LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Data File : VU040459.D

Aca On : 02 Oct 2020 14:33

Operator : SY/MD

Sample : L4209-02RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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\SOMUTR092920WMA .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 1.925 171 182 194 rBvV 56460 73559 10.10% 1.667%
2 2.581 374 386 400 rBV 61309 102080 14.01% 2.314%
3 2.668 400 413 433 rVvVv 6035 19054 2.62% 0.432%
4 3.719 727 740 754 rVB5 6608 14397 1.98% 0.326%
5 4.661 1014 1033 1070 rBv2 86147 303536 41.66% 6.880%
6 5.083 1147 1164 1189 rVB 105100 237263 32.56% 5.378%
7 5.742 1347 1369 1389 rBV3 216144 559165 76.74% 12.674%
8 6.263 1517 1531 1554 rBV 165378 312268 42.86% 7.078%
9 6.703 1655 1668 1686 rBV 138702 266632 36.59% 6.043%
10 7.574 1926 1939 1955 rBV 31689 55588 7.63% 1.260%
11 7.722 1974 1985 2000 rBV3 10386 19222 2.64% 0.436%
12 7.906 2027 2042 2055 rBV 75549 127583 17.51% 2.892%
13 8.185 2118 2129 2141 rBV3 22245 38243 5.25% 0.867%
14 8.642 2256 2271 2300 rBV 388662 728605 100.00% 16.514%
15 8.816 2316 2325 2333 rVB7 4087 7674 1.05% 0.174%

16 9.420 2496 2513 2540 rBV 245246 405895 55.71% 9.200%
17 10.291 2775 2784 2793 rBV3 7320 11808 1.62% 0.268%
18 10.754 2917 2928 2946 rBV 112290 180328 24.75% 4._.087%
19 11.806 3243 3255 3269 rBV 236554 377605 51.83% 8.559%
20 12.111 3339 3350 3362 rVB 72824 118658 16.29% 2.689%

21 12.188 3362 3374 3380 rBV 260834 452750 62.14% 10.262%

Sum of corrected areas: 4411913
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
VU040459.D

02 Oct 2020 14:33

SY/MD

L4209-02RE

25_0mL/MSVOA U/WATER

11 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Data File : VU040459.D

Aca On : 02 Oct 2020 14:33

Operator : SY/MD

Sample : L4209-02RE

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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

98

Peak Number 2 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.11 1.57 ug/L 118658 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Il.1"-Bicvclohexvl1-2-one 180 C12H200 000090-42-6 43
2 Mepivacaine 246 C15H22N20 000096-88-8 43
3 Ethvl l1l-methvipipecolinate 171 C9H17NO2 030727-18-5 37
4 Benzen-d5-amine 98 C6H2D5N 004165-61-1 32
5 2-Piperidinecarboxylic acid, 2-m... 143 C7H13NO2 072518-41-3 25
Abundance Scan 3350 (12.111 min): VU040459.D (-3339) (-) m/z 98.15 100.00%
98
5000 177
42 70 U AR SRS BN B
52 81 119 11.80 12.00 12.20 12.40
o} e B o Ml o m/z 177.10 37 .64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45609: [1,1'-Bicyclohexyl]-2-one
98
5000 T ---- T
11.80 12.00 12.20 12.40
41 s 70 m/z 179.10 33.59%
o 2r | 7 8 | 109 123 137 151162 180
m/z--> 20 40 60 50 100 120 140 160 180
Abundance

11.80 12. OO 12 20 12.40

5000 m/z 70.05 21.45%
42 0
0 14 28 55 79 89 120 132 148
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39394: Ethyl 1-methylpipecolinate T .... R mmE
98 11. 80 12. OO 12 20 12. 40
m/z 94.20 19.17%
5000
42 70
29 55
0 1\5 Ll ol ! 82 ol 114 142 171
m/z--> 20 40 60 80 100 120 140 160 180 11. 80 12. OO 12 20 12. 40

SOMUTR092920WMA .M Wed Oct 07 15:39:09 2020 Page: 3



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100220\
Data File : VU040459.D

Acq On : 02 Oct 2020 14:33

Operator : SY/MD

Sample - L4209-02RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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

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

unknown-01 12.11 1.6 ug/L 118658 3 11.81 377605 5.0
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