LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100318\
Data File : VX004963.D

Aca On : 03 Oct 2018 12:27

Operator : JC/MD

Sample : J5170-07

Misc : 6.63a0/5mL/100uL/5_0mL/MSVOA_X/MEOH

ALS Vial : 45 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\82X092618W.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 1.666 62 84 88 rBv5 36566 167125 11.23% 2.130%
2 3.019 299 306 317 rVB 14345 34915 2.35% 0.445%
3 5.507 699 714 728 rBV 162035 481526 32.35% 6.137%
4 5.659 728 739 752 rBV 216058 631705 42.44% 8.051%
5 6.068 795 806 824 rVB2 176628 480753 32.30% 6.127%
6 6.854 925 935 970 rBV 366813 921800 61.94% 11.748%
7 8.714 1229 1240 1257 rBV 843035 1488310 100.00% 18.967%
8 10.116 1464 1470 1488 rBV 766078 1143416 76.83% 14.572%
9 10.360 1505 1510 1516 rVB 12961 18893 1.27% 0.241%
10 11.140 1632 1638 1651 rBvV 812914 1083532 72.80% 13.809%
11 11.439 1682 1687 1695 rBvV3 9156 22454 1.51% 0.286%
12 11.811 1744 1748 1755 rVB 14373 18452 1.24% 0.235%

13 12.079 1787 1792 1801 rBV 1089487 1353780 90.96% 17.253%

Sum of corrected areas: 7846661
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100318\
Data File : VX004963.D

Aca On : 03 Oct 2018 12:27

Operator : JC/MD

Sample : J5170-07

Misc : 6.63a0/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
SW846 8260

TIC Library :
TIC Integration Parameters:

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100318\
Data File : VX004963.D

Aca On : 03 Oct 2018 12:27

Operator : JC/MD

Sample : J5170-07

Misc : 6.63a0/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 unknownl.67 Concentration Rank 1

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

1.67 13.23 ug/Il 167125 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Carbomethoxv-N-methoxvmethvlamine 119 C4H9NO3 153654-07-0 11
2 D-(-)-threo-2-Amino-1-(p-nitroph... 212 C9H12N204 000716-61-0 10
3 Pentanoic acid 102 C5H1002 000109-52-4 9
4 Hexanoic acid. 6-bromo- 194 C6H11Bro02 004224-70-8 9
5 Imidodicarbonic diamide 103 C2H5N302 000108-19-0 9

Abundance Scan 85 (1.672 min): VX004963.D (-62) (-) m/z 60.00 100.00%
60
45
5000
104 140 1.60 1.80 2.00
128142
ol 155 172 187 203 220 235 252266 n/z 63.10 86620
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9059: N-Carbomethoxy-N-methoxymethylamine
9
60
5000 LR L R L
1.40 1.60 1.80 2.00
45 m/z 45.05 57 .35%
119
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71636: D-(-)-threo-2-Amino-1-(p-nitrophenyl)-1,3-propanediol
60
140 160 180 200
5000 m/z 47.10 43 .36%
42
o 1528 | | 77 91 106770 136 153 1§1
m/z--> 20 40 60 éo 100 120 1&0 160 180 200 220 240 260
Abundance #4247: Pentanoic acid o R
60 1.40 1.60 1.80 2.00
m/z 35.10 38.41%
5000
27 41
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1.40 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100318\
Data File : VX004963.D

Acq On : 03 Oct 2018 12:27

Operator : JC/MD

Sample - J5170-07

Misc : 6.639/5mL/100uL/5_0mL/MSVOA_X/MEOH

ALS Vial : 45 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

Quant Method
Quant Title

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.67 1.67 13.2 ug/I 167125 1 5.66 631705 50.0
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