LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF100517\
Data File : BF099100.D

Aca On : 5 Oct 2017 13:45

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 10 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-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 heiaht area % max. total
1 5.104 509 513 528 rVB 375545 523962 15.18% 1.851%
2 5.493 574 579 582 rBVY 2911135 2967313 85.95% 10.483%
3 6.492 743 749 752 rBVY 2538161 2932749 84.95% 10.361%
4 6.634 768 773 776 rBVY 3007949 3015760 87.35% 10.654%
5 6.863 808 812 816 rBV 920293 714629 20.70% 2.525%

7.022 834 839 842 rBV 2614283 2373624 68.75% 8.385%
7.428 902 908 911 rBV 1861202 1892246 54.81% 6.685%
8.145 1025 1030 1033 rBV 1111265 985220 28.54% 3.481%
9.222 1207 1213 1216 rBV 3447708 3452455 100.00% 12.197%
9.898 1323 1328 1332 rBV 1156826 1065746 30.87% 3.765%

=
QO ~NO®

11 10.692 1457 1463 1466 rBV 1870323 1813663 52.53% 6.407%
12 11.386 1575 1581 1585 rBV 1292203 1079184 31.26% 3.813%
13 12.974 1844 1851 1854 rBV 3155624 3258624 94.39% 11.512%
14 14.027 2026 2030 2033 rVB 1065783 957696 27 .74% 3.383%
15 15.498 2275 2280 2292 rBV 789907 1018101 29.49% 3.597%

16 15.939 2351 2355 2360 rVB2 26545 37743 1.09% 0.133%

17 16.451 2435 2442 2447 rBV3 27688 48747 1.41% 0.172%

18 16.568 2447 2462 2478 rVB5 18799 95285 2.76% 0.337%

19 17.039 2536 2542 2550 rVB2 17250 36748 1.06% 0.130%

20 17.745 2654 2662 2672 rBV3 14198 36823 1.07% 0.130%
Sum of corrected areas: 28306318
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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\BF100517\

BF099100.D

5 Oct 2017 13:45

SJ/Ju

PB102887BL

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100517\
Data File : BF099100.D

Aca On : 5 Oct 2017 13:45

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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.

5.10 14.66 ng 523962 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 512 (5.098 min): BF099100.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 HRDE S L L
| 83.0 | 480 5.00 5.20 5.40
O B m/z 59.00 57.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "Ik b0 sk 5o
0
150 4, 1010 m/z 101.00 19.19%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.86%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone N
43.0 480 5.00 5.20 5.40
m/z 41.00 8.17%
5000 101.0
28.0 59.0
84.0
15.0 3.0
0'”I”wW”HM'”whh'PMJV'”?““IA”I”'W“'W'”'P”'P'”P'”I '”I"”I"”I"”I'Mrr
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100517\
Data File : BF099100.D

Aca On : 5 Oct 2017 13:45

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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 84 .40 ng 3015760 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF099100.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || o™ 1m0 620 640 650 B> 760
L B N m/z 68.10 39.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.18%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.06%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole | BSLLES NLLELELE LE  ILL BL L
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.28%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 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:\HPCHEM1\BNA_F\DATA\BF100517\
Data File : BF099100.D

Acq On : 5 Oct 2017 13:45

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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... 5.10 14.7 ng 523962 1 6.86 714629 20.0
unknown6 .63 6.63 84.4 ng 3015760 1 6.86 714629 20.0
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