LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032218\
Data File : VX000399.D

Aca On : 22 Mar 2018 12:15

Operator : JC/MD

Sample : J1993-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - W:\HPCHEM1\MSVOA X\METHOD\82X032018W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.075 74 80 90 rBvV 250839 299329 48.55% 8.525%
1.172 93 96 102 rVB 8812 10022 1.63% 0.285%
rBve6 14646 39717 6.44% 1.131%
5.513 795 808 820 rBvV2 70322 206595 33.51% 5.884%
5.678 824 835 847 rBV 110516 311280 50.49% 8.866%
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6.074 887 900 911 rBV2 82147 211646 34.33% 6.028%
6.873 1021 1031 1047 rBvV 184450 441898 71.68% 12.586%
8.726 1328 1335 1344 rBV 383710 616497 100.00% 17.559%
10.122 1558 1564 1578 rVB 398407 535802 86.91% 15.260%
10 11.146 1726 1732 1743 rVB 324461 390356 63.32% 11.118%
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12.085 1881 1886 1892 rBV 371840 447956 72.66% 12.758%

Sum of corrected areas: 3511098
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032218\
Data File : VX000399.D

Aca On - 22 Mar 2018 12:15

Operator : JC/MD

Sample : J1993-04

Misc - 5.0mL/MSVOA X/WATER

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_ X\METHOD\82X032018W.M
SW846 8260

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

Abundance TIC: VX000399.D
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032218\
Data File : VX000399.D

Aca On : 22 Mar 2018 12:15

Operator : JC/MD

Sample : J1993-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl.64 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

1.64 6.38 ug/Il 39717 Pentafluorobenzene 5.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Bis(2-chloroethvDurea 184 C5H10CI2N20 002214-72-4 10
2 Dimethvlamine 45 C2H7N 000124-40-3 9
3 1.5.2.4-Dioxadithiepane-2.2.4.4-... 202 C3H606S2 099591-73-8 9
4 Acetic acid. chloro-. ethvl ester 122 C4H7CI102 000105-39-5 9
5 2-Amino-4-dimethylaminomethylene... 164 C8H12N4 1000191-40-0 9

Abundance Scan 173 (1.642 min): VX000399.D (-156) (-) m/z 44.00 100.00%
5000
gy 96
63 128 27 140 160 1.80 2.00
0 e m/z 96.00 34.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48996: 1,3-Bis(2-chloroethyl)urea
44 63
135
5000 U U R L
73 1.40 1.60 1.80 2.00
m/z 94.00 32.93%
‘ 86 106 149 184
O -‘-‘l‘ ‘=‘-‘Mi ol oes | tee | e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44
140 160 1.80 2.00
5000, m/z 82.00 30.39%
S L S L SO UL UL L WL UL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62842: 1,5,2,4-Dioxadithiepane-2,2,4,4-tetraoxide
44 1.40 1.60 1.80 2.00
m/z 43.10 25.81%
5000 78 108
65
0 JLHSS Lol e | 122 143 172 185 202
m/z--> 20 40 60 80 100 120 140 160 180 200 140 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX032218\
Data File : VX000399.D

Acq On : 22 Mar 2018 12:15

Operator : JC/MD

Sample : J1993-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_M
SW846 8260

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

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

unknownl.64 1.64 6.4 ug/Il 39717 1 5.68 311280 50.0
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