LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106865.D

Aca On 27 Jun 2018 12:20

Operator : JU/SJ

Sample : PB110600BL

Misc :

ALS Vial : 4 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

5.201 482 487 495 rBvV 87595 106206 7.13% 1.013%
5.601 551 555 558 rBV 1010654 936766 62.89% 8.934%
rBv 852765 960054 64.46% 9.157%
6.731 742 747 750 rBV 1032006 979293 65.75% 9.340%
6.954 781 785 788 rBV 351844 283116 19.01% 2.700%

abrwWNPEF
(9}
a
O
al
\l
=
©
\l
N
N
\l
N
(o0}

7.107 807 811 815 rBV 837787 798812 53.63% 7.619%
7.519 875 881 884 rBvV 621264 632883 42.49% 6.036%
8.236 998 1003 1008 rBV 417571 375187 25.19% 3.578%
9.313 1180 1186 1189 rBV 1181446 1227559 82.42% 11.708%
9.907 1280 1287 1288 rBV 19095 20697 1.39% 0.197%

=
QO ~NO®

11 9.995 1297 1302 1308 rVvB2 522012 457275 30.70% 4_.361%
12 10.789 1432 1437 1441 rBV 862480 842649 56.57% 8.037%
13 11.489 1552 1556 1559 rBV 595503 503965 33.84% 4.807%
14 13.077 1821 1826 1829 rBV 1478143 1489477 100.00% 14.206%
15 13.995 1978 1982 1988 rVB 25916 27511 1.85% 0.262%

16 14.148 2004 2008 2011 rBV 497690 486577 32.67% 4.641%
17 15.689 2264 2270 2279 rVB 257401 356897 23.96% 3.404%

Sum of corrected areas: 10484924
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106865.D

Aca On 27 Jun 2018 12:20

Operator : JU/SJ

Sample : PB110600BL

Misc :

ALS Vial : 4 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106865.D

Aca On 27 Jun 2018 12:20

Operator : JU/SJ

Sample : PB110600BL

Misc :

ALS Vial : 4 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.

5.20 7.50 ng 106206 1,4-Dichlorobenzene-d4 6.95
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 487 (5.201 min): BF106865.D (-482) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 D 1 W
| 83.0 480 5.00 5.20 5.40 5.60
R A U m/z 59.00 62.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I RIS UL I I
59.0 480 500 520 540 5.60
m/z 101.10 22 .43%
31.0 g30 1010
0”'P'”P'“I””I“'W”'W”'W'”W'”'P”'$'”P'“I””I”'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 5.60
5000 41.0 m/z 58.00 15.92%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one | BLELLE BLELLEL B LN R
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.87%
5000
55.0
15.0 270
o o | 71080 980
miz> 10 % 30 40 % 60 70 80 90 100 110 120 130 140 || | 4B0 500 520 540 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106865.D

Aca On 27 Jun 2018 12:20

Operator : JU/SJ

Sample : PB110600BL

Misc :

ALS Vial : 4 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 unknown6.73 Concentration Rank 1

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

6.73 69.18 ng 979293 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 747 (6.731 min): BF106865.D (-742) (-) m/z 132.10 100.00%
13R.1
5000 68.1
BRSNS
40.0 54.0 | Mgg?l 20 6.40 6.60 6.80 7.00
o S A N R - .- M . I | N m/z 68.10 39.94%
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 .
5000 DRSS A SRR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.86%
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 6.80 7.00
5000 m/z 66.00 24 .33%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile ) B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.82%
5000
92.0
65.0
oo 2o 0 510 N0 To | A0, |
m/z--> 10 20 §0 Jo 50 éo 70 85 90 100 1i0 150 130 140 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\BF062718\
Data File : BF106865.D

Acq On 27 Jun 2018 12:20

Operator : JU/SJ

Sample : PB110600BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 7.5 ng 106206 1 6.95 283116 20.0
unknown6.73 6.73 69.2 ng 979293 1 6.95 283116 20.0
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