1933 1945 1961 rVB2 31024 53460 14.43% 1.970%
18 7.922 2034 2047 2062 rBvV 110001 186631 50.39% 6.879%
19 8.201 2120 2134 2148 rBV2 20874 33859 9.14% 1.248%
20 8.661 2261 2277 2306 rBvV 141320 266872 72.05% 9.836%
21 8.806 2312 2322 2332 rVB5 2238 3757 1.01% 0.138%
22 9.427 2501 2515 2533 rBvV 117007 190981 51.56% 7.039%
23 10.758 2918 2929 2942 rVB 50754 81145 21.91% 2.991%

24 11.809 3241 3256 3268 rBV 101508 158896 42.90% 5.856%
25 12.188 3356 3374 3392 rBV 109220 171042 46.18% 6.304%

Sum of corrected areas: 2713223
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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 U\DATA\VU112320\
Vu041404.D

23 Nov 2020 21:50

SY/MD

L4849-12

25_0mL/MSVOA U/WATER

27 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112320WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000
1.34.5

TIC: VU041404.D
62

4.71

2.59

3.91

5.77

ol
Time-->

3
L e L m s e Tl
3.50 4.00

Abundance

300000

250000

200000

150000

100000

50000

TIC: VU041404.D

8.66

7.02 9.43

10.76

|

1181 12!

Ot—
Time-->

T = T
9.00 9.50 10.00 10.50

T
11.00

T
11.50

12.00

Abundance

300000

250000

200000

150000

100000

50000

TIC: VU041404.D

0
Time-->

12.50

L e e e e s P
13.00 15.50

1T
16.00

T
16.50

T
17.00

T
17.50

SOMUTR112320WMA.M Wed Nov 25 15:31:21 2020

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112320\
Data File : VU041404.D

Aca On : 23 Nov 2020 21:50

Operator : SY/MD

Sample : L4849-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112320WMA .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 2

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

1.50 0.91 ug/L 26979 1,4-Difluorobenzene 6.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 56
2 Sulfur dioxide 64 02S 007446-09-5 56
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 43
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 50 (1.501 min): VU041404.D (-30) (-) m/z 64.00 100.00%
64
43
5000
| | 1.40 1.50 1.60 1.70 1.80 1.90
e | O I m/z 43.10 72.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #358: Sulfur dioxide
5000
1.40 1.50 1.60 1.70 1.80 1.90
2 m/z 48.00 56.13%
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
1.40 1.50 1.60 1.70 1.80 1.90
5000 48 m/z 41.00 47 .56%
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
64 1.40 1.50 1.60 1.70 1.80 1.90
48 m/z 42.10 26.22%
5000
42
0 .|, 58 | 7581 96 111
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 ﬁo ' 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112320\
Data File : VU041404.D

Aca On : 23 Nov 2020 21:50

Operator : SY/MD

Sample : L4849-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112320WMA .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 Ethyl Acetate Concentration Rank 3

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

4.90 0.66 ug/L 19610 1,4-Difluorobenzene 6.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 CH3C(0)YCH2CH20H 88 C4H802 000590-90-9 83
3 Ethvl Acetate 88 C4H802 000141-78-6 64
4 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 9
5 Ethyl Acetate 88 C4H802 000141-78-6 9

Abundance Scan 1107 (4.899 min): VU041404.D (-1094) (-) m/z 43.05 100.00%
a3
5000
e 7P o 460 480 500 520
S S E . . m/z 70.10 14.46%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate
43
5000 ISR AR SRR LLARE R
4.60 4.80 5.00 5.20
0,
- 61 7o . m/z 61.10 11.30%
0 1\5 | ‘ ! \‘ 55 ‘ ‘ \75
LN SRR FUELELL UL UL S S FUELEL SURLL S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
460 480 500 520
5000 m/z 45.00 7.36%
2 38 50 88
G S L UL SIS SIS UL SIS SURL LS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2017 Ethyl Acetate SNBSS | N
43 4.60 4.80 5.00 5.20
m/z 73.00 5.35%
5000
15 29 61 70
0'"I'J"I”l'l"'Wlah'l"”IM"'l“"I"?ﬁ"" ISR AR RN LN R
m/z--> 10 20 30 40 50 60 70 80 90 4.60 4.80 5.00 5.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112320\
Data File : VvU041404.D

Acq On : 23 Nov 2020 21:50

Operator : SY/MD

Sample - L4849-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112320WMA .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]
Sulfur dioxide 1.50 0.9 ug/L 26979 1 6.30 148021 5.0
Ethyl Acetate 4.90 0.7 ug/L 19610 1 6.30 148021 5.0
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