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\
VU023631.D
04 May 2018 04:57
MD/SY
J2560-20
25mL/MSVOA U/WATER

Sample Multiplier: 1

28

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\SOMUTRO050418WMA_.M
Title : TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 1.092 137 156 174 rBVY 1529583 1848514 100.00%
2 1.291 207 218 227 rBvV 60203 136816 7.40%
3 1.400 246 252 261 rBV2 69152 78875 4.27%
4 1.516 282 288 305 rvB 181458 222755 12.05%
5 1.680 333 339 355 rVvB 55846 72084 3.90%
6 2.272 515 523 534 rBvVY 82664 121511 6.57%
7 2.452 571 579 589 rBV2 12277 21289 1.15%
8 4.204 1106 1124 1163 rBv3 105343 405183 21.92%
9 4.651 1247 1263 1286 rBV2 86222 195683 10.59%
10 5.342 1455 1478 1515 rBV2 156943 451262 24.41%
11 5.892 1630 1649 1669 rBVY 139524 277077 14.99%
12 6.336 1773 1787 1809 rBVY 113855 230441 12.47%
13 7.233 2055 2066 2083 rBVY 35258 62777 3.40%
14 7.570 2158 2171 2187 rBVY 164458 288295 15.60%
15 7.857 2246 2260 2273 rBV2 21490 36388 1.97%
16 8.320 2392 2404 2441 rBV 341087 610567 33.03%
17 9.094 2629 2645 2675 rBVY 202649 343984 18.61%
18 10.438 3051 3063 3077 rBVY 95304 153325 8.29%
19 11.490 3378 3390 3411 rBV 170674 281422 15.22%
20 11.866 3495 3507 3530 rBvV 172704 281522 15.23%
Sum of corrected areas: 6119770
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% of
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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

W:\HPCHEM1\MSVOA U\DATA\VU050418\
VU023631.D

04 May 2018 04:57

MD/SY

J2560-20

25mL/MSVOA U/WATER

28 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VU023631.D
09

0
Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

6.34
0

T
3.50

TIC: VU023631.D

8.32
9.09

L

Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

10.00

9.00 9.50
TIC: VU023631.D

10.50 11.00

04—
Time--> 12.00

SOMUTRO50418WMA .M Mon May 07 18:21:59 2018

T
17.00 17.50

16.00 16.50

14.50 15.00 15.50

12.50 13.00

13.50 14.00

Page: 2



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050418\
Data File : VU023631.D

Aca On : 04 May 2018 04:57

Operator : MD/SY

Sample : J2560-20

Misc : 25mL/MSVOA U/WATER

ALS Vial : 28 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 2 Sulfur dioxide Concentration Rank 3

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

1.29 2.47 ug/L 136816 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 64
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 218 (1.291 min): VU023631.D (-207) (-) m/z 63.95 100.00%
64
5000 48 /\/JN/\\\\”“»k_
% 100 120 140 160
e o m/z 47.95 48 .49%
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
5000 48 U UL A R R
1.00 1.20 1.40 1.60
m/z 65.90 4 .55%
16 2
miz-> 20 40 60 80 100 120 140 160
Abundance
64
100 120 140 160
5000 48 m/z 49.90 2.51%
17
32 76 96
miz--> 20 40 60 8 100 120 140 160
Abundance #37600: L-Alanine, 3-sulffo- S | S —
64 1.00 1.20 1.40 1.60
m/z 42.10 2.43%
5000 48
28
16
¥ .39 , 77 93 106115 130 143 169
miz--> 20 40 60 8 100 120 140 160 100 120 1.40 1.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050418\
Data File : VU023631.D

Aca On : 04 May 2018 04:57

Operator : MD/SY

Sample : J2560-20

Misc : 25mL/MSVOA U/WATER

ALS Vial : 28 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 2

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

1.52 4.02 ug/L 222755 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trimethvilsilvl fluoride 92 C3H9FSi 000420-56-4 91
2 Trimethvisilvl fluoride 92 C3H9FSi 000420-56-4 49
3 Propane. 1.2-dichloro-2-methvl- 126 C4H8CI2 000594-37-6 39
4 Trimethvlphosphine oxide 92 C3H9O0P 000676-96-0 4
5 Propane, 2-chloro-2-nitro- 123 C3H6CINO2 000594-71-8 4

Abundance Scan 289 (1.519 min): VU023631.D (-282) (-) m/z 77.00 100.00%
7w
5000
a7 120 140 1.60 1.80
63 92 '
b 32 LSS 2 Wiz 46.95 15.37%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
7
5000 AR RSN A

47 1.20 1.40 1.60 1.80
m/z 49.00 9.76%

27 39 55 63 70 92
T T T T T R e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
77

1.20 1.40 1.60 1.80

5000 m/z 77.95 7.38%
a7
2 1 27 3 55 63 92
R R e A B B B RRRRN B S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #11018: Propane, 1,2-dichloro-2-methyl- R e R
Ky 1.20 1.40 1.60 1.80

m/z 63.00 4_.34%

5000 a1
55
27 ‘ ‘ 91
...,....,....,....,....,....,....,....,....,....,....,....,....,..

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 1.20 1.40 1.60 1.80
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050418\
Data File : VU023631.D

Acq On : 04 May 2018 04:57

Operator : MD/SY

Sample - J2560-20

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

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

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 1.29 2.5 ug/L 136816 1 5.89 277077 5.0
Trimethylsilyl fl__. 1.52 4.0 ug/L 222755 1 5.89 277077 5.0
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