LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP101819\
Data File : BP000851.D

Aca On : 17 Oct 2019 21:50

Operator :© JU

Sample : PB123970BL

Misc :

ALS Vial : 7 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\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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

4.963 486 489 500 rVB 62589 77034 1.26% 0.185%
5.381 555 560 582 rBV 3373896 3569330 58.25% 8.581%
rBV 3751454 3531893 57.64% 8.491%
6.522 750 754 757 rBV 4496021 3848453 62.80% 9.252%
6.746 789 792 805 rBV 1415811 1202125 19.62% 2.890%
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6.905 815 819 822 rBV 4071677 3459021 56.45% 8.315%
7.310 883 888 891 rBV 2646470 2357667 38.47% 5.668%
8.028 1007 1010 1014 rBV 1626941 1470772 24.00% 3.536%
9.116 1190 1195 1198 rBV 5902387 5399579 88.12% 12.980%
9.510 1258 1262 1266 rBV 161595 131977 2.15% 0.317%

=
QO ~NO®

11 9.793 1306 1310 1314 rBV 1851722 1760286 28.73% 4.232%
12 10.593 1442 1446 1465 rBV 3494801 3276001 53.46% 7.875%
13 11.293 1561 1565 1569 rBV 2098146 1761830 28.75% 4_.235%
14 12.904 1834 1839 1842 rBV 6607435 6127846 100.00% 14.731%
15 13.857 1990 2001 2016 rBV7 59267 266779 4 _.35% 0.641%

16 13.969 2016 2020 2034 rVB 1889744 1701592 27.77% 4.091%
17 15.451 2266 2272 2277 rBV 1341101 1655726 27.02% 3.980%

Sum of corrected areas: 41597911
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000851.D

Aca On : 17 Oct 2019 21:50

Operator :© JU

Sample : PB123970BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 P\DATA\BP101819\
Data File : BP000851.D

Aca On : 17 Oct 2019 21:50

Operator :© JU

Sample : PB123970BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 unknown6.52 Concentration Rank 1

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

6.52 64 .03 ng 3848450 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 754 (6.522 min): BP000851.D (-750) (-) m/z 132.05 100.00%
132
5000
68
%6 6.20 640 6.60 6.80
40 - - - -
Oh e ciph bt 174205236264290319349377 408437465495523 m/z 134.10 33.32%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN SSEE RRSE NRR

6.20 6.40 6.60 6.80
m/z 68.05 31.03%

31
ob—tyhrtr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

A,
LA L L L L L NN |

6.20 6.40 6.60 6.80
5000 67 m/z 65.95 20.37%

0 %ﬁllm Jl

R o o o o o R e a s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14503: 1H-Benzimidazole, 2-methyl- e e RS
132 6.20 6.40 6.60 6.80
m/z 96.10 14.73%
5000
28 63‘ 104
ot A e e SRMESSMENS B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000851.D

Aca On : 17 Oct 2019 21:50

Operator :© JU

Sample : PB123970BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Heptacosyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.14 ng 266779 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl acetate 438 C29H5802 1000351-78-2 95
2 Octacosvl acetate 452 C30H6002 018206-97-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 2001 (13.857 min): BP0O00851.D (-1990) (-) m/z 83.05 100.00%
55 83
5000 l
R A R B B
39 207 13.60 13.80 14.00 14.20
168
oAkl L Pl o239 280 331360 411446477508540 | y757 97 05  97.95%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate
43
97
5000 IR AR SR S B
13.60 13.80 14.00 14.20
125 m/z 57.10 91.95%
ol 15, 53181209 250 202320350378 423
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
a3 97
1360 13.80 14.00 14.20
5000 m/z 55.05 83.60%
125
NEL | ‘l 1193181209 250278306334 364392 437
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1 R AR R e
55 83 13.60 13.80 14.00 14.20
m/z 69.10 82.63%
B | mﬁvﬂ~w~vwwij\\“uNA,AMMWwA
ol 2 39168106 238266
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101819\
Data File : BP000851.D

Acq On : 17 Oct 2019 21:50

Operator : JU

Sample : PB123970BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.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]
unknown6 .52 6.52 64.0 ng 3848450 1 6.75 1202130 20.0
Heptacosyl acetate 13.86 3.1 ng 266779 5 13.97 1701590 20.0
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