LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN123124\
Data File : VN©85366.D

Acq On : 31 Dec 2024 12:06

Operator : JC\MD

Sample : P5386-03

Misc : 1.02g/10mL/100uL/5.00mL/MSVOA_N/MEOH MOO-24-00395-96

ALS Vial : 8 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\82N122724W.M

Title . SW846 8260

Signal : TIC: VNe85366.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.289 52 57 64 rBvV 7750 13739 1.79% 0.340%
2 2.836 135 150 151 rBV6 20486 60273 7.83% 1.491%
3 2.895 154 160 164 rVV8 7971 25301 3.29% 0.626%
4 8.165 1045 1056 1059 rBV 110407 254965 33.13% 6.308%
5 8.218 1059 1065 1077 rVB 187617 426462 55.42% 10.551%

6 8.571 1116 1125 1137 rBV 128918 287310 37.33% 7.108%
7 9.094 1206 1214 1223 rBV 288744 573245 74.49% 14.182%
8 10.565 1455 1464 1471 rBV 421912 769567 100.00% 19.039%
9 11.865 1675 1685 1696 rVB 378055 658812 85.61% 16.299%
0 12.847 1845 1852 1860 rBV 259419 428831 55.72% 10.609%

11 13.788 2005 2012 2021 rBV 318813 543574 70.63% 13.448%

Sum of corrected areas: 4042079
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN123124\

: VNO85366.D

: 31 Dec 2024 12:06
: JC\MD

: P5386-03

: 1.02g/10mL/100uL/5.00mL/MSVOA_N/MEOH MOO-24-00395-96
: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122724W.M

Quant Title

TIC Library

: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN123124\
Data File : VN@85366.D

Acqg On : 31 Dec 2024 12:06

Operator : JC\MD

Sample : P5386-03

Misc : 1.02g/10mL/100uL/5.00mL/MSVOA_N/MEOH MOO-24-00395-96

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122724W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.836 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.836 7.07 ug/1 60273  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 bis(chloromethyl) carbonate 158 C3H4C1203 1000404-37-0 12
2 Phosgene 98 CC120 000075-44-5 9
3 Carbonochloridic acid, chloromet... 128 C2H2C1202 022128-62-7 9
4 Diethyl pyrocarbonate 162 C6H1005 001609-47-8 9
5 m-Dioxan-4-o0l, 2,6-dimethyl- 132 C6H1203 004740-77-6 7

Abundance Scan 150 (2.836 min): VN085366.D\data.ms (-135) (-) m/z 49.00 100.00%

49.0
5000

91.1 15.1 218.8 2.60 2.80 3.00 3.20
Y “M‘JHM“LM‘uH_Hwwwwwwww m/z 45.10  75.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34771: bis(chloromethyl) carbonate
49.0
5000
79.0 2.60 2.80 3.00 3.20
m/z 63.10 65.57%

oL 1m0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
63.0

2.60 2.80 3.00 3.20
5000 m/z 47.00 49.95%

TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z-->
Abundance  #13693: Carbonochloridic acid, chloromethyl ester

m/z 43.95 42.76%

J Pl

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN123124\
Data File : VN©85366.D

Acq On : 31 Dec 2024 12:06

Operator : JC\MD

Sample : P5386-03

Misc : 1.02g/10mL/100uL/5.00mL/MSVOA_N/MEOH MOO-24-00395-96

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122724W.M
Quant Title : SW846 8260

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

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

unknown2.836 2.836 7.1 ug/l 60273 1 8.218 426462 50.0
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