LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117525.D

Aca On : 24 Oct 2019 21:59

Operator :© JU

Sample : K5498-05 2X

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-BF101819.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 5.357 553 556 574 rBV 264305 358495 67.35% 6.778%
2 6.387 728 731 745 rBV 345048 424385 79.72% 8.024%
3 6.510 748 752 763 rVB 458710 434643 81.65% 8.218%
4 6.734 787 790 801 rBV 426070 365471 68.66% 6.910%
5 6.887 813 816 828 rBV 305829 291223 54.71% 5.506%

7.298 883 886 900 rBV 214546 234779 44_.10% 4_.439%
8.016 1004 1008 1025 rBV 558423 484930 91.10% 9.169%
9.086 1187 1190 1202 rBV 462060 375313 70.50% 7.096%
9.486 1255 1258 1265 rBB 39437 35757 6.72% 0.676%
9.769 1302 1306 1317 rBV 604701 532325 100.00% 10.065%

=
QO ~NO®

11 10.557 1437 1440 1448 rBvV 210573 208206 39.11% 3.937%
12 11.251 1555 1558 1562 rBV 453852 439312 82.53% 8.307%

13 11.780 1645 1648 1651 rBV2 23325 22394 4.21% 0.423%
14 12.469 1762 1765 1768 rBV 29254 24088 4_.53% 0.455%
15 12.698 1797 1804 1808 rBV 26244 30676 5.76% 0.580%
16 12.833 1823 1827 1832 rBV 270509 227900 42.81% 4 _.309%
17 13.010 1853 1857 1859 rBv4 6887 6499 1.22% 0.123%
18 13.404 1921 1924 1927 rBV5 6246 8371 1.57% 0.158%
19 13.745 1977 1982 1990 rBV5 40226 78855 14.81% 1.491%
20 13.898 2003 2008 2017 rBV 388078 398932 74.94% 7.543%
21 14.333 2080 2082 2083 rBV2 11692 8228 1.55% 0.156%
22 14.351 2083 2085 2089 rVV5 17912 20141 3.78% 0.381%

23 15.333 2247 2252 2257 rBV 218136 277849 52.20% 5.254%

Sum of corrected areas: 5288772
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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\BF102419\

BF117525.D

24 Oct 2019 21:59

Ju

K5498-05 2X

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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\BF102419\
Data File : BF117525.D

Aca On : 24 Oct 2019 21:59

Operator :© JU

Sample : K5498-05 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.51 Concentration Rank 1

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

6.51 23.79 ng 434643 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 752 (6.510 min): BF117525.D (-748) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 % 620 640 6.60 6.80
0 aar Heyl| P e | 104 I m/z 68.10 40.15%
e e bt e e - - ¢
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
5000
6.20 6.40 6.60 6.80
31 78 m/z 134.00 32.47%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
ISR SRR RS SRR
6.20 6.40 6.60 6.80
5000 m/z 66.00 25.03%
104
oL 14 27 37 4451 58 ® T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14560: Xenon LI L L B L BB |
132 6.20 6.40 6.60 6.80
m/z 69.05 16.93%
5000
66
0"P'“I”'W'”W'”'P'”I”hh'“'P'“l””l”'W'”'&%ﬁl"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117525.D

Aca On : 24 Oct 2019 21:59

Operator :© JU

Sample : K5498-05 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 2- Chloropropionic acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.75 3.95 ng 78855 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 86
2 n-Nonadecanol-1 284 C19H400 001454-84-8 83
3 n-Heptadecanol-1 256 C17H360 001454-85-9 83
4 Dodecane. l-cvclopentvl-4-(3-cvc... 348 C25H48 007225-68-5 83
5 1-Hexadecanol 242 C16H340 036653-82-4 83

Abundance Scan 1983 (13.751 min): BF117525.D (-1977) (-) m/z 83.00 100.00%

97

55 69

5000 4

12 231
152 169 191 208

248 13.40 13.60 13.80 14.00

(o} m/z 97.00 94.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester
57 83
43 97

5000

13.I4O 13.I60 13.I80 14.IOO
m/z 69.05 84.57%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1
55 gg 83 97
R e RAEEE R
4 13.40 13.60 13.80 14.00
5000 m/z 55.00 82.09%
125
N 139154168182196210223238 266
R RARARRE LRSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1 B B .
55 83 13.40 13.60 13.80 14.00
A o7 m/z 57.00 79.41%
5000

125

139154168182196210

238
R REEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102419\
Data File : BF117525.D

Acq On : 24 Oct 2019 21:59

Operator : JU

Sample - K5498-05 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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 .51 6.51 23.8 ng 434643 1 6.73 365471 20.0
2- Chloropropioni... 13.75 4.0 ng 78855 5 13.90 398932 20.0

8270-BF101819.M Fri Oct 25 14:41:04 2019 Page: 5



