LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106625.D

Aca On : 20 Jun 2018 17:50

Operator : JU/SJ

Sample : PB110384BL

Misc :

ALS Vial : 7 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 5.201 482 487 494 rBV 138535 165695 4_.53% 0.760%
2 5.601 551 555 565 rBY 1885592 1650458 45.15% 7.573%
3 6.595 720 724 727 rBVY 1805372 1652552 45.21% 7.583%
4 6.731 743 747 751 rBVY 1849872 1709850 46.77% 7.846%
5 6.954 782 785 789 rBB 652905 542452 14.84% 2.489%

7.113 808 812 815 rBV 2086387 1973877 53.99% 9.057%
7.519 876 881 884 rBV 1484093 1642683 44.94% 7.538%
710545 698192 19.10% 3.204%
9.313 1181 1186 1190 rBV 2701833 2952108 80.75% 13.546%
9.995 1298 1302 1309 rVB 852456 836602 22.88% 3.839%
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11 10.789 1432 1437 1441 rBV 1594158 1490274 40.77% 6.838%
12 11.489 1552 1556 1560 rBV 1132415 957930 26.20% 4 _.396%
13 13.083 1821 1827 1830 rBV 3144382 3655682 100.00% 16.774%
14 14.142 2003 2007 2011 rBV 1078705 1056538 28.90% 4.848%
15 15.683 2263 2269 2276 rBV 608834 808449 22.11% 3.710%

Sum of corrected areas: 21793342
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\

BF106625.D

20 Jun 2018 17:50

JussJ

PB110384BL

7 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106625.D

Aca On : 20 Jun 2018 17:50

Operator : JU/SJ

Sample : PB110384BL

Misc :

ALS Vial : 7 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 6.11 ng 165695 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 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-0Octanol 130 C8H180 000589-98-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 487 (5.201 min): BF106625.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SR SR U R
| 83.0 480 5.00 520 5.40 5.60
o) SEEEEEEEEROY 1 MINSSUOY | RS MMM MRS m/z 59.00 57.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN U UL RN I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 20.12%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 15.53%
101.0
150 310 %80 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- e e
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.17%
5000
101.0
1‘7'0 27.0 o 0
0"'w"'V'J'V"'ﬁl"w'l'w"'h"'w§§9w"'i“"|' S S UL R
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\BF062018\
Data File : BF106625.D

Aca On : 20 Jun 2018 17:50

Operator : JU/SJ

Sample : PB110384BL

Misc :

ALS Vial : 7 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 2

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

6.73 63.04 ng 1709850 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.731 min): BF106625.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
09 500 || o T sy | T ok ok T
O e A s T o B m/z 68.10 41.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 DA SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.80%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T 5k ok 700
5000 9go 1160 m/z 66.00 25.65%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.38%
97.0
5000 0.0
3o 520 116.0
0"k'll”b'l”'““ﬂ""W"'ll" B R L DRSS A SRR
m/z--> 40 60 80 100 120 140 160 180 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\BF062018\
Data File : BF106625.D

Acq On : 20 Jun 2018 17:50

Operator : JU/SJ

Sample : PB110384BL

Misc :

ALS Vial : 7 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... 5.20 6.1 ng 165695 1 6.95 542452 20.0
unknown6.73 6.73 63.0 ng 1709850 1 6.95 542452 20.0
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