LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021119\
Data File : VU029406.D

Aca On : 11 Feb 2019 19:08

Operator : JC/SP

Sample : K1436-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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\SOMUTRO21119WMA_.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 1.302 55 66 73 rBv3 29726 55582 7.99% 0.895%
2 1.396 88 95 108 rBvV2 127469 135954 19.55% 2.188%
3 1.679 176 183 196 rvB 90115 114088 16.40% 1.836%
4 2.273 358 368 378 rBV 206095 309305 44.47% 4_.978%
5 2.447 414 422 441 rVB 47053 83820 12.05% 1.349%

6 4.193 949 965 994 rBV 92341 246127 35.39% 3.961%
7 4.646 1088 1106 1126 rBV2 114314 268812 38.65% 4_.326%
8 5.334 1299 1320 1354 rBV2 232062 660491 94.97% 10.630%
9 5.884 1478 1491 1511 rBV 230265 452842 65.11% 7.288%
10 6.328 1616 1629 1647 rBV2 143216 285303 41.02% 4_.592%
11 7.225 1895 1908 1927 rBV 83562 154469 22.21% 2.486%
12 7.395 1950 1961 1974 rVB3 11293 22759 3.27% 0.366%
13 7.563 1999 2013 2028 rBvV 333853 585131 84.14% 9.417%
14 7.637 2028 2036 2051 rVB 26847 49908 7.18% 0.803%
15 7.849 2092 2102 2123 rBV2 49521 89711 12.90% 1.444%

16 8.312 2231 2246 2275 rBV 387379 695462 100.00% 11.193%
17 9.087 2473 2487 2516 rBvV 332548 562997 80.95% 9.061%
18 9.373 2566 2576 2588 rBV2 25683 43019 6.19% 0.692%
19 9.778 2692 2702 2712 rBV2 10128 16773 2.41% 0.270%
20 10.431 2894 2905 2923 rBV 119436 194926 28.03% 3.137%

21 11.482 3220 3232 3255 rBV 363989 596546 85.78% 9.601%
22 11.746 3304 3314 3327 rBV3 22044 39311 5.65% 0.633%
23 11.858 3336 3349 3368 rBV 331064 550105 79.10% 8.853%

Sum of corrected areas: 6213441
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO021119\
VU029406.D

11 Feb 2019 19:08

JC/SP

K1436-07

25_0mL/MSVOA U/WATER

20 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021119WMA .M
- TRACE VOA SOM01.0

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021119\
Data File : VU029406.D

Aca On : 11 Feb 2019 19:08

Operator : JC/SP

Sample : K1436-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021119WMA_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 Aminomethanesulfonic acid Concentration Rank 3

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

1.30 0.61 ug/L 55582 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 Sulfur dioxide 64 02S 007446-09-5 56
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 65 (1.299 min): VU029406.D (-55) (-) m/z 63.95 100.00%
64
43
5000
| 120 140 160 |
57 : : :
b L RO S L W/2 43.10  56.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6179: Aminomethanesulfonic acid
64
48
5000 \‘7f\ L PO R A
1.20 1.40 1.60
12 m/z 48.00 47 .19%
0 |, 58 |, 71 8l 94 111
LRI SURILIL S SIS I SUR AL IUL U SULELL SULILLE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
48 A L N
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5000 m/z 41.05 26.26%
42
0 58 75 81 96 111
A N e |
Abundance #357: Sulfur dioxide i e
64 1.20 1.40 1.60
m/z 41.95 16.59%
5000 48
16 32 A
O T T e T T e T T S L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021119\
Data File : VU029406.D

Aca On : 11 Feb 2019 19:08

Operator : JC/SP

Sample : K1436-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021119WMA_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 Isopropyl Alcohol Concentration Rank 2

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

2.45 0.93 ug/L 83820 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 72
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 56
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56

Abundance Scan 423 (2.450 min): VU029406.D (-414) (-) m/z 45.00 100.00%
45
5000 /\\_
R At R
59 220 2.40 2.60 2.80
o....,....','-|:...',...7.7,...9‘.‘,.19?.,.1.2?.,....,....,....,?0.7.. m/z 43.00 19.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropy! Alcohol
45
5000 BN RSN L IR S
220 2.40 2.60 2.80
m/z 41.00 7.07%
15\ 2‘7\\ \‘ 5\9
e S L I I I WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
220 240 260 2.80
5000 m/z 39.00 5.98%
15 27 59
e S L I I I WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #294: Isopropyl Alcohol LI L L L B LA BB
45 220 2.40 2.60 2.80
m/z 59.00 4.60%
5000
27
15
O'HL““U“Wm"ﬁi"'|”"|'“'l"”l"'w""w"'l”"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021119\
Data File : VU029406.D

Acq On : 11 Feb 2019 19:08

Operator : JC/SP

Sample - K1436-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021119WMA_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]
Aminomethanesulfo. .. 1.30 0.6 ug/L 55582 1 5.88 452842 5.0
Isopropyl Alcohol 2.45 0.9 ug/L 83820 1 5.88 452842 5.0
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