LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108441.D

Aca On : 24 Aug 2018 00:37

Operator : JU/SJ

Sample : J4278-11 10X

Misc :

ALS Vial : 19 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-BF080818 .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 5.619 554 558 571 rBV 224746 238819 22.88% 3.246%
2 6.613 723 727 737 rBV 262410 267413 25.62% 3.635%
3 6.766 749 753 760 rVB 311796 263956 25.29% 3.588%
4 7.001 789 793 796 rBV 914068 782092 74.93% 10.630%
5 7.154 815 819 826 rBV 261800 219109 20.99% 2.978%

6 7.554 884 887 894 rBV 147155 160932 15.42% 2.187%
7 8.284 1006 1011 1016 rBV 1207519 981490 94.03% 13.340%
8 9.354 1189 1193 1201 rBV 366356 322309 30.88% 4_.381%
9 9.748 1255 1260 1265 rBV 51356 57123 5.47% 0.776%
10 9.954 1291 1295 1299 rVB2 10084 11706 1.12% 0.159%

11 10.042 1304 1310 1320 rBV 1042440 1043831 100.00% 14.188%
12 10.836 1442 1445 1454 rVB 105022 107371 10.29% 1.459%

13 10.936 1457 1462 1466 rVB3 9595 16908 1.62% 0.230%
14 11.542 1561 1565 1568 rBV 919139 871057 83.45% 11.839%
15 11.907 1624 1627 1630 rBV 20077 14846 1.42% 0.202%
16 12.154 1666 1669 1671 rBV2 10713 12025 1.15% 0.163%
17 12.595 1740 1744 1746 rBV 112779 101559 9.73% 1.380%
18 12.619 1746 1748 1753 rVB3 69719 65704 6.29% 0.893%
19 12.701 1760 1762 1766 rVB2 13499 13233 1.27% 0.180%
20 12.760 1769 1772 1775 rBV 54814 50177 4.81% 0.682%
21 12.989 1805 1811 1816 rBV 61919 76239 7.30% 1.036%

22 13.118 1830 1833 1837 rBV 251582 228473 21.89%% 3.105%
23 14.195 2011 2016 2019 rBV 779446 809396 77.54% 11.001%
24 15.748 2275 2280 2287 rVB 475678 641630 61.47% 8.721%

Sum of corrected areas: 7357398
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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\HPCHEM1\BNA F\DATA\BF082318\
BF108441.D

24 Aug 2018 00:37

JussJ

J4278-11 10X

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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\BF082318\
Data File : BF108441.D

Aca On : 24 Aug 2018 00:37

Operator : JU/SJ

Sample : J4278-11 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 6.75 ng 263956 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.772 min): BF108441.D (-749) (-) m/z 132.00 100.00%
132.0
5000
68.1
40.0 540 9.0 6.40 6.60 6.80 7.00 7.20
0 B E e m/z 68.10 34.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR SR A SRR

640 6.60 6.80 7.00 7.20
m/z 134.00 31.94%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
A L AR REmE
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.00 22.94%
70.
1m0, w0 | ||
ol e L e e e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 14.43%
74.0
116.0
5000 98.0
SIS V| O I Y Y ST o U O W
m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108441.D

Aca On : 24 Aug 2018 00:37

Operator : JU/SJ

Sample : J4278-11 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 Cyclodecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.60 2.33 ng 101559 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecene 138 C10H18 003618-12-0 93
2 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 90
3 8-Hexadecvne 222 C16H30 019781-86-3 83
4 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 81
5 Cyclodecene, (2)- 138 C10H18 000935-31-9 76

Abundance Scan 1745 (12.601 min): BF108441.D (-1740) (-) m/z 67.05 100.00%

5000

:

12.20 12.40 12.60 12.80 13.00
m/z 81.05 80.95%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #16852: Cyclodecene
67.0
41.0
5000 950 LA B L L L L L L LB
12 20 12. 40 12 60 12. 80 13. 00
138.0 m/z 55.10 73.28%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethy! linoleate
67.0
T T T T T

12.20 12.40 12.60 12.80 13.00
m/z 41.10 63.72%

5000

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79555: 8-Hexadecyne T
81.0 12.20 12.40 12.60 12.80 13.00
m/z 95.10 54.88%
41.0
5000
109.0
. “ } ‘ 1370 1790
- II‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII UL L UL TT 1T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12 20 12. 40 12 60 12. 80 13. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
Data File : BF108441.D

Acq On : 24 Aug 2018 00:37

Operator : JU/SJ

Sample : J4278-11 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
unknown6 .77 6.77 6.8 ng 263956 1 7.00 782092 20.0
Cyclodecene 12.60 2.3 ng 101559 4 11.54 871057 20.0
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