LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099465.D

Acq On : 14 Oct 2017 3:41

Operator : SJ/JU

Sample : PB103194BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 height area % max. total
1 5.092 507 511 527 rBVY 291519 384883 16.37% 2.090%
2 5.487 574 578 596 rBV 2205573 2205157 93.79% 11.977%
3 6.492 744 749 752 rBV 2026422 2062547 87.73% 11.202%
4 6.628 768 772 775 rBV 2531817 2209000 93.95% 11.997%
5 6.851 807 810 817 rVvB 681109 568054 24.16% 3.085%

7.010 833 837 840 rBV 2073678 1814834 77.19% 9.857%
7.422 902 907 910 rBV 1326991 1334849 56.77% 7.250%
8.133 1024 1028 1044 rBvV 848737 737677 31.38% 4._.006%
9.210 1206 1211 1214 rBV 2666917 2351126 100.00% 12.769%
9.886 1323 1326 1340 rVB 705993 694136 29.52% 3.770%

=
QO ~NO®

11 10.680 1457 1461 1476 rBV 1095610 997725 42.44% 5.419%
12 11.374 1576 1579 1588 rBV 563664 542503 23.07% 2.946%
13 12.957 1844 1848 1852 rBV 1606463 1490618 63.40% 8.096%
14 14.021 2025 2029 2041 rBV 493496 484473 20.61% 2.631%
15 15.492 2274 2279 2292 rVB2 402739 534657 22.74% 2.904%

Sum of corrected areas: 18412239
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF101317\
BF099465.D
14 Oct 2017

SJ3/J

U

PB103194BL

26

3:41

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099465.D

Acq On : 14 Oct 2017 3:41

Operator : SJ/JU

Sample : PB103194BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.09 13.55 ng 384883 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 511 (5.092 min): BF099465.D (-507) (-) m/z 43.00 100.00%
a3
59
5000
101 U R U S SRR
51 | 83 | 480 5.00 520 5.40
N A U m/z 59.00 57.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R U S IR
4.80 5.00 5.20 5.40
59 101 m/z 101.00 20-35%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 16.89%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime L e b R
43 4.80 5.00 5.20 5.40
m/z 41.10 8.69%
5000
101
oL 15 3 ] 50 6o g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099465.D

Acq On : 14 Oct 2017 3:41

Operator : SJ/JU

Sample : PB103194BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.63 Concentration Rank 1

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

6.63 77.77 ng 2209000 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF099465.D (-768) (-) m/z 132.00 100.00%
32
5000 o8
N T 520 om0 Gbo 680 700
Obrrprrrr e e s e e bbb e e m/z 68.10 36.79%
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
5000 I LRI I IR L
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.76%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 22.99%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole S AL LI L B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.17%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099465.D

Acq On : 14 Oct 2017 3:41

Operator : SJ/JU

Sample : PB103194BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.09 13.6 ng 384883 1 6.85 568054 20.0
unknown6 .63 6.63 77.8 ng 2209000 1 6.85 568054 20.0
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