LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100318\
Data File : VX004965.D

Aca On : 03 Oct 2018 13:20

Operator : JC/MD

Sample : J5170-19

Misc : 6.17a0/5mL/100uL/5_.0mL/MSVOA_X/MEOH

ALS Vial : 47 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 > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X092618W.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

1.666 62 84 87 rBv4 36225 156849 10.12% 1.930%
2.842 272 277 287 rVB 24027 49033 3.16% 0.603%
rvB 13654 34066 2.20% 0.419%
5.506 701 714 727 rBv2 171558 495628 31.97% 6.097%
5.659 727 739 754 rBV 224216 663565 42.80% 8.163%
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6.067 794 806 819 rBV 186595 497497 32.09% 6.120%
6.860 924 936 954 rBV 370107 937048 60.44% 11.527%
8.713 1225 1240 1256 rBV 896029 1550305 100.00% 19.072%
10.115 1464 1470 1489 rBV 820429 1205925 77.79% 14.835%
10 11.139 1632 1638 1652 rBV 849218 1127475 72.73% 13.870%
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12.078 1787 1792 1801 rBVY 1108390 1411459 91.04% 17.364%

=
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Sum of corrected areas: 8128850
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100318\
Data File : VX004965.D

Aca On : 03 Oct 2018 13:20

Operator : JC/MD

Sample : J5170-19

Misc > 6.17a0/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vial : 47 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
SW846 8260

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

Abundance TIC: VX004965.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100318\
Data File : VX004965.D

Aca On : 03 Oct 2018 13:20

Operator : JC/MD

Sample : J5170-19

Misc : 6.17a0/5mL/100uL/5_.0mL/MSVOA_X/MEOH

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

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 unknownl.67 Concentration Rank 1

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

1.67 11.82 ug/Il 156849 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 2-chloro-1.1-bis(2-chlor... 220 C6H11C1302 005409-75-6 17
2 Carbonic acid. butvl ethvl ester 146 C7H1403 030714-78-4 17
3 Bis(2-chloroethvl) sulfone 190 C4H8CI1202S 000471-03-4 12
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 10
5 N-Carbomethoxy-N-methoxymethylamine 119 C4H9NO3 153654-07-0 10

Abundance Scan 85 (1.672 min): VX004965.D (-62) (-) m/z 63.10 100.00%
3
45
5000
5 89 104106 141165 17 207219 234 250 140 200 180 20
0 m/z 60.10 99.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #77744: Ethane, 2-chloro-1,1-bis(2-chloroethoxy)-
63
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m/z 44.95 62.75%
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Abundance #21956: Carbonic acid, butyl ethyl ester
29 63
AR maEe s
41 91 1.40 1.60 1.80 2.00
5000 m/z 47.00 57.44%
ol LM 5 ‘ 103 119 147
R e e L B R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53240: Bis(2-chloroethyl) sulfone
27 63 1.40 1.60 1.80 2.00
m/z 35.10 56.56%
5000
ol 49 75 %2 127 oy
R e R B e B RERA AR s AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1.40 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100318\
Data File : VX004965.D

Acq On : 03 Oct 2018 13:20

Operator : JC/MD

Sample : J5170-19

Misc : 6.179/5mL/100uL/5_.0mL/MSVOA_X/MEOH

ALS Vial : 47 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

Quant Method
Quant Title

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.67 1.67 11.8 ug/Il 156849 1 5.66 663565 50.0
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