LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62121\
Data File : VN@67417.D

Acqg On : 21 Jun 2021 15:25
Operator : JC/MD

Sample : M2795-12

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N061421W.M

Title : SW846 8260

Signal : TIC: VN@67417.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.329 1972 1991 2009 rBV2 9547 25865 1.17% 0.224%
2 8.024 2224 2250 2261 rBV 264607 633217 28.54% 5.488%
3 8.088 2261 2274 2298 rVB2 470078 1092031 49.22% 9.464%
4  8.440 2385 2405 2436 rBV2 341118 795412 35.85% 6.894%
5 8.968 2584 2602 2633 rBV 752714 1580511 71.23% 13.698%

6 10.446 3133 3153 3179 rBV 1150070 2218747 100.00% 19.229%
7 10.593 3186 3208 3221 rBV3 48816 155241 7.00%  1.345%
8 10.660 3221 3233 3265 rVB2 114045 229779 10.36%  1.991%
9 11.749 3621 3639 3674 rBV 1047929 1915253 86.32% 16.599%
10 12.734 3990 4006 4033 rBV 781375 1377464 62.08% 11.938%

11 13.678 4340 4358 4384 rBV 883497 1514873 68.28% 13.129%

Sum of corrected areas: 11538393
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62121\
Data File : VN@67417.D

Acqg On : 21 Jun 2021 15:25
Operator : JC/MD

Sample : M2795-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061421W.M
Quant Title : SW846 8260

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

Abundance TIC: VN067417.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62121\
Data File : VN@67417.D

Acqg On : 21 Jun 2021 15:25
Operator : JC/MD

Sample : M2795-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl®.660 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.660 6.00 ug/l 229779  Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Ethanediol 62 C2H602 000107-21-1 42
2 5-Methyloxazolidine 87 C4H9NO 058328-22-6 9

3 Ethanamine, 2-(methylthio)- 91 C3HONS 018542-42-2 9
4 Propylcarbamate 103 C4HS9NO2 000627-12-3 9

5 Ethanethiol 62 C2H6S 000075-08-1 5
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3.0

5000
62.0
VAN —
10.50 11.00
‘ 77.0
o"""‘“‘H""‘H‘“"m‘i“kuww‘%"l‘m m/z 42.00 39.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #325: 1,2-Ethanediol
31.0
5000 5 e
10.50 11.00
m/z 62.00 32.45%
\

43.0
180 L e
O\\‘\\‘\\‘\\\\i\\\\‘\}\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1878: 5-Methyloxazolidine /\
43.0

= —
10.50 11.00
5000 ITI/Z 44.00 27.75%
X 56.0
ol rrrar e lll by 720 880
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2390: Ethanamine, 2-(methylthio)- — —
30.0 10.50 11.00
m/z 61.00 18.13%
5000
91.0
44.0 62.0
0 H‘H\\M\\\\H\yﬂw\M\H‘wu\‘u\w\\u‘\u\w\\\ e —T—
m/z--> 10 20 30 40 50 60 70 80 90 100 10.50 11.00

82N061421W.M Tue Jun 22 18:25:35 2021 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN062121\
Data File : VN@67417.D

Acqg On : 21 Jun 2021 15:25
Operator : JC/MD

Sample : M2795-12

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

unknown10. 660 10.660 6.0 ug/l 229779 3 11.749 1915250 50.0
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