LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\

Data File : BF098343.D

Aca On : 8 Sep 2017 5:33 Instrument :
Operator : SJ/JU gﬁgiéamlem'
3?22'6 i 15132-02 omm1%ﬂog${>s
ALS Vial : 31 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-BF081517.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 4.857 468 471 483 rVB 150435 168189 5.21% 0.865%
2 5.293 541 545 557 rBVY 1035283 1070780 33.15% 5.508%
3 6.328 717 721 732 rBV2 982220 839337 25.99% 4.317%
4 6.457 739 743 746 rBVY 2066631 1773732 54.91% 9.123%
5 6.687 779 782 786 rBV 783252 631067 19.54% 3.246%

6.845 805 809 812 rBV 2590490 2327167 72.05% 11.970%
7.257 874 879 882 rBV 1824729 1914888 59.28% 9.849%
7.969 997 1000 1004 rBV 895474 797064 24.68% 4._.100%
9.051 1179 1184 1187 rBV 3291365 3230005 100.00% 16.614%
9.445 1248 1251 1254 rBV 50503 39113 1.21% 0.201%

=
QO ~NO®

11 9.722 1294 1298 1302 rBV 882736 816609 25.28% 4._.200%
12 10.516 1428 1433 1436 rBV 1156506 1110640 34.39%% 5.713%
13 11.204 1547 1550 1554 rBV 825876 773538 23.95% 3.979%
14 12.616 1784 1790 1793 rBV 48528 36995 1.15% 0.190%
15 12.798 1816 1821 1824 rBV 2652942 2677022 82.88% 13.770%

16 13.698 1970 1974 1982 rBV2 19905 33014 1.02% 0.170%
17 13.839 1994 1998 2002 rBV 764721 697356 21.59% 3.587%
18 15.251 2233 2238 2246 rBV 408915 505042 15.64% 2.598%

Sum of corrected areas: 19441558
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\
BF098343.D

8 Sep 2017 5:33

SJ/Ju

15132-02

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098343.D

Aca On : 8 Sep 2017 5:33

Operator : SJ/JU

Sample : 15132-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4._86 5.33 ng 168189 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 471 (4.857 min): BF098343.D (-468) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 4.60 4.80 5.00 5.20
Y | SSCBOV| Nt M. m/z 59.10 57.67%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U S SRR R
4.60 4.80 5.00 5.20
59.0 m/z 101.10 22.16%
0 20 || g0 830 gp0™0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.10 15.91%
15.0
58.0
0 27.0
e R RS I R IS I RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime e
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.90%
5000
101.0
15.0 58.0
. 280 || 690 840 \
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098343.D

Aca On : 8 Sep 2017 5:33

Operator : SJ/JU

Sample : 15132-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 2

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

6.46 56.21 ng 1773730 1,4-Dichlorobenzene-d4 6.69
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 743 (6.457 min): BF098343.D (-739) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.0 L R LN IR R
40.1 540 115.0 J 6.20 6.40 6.60 6.80
01 o m/z 68.10 45_.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS SRR RSN RN
6.20 6.40 6.60 6.80
310 5L0 m/z 134.10 32.87%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "S5 o 50 50
5000 9go 1160 m/z 66.10 27 .92%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.66%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 I'h"u'“M'Fm"mi'“*'lw"lu'P"I""I""I"" UL SR AR L
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090717\
Data File : BF098343.D

Acq On : 8 Sep 2017 5:33

Operator : SJ/JU

Sample - 15132-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.86 5.3 ng 168189 1 6.69 631067 20.0
unknown6 .46 6.46 56.2 ng 1773730 1 6.69 631067 20.0
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