LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011374.D

Aca On 11 Jun 2019 04:35

Operator : SY/MD

Sample = K3229-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 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\SOMVTRO60419WMA .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 1.113 4 7 15 rVB 15098 13375 2.53% 0.293%

2 1.209 31 37 47 rVB 58840 78686 14.86% 1.723%

3 1.315 61 70 81 rBv 75703 87662 16.55% 1.920%

4 1.553 139 144 159 rvB 62261 76174 14.38% 1.668%

5 2.116 310 319 333 rVB 119197 168048 31.73% 3.681%
2.193 335 343 352 rVB2 23876 36019 6.80% 0.789%
2.325 374 384 396 rVB 26845 48665 9.19% 1.066%
2.643 472 483 496 rBvV2 33231 70292 13.27% 1.540%

3.942 873 887 917 rBV 81866 229713 43.37% 5.031%
4.393 1010 1027 1047 rBV 91467 218059 41.17% 4._.776%

=
QO ~NO®

11 5.087 1228 1243 1268 rBvV2 212832 500102 94.42% 10.954%
12 5.659 1408 1421 1441 rBV 189289 371416 70.12% 8.135%
13 6.113 1549 1562 1580 rBV 124922 252157 47.61% 5.523%
14 7.029 1833 1847 1862 rBV2 49725 89200 16.84% 1.954%
15 7.357 1935 1949 1964 rBV 228665 399303 75.39% 8.746%

16 7.662 2033 2044 2062 rVB2 27663 49510 9.35% 1.084%
17 8.132 2176 2190 2215 rBV 299681 529657 100.00% 11.601%
18 8.894 2414 2427 2445 rBV 268323 448709 84.72% 9.828%

19 9.058 2470 2478 2489 rVBS8 4105 7707 1.46% 0.169%
20 9.180 2506 2516 2525 rBV3 12592 22242 4._.20% 0.487%
21 9.588 2635 2643 2654 rBV3 8320 12853 2.43% 0.282%

22 10.260 2838 2852 2867 rBV 86320 141886 26.79% 3.108%
23 11.293 3161 3173 3191 rBV 216480 358248 67.64% 7.847%
24 11.669 3278 3290 3306 rBV2 204877 334925 63.23% 7.336%
25 16.759 4865 4873 4887 rVB3 13511 20976 3.96% 0.459%

Sum of corrected areas: 4565584
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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\VV061019\

VVv011

374.D

11 Jun 2019 04:35

SY/MD
K3229

-09

25ML/MSVOA V/WATER
1 Sample Multiplier: 1

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

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061019\
Data File : VV011374.D

Aca On 11 Jun 2019 04:35

Operator : SY/MD

Sample = K3229-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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.

1.21 1.06 ug/L 78686 1,4-Difluorobenzene 5.66
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 64
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 64

Abundance Scan 37 (1.209 min): VV011374.D (-31) (-) m/z 63.90 100.00%
63.9
47.9
5000

1.20 1.30 1.40 1.50 1.60

o VOl Y m/z 47.90 59.99%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #358: Sulfur dioxide
48.0 640
5000

1.20 1.30 1.40 1.50 1.60
m/z  65.80 5.26%

32.0
O A o B L A B R o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #357: Sulfur dioxide
64.0
1.20 1.30 1.40 1.50 1.60
5000 48.0 m/z 45.00 3.56%
16.0 320
o e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6177: Aminomethanesulfonic acid A RARSREESESERS S Rea
64.0 1.20 1.30 1.40 1.50 1.60
m/z 49.85 2.54%
5000 48.0
17.0
0 \ 132.0 40.0 . 760 96.0
L B il A o e I S
m/z--> 10 20 30 40 50 60 70 80 90 100 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\VV061019\
Data File : VV011374.D

Aca On 11 Jun 2019 04:35

Operator : SY/MD

Sample = K3229-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 Isopropyl Alcohol Concentration Rank 4

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

2.33 0.66 ug/L 48665 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 72
2 Isopropvl Alcohol 60 C3H80 000067-63-0 56
3 Isopropvl Alcohol 60 C3H80 000067-63-0 43
4 2-Propanol. 1-bromo- 138 C3H7BrO 019686-73-8 40
5 2,4-Pentanediol 104 C5H1202 000625-69-4 40

Abundance Scan 386 (2.332 min): VV011374.D (-374) (-) m/z 44.95 100.00%
44.0
5000
58.9 2.00 2.20 2.40 2.60
Obrrrrprrreprrrep el ey e o oS 1392 0 Tm/z 43.00 26.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #296: Isopropy! Alcohol
44.0
5000 I NARAE SR AR AR
2.00 2.20 2.40 2.60
150 270 m/z 38.95 8.44%
Ll .h| Wl 590
Oyt e e P e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #294: |sopropy! Alcohol
44.0
200 220 240 260
5000 m/z 40.95 7.62%
27.0
15‘0‘ ‘ ‘ | | \\‘ 59.0
Oyt e e PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #297: Isopropyl Alcohol e A REEEEEasS
45.0 2.00 2.20 2.40 2.60
m/z 41.95 7.13%
5000
150\ 27‘\0\ Ll 59\0
e e L R LA R AR RARAS RERAA RN ALY LARA) RS LA ARREY U NARAE SR AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.00 2.20 2.40 2.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061019\
Data File : VV011374.D

Acq On 11 Jun 2019 04:35

Operator : SY/MD

Sample - K3229-09

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOMO01.0

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 1.21 1.1 ug/L 78686 1 5.66 371416 5.0
Isopropyl Alcohol 2.33 0.7 ug/L 48665 1 5.66 371416 5.0
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