LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU031920\
Data File : VU037342.D

Aca On : 19 Mar 2020 17:28

Operator : JC/MD

Sample : L1983-04RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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\SOMUTRO31620WMA .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 1.475 35 42 55 rBv 35451 57996 13.11% 1.390%
2 1.536 57 61 69 rvv2z 8235 11937 2.70% 0.286%
3 1.929 176 183 196 rvB 42593 56846 12.85% 1.363%
4 2.591 378 389 400 rVB 34569 56549 12.78% 1.356%
5 2.658 403 410 421 rvVvB2 5083 8254 1.87% 0.198%
6 2.806 443 456 472 rBV3 6946 19269 4 .36% 0.462%
7 3.073 527 539 548 rBV5 3082 5401 1.22% 0.129%
8 3.404 629 642 659 rBV3 12457 28445 6.43% 0.682%
9 4.671 1018 1036 1061 rBvV 72088 173657 39.25% 4.163%
10 5.121 1155 1176 1200 rBv3 140057 428598 96.87% 10.275%

11 5.761 1354 1375 1400 rBV3 155846 403765 91.26% 9.680%
12 6.282 1522 1537 1556 rBV 182551 344067 T77.77% 8.248%
13 6.726 1658 1675 1691 rBV 101581 199100 45.00% 4._.773%

14 7.137 1791 1803 1817 rVB2 40744 75457 17.05% 1.809%
15 7.594 1934 1945 1958 rBV3 27080 45836 10.36% 1.099%
16 7.925 2036 2048 2062 rBvV 46273 78257 17.69% 1.876%
17 8.208 2124 2136 2145 rBV2 20984 34452 7.79% 0.826%
18 8.661 2265 2277 2302 rBvV 240350 421866 95.35% 10.114%
19 8.835 2317 2331 2343 rVB 31699 55515 12.55% 1.331%
20 9.440 2504 2519 2537 rBV 266701 442443 100.00% 10.607%
21 9.513 2537 2542 2553 rVB7 5369 8424 1.90% 0.202%
22 10.311 2782 2790 2799 rVB3 3883 5800 1.31% 0.139%

23 10.777 2922 2935 2948 rBV 86474 138346 31.27% 3.317%
24 10.947 2978 2988 3004 rVB2 90243 142805 32.28% 3.424%

25 11.063 3013 3024 3038 rVB 38769 60217 13.61% 1.444%
26 11.378 3114 3122 3135 rVB3 3933 5708 1.29% 0.137%
27 11.491 3146 3157 3170 rVB3 4236 6732 1.52% 0.161%
28 11.828 3250 3262 3277 rBV 272109 438157 99.03% 10.504%
29 12.082 3330 3341 3348 rBv4 10547 18183 4._.11% 0.436%
30 12.128 3348 3355 3366 rVv2 11913 19704 4._.45% 0.472%

31 12.208 3368 3380 3403 rVB 214196 379509 85.78% 9.098%

Sum of corrected areas: 4171295
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU031920\
Data File : VU037342.D

Aca On : 19 Mar 2020 17:28

Operator : JC/MD

Sample : L1983-04RE

Misc - 25.0mL/MSVOA U/WATER

ALS vial : 9 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR031620WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: VU037342.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU031920\
Data File : VU037342.D

Aca On : 19 Mar 2020 17:28

Operator : JC/MD

Sample : L1983-04RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR031620WMA .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.

1.48 0.84 ug/L 57996 1,4-Difluorobenzene 6.28
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 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 43 (1.478 min): VU037342.D (-35) (-) m/z 63.95 100.00%
64
e /\\\
5000
1.40 1.50 1.60 1.70 1.80 .90
R T B O o O B O R m/z 48.00 54 _47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64
5000 48 UAARARIRRAN KRN RARAE AR A
1.40 1.50 1.60 1.70 1.80 1.90
m/z 66.00 5.85%
16 32
R R RS I RS AR AR RS AR RSN SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
1.40 1.50 1.60 1.70 1.80 1.90
5000 48 m/z 50.00 2.62%
17
24 32 42 58 76 96
miz--> 10 20 30 40 50 60 70 8 9 100 110
Abundance #6178: Aminomethanesulfonic acid
64 1.40 1.50 1.60 1.70 1.80 1.90
48 m/z 65.00 0.76%
5000
42
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|O 9'0 1(')0 ﬁo ' 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU031920\
Data File : VU037342.D

Aca On : 19 Mar 2020 17:28

Operator : JC/MD

Sample : L1983-04RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR031620WMA .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 3 Piperidine, 4-chloro-1-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.95 1.63 ug/L 142805 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 4-chloro-1-methvl- 133 C6H12CIN 005570-77-4 50
2 Encainide 352 C22H28N202 037612-13-8 43
3 1-Pvrrolidinecarbonvl chloride 133 C5H8CINO 001192-63-8 33
4 Mepivacaine 246 C15H22N20 000096-88-8 32
5 Benzen-d5-amine 98 C6H2D5N 004165-61-1 32

Abundance Scan 2989 (10.951 min): VU037342.D (-2978) (-) m/z 98.05 100.00%
98
5000 133
42 60 10180 1080 1100 1120
— 7 m/z 133.10 39.01%
m/z--> 50 100 150 200 250 300 350
Abundance #14643: Piperidine, 4-chloro-1-methyl-
98
5000 USRI SUNRIE UL
55 10.60 10.80 11.00 11.20
133 m/z 94.10 15.04%
I.I2|Z|III|I|II!8I1IIIIIIII e e S B e
m/z--> 50 100 150 200 250 300 350
Abundance
98
10.60 10.80 11.00 11.20
5000 m/z 66.10 13.64%
70 135
42 118 150 186 215236 281 352
m/z--> 50 100 150 200 250 300 350
Abundance #14640: 1-Pyrrolidinecarbony! chloride R e R
98 10.60 10.80 11.00 11.20
m/z 70.10 11.79%
55
5000
133
27 ‘
.‘.‘}'.“l“.‘“l?‘?.‘,“...J. L SN 1 G £ S
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU031920\
Data File : VU037342.D

Aca On : 19 Mar 2020 17:28

Operator : JC/MD

Sample : L1983-04RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR031620WMA .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 4 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.06 0.69 ug/L 60217 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Encainide 352 C22H28N202 037612-13-8 37
2 Mepivacaine 246 C15H22N20 000096-88-8 35
3 2-Azabutane. 1-Tl-methvlazacvclo... 314 C16H24CI2N2 184637-45-4 32
4 Propanamide. N-Tl-methvl-2-(l1-pi... 275 C16H25N30 015686-91-6 25
5 5-Phenyl-3-piperidin-1-ylmethyl-._. 275 C14H17N30S 023269-66-1 25
Abundance Scan 3023 (11.060 min): VU037342.D (-3013) (-) m/z 98.05 100.00%
98
5000 133
42 66 1080 11.00 11.20 11.40
il b W+ m/z 133.10 38.83%
m/z--> 50 100 150 200 250 300 350
Abundance #185427: Encainide
98
5000 AU SUNILE BRI SUME
10.80 11.00 11.20 11.40
m/z 135.10 12.26%
70 135
2 [ i 18| 150 186 215236 281 352
m/z--> 50 100 150 200 250 300 350
Abundance
98
10,80 11.00 11.20 11.40
5000 m/z 66.10 12.02%
70
42 121 152 176 246
m/z--> 50 100 150 200 250 300 350
Abundance #156071: 2-Azabutane, 1-[1-methylazacyclohex-2-yl]-2-methy ... N ma B L
98 10.80 11.00 11.20 11.40
m/z 70.10 11.62%
5000
42 70
b 119137156173190 216233252272 315 S| N 8 N —
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031920\
Data File : VU037342.D

Acq On : 19 Mar 2020 17:28

Operator : JC/MD

Sample - L1983-04RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR031620WMA .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 1.48 0.8 ug/L 57996 1 6.28 344067 5.0
Piperidine, 4-chl... 10.95 1.6 ug/L 142805 3 11.83 438157 5.0
unknown-01 11.06 0.7 ug/L 60217 3 11.83 438157 5.0
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