LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064155.D

Aca On : 15 Oct 2020 19:55

Operator : JC/MD

Sample : L4417-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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\82N101420W_.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

2.419 198 211 225 rBV2 41013 93639 5.33% 1.027%
7.550 1789 1807 1819 rBV2 237624 593379 33.80% 6.505%
rvB 342470 819526 46.68% 8.985%
7.991 1924 1944 1964 rBV 248719 585846 33.37% 6.423%
8.553 2103 2119 2137 rBV 562912 1199219 68.31% 13.147%
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10.061 2573 2588 2611 rBVY 958473 1755656 100.00% 19.248%
11.380 2981 2998 3025 rBV 945107 1663278 94.74% 18.235%
12.380 3295 3309 3335 rBVY 667931 1155754 65.83% 12.671%
13.318 3587 3601 3625 rBVY 729764 1255011 71.48% 13.759%
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Sum of corrected areas: 9121308
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VN064155.D

Aca On : 15 Oct 2020 19:55

Operator : JC/MD

Sample : L4417-08

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N101420W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064155.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101520\
Data File : VNO064155.D

Aca On : 15 Oct 2020 19:55

Operator : JC/MD

Sample : L4417-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101420W .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 unknown2.42 Concentration Rank 1

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

2.42 5.71 ug/l 93639 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. trimethvl- 102 C4H10N20 000632-14-4 17

N-(3.5-Dinitropvridin-2-vl)-L-as... 300 C9H8N408 035899-60-6 17
3 Methvlpent-4-envlamine 99 C6H13N 005831-72-1 16
4 1.6-Hexanediamine. N.N"-dimethvl- 144 C8H20N2 013093-04-4 12
5 dl-Alanyl-dl-norleucine 202 C9H18N203 019079-66-4 12
Abundance Scan 211 (2.419 min): VN064155.D (-198) (-) m/z 44.00 100.00%
4a
5000
& 2.00 220 240 260 2.80
79 94 220 : : : : :
o — '.-..;|...~.-~,-~....,.1.1.?,1.2.?.,....,....,....,.... S e M/Z 49.00 32.31%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4204: Urea, trimethyl-
44
5000
2.00 2.20 2.40 2.60 2.80
72 m/z 45.00 23.19%
0 H 102
0 JLW"J'”W'”W'”W'”W'”W'”W”'W”'W”'W”'W”'W”'W”
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
44
2.00 2.20 2.40 2.60 2.80
5000 m/z 63.00 18.02%
107
o 60 77 o1 132 154 184 300
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3548: Methylpent-4-enylamine
44 2.00 2.20 240 2.60 2.80
m/z 47.00 9.93%
5000
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 2.00 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN101520\
Data File : VN064155.D

Acq On : 15 Oct 2020 19:55

Operator : JC/MD

Sample - L4417-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N101420W .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 .42 2.42 5.7 ug/Il 93639 1 7.63 819526 50.0
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