LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104655.D

Aca On : 20 Apr 2018 3:21

Operator : JU/SJ

Sample : PB108361BL

Misc :

ALS Vial : 25 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-BF040618.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

5.028 494 500 511 rBV 102419 141543 4.21% 0.545%
5.428 563 568 571 rBV 2991996 2958231 87.96% 11.381%
rBvV 2761298 2886735 85.83% 11.106%
6.575 758 763 766 rBV 3109441 3040170 90.39% 11.696%
6.804 798 802 805 rBvV 890122 741892 22.06% 2.854%
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6.957 824 828 832 rBV 2632549 2501366 74.37% 9.623%
7.369 893 898 901 rBV 1985924 1925097 57.24% 7.406%
8.086 1016 1020 1023 rBV 1128867 955670 28.41% 3.677%
9.163 1198 1203 1206 rBV 3716939 3363333 100.00% 12.939%
9.839 1314 1318 1333 rBV2 1066929 1001838 29.79% 3.854%
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11 10.633 1449 1453 1469 rBV 1867142 1705127 50.70% 6.560%
12 11.327 1568 1571 1579 rBV 916656 833977 24.80% 3.208%
13 12.916 1837 1841 1845 rBV 2490303 2523826 75.04% 9.709%
14 13.974 2017 2021 2032 rBV 782701 739255 21.98% 2.844%
15 15.439 2264 2270 2281 rBV 456463 635974 18.91% 2.447%

16 16.374 2424 2429 2439 rBV5 18425 39433 1.17% 0.152%

Sum of corrected areas: 25993467
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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:\HPCHEM1I\BNA F\DATA\BF041918\

BF104655.D

20 Apr 2018 3:21

JussJ

PB108361BL

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104655.D

Aca On : 20 Apr 2018 3:21

Operator : JU/SJ

Sample : PB108361BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.03 3.82 ng 141543 1,4-Dichlorobenzene-d4 6.80
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 500 (5.028 min): BF104655.D (-494) (-) m/z 43.00 100.00%
43
59
5000
101 SV 2 .
83 460 4.80 5.00 5.20 5.40
0....,....',':..':|,....,-....-,....,....,....,....,....,2.0.7.. m/z 59.00 59.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S R
460 4.80 5.00 5.20 5.40
m/z 101.00 23.50%
31 g3 101
0"“|'WHT“'”|"“l“'“”"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 17.75%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4—methy|— | BSLLE NLALLELE BL ILL BNL
43 460 4.80 5.00 5.20 5.40
m/z 41.00 9.81%
5000
101
15
27 & T
0"“|“m“H"J|'““|?§“i"“l"”l"”l"”l"“l"“ RSN SRS VRS RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104655.D

Aca On : 20 Apr 2018 3:21

Operator : JU/SJ

Sample : PB108361BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 81.96 ng 3040170 1,4-Dichlorobenzene-d4 6.80
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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF104655.D (-758) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrTyrTrTrr T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,::..??...' SN -Y S Mo .S | S m/z 68.10 41.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LR R A
620 640 6.60 6.80 7.00
31 78 m/z 134.00 32.10%
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 m/z 66.00 26.53%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.73%

5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I

AR B e R A B o o R B e n ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\
Data File : BF104655.D

Acq On = 20 Apr 2018 3:21

Operator : JU/SJ

Sample : PB108361BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.03 3.8 ng 141543 1 6.80 741892 20.0
unknown6 .57 6.57 82.0 ng 3040170 1 6.80 741892 20.0
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