LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51259.D

Acqg On : 08 Oct 2022 08:35
Operator : JC/MD

Sample : N4931-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 50 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR100722WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51259.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.729 115 121 128 rBV 17805 19822 3.24% 0.443%
2 1.909 169 177 195 rVB 79103 107184 17.53% 2.397%
3 3.855 764 782 784 rBV 7947 17105 2.80% 0.382%
4 4.630 1007 1023 1060 rBV 100651 281480 46.04% 6.294%
5 5.064 1143 1158 1180 rBV2 128389 291703 47.71% 6.523%
6 5.186 1181 1196 1198 rBV4 5864 10239 1.67% 0.229%
7 5.723 1343 1363 1389 rBvV2 223513 593837 97.12% 13.279%
8 6.247 1512 1526 1550 rBvV2 206827 395923 64.75% 8.853%
9 6.530 1603 1614 1624 rVB5 3497 6931 1.13% 0.155%
106 6.691 1650 1664 1682 rBV 161287 312162 51.05% 6.980%
11  7.105 1779 1793 1805 rBV 19838 35831 5.86% ©0.801%
12 8.552 2235 2243 2253 rVB3 11650 18280 2.99% 0.409%
13  8.636 2257 2269 2305 rBV3 268807 611425 100.00% 13.672%
14  8.809 2312 2323 2336 rVB2 38634 66474 10.87% 1.486%
15 9.417 2497 2512 2533 rBV 331693 550927 90.11% 12.319%
16 10.288 2773 2783 2797 rVB3 25216 42600 6.97% 0.953%
17 10.755 2914 2928 2950 rVB 135453 216827 35.46% 4.848%
18 10.932 2974 2983 2999 rVB2 15667 24245 3.97% 0.542%
19 11.051 3009 3020 3035 rBV3 5814 9814 1.61% 0.219%
20 11.809 3244 3256 3280 rBV 242732 390202 63.82% 8.725%

21 12.115 3338 3351 3363 rBV 66828 108621 17.77%
22 12.192 3363 3375 3381 rBV 210705 360417 58.95%  8.059%
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Sum of corrected areas: 4472049

SFAMUTR100722WMA.M Tue Oct 11 12:21:45 2022 1



Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
: VU@51259.D
: 08 Oct 2022 08:35
JC/MD
: N4931-02
: 25.0mL/MSVOA_U/WATER
: 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Time-->

300000

250000

200000

150000

50000

Abundance TIC: VU051259.D\data.ms

5.723
6.247

6.69:

5.064
4.630

100000 1.909

1.729
3.855 186 6.530

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Time-->

300000

200000

150000 10.755

100000

50000 8.809

Abundance TIC: VU051259.D\data.ms

9.417

8.636

250000 11.809

12.11¢

10.288
7.105 8.5582 /\ ﬁ?&ﬁl
01— L D N L —T — T — —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Time-->

300000

250000

200000

150000

100000

50000

Abundance TIC: VU051259.D\data.ms

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMUTR100722WMA.M Tue Oct 11 12:21:54 2022 Page: 2




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51259.D

Acqg On : 08 Oct 2022 08:35
Operator : JC/MD

Sample : N4931-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.115 1.39 ug/L 108621 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Methyl-1-(1-methylpiperidin-2-... 142 C8H18N2 1000484-42-5 43
2 8-(Azepan-1-ylsulfonyl)[1,2,4]tr... 296 C12H16N403S 1291486-98-0 38
3 [1,1'-Bicyclohexyl]-2-one 180 C12H200 000090-42-6 32
4 Mepivacaine 246 C15H22N20 000096-88-8 32
5 2-(4-Methoxy-phenyl)-3-(2-piperi... 320 C17H24N202S 1000300-65-0 25

Abundance Scan 3351 (12.115 min): VU051259.D\data.ms (-3338) (- | m/z 98.10 100.00%
98.1
5000 177.0 K
70.0
42.0 H H 12.00 12:50
Ol prerefoili bt ety m/z 177.00 38.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22941: N-Methyl-1-(1-methylpiperidin-2-yl)methanamine
98.0
5000
12 00 12 50
70.0 m/z 179.00  34.16%
42.0
0L180 g 139.0
\\\‘\\\\‘\\11’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #193270: 8-(Azepan-1-ylsulfonyl)[1,2,4]triazolo[4,3-a]pyri
98.0
12 00 12 50
5000 ITI z 94.00 18.93%
135.0
41.0
Ot 90k L 1820 232
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54876: [1,1'-Bicyclohexyl]-2-one
98.0 12 00 12 50
m/z 70.00 17.70%
5000
41.0
70.0
oLl 2370 800
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 00 12 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51259.D

Acqg On : 08 Oct 2022 08:35
Operator : JC/MD

Sample : N4931-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 12.115 1.4 ug/L 108621 3 11.809 390202 5.0
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