LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031518\
Data File : BF103681.D

Aca On : 15 Mar 2018 21:09

Operator : JU/SJ

Sample : PB107343BL

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.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 5.222 527 533 541 rVB 69197 91117 2.18% 0.263%
2 5.593 591 596 599 rBVY 3401668 3546808 84.96% 10.246%
3 6.581 758 764 767 rBVY 3101102 3494099 83.70% 10.093%
4 6.734 785 790 793 rBVY 3594344 3597966 86.18% 10.393%
5 6.963 826 829 833 rVB 1165879 984968 23.59% 2.845%

7.122 852 856 859 rBV 3150614 2844799 68.14% 8.218%
7.528 919 925 928 rBV 2111668 2225005 53.30% 6.427%
8.245 1042 1047 1051 rBV 1496346 1363561 32.66% 3.939%
9.322 1224 1230 1233 rBV 4163128 4174770 100.00% 12.060%
10.004 1341 1346 1350 rBV 1761136 1516098 36.32% 4 _380%

=
QO ~NO®

11 10.792 1474 1480 1484 rBV 2343056 2349177 56.27% 6.786%
12 11.498 1595 1600 1603 rVB 1702087 1552523 37.19% 4._.485%
13 13.086 1865 1870 1873 rBV 4073799 4057755 97.20% 11.722%
14 14.145 2045 2050 2053 rBV 1586063 1466756 35.13% 4.237%
15 15.668 2303 2309 2322 rBV 984724 1352284 32.39% 3.906%

Sum of corrected areas: 34617686
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031518\

BF103681.D

15 Mar 2018 21:09

JussJ

PB107343BL

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031518\
Data File : BF103681.D

Aca On : 15 Mar 2018 21:09

Operator : JU/SJ

Sample : PB107343BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.73 Concentration Rank 1

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

6.73 73.06 ng 3597970 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF103681.D (-785) (-) m/z 132.00 100.00%
5000 68
40 s ‘ 75 %6 o4 6.40 6.60 6.80 7.00
0..,....,....,...:I'.'.‘.‘Z,:!..?}!.'.|,..':-.,..5.3.7,....,.'!..,.1.1.5.,....,'.'..,.. m/z 68.00 42.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR S SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.82%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
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132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 28.15%
41 97
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79
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wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole O EAmE A

132 6.40 6.60 6.80 7.00
m/z 69.10 16.84%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031518\
Data File : BF103681.D

Acq On : 15 Mar 2018 21:09

Operator : JU/SJ

Sample : PB107343BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]

unknown6.73 6.73 73.1 ng 3597970 1 6.96 984968 20.0
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