LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011119\
Data File : VU029136.D

Aca On : 11 Jan 2019 11:55

Operator : MD/SY

Sample : K1111-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 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\SOMUTR122818WMA .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 1.681 150 158 170 rvVvB 50181 62590 13.91% 1.849%
2 2.273 332 342 358 rVB 34723 53885 11.98% 1.592%
3 2.842 511 519 527 rVB4 2468 4519 1.00% 0.134%
4 3.006 558 570 584 rVB4 7968 17872 3.97% 0.528%
5

4.215 930 946 989 rBV2 58244 215782 47.97% 6.375%

6 4.646 1064 1080 1108 rBV3 76126 197764 43.96% 5.843%
7 5.334 1272 1294 1322 rBV2 156028 419421 93.24% 12.392%
8 5.884 1451 1465 1485 rBV 144192 282711 62.85% 8.353%
9 6.331 1590 1604 1623 rBV 101745 202993 45.13% 5.997%
10 7.228 1874 1883 1899 rBvV2 8521 14817 3.29% 0.438%
11 7.569 1979 1989 2001 rBV 11440 19038 4.23% 0.562%
12 7.855 2069 2078 2089 rBV3 4707 8665 1.93% 0.256%

13 8.315 2210 2221 2257 rBV 250518 449822 100.00% 13.290%
14 9.089 2450 2462 2489 rBvV 211407 353362 78.56% 10.440%
15 10.430 2868 2879 2892 rBV 79119 124502 27.68% 3.678%

16 10.604 2927 2933 2943 rVB4 3212 4740 1.05% 0.140%
17 11.482 3195 3206 3228 rBV 194888 311806 69.32% 9.212%
18 11.781 3283 3299 3312 rBV 74163 123134 27.37% 3.638%
19 11.858 3312 3323 3329 rVV 182206 302155 67.17% 8.927%
20 11.890 3329 3333 3354 rVB 139106 215106 47.82% 6.355%

Sum of corrected areas: 3384684
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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\VUO11119\
VU029136.D

11 Jan 2019 11:55

MD/SY

K1111-01

25_0mL/MSVOA U/WATER

7 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .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\VUO11119\
Data File : VU029136.D

Aca On : 11 Jan 2019 11:55

Operator : MD/SY

Sample : K1111-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.78 1.97 ug/L 123134 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2.4-Triazole-3-thione. 4-cv... 356 C20H28N4S 1000349-91-8 37
2 Mepivacaine 246 C15H22N20 000096-88-8 35
3 3-Cholestanol piperidinomethvl e... 485 C33H59NO 1000252-58-5 25
4 1-Methvl-2-piperidinemethanol 129 C7H15NO 020845-34-5 23
5 1-Piperidinepropanoic acid 157 C8H15NO02 026371-07-3 23
Abundance Scan 3299 (11.781 min): VU029136.D (-3283) (-) m/z 98.20 100.00%
98
5000 177 j\
70 R R S N B
42 11/40 11.60 11.80 12.00
o} S o S S L B o I o IR CR S m/z 177.00 41_.37%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #187864: 3H-1,2,4-Triazole-3-thione, 4-cyclohexyl-2,4-dihy..
98
5000 T ---- R U
11,40 11.60 11.80 12.00
a1 177 m/z 179.10 37.26%
o [, [70 | 131 259 356
mz-> 0 5 100 150 200 2éo 300 350 400 450 '
Abundance
98
11.40 11.60 11.80 12.00
5000 m/z 70.10 17.88%
4 70
o T }??I' A DR SR UARLALEL UARLEEL SR S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #233443: 3-Cholestanol piperidinomethyl ether R . R EEEmE
98 11,40 11.60 11.80 12.00

m/z 94.10 17.18%

5000
o 4369 | 124154 485

m/z--> 0 50 100 150 200 250 300 350 400 450 11. 40 11. 60 11. 80 12. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO11119\
Data File : VU029136.D

Acq On : 11 Jan 2019 11:55

Operator : MD/SY

Sample : K1111-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .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]

unknown-01 11.78 2.0 ug/L 123134 3 11.48 311806 5.0
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