LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\
Data File : BF104612.D

Aca On : 18 Apr 2018 19:58

Operator : JU/SJ

Sample : PB108320BL

Misc :

ALS Vial : 26 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
1 5.028 494 500 512 rBV 114345 158857 4 _.56% 0.591%
2 5.428 562 568 571 rBVY 3117237 3230447 92.79% 12.012%
3 6.445 735 741 743 rBVY 2712660 3095470 88.91% 11.510%
4 6.575 758 763 766 rBY 3272754 3273209 94.02% 12.171%
5 6.804 798 802 805 rBV 834438 708856 20.36% 2.636%

6.957 824 828 832 rBV 2703258 2673462 76.79% 9.941%
7.369 893 898 901 rBV 2104361 2063631 59.28% 7.674%
8.086 1016 1020 1023 rBV 1084538 887203 25.48% 3.299%
9.163 1198 1203 1206 rBV 3660178 3481395 100.00% 12.945%
9.839 1314 1318 1330 rBvV 986266 870458 25.00% 3.237%

=
QO ~NO®

11 10.633 1448 1453 1466 rBV 1792700 1674351 48.09% 6.226%
12 11.327 1568 1571 1586 rVB 772215 706996 20.31% 2.629%
13 12.921 1837 1842 1845 rBV 2589964 2622816 75.34% 9.753%
14 13.974 2017 2021 2030 rVB 819466 729500 20.95% 2.713%
15 15.439 2264 2270 2283 rBV 494464 716298 20.58% 2.664%

Sum of corrected areas: 26892949
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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\BF041818\

BF104612.D

18 Apr 2018 19:58

JussJ

PB108320BL

26 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\BF041818\
Data File : BF104612.D

Aca On : 18 Apr 2018 19:58

Operator : JU/SJ

Sample : PB108320BL

Misc :

ALS Vial : 26 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 4_.48 ng 158857 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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF104612.D (-494) (-) m/z 43.00 100.00%
43
59
5000
il 250 450 50 550 540
83 : : : : :
0....,....','...'!|,....,-....-,....,....,....,....,....,2.0.7.. m/z 59.00 62.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NSRS SRS SRR S
59 460 4.80 5.00 520 5.40
m/z 101.00 22 .15%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.08%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy- e e
50 460 4.80 5.00 5.20 5.40
31 m/z 41.10 9.42%
5000
3 73
0 - T '%""I""I ?7"ﬁ0?"'|' UL LI S B B LSS SAAASRRARS RARSS RAR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\
Data File : BF104612.D

Aca On : 18 Apr 2018 19:58

Operator : JU/SJ

Sample : PB108320BL

Misc :

ALS Vial : 26 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 92.35 ng 3273210 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
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): BF104612.D (-758) (-) m/z 132.00 100.00%
5000 68
40 L4 54 | 75 %® o 620 640 6.60 6.80 7.00
Ot a8 S 2L D ey | 0 ws W miz 68.10  AL.69%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 i
5000 AR LSS LA N
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.55%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.21%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14144: 5-Fluoro-2-chloropyrimidine P e e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.77%

5000

33 4 0 g7 105
‘ 51 60 78 86 ‘

L% P b

B e 1 L L

m/z--> 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\BF041818\
Data File : BF104612.D

Acq On : 18 Apr 2018 19:58

Operator : JU/SJ

Sample : PB108320BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.03 4.5 ng 158857 1 6.80 708856 20.0
unknown6 .57 6.57 92.3 ng 3273210 1 6.80 708856 20.0
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