LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112320\
Data File : VU041390.D

Aca On : 23 Nov 2020 16:09

Operator : SY/MD

Sample : L4849-16

Misc : 25.0mL/MSVOA U/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 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 1.478 35 43 56 rBv2 14326 36450 9.89% 1.273%
2 1.607 72 83 94 rBvV3 109966 131510 35.67% 4 .592%
3 1.919 173 180 194 rVB 21275 30486 8.27% 1.065%
4 2.002 197 206 220 rvB2 28886 40561 11.00% 1.416%
5 2.575 374 384 397 rBV 42504 68661 18.62% 2.397%
6 3.054 523 533 543 rBV5 2470 4272 1.16% 0.149%
7 3.150 549 563 576 rBv4 6211 13586 3.69% 0.474%
8 3.369 613 631 650 rBVY2 180089 368674 100.00% 12.873%
9 3.887 777 792 809 rBV 17905 42261 11.46% 1.476%
10 4.549 982 998 1010 rBV6 3742 8326 2.26% 0.291%

11 4.639 1011 1026 1055 rBV 50671 135644 36.79% 4._.736%
12 4.819 1066 1082 1110 rBV 107768 235811 63.96% 8.234%
13 5.079 1147 1163 1181 rVB2 49636 108553 29.44% 3.790%
14 5.739 1348 1368 1379 rBv4 87175 235481 63.87% 8.222%
15 6.263 1517 1531 1545 rBV 71146 132459 35.93% 4.625%

16 6.703 1654 1668 1684 rBvV 57842 112376 30.48% 3.924%

17 7.571 1928 1938 1956 rvVB2 28674 49674 13.47% 1.735%
18 7.906 2029 2042 2056 rBvV 103577 175880 47.71% 6.141%
19 8.185 2119 2129 2139 rBV2 19242 31263 8.48% 1.092%

20 8.639 2257 2270 2299 rBvV 163916 301738 81.84% 10.536%

21 9.420 2501 2513 2532 rBV 110799 184680 50.09% 6.449%
22 10.754 2916 2928 2942 rBV2 49853 79824 21.65% 2.787%
23 10.893 2961 2971 2982 rBV2 5150 7680 2.08% 0.268%
24 11.809 3245 3256 3271 rBV 97131 154820 41.99% 5.406%
25 12.188 3359 3374 3389 rBvV 108998 173192 46.98% 6.047%

Sum of corrected areas: 2863862
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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 U\DATA\VU112320\
VU041390.D

23 Nov 2020 16:09

SY/MD

L4849-16

25_0mL/MSVOA U/WATER

13 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 TIC: VU041390.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112320\
Data File : VU041390.D

Aca On : 23 Nov 2020 16:09

Operator : SY/MD

Sample : L4849-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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 4

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

1.48 1.38 ug/L 36450 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Sulfur dioxide 64 02S 007446-09-5 74
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 44 (1.481 min): VU041390.D (-35) (-) m/z 64.00 100.00%
64
48
5000
20 1.40 1.50 1.60 1.70 1.80 .90
O T T T e e e o e o m/z 48.00 56.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #358: Sulfur dioxide
5000 AR ISR AN AN IR R
1.40 1.50 1.60 1.70 1.80 1.90
2 m/z 65.90 5.64%
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 45.00 3.60%
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 #6179: Aminomethanesulfonic acid
64 1.40 1.50 1.60 1.70 1.80 1.90
m/z 50.00 2.89Y%
48
5000
42
0 Ao |, 58 |, 71 81 94 111
UM SURILIL SR SIS I SO IUL UL SO SULILSE S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : VU041390.D

Aca On : 23 Nov 2020 16:09

Operator : SY/MD

Sample : L4849-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.00 1.53 ug/L 40561 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 81
2 Butane. 2-methvl- 72 C5H12 000078-78-4 64
3 1-Propene. 2-methvl- 56 C4HS8 000115-11-7 27
4 1.3-Dimethvldiaziridine 72 C3H8N2 026177-36-6 25
5 Propane, 2-methyl-1-nitro- 103 C4H9NO2 000625-74-1 17

Abundance Scan 205 (1.999 min): VU041390.D (-197) (-) m/z 41.00 100.00%
4.1
57
5000
38 ||la 5053 66 2 1.60 1.80 2.00 2.20 2.40
0““““P“W“W““PMP“W““W“PJ4'W““LMLWW““W“HLW“W“ m/z 43.10 99.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000 \ T L
160 1.80 200 220 2.40
29 % m/z 42.10 81.64%
0 15 2¢ AL 5053‘ 6267 2
miz--> 8% 1o 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
e e e
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 76.33%
39
o 1 12 26 33 5053 616467 /2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #188: 1-Propene, 2-methyl- PP
4 1.60 1.80 2.00 2.20 2.40
m/z 38.95 39.66%
5000 %6
28 $
o 2 15 5| 3 5053
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112320\
Data File : VU041390.D

Aca On : 23 Nov 2020 16:09

Operator : SY/MD

Sample : L4849-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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 3 (DEL) Alkane: Cyclic3.15 Concentration Rank 5

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

3.15 0.51 ug/L 13586 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
2 Cvclopentane 70 C5H10 000287-92-3 9
3 1-Pentene 70 C5H10 000109-67-1 9
4 1-Pentene 70 C5H10 000109-67-1 9
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 9

Abundance Scan 563 (3.150 min): VU041390.D (-549) (-) m/z 42.10 100.00%
4
5000
39 55 70
| 67 280 300 320 340
0”””“P”W”“P”W”“P”W””P”W”LP'W””PJW“”P”WJJP”W““P m/z 39.00 40.45%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #576: Cyclopropane, ethyl-
42
5000 %5 g ""IEI N R R
27 39 70 2.80 3.00 3.20 3.40
15 m/z 55.10 38.94%
0 2 12 | 24,131 36,/|/|, 4851 | 6063 67
miz--> T T T S o a5 o e o o T
Abundance
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5000 m/z 70.10 34 .56%
55 70
o7 39
0 1 1215 3134 51 6063 67
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Abundance #551: 1-Pentene R e e R
4 2.80 3.00 3.20 3.40
55 m/z 41.10 33.33%
5000 70
29 39
15 Zé | 51 62 67
L s LA AN LAy SN LARS) SARSY AAAR) SALAS EARATANLES RARSA SARAA AL RAAA AR SR SR LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112320\
Data File : VU041390.D

Aca On : 23 Nov 2020 16:09

Operator : SY/MD

Sample : L4849-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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 4 Ethyl Acetate Concentration Rank 1

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

4.82 8.90 ug/L 235811 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 53

Abundance Scan 1082 (4.819 min): VU041390.D (-1066) (-) m/z 43.10 100.00%
a3
5000
| 6|1 70 P 440 4.60 4.80 5.00 5.20
o e N m/z 45.10 14.10%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43
5000
440 4.60 4.80 5.00 5.20
m/z 61.10 13.55%
29 61 4o
0 1\5 \“ ! “ 55 ‘ ‘ 1 83 8\8
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43
|'“'|X\'w"w"“|'“
440 4.60 4.80 5.00 5.20
5000 m/z 70.10 9.82%
61
15 29 o 70 e a8
e S L L S UL L UL S IS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate e BAmm L
43 440 4.60 4.80 5.00 5.20
m/z 42.10 7.50%
5000
29 61
N I SN M| N - . S
m/z--> 10 20 30 40 50 60 70 80 90 440 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 : VU041390.D

Acq On : 23 Nov 2020 16:09

Operator : SY/MD

Sample - L4849-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR112320WMA_M
Quant Title : TRACE VOA SOM01.0

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 1.48 1.4 ug/L 36450 1 6.26 132459 5.0
(DEL) Alkane: Str... 2.00 1.5 ug/L 40561 1 6.26 132459 5.0
(DEL) Alkane: Cyc... 3.15 0.5 ug/L 13586 1 6.26 132459 5.0
Ethyl Acetate 4.82 8.9 ug/L 235811 1 6.26 132459 5.0
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