LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX021020\

Data File : VX014901.D

Aca On - 10 Feb 2020 20:16

Operator : JC/SP

Sample - L1456-04

Misc - 6.33a/5mL/100uL/5.00mL/MSVOA_X/MEOH s .
ALS Vial : 27 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\82X021020W.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

1.070 26 30 40 rBvV 408566 493958 23.29% 3.890%

1.265 59 62 68 rBv2 15569 24585 1.16% 0.194%
132 rBV7 71375 402586 18.98% 3.170%
2.844 314 321 329 rBv4 10337 21387 1.01% 0.168%
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5.496 744 756 770 rBv2 202329 659741 31.11% 5.195%

5.648 772 781 799 rVB 398601 1160525 54.72% 9.139%
6.051 836 847 864 rBV 231743 679135 32.02% 5.348%
6.849 969 978 994 rBV 590002 1521630 71.75% 11.983%
rBvV 1285025 2111451 99.56% 16.628%
10.111 1507 1513 1521 rBV 1327281 1888742 89.05% 14.874%
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11 11.135 1675 1681 1693 rBV 1288372 1585793 74.77% 12.488%
12 12.074 1830 1835 1847 rVB 1763068 2120883 100.00% 16.702%
13 12.269 1862 1867 1875 rBV9 12266 28052 1.32% 0.221%

Sum of corrected areas: 12698468
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021020\
VX014901.D

10 Feb 2020 20:16

JC/SP

L1456-04
6.330/5mL/100uL/5.00mL/MSVOA_X/MEOH

27 Sample Multiplier: 1

o Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X021020W .M
- SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021020\
Data File : VX014901.D

Aca On : 10 Feb 2020 20:16

Operator : JC/SP

Sample : L1456-04

Misc : 6.33a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X021020W.M
Quant Title : 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 2 unknownl.66 Concentration Rank 2

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

1.66 17.35 ug/Il 402586 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. ethvl 2-mercaptoe... 150 C5H1003S 005628-96-6 28
2 (3-Chloropropionamido)sulfur pen... 233 C3H5CIF5NOS 080409-44-5 22
3 2.4-Pentandione. 1.1.1-trifluoro... 227 C6H8F3N30S 1000261-38-8 10
4 2H-1.2-0Oxazine. 6-(4-chlorophenv... 211 C11H14CINO 015769-91-2 10
5 Hexanoic acid, 6-bromo- 194 C6H11Bro02 004224-70-8 10

Abundance Scan 127 (1.661 min): VX014901.D (-105) (-) m/z 60.10 100.00%
60
5000
35
78 1.40 1.60 1.80 2.00
o 96 112128144159 179 207 224 246262 283300 /7 63.00 46 85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24041: Carbonic acid, ethyl 2-mercaptoethy! ester
0 60
5000 IEREE BAREE RS R S
1.40 1.60 1.80 2.00
4 91 m/z 35.10 29.87%
E! 75 117 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
27
91
63 140 1.60 1.80 2.00
5000 m/z 45.10 29.81%
47 127

0 150 170 198 233
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83680: 2,4-Pentandione, 1,1,1-trifluoro-, 2-thiocarbamylh... e e
1.40 1.60 1.80 2.00

m/z 49.10 29.15%

5000

168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 140 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX021020\
Data File : VX014901.D

Acq On : 10 Feb 2020 20:16

Operator : JC/SP

Sample : L1456-04

Misc : 6.339g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X021020W .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.66 1.66 17.4 ug/I1 402586 1 5.65 1160530 50.0
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