LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022717\
Data File : BG025964.D

Aca On : 27 Feb 2017 15:14

Operator : SJ/MA

Sample : PB97193BL

Misc :

ALS Vial : 3 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 G\METHODS\8270-BG021717.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

5.178 306 313 325 rBV 515390 773931 9.73% 2.166%
5.648 385 393 402 rBV 1579902 2473085 31.09% 6.920%
rBV 1541485 2603436 32.73% 7.285%
7.610 719 727 737 rBV 1520627 2566148 32.26% 7.180%
8.074 798 806 814 rBV 261617 453222 5.70% 1.268%
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8.403 853 862 871 rBV 1065804 1839887 23.13% 5.148%
9.232 995 1003 1013 rBV 869904 1519735 19.10% 4._.252%
10.877 1275 1283 1295 rBVY 403230 724769 9.11% 2.028%
13.309 1690 1697 1707 rBV 2655899 4073565 51.21% 11.398%
14.678 1923 1930 1938 rBV2 701349 1134568 14.26% 3.175%

=
QO ~NO®

11 16.159 2174 2182 2196 rBV 2384405 3788174 47.62% 10.600%
12 17.410 2388 2395 2402 rBV2 1139055 1712750 21.53% 4._.793%
13 20.007 2830 2837 2846 rBV 5971659 7954786 100.00% 22.259%
14 21.658 3111 3118 3129 rVB 1261823 2057161 25.86% 5.756%
15 24.855 3652 3662 3675 rVB2 711042 2062651 25.93% 5.772%

Sum of corrected areas: 35737868
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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 G\DATA\BG022717\
BG025964.D

27 Feb 2017 15:14

SJ/MA

PB97193BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BG025964.D

5.65 7.23 7.61

8.40 923

5.18
8.07

10.88

o

Time-->  3.50

4.00 450 5.00 550 6.00 6.50 7.00

T T T T T T T T
750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

5000000

4000000

3000000

13.31

2000000

1000000

TIC: BG025964.D

16.16

17.41
14.68

20,01

21.66

okt
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

5000000

4000000

3000000

2000000

1000000

TIC: BG025964.D

24.85

O

Time--> 23.00 23.50 24.00 24.50 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:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025964.D

Aca On : 27 Feb 2017 15:14

Operator : SJ/MA

Sample : PB97193BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 34.15 ng 773931 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 47
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 313 (5.178 min): BG025964.D (-306) (-) m/z 43.10 100.00%
43.1
59.0
5000
101.1 e
831 007 1 480 5.00 520 5.40 5.60
| IR | A | TR it SEMMMMMEMME MMM S U m/z 59.05 77.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L I
480 5.00 520 5.40 5.60
59.0 m/z 101.10 23.52%
27.0 ‘ ‘ 83.0 10:‘['0
il LIl " L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 59.0
480 500 520 540 5.60
5000/ 18.0 m/z 58.10 21.80%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #40911: 1,8-Nonanediol, 8—methy|— TTTTT T T T T T T T
59.0 480 5.00 520 5.40 5.60
m/z 41.05 8.50%
5000
43.0
e 220 A12801m01s00
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025964.D

Aca On : 27 Feb 2017 15:14

Operator : SJ/MA

Sample : PB97193BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 2 unknown7.61 Concentration Rank 1

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

7.61 113.24 ng 2566150 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 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 727 (7.610 min): BG025964.D (-719) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 oo o T T R
40.0 7.20 7.40 7.60 7.80 8.00
207.9 8217 "m/z 68.10 40.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AU IR IR R
7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.20%
310 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
132.0
720 740 7.60 7.80 8.00
5000 67.0 m/z 66.10 26.19%
41.0 97.0

mmmvwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #14491: 5-Aminoindole e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14.42%
5000
104.0
66.0
14.0 39.0, | ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 7.20 7.40 760 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
Data File : BG025964.D

Acq On : 27 Feb 2017 15:14

Operator : SJ/MA

Sample : PB97193BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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]
2-Pentanone, 4-hy... 5.18 34.1 ng 773931 1 8.08 453222 20.0
unknown7 .61 7.61 113.2 ng 2566150 1 8.08 453222 20.0
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