LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72021\
Data File : VN@67815.D

Acqg On : 20 Jul 2021 14:04

Operator : JC/MD

Sample : M3031-01

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 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\82N070721W.M

Title : SW846 8260

Signal : TIC: VN@67815.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.754 257 285 286 rBv2 33602 102319 5.08% 0.980%
2 5.058 1123 1144 1146 rBvV3 13252 24759 1.23% 0.237%
3 8.019 2227 2248 2258 rBV2 242285 568101 28.19% 5.439%
4 8.080 2259 2271 2295 rVB 433034 982707 48.76%  9.408%
5 8.434 2378 2403 2432 rBV 301677 691051 34.29% 6.616%

6 8.654 2469 2485 2500 rBV6 15484 41661 2.07% 0.399%
7 8.965 2582 2601 2626 rBV 667099 1403233 69.62% 13.433%
8 10.443 3133 3152 3172 rBV 1066926 2015586 100.00% 19.296%
9 11.747 3621 3638 3667 rBV 966801 1729405 85.80% 16.556%
10 12.734 3990 4006 4031 rVB 726984 1250418 62.04% 11.971%

11 13.047 4113 4123 4140 rVBS8 17843 30098 1.49% 0.288%

12 13.678 4341 4358 4376 rBV 913482 1533720 76.09% 14.683%

13 13.994 4466 4476 4487 rBV3 25449 40561 2.01% 0.388%

14 14.847 4784 4794 4809 rVB3 19685 32174 1.60% 0.308%
Sum of corrected areas: 10445793
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©72021\

: VNO67815.D
: 20 Jul 2021 14:04
JC/MD
: M3e31-01
: 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@70721W.M
: 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\VN©72021\
Data File : VN@67815.D

Acq On : 20 Jul 2021 14:04

Operator : JC/MD

Sample : M3031-01

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N070721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 wunknown2.754 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.754 5.21 ug/1 102319 Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl methyl sulfoxide 126 C3H7C10S 005331-57-7 25
2 CARBONIC ACID, 1-CHLOROETHYL EST... 152 C5H9Cl03 050893-36-2 9
3 Dimethylsulfoxonium formylmethylide 120 C4H802S 031043-74-0 9
4 Phosgene 98 CCl20 000075-44-5 5
5 Boron trifluoride 68 BF3 007637-07-2 4

Abundance Scan 285 (2.754 min): VN067815.D\data.ms (-257) (-) m/z 63.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72021\
Data File : VN@67815.D

Acqg On : 20 Jul 2021 14:04

Operator : JC/MD

Sample : M3e31-01

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N070721W.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|

unknown2.754 2.754 5.2 ug/l 102319 1 8.080 982707 50.0
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