LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO90320\

Data File : VN063224.D

Aca On - 3 Sep 2020 16:48

Operator : JC/MD

sample - 13902-02 :
Misc - 5.00mL/MSVOA N/WATER Sl O R SR AL U
ALS Vial : 18 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 N\METHODS\82N083120W.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

2.432 201 215 227 rBV5S 58601 144098 7.31% 1.379%
7.332 1724 1739 1753 rBvV2 23680 57566 2.92% 0.551%
rBv2 240935 620115 31.46% 5.936%
7.627 1819 1831 1850 rVB 384289 914813 46.41% 8.757%
7.988 1925 1943 1962 rBV 276345 658453 33.40% 6.303%
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8.258 2006 2027 2029 rBV5 21778 55816 2.83% 0.534%
8.550 2103 2118 2139 rVB 661004 1380859 70.05% 13.218%
rBvV 1058641 1971350 100.00% 18.870%
11.380 2984 2998 3020 rBVY 1027092 1824136 92.53% 17.461%
12.380 3293 3309 3329 rBV 754892 1302143 66.05% 12.464%
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rBv2 891483 1517667 76.99% 14.527%
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Sum of corrected areas: 10447016
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90320\

Data File : VN063224.D

Aca On : 3 Sep 2020 16:48

Operator : JC/MD

Sample : L3902-02 0
Misc - 5.00mL/MSVOA N/WATER Sl O R SR AL U
ALS Vial : 18 Sample Multiplier: 1

Ouant Method Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .M

Quant Title SW846 8260
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN063224.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO90320\

Data File : VN063224.D

Aca On - 3 Sep 2020 16:48

Operator : JC/MD

sample - 13902-02 :
Misc - 5.00mL/MSVOA N/WATER Sl O R SR AL U
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 unknown2.43 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

2.43 7.88 ug/l 144098 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
N-(3.5-Dinitropvridin-2-vl)-L-as... 300 C9H8N408 035899-60-6 32
2 Ethvl Chloride 64 C2H5CI 000075-00-3 17
3 Dimethvl-(6-methvl-2-thioxo-I1.3... 211 C6H14NOPS2 139575-19-2 17
4 1.3-Dioxolane-4-methanol 104 C4H803 005464-28-8 16
5 Propanenitrile, 3-chloro-2,3-dih... 147 C3H2CIN302 139912-33-7 16
Abundance Scan 215 (2.432 min): VN063224.D (-201) (-) m/z 44.00 100.00%

5000

63 2.00 220 2.40 2.60 2.80

78 94 119 157 176 207 235

0 m/z 45.00 21.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145115: N-(3,5-Dinitropyridin-2-yl)-L-aspartic acid
44
5000 | NI LI L L L LB LB
2.00 2.20 240 2.60 2.80
107 m/z 48.95 19.66%
o | 80 501 | g3 154 184 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
28
6 2.00 2.20 240 2.60 2.80
5000 4 m/z 43.00 16.59%
49
13

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #70399: Dimethyl-(6-methyl-2-thioxo-[1,3,2]oxathiaphosphin... R B e
2.00 2.20 2.40 2.60 2.80

m/z 63.00 15.39%

5000

60 87 105120135 163 183 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.00 2.20 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90320\

Data File : VN063224.D

Acq On : 3 Sep 2020 16:48

Operator : JC/MD

Sample - L3902-02 :
Misc - 5.00mL/MSVOA_N/WATER Sl S
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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]

unknown2 .43 2.43 7.9 ug/l 144098 1 7.63 914813 50.0
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