LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082319\
Data File : VX011796.D

Aca On : 23 Aug 2019 14:30

Operator : JC/SP

Sample : K4404-01

Misc : 6.30a/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 13 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\82X082219W.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 1.702 63 90 91 rBv 68778 422086 25.14% 4.232%
2 5.488 699 711 723 rBV2 192870 554284 33.01% 5.558%
3 5.647 726 737 753 rVB 406700 1130942 67.36% 11.341%
4 6.055 794 804 821 rBV 195565 512417 30.52% 5.138%
5 6.848 925 934 947 rBV 547312 1278558 76.15% 12.821%

8.707 1231 1239 1247 rBV 1036308 1678930 100.00% 16.836%
10.109 1463 1469 1476 rBVY 1083879 1456972 86.78% 14.610%
11.140 1632 1638 1645 rBVY 942523 1260745 75.09% 12.642%
12.079 1786 1792 1798 rBV 1298673 1677610 99.92% 16.822%
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Sum of corrected areas: 9972544
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082319\
VX011796.D

23 Aug 2019 14:30

JC/SP

K4404-01
6.30a/5mL/100uL/10mL/MSVOA_X/MEOH

13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082219W .M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082319\
Data File : VX011796.D

Aca On : 23 Aug 2019 14:30

Operator : JC/SP

Sample : K4404-01

Misc : 6.30a/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082219W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl1.70 Concentration Rank 1

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

1.70 18.66 ug/Il 422086 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-I(2-chloroethvD)sulfo... 249 C8H8CINO4S 006461-63-8 43

2-I2-(2-Chloro-ethoxv)-ethoxvl-p... 216 C10H13CIO3 1000317-46-1 37
3 Phosaene 98 CCI20 000075-44-5 37
4 Ethane. 1.2-bis(2-chloroethoxv)- 186 C6H12CI1202 000112-26-5 32
5 Ethane, 1-bromo-2-chloro- 142 C2H4BrcClI 000107-04-0 27
Abundance Scan 90 (1.702 min): VX011796.D (-63) (-) m/z 63.00 100.00%
63
35
5000 9
105 153 141 160 180196 217232245 263 285299 1.40 1.60 1.80 2.00
0 m/z 35.10 72.73%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #101636: Benzene, 1-[(2-chloroethyl)sulfonyl]-4-nitro-
63
5000
1.40 1.60 1.80 2.00
122 186 m/z 44.95 60.89%
‘ 92 ‘ 141 170 \ 213
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m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
63
45 140 160 1.80 2.00
5000 110 m/z 47.10 58.61%
136 216
o 81 o5 167
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3420: Phosgene
63 1.40 1.60 1.80 2.00
m/z 44.05 50.88%
5000{ 35
Lol o
m/z--> 45 eb 80 160 150 140 160 180 200 220 240 260 2éo 300 Lho L%o Léo 260 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX082319\
Data File : VX011796.D

Acq On : 23 Aug 2019 14:30

Operator : JC/SP

Sample - K4404-01

Misc : 6.30g/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082219W .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.70 1.70 18.7 ug/Il 422086 1 5.65 1130940 50.0
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