LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090220\
Data File : VN063196.D

Aca On : 2 Sep 2020 15:29

Operator : JC/MD

Sample : L3890-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 16 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

2.425 200 213 223 rBv4 54734 128785 5.59% 1.068%
7.550 1787 1807 1818 rBV 284878 718903 31.19% 5.963%
rvB 456784 1086285 47.13% 9.010%
7.988 1926 1943 1964 rBV2 324796 758083 32.89% 6.288%
8.550 2102 2118 2136 rBV 762974 1598237 69.34% 13.256%
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10.061 2571 2588 2606 rBVY 1254046 2304937 100.00% 19.117%
11.380 2984 2998 3019 rBVY 1203848 2109740 91.53% 17.498%
12.380 3292 3309 3331 rBV 892637 1538937 66.77% 12.764%
13.318 3587 3601 3626 rBY 1053488 1812795 78.65% 15.036%
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Sum of corrected areas: 12056702
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO090220\
Data File : VN063196.D

Aca On : 2 Sep 2020 15:29

Operator : JC/MD

Sample : L3890-01

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 16 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

Abundance TIC: VN063196.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090220\
Data File : VN063196.D

Aca On : 2 Sep 2020 15:29

Operator : JC/MD

Sample - L3890-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .M
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Peak Number 1

unknown2 .43

Concentration Rank 1

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

2.43 5.93 ug/Il 128785 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl-(6-methvl-2-thioxo-I1.3... 211 C6H14NOPS2 139575-19-2 38
2 Pterin-6-carboxvlic acid 207 C7H5N503 000948-60-7 25

N-(3.5-Dinitropvridin-2-vl)-L-as... 300 C9H8N408 035899-60-6 25
4 Benzeneethanamine. 2.5-difluoro-... 219 C9H11F2N0O3 152434-78-1 23
5 Urea, trimethyl- 102 C4H10N20 000632-14-4 17
Abundance Scan 215 (2.431 min): VN063196.D (-200) (-) m/z 44.00 100.00%
5000
63 200 220 240 2.60 2.80
105
o 82 119 141 166 191207 230 281 297 /7  49.00 19 720
m/z--> 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...
4,
5000
2.00 2.20 2.40 2.60 2.80
m/z 45.00 19.56%
o 8 72 87 106120135 163 183 211
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
44
200 220 240 2.60 2.80
5000 m/z 43.00 18.89%
69 163
. 91105122 149 177491 207
m/z--> 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 L e
44 2.00 2.20 2.40 2.60 2.80
m/z 42.05 10.18%
5000
107
o 180 79 | g 154 184 300
m/z--> 40 60 80 160 120 140 160 180 200 220 240 260 280 300 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\VN090220\
Data File : VN063196.D

Acq On : 2 Sep 2020 15:29

Operator : JC/MD

Sample - L3890-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 16 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 5.9 ug/Il 128785 1 7.63 1086290 50.0
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