LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100920\
Data File : VU040612.D

Aca On : 10 Oct 2020 02:52

Operator : SY/MD

Sample - L4352-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 40 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\SOMUTR100820WMA .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 1.366 3 8 20 rvB 365466 355265 47 .90% 6.317%
2 1.498 38 49 55 rBv 59060 87925 11.85% 1.563%
3 1.597 72 80 89 rvv3 163862 256379 34.56% 4 .558%
4 1.639 89 93 97 rvv 27658 26843 3.62% 0.477%
5 1.665 98 101 111 rVB 27358 28679 3.87% 0.510%
6 1.739 119 124 135 rvVB2 22919 28698 3.87% 0.510%
7 1.922 173 181 191 rVB 66934 92092 12.42% 1.637%
8 2.105 233 238 248 rVB3 10005 13657 1.84% 0.243%
9 2.167 248 257 267 rVV 29513 41200 5.55% 0.733%
10 2.215 268 272 281 rVB6 5179 7851 1.06% 0.140%
11 2.327 301 307 315 rvB4 6588 9515 1.28% 0.169%
12 2.581 374 386 399 rBV 120537 199378 26.88% 3.545%
13 3.610 696 706 717 rVB5 4816 9185 1.24% 0.163%

14 4.662 1012 1033 1072 rBV2 77536 297210 40.07% 5.284%
15 5.083 1148 1164 1187 rBV 108615 238519 32.16% 4.241%

16 5.742 1347 1369 1382 rBvV2 209313 556542 75.03% 9.895%
17 6.263 1515 1531 1552 rBV 176735 328778 44.33% 5.846%
18 6.703 1654 1668 1684 rBV 137335 266849 35.98% 4._.745%
19 7.575 1927 1939 1953 rBvV 65985 113951 15.36% 2.026%
20 7.906 2025 2042 2057 rBvV 233412 401220 54.09% 7.134%

21 8.186 2118 2129 2152 rBV2 42947 73910 9.96% 1.314%
22 8.642 2254 2271 2298 rBV 393507 741741 100.00% 13.188%
23 9.420 2500 2513 2536 rBvV 259238 427377 57.62% 7.599%

24 9.571 2551 2560 2571 rBV2 7636 11932 1.61% 0.212%
25 9.690 2584 2597 2610 rBV 29643 48200 6.50% 0.857%
26 10.099 2715 2724 2735 rBV2 8150 12505 1.69% 0.222%

27 10.755 2917 2928 2946 rVB 110736 179003 24.13% 3.183%
28 11.806 3240 3255 3274 rBV 232002 369870 49.87% 6.576%
29 12.063 3325 3335 3353 rBv4 4835 11946 1.61% 0.212%
30 12.185 3358 3373 3389 rvv 239408 388057 52.32% 6.900%

Sum of corrected areas: 5624277
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU100920\
Data File : VU040612.D

Aca On : 10 Oct 2020 02:52

Operator : SY/MD

Sample : L4352-09

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 40 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR100820WMA .M
Quant Title : TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU040612.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100920\
Data File : VU040612.D

Aca On : 10 Oct 2020 02:52

Operator : SY/MD

Sample : L4352-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA _M
Quant Title : 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 1

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

1.37 5.40 ug/L 355265 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 45
3 Cvclopropane 42 C3H6 000075-19-4 9
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 9 (1.369 min): VU040612.D (-3) (-) m/z 41.10 100.00%
41
5000
38 11 44
I sg 1.40 1.50 1.60 1.70 1.80
- e R e m/z 39.10 79.23%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #57: Propene
41
5000 27
1.40 1.50 1.60 1.70 1.80
3 m/z 42.10 63.88%
1 1215 19 24 44
e L A AR RS R AL AR AR KRR RARLS RAARS RS RRARS B
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
41
1.40 1.50 1.60 1.70 1.80
5000 27 m/z 40.05 25.38%
o 2 1215 20
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #60: Cyclopropane
1.40 1.50 1.60 1.70 1.80
39 m/z 38.10 20.49%
5000 27
o Yo o) 3g[))]
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100920\
Data File : VU040612.D

Aca On : 10 Oct 2020 02:52

Operator : SY/MD

Sample : L4352-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA _M
Quant Title : 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 unknown-01 Concentration Rank 3

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

1.50 1.34 ug/L 87925 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 42
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 40
3 Isobutane 58 C4H10 000075-28-5 10
4 lsobutane 58 C4H10 000075-28-5 10
5 Sulfur dioxide 64 02S 007446-09-5 9

Abundance Scan 50 (1.501 min): VU040612.D (-38) (-) m/z 43.10 100.00%
48 64
5000
N | 0 57 1.40 1.50 1.60 1.70 1.80 1.90
S| s S m/z 64.00 97.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64
5000 48
1.40 1.50 1.60 1.70 1.80 1.90
m/z 48.00 59.60%
16 32
O T T T T L T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
48
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 41.10 49 .82%
57 74 81 96 111
e L A RS AN AR RAARA RRARS RN RARRS RARRN SARSN ARRRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #236: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 42.10 35.73%
5000
27
N “‘ 36| ]|, so 57
m/z--> c') 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 ' 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\VU100920\
Data File : VU040612.D

Aca On : 10 Oct 2020 02:52

Operator : SY/MD

Sample : L4352-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA _M
Quant Title : 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: Cyclic2.17 Concentration Rank 4

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

2.17 0.63 ug/L 41200 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 87
2 2-Pentene. (2)- 70 C5H10 000627-20-3 86
3 2-Pentene 70 C5H10 000109-68-2 86
4 1-Pentene 70 C5H10 000109-67-1 76
5 1-Pentene 70 C5H10 000109-67-1 74

Abundance Scan 258 (2.170 min): VU040612.D (-248) (-) m/z 42.10 100.00%
ap
55
5000 39 70

1.80 2.00 2.20 2.40 2.60

51
3 6265 78
Obrrrrrprrrrprrrr e et bttt || M/ 5510 72.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #577: Cyclopropane, ethyl-
a2
55
5000 39
27 70 1.80 2.00 2.20 2.40 2.60
m/z 41.05 50.83%
12 1, i Sl 62 67
O [ e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 42 0 m/z 39.10 47 .55%
29 39
0 15 26 | 32 36 51 62 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #552: 2-Pentene
55 1.80 2.00 2.20 2.40 2.60
m/z 70.10 41 .97%
5000 42 70
29 39
0 15 26 36 M 45 51, | 6063 67
R RE LR o o o L R L R R R RRARRRAR R a ]
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40 2.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100920\
Data File : VU040612.D

Acq On : 10 Oct 2020 02:52

Operator : SY/MD

Sample - L4352-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA _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]
(DEL) Alkane: Str... 1.37 5.4 ug/L 355265 1 6.26 328778 5.0
unknown-01 1.50 1.3 ug/L 87925 1 6.26 328778 5.0
(DEL) Alkane: Cyc... 2.17 0.6 ug/L 41200 1 6.26 328778 5.0
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