LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107164.D

Aca On : 6 Jul 2018 10:31

Operator : JU/SJ

Sample : PB110854BL

Misc :

ALS Vial : 48 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 F\METHODS\8270-BF061918 .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 5.190 481 485 495 rBV 70793 88393 5.45% 0.804%
2 5.590 550 553 572 rBVY 1030685 1001449 61.80% 9.106%
3 6.590 719 723 741 rBVY 1015527 991569 61.19% 9.016%
4 6.719 741 745 749 rBVY 1047830 1009563 62.30% 9.180%
5 6.942 780 783 787 rBV 418882 350374 21.62% 3.186%

7.101 805 810 813 rBV 1309498 1186370 73.21% 10.788%
7.513 874 880 883 rBvV 895391 923290 56.97% 8.396%
8.225 997 1001 1021 rBV 390845 425597 26.26% 3.870%
9.301 1178 1184 1187 rBV 1733074 1620534 100.00% 14.736%
9.989 1296 1301 1309 rBB 419580 418140 25.80% 3.802%

=
QO ~NO®

11 10.783 1432 1436 1451 rBV 538402 533098 32.90% 4.847%
12 11.483 1551 1555 1569 rBB 357886 357746 22.08% 3.253%
13 13.066 1819 1824 1827 rBV 1496316 1425082 87.94% 12.958%
14 14.130 2001 2005 2015 rBV 416809 402291 24.82% 3.658%
15 15.665 2261 2266 2276 rVB 185901 263916 16.29% 2.400%

Sum of corrected areas: 10997412
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF070518\

BF107164.D
6 Jul 2018 10:31
JussJ
PB110854BL
48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107164.D

Aca On : 6 Jul 2018 10:31

Operator : JU/SJ

Sample : PB110854BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.19 5.05 ng 88393 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 485 (5.190 min): BF107164.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 AR R UL S
| 83.0 | 480 5.00 5.20 5.40 5.60
ot e e e e e m/z 59.00 62.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR I L L I
59.0 480 500 520 540 5.60
m/z 101.10 21.94%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 540 5.60
5000 m/z 58.00 15.87%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L B L BB B
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.74%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'V"'w AR R UL S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107164.D

Aca On : 6 Jul 2018 10:31

Operator : JU/SJ

Sample : PB110854BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 2

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

6.72 57.63 ng 1009560 1,4-Dichlorobenzene-d4 6.94
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.719 min): BF107164.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
LSRR S S
40.0 540 | %09?1 20 6.40 6.60 6.80 7.00
o O N .- B £ IR | N m/z 68.10 40.59%
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 LRI SR L S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.87%
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
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 24 .95%
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
Abundance #14491: 5-Aminoindole L L L L B NI B RN |
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.24%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070518\
Data File : BF107164.D

Acq On : 6 Jul 2018 10:31

Operator : JU/SJ

Sample : PB110854BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.19 5.0 ng 88393 1 6.94 350374 20.0
unknown6 .72 6.72 57.6 ng 1009560 1 6.94 350374 20.0

8270-BF061918_.M Fri Jul 06 12:37:35 2018 Page: 5



