LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP100719\
Data File : BP000544.D
Acq On : 07 Oct 2019 15:42 Instrument :
Operator : JU EFA{g el

- _ lentosampleld :
3?22'6 : K5231-03 20190767-SS-COMPOSITE-7
ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total

5.387 556 561 564 rBV 5678714 5247126 63.05% 8.785%
6.405 729 734 752 rBV 5287294 5637723 67.75% 9.439%
rBV 6661301 5772750 69.37% 9.665%
6.757 791 794 798 rBV 1665023 1434460 17.24% 2.402%
6.916 817 821 824 rBV 5766840 4714176 56.65% 7.893%
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7.322 885 890 893 rBV 4052657 3462907 41.61% 5.798%
8.046 1009 1013 1016 rBV 1978537 1778113 21.37% 2.977%
9.122 1192 1196 1200 rBV 7817761 7095831 85.27% 11.881%
9.516 1260 1263 1267 rBV 993122 853545 10.26% 1.429%
9.804 1308 1312 1316 rBV 2910079 2245189 26.98% 3.759%

=
QO ~NO®

11 10.598 1443 1447 1462 rBV 5334542 4874176 58.57% 8.161%
12 11.298 1563 1566 1570 rBV 2699990 2416266 29.03% 4.046%
13 11.369 1573 1578 1585 rvB2 170841 172046 2.07% 0.288%
14 12.910 1835 1840 1843 rBV 8758550 8321933 100.00% 13.933%
15 13.828 1992 1996 2016 rBV 253335 534058 6.42% 0.894%

16 13.969 2016 2020 2024 rBV 2879588 2577389 30.97% 4_.315%
17 15.445 2266 2271 2277 rBV 2157371 2588677 31.11% 4 _.334%

Sum of corrected areas: 59726365
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP100719\

Data File : BP000544.D

Acq On : 07 Oct 2019 15:42

Operator : JU

ﬁ?ggle : K5231-03 20190767-SS-COMPOSITE-7
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP100719\

Data File : BP000544.D

Acq On : 07 Oct 2019 15:42

Operator :© JU

ﬁ?ggle - K5231-03 20190767-SS-COMPOSITE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.53 Concentration Rank 1

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

6.53 80.49 ng 5772750 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
4 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 755 (6.528 min): BP000544.D (-752) (-) m/z 132.00 100.00%
132
5000
68
%6 620 640 6.60 680
40 : : : :
Oh e oAb bt 173202230250 203321350378407 445 477509 545 m/z 68.05 34.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 BESSERLSESE SRR SRR

6.20 6.40 660 6.80
m/z 133.95 32.41%

31
L NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
R RRR R
6.20 6.40 6.60 6.80
5000 67 m/z 65.95 22.32%
97
39
ol A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\
Abundance #14503: 1H-Benzimidazole, 2-methyl- e e
132 6.20 6.40 6.60 6.80
m/z 96.00 14 _.69%
5000
28 63‘ 104
ol At e e e e e SRS 1 W
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\HPCHEMI1\BNA_P\DATA\BP100719\

Data File : BP000544.D

Acq On : 07 Oct 2019 15:42

Operator :© JU

ﬁ?ggle - K5231-03 20190767-SS-COMPOSITE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.14 ng 534058 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Cyclohexadecane 224 C16H32 000295-65-8 94
5 Cyclopentadecane 210 C15H30 000295-48-7 94
Abundance Scan 1996 (13.828 min): BP0O00544.D (-1992) (-) m/z 83.05 100.00%
55 B
5000 111
—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—r
39 216 248 13.60 13.80 14.00 14.20
168
Ol LA Jll et o 0000, 341309399 431 477 S22 m/z 57.05 91.35%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
g7 197
- 13.60 13.80 14.00 14.20
m/z 97.05 85.42%
29 53
oL 3181210238266 308336
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance
55 83
—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—r
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 82.71%
o 139167196 238266294
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol T T
57 97 13.60 13.80 14.00 14.20
m/z 69.05 78.83%
5000
25
o 29 [153181209237264292320350378
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\BP100719\

Data File : BP000544.D

Acq On : 07 Oct 2019 15:42

Operator : JU

ﬁ?ggle - K5231-03 20190767-SS-COMPOSITE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
Quant Title : 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 .53 6.53 80.5 ng 5772750 1 6.76 1434460 20.0
n-Tetracosanol-1 13.83 4.1 ng 534058 5 13.97 2577390 20.0
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