LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102020\
Data File : VU040860.D

Aca On : 20 Oct 2020 20:16

Operator : SY/MD

Sample : L4428-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 24 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

1.363 3 7 22 rVB 215520 207687 1.47% 0.861%
1.495 38 48 68 rBvV 128643 453710 3.21% 1.880%
rBvV 4513694 5006571 35.46% 20.745%
2.581 374 386 401 rBv2 109262 192251 1.36% 0.797%
4.687 1016 1041 1075 rBV 6322016 14117099 100.00% 58.496%
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5.083 1149 1164 1183 rVB 96111 207605 1.47% 0.860%
5.742 1348 1369 1393 rBv2 178700 479143 3.39% 1.985%
6.263 1517 1531 1554 rVB 137888 256252 1.82% 1.062%
6.552 1608 1621 1641 rBV 136975 260971 1.85% 1.081%
6.703 1654 1668 1683 rBv2 116500 223626 1.58% 0.927%

=
QO ~NO®

11 7.906 2027 2042 2056 rBvV 193079 336686 2.38% 1.395%
12 8.559 2231 2245 2258 rBV 378778 634530 4._.49% 2.629%
13 8.639 2258 2270 2303 rVB 353621 645429 4._.57% 2.674%
14 9.420 2501 2513 2534 rBV 204104 336488 2.38% 1.394%
15 10.755 2915 2928 2942 rBV 98647 159565 1.13% 0.661%

16 11.809 3244 3256 3271 rBV 175337 280236 1.99% 1.161%
17 12.189 3361 3374 3388 rBV 207174 335520 2.38% 1.390%

Sum of corrected areas: 24133369
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102020\
Data File : VU040860.D

Aca On : 20 Oct 2020 20:16

Operator : SY/MD

Sample : L4428-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 24 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

Abundance TIC: VU040860.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102020\
Data File : VU040860.D

Aca On : 20 Oct 2020 20:16

Operator : SY/MD

Sample : L4428-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 24 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 2

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

1.36 4_.05 ug/L 207687 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 42
3 2-Oxetanone. 4-methvl- 86 C4H602 003068-88-0 9
4 Cvclopropane 42 C3H6 000075-19-4 9
5 Cyclopropane 42 C3H6 000075-19-4 9

Abundance Scan 6 (1.359 min): VU040860.D (-3) (-) m/z 41.10 100.00%
4
5000
3
‘|‘|4 o 1.40 1.50 1.60 1.70 1.80
e Ay LA Ly LA AR LA R LA AR LA REAR) LSS LA KA AR LA m/z 39.10 77.61%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #57: Propene
41
5000 27
1.40 1.50 1.60 1.70 1.80
3 m/z 42.10 63.56%
1 121519 24 || 44
Ay LA Ay LA LA LA R LA RSN A REARS LARR A KA AR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
41
140 150 1.60 1.70 1.80
5000 27 m/z 40.10 23.75%
o 2 121 20
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #1671: 2-Oxetanone, 4-methyl-
42 1.40 1.50 1.60 1.70 1.80
m/z 38.10 19.38%
5000
27 39
o 121919 247 31 36 /|/l45 53 6871
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VU102020\
Data File : VU040860.D

Aca On : 20 Oct 2020 20:16

Operator : SY/MD

Sample : L4428-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 24 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 Aminomethanesulfonic acid Concentration Rank 1

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

1.49 8.85 ug/L 453710 1,4-Difluorobenzene 6.26
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 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 47 (1.491 min): VU040860.D (-38) (-) m/z 64.00 100.00%
64
48
5000
39 1.40 1.50 1.60 1.70 1.80 1.90
r—r—r+r-—rr——T—r m/z 48.00 55.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6177: Aminomethanesulfonic acid
64
5000 48
1.40 1.50 1.60 1.70 1.80 1.90
17 m/z 66.00 4.74%
@ 76 9%
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.40 1.50 1.60 1.70 1.80 1.90
5000 48 m/z 43.10 3.09%
16 32
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.40 1.50 1.60 1.70 1.80 1.90
m/z 50.00 2.66%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 1.40 1.50 1.60 1.70 1.80 1.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102020\
Data File : VU040860.D

Acq On : 20 Oct 2020 20:16

Operator : SY/MD

Sample - L4428-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 24 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... 1.36 4.0 ug/L 207687 1 6.26 256252 5.0
Aminomethanesulfo. .. 1.49 8.8 ug/L 453710 1 6.26 256252 5.0
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