LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037575.D

Aca On : 26 Oct 2018 11:18

Operator : JU/SJ

Sample = J5655-06

Misc :

ALS Vial : 31 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.641 393 400 411 rBV 345531 566140 15.47% 3.459%
2 7.239 665 672 683 rVB 213860 379413 10.36% 2.318%
3 7.627 729 738 747 rBV 667007 1170540 31.98% 7.152%
4 8.103 811 819 830 rBV 173058 306086 8.36% 1.870%
5 8.426 866 874 886 rVB 589342 1061923 29.01% 6.488%

9.278 1010 1019 1028 rBV 541904 981081 26.80% 5.994%
10.923 1291 1299 1307 rBV 260472 474436 12.96% 2.899%
13.356 1706 1713 1721 rBV 1511604 2416055 66.00% 14.762%
rBv2 448750 733985 20.05% 4._.484%
16.223 2194 2201 2222 rBV 1096079 1788610 48.86% 10.928%
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11 17.480 2408 2415 2425 rBV 604268 940134 25.68% 5.744%
12 20.083 2851 2858 2868 rBV 2580898 3660535 100.00% 22.365%
13 21.764 3137 3144 3154 rBV 556586 980123 26.78% 5.988%
14 25.095 3700 3711 3731 rBv2 278789 908140 24.81% 5.549%

Sum of corrected areas: 16367201
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\

- BG037575.D

: 26 Oct 2018 11:18

: Ju/sd

: J5655-06

: 31 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG037575.D

7.63

5.64 10.92

7.24 8.10
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9.00 9.50 1000 1050 1100 1150 1200 1250
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Abundance
2500000

2000000

1500000

1000000

500000

13.36

TIC: BG037575.D
20.08

16.22

17.48 21.76

14.74

0
Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG037575.D

25.09

0
Time--> 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037575.D

Aca On : 26 Oct 2018 11:18

Operator : JU/SJ

Sample : J5655-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.63 Concentration Rank 1

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

7.63 76.48 ng 1170540 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 738 (7.627 min): BG037575.D (-729) (-) m/z 131.90 100.00%
132
5000 68
96 ISR I UL R
40 307 7.20 7.40 7.60 7.80 8.00
o 1o m/z 68.00 43.59%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR I UL R

7.20 7.40 7.60 7.80 8.00
m/z 133.90 33.90%

31 51
o..|.."-,!.|l.,.!.-.l,....,....,.. PP
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R RN BRI
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 27.81%
97
‘ 1 117
o H L“ ,”.w”.q.ﬂw.”.“”.“.”“.”,”..”...”.“”.“.”
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14144: 5-Fluoro-2-chloropyrimidine s B R o
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.30%
5000
3 105
‘ 51 70 86 ‘
UL N P Y MM SN e -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102518\
Data File : BG037575.D

Acq On : 26 Oct 2018 11:18

Operator : JU/SJ

Sample - J5655-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown7 .63 7.63 76.5 ng 1170540 1 8.10 306086 20.0
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