Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

W:\HPCHEM1\MSVOA U\DATA\VU050418\
VU023622.D
04 May 2018 00:54
MD/SY

J2630-15
25mL/MSVOA U/WATER
Sample Multiplier: 1

19

Parameters: rteint.p

RTE
ON
1
0.1
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = W:\HPCHEM1\MSVOA U\METHOD\SOMUTR050418WMA.M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 1.092 136 156 178 rBY 1290253 1568549 100.00%
2 1.185 178 185 199 rvv2 97202 108128 6.89%
3 1.301 208 221 228 rBV2 38756 90142 5.75%
4 1.403 246 253 264 rBV2 171459 193800 12.36%
5 1.516 285 288 298 rVB 23378 25225 1.61%
6 1.680 334 339 351 rVB 42958 54102 3.45%
7 2.272 515 523 533 rVB 45762 67092 4.28%
8 2.452 572 579 594 rVB2 10942 19686 1.26%
9 4.226 1107 1131 1170 rBv3 208869 710032 45.27%
10 4.654 1245 1264 1290 rVB 67020 156092 9.95%
11 5.339 1456 1477 1494 rBv2 110349 331624 21.14%
12 5.892 1632 1649 1669 rBV 89921 177198 11.30%
13 6.336 1773 1787 1810 rBV 89799 182038 11.61%
14 7.233 2053 2066 2085 rBV 24400 43326 2.76%
15 7.570 2156 2171 2185 rBV 84123 145779 9.29%
16 7.860 2251 2261 2277 rVB 14434 25561 1.63%
17 8.320 2392 2404 2437 rBV 319415 570050 36.34%
18 9.094 2632 2645 2670 rBV 114308 190885 12.17%
19 10.438 3052 3063 3079 rBvV 85497 133867 8.53%
20 11.490 3379 3390 3407 rBV 82003 132500 8.45%
21 11.866 3496 3507 3523 rBV 87830 143824 9.17%
Sum of corrected areas: 5069500
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% of
total
30.941%
2.133%
1.778%
3.823%
0.498%

1.067%
1.323%
0.388%
14 .006%
3.079%

6.542%
3.495%
3.591%
0.855%
2.876%

0.504%
11.245%
3.765%
2.641%
2.614%

2.837%

Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA U\DATA\VU050418\
VU023622.D

04 May 2018 00:54

MD/SY

J2630-15

25mL/MSVOA U/WATER

19 Sample Multiplier: 1

W:\HPCHEM1\MSVOA U\METHOD\SOMUTR050418WMA_M
TRACE VOA SOMO1.0

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VU023622.D
09

1.40 4.23

1.18
1.301 1.521.68

0
Time-->
Abundance

1200000

1000000

800000

600000

400000

200000

6.34
0

3.50
TIC: VU023622.D

™1
1.00

1.50

8.32

9.09
7.86

=
Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

0

10.50 11.00

11.50

8.50

9.00 9.50
TIC: VU023622.D

8.00 10.00

T
Time--> 12.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050418\
Data File : VU023622.D

Aca On : 04 May 2018 00:54

Operator : MD/SY

Sample : J2630-15

Misc : 25mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA U\METHOD\SOMUTRO50418WMA_M
Quant Title : TRACE VOA SOMO0O1.0

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 Aminomethanesulfonic acid Concentration Rank 2

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

1.30 2.54 ug/L 90142 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 Sulfur dioxide 64 02S 007446-09-5 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 221 (1.301 min): VU023622.D (-208) (-) m/z 63.95 100.00%
64
5000 48
a1 - 100 120 140 160
A | O O m/z 47.95 48.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
5000 LR R R I R
48 100 1.20 140 1.60
17 m/z 43.00 25.48%
24 32 42 58 76 96
miz--> 10 20 30 40 50 60 70 8 9 100 110
Abundance
64
1.00 1.20 1.40 1.60
5000 48 m/z 41.00 12.09%
16 32
S UL UL UL UL SURIL UL SULIL UL SUL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6178: Aminomethanesulfonic acid e
64 1.00 1.20 1.40 1.60
48 m/z 42.00 8.03%
5000
42
|, S8 | 7581 96 111 .
miz--> 10 20 30 40 50 60 70 8 90 100 110 100 1.20 140 1.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050418\
Data File : VU023622.D

Aca On : 04 May 2018 00:54

Operator : MD/SY

Sample : J2630-15

Misc : 25mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

W:\HPCHEM1\MSVOA U\METHOD\SOMUTR050418WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 Trimethylsilyl fluoride Concentration Rank 4

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

1.52 0.71 ug/L 25225 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trimethvisilvl fluoride 92 C3H9FSi 000420-56-4 83
2 Trimethvisilvl fluoride 92 C3H9FSi 000420-56-4 83
3 TrimethvIphosphine oxide 92 C3H90P 000676-96-0 4
4 Propane. 2-chloro-2-nitro- 123 C3HG6CINO2 000594-71-8 4
5 Silanediol, dimethyl- 92 C2H802Si 001066-42-8 2

Abundance Scan 289 (1.519 min): VU023622.D (-285) (-) m/z 77.00 100.00%
7w
5000
47 ISR SRR AR
a1 | 53 63 92 1.20 1.40 1.60 1.80
0 MR MDA B RIS SO m/z 46.90 15.85%
m/z--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
7
5000 "|""|""|'A"|""|
47 1.20 1.40 1.60 1.80
m/z 49.00 9.91%
27 34 41 |53 93 7o 92
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
77
1.20 1.40 1.60 1.80
5000 m/z 78.00 7.87%
47
2 15 27 3541 |53 63 71 92
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2429: Trimethylphosphine oxide
7 1.20 1.40 1.60 1.80
m/z 63.05 5.55%
92
5000
49
27 33 39 M\‘ 57 63 69 | |
m/z--> 0 10 20 30 40 50 60 70 8 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050418\
Data File : VU023622.D

Aca On : 04 May 2018 00:54

Operator : MD/SY

Sample : J2630-15

Misc : 25mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

W:\HPCHEM1\MSVOA U\METHOD\SOMUTR050418WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 unknown-01 Concentration Rank 5

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

2.45 0.56 ug/L 19686 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 43
2 Formamide 45 CH3NO 000075-12-7 5
3 Ethvlamine 45 C2H7N 000075-04-7 5
4 Isopropvl Alcohol 60 C3H80 000067-63-0 4
5 Isopropyl Alcohol 60 C3H80 000067-63-0 4

Abundance Scan 579 (2.452 min): VU023622.D (-572) (-) m/z 45.00 100.00%
45
5000
39, 5 220 240 2.60 2.80
.,....,....,....,....,....,....,3.6.:!,!:21.. A A m/z 42.95 21.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
45
5000
220 240 2.60 2.80
27 m/z 39.00 9.30%
15 19 31 384l 59
ﬁwwmwwwwwwmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
45
220 240 2.60 2.80
5000 29 m/z 41.00 7 .90%

26| 32 3942
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Abundance #86: Ethylamine

30 220 2.40 2.60 2.80
m/z 42_.00 5.41%
5000
45
27, 42
S | P 1 Y —

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 220 2.40 2.60 2.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

W:\HPCHEM1\MSVOA_U\DATA\VU050418\
VU023622.D

04

May 2018 00:54

MD/SY
J2630-15
25mL/MSVOA_U/WATER

19

Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMUTR050418WMA _M
TRACE VOA SOMO1.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]|
Aminomethanesulfo. .. 1.30 2.5 ug/L 90142 1 5.89 177198 5.0
Trimethylsilyl fl__. 1.52 0.7 ug/L 25225 1 5.89 177198 5.0
unknown-01 2.45 0.6 ug/L 19686 1 5.89 177198 5.0

|--Internal Standard---|

SOMUTRO50418WMA_.M Mon May 07 18:21:17 2018

Page: 6



