LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP100719\
Data File : BP000545.D
Acq On : 07 Oct 2019 16:06 Instrument :
Operator : JU EFA{g el

- _ lentosampleld :
3?22'6 : K5231-04 20190766-SS-COMPOSITE-6
ALS Vial : 11 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 6041293 5572888 61.10% 8.826%
6.405 729 734 752 rBV 5733840 5933003 65.05% 9.397%
rBvV 6893934 6090362 66.78% 9.646%
6.757 791 794 798 rBV 1704333 1466301 16.08% 2.322%
6.916 817 821 824 rBV 6366231 5210248 57.13% 8.252%
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7.322 885 890 893 rBV 4235998 3680095 40.35% 5.829%
8.046 1009 1013 1016 rBV 2019387 1812731 19.88% 2.871%
9.128 1192 1197 1200 rBV 8285163 7789452 85.41% 12.337%
9.516 1260 1263 1267 rBV 901011 758070 8.31% 1.201%
9.804 1308 1312 1316 rBV 3005662 2272996 24.92% 3.600%

=
QO ~NO®

11 10.598 1443 1447 1451 rBV 5310007 4944361 54.21% 7.831%
12 11.304 1563 1567 1570 rBV 2765688 2479417 27.19% 3.927%
13 11.375 1575 1579 1585 rVB 272721 254730 2.79% 0.403%
14 12.910 1835 1840 1843 rBV 9684122 9120342 100.00% 14.445%
15 13.828 1992 1996 2013 rBV 231668 476605 5.23% 0.755%

16 13.969 2016 2020 2024 rBV 2621383 2585695 28.35% 4._.095%
17 15.445 2266 2271 2277 rBV 2094707 2589491 28.39% 4.101%
18 15.492 2277 2279 2290 rVB 67920 101916 1.12% 0.161%

Sum of corrected areas: 63138703
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BP000545.D

07 Oct 2019 16:06

Ju

K5231-04

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_P\METHODS\8270-BP100119 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

20190766-SS-COMPOSITE-6
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Library Search Compound Report

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

Data File : BP000545.D

Acq On : 07 Oct 2019 16:06

Operator :© JU

ﬁ?ggle : K5231-04 20190766-SS-COMPOSITE-6
ALS Vial : 11 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

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 83.07 ng 6090360 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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 755 (6.528 min): BP000545.D (-752) (-) m/z 132.00 100.00%
132
5000
68
1 6.20 640 6.60 680
Olrpibb e 183210237265292.320348376 122451 482510939 m/z 68.05 34.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A NRRAERARAS AR RARAR

6.20 6.40 660 6.80
m/z 134.00 32 .54%

31
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
A e
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 22.28%
97
39
ol —Aptblh b bl e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl  EEAmE B
57 132 6.20 6.40 6.60 6.80
m/z 96.05 14.64%
5000 98
ol bl il L g 160188 S | S ———
m/z--> 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\HPCHEM1\BNA_P\DATA\BP100719\

Data File : BP000545.D

Acq On : 07 Oct 2019 16:06

Operator :© JU

ﬁ?ggle : K5231-04 20190766-SS-COMPOSITE-6
ALS Vial : 11 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

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 Benzenamine, 2,4,6-tribromo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.37 2.05 ng 254730 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N 000147-82-0 83
2 Bromophos 364 C8H8BrCI203PS 002104-96-3 16
3 5,7-Dihydroxy-3,6,8-trimethoxyfl. .. 344 C18H1607 071479-92-0 12
4 4,47 -(p-Phenylenediisopropyliden... 344 C24H28N2 002716-10-1 10
5 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 344 C20H2405 026535-35-3 10

Abundance Scan 1578 (11.369 min): BP0O00545.D (-1575) (-) m/z 330.75 100.00%

381

5000
9 11.00 11.20 1140 11.60
o 809 L 417445 479 520549 | ns7 328.75  99.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166926: Benzenamine, 2,4,6-tribromo-

5000 LA L L L L L LB L B
11.00 11.20 11.40 11.60
m/z 61.95 74 ._.67%
o T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
331
e RALRREERE L
11.00 11.20 11.40 11.60
5000 125 m/z 140.90 65.10%
93
63 213
o 165 2% 28 | | 365
L B R e B N B ma e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179670: 5,7-Dihydroxy-3,6,8-trimethoxyflavone T T
329 11.00 11.20 11.40 11.60
m/z 142.90 64 .36%
5000
105
169197 301
oS S SESREST M S 8 NS e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.20 11.40 11.60
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Library Search Compound Report

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

Data File : BP000545.D

Acq On : 07 Oct 2019 16:06

Operator :© JU

ﬁ?ggle : K5231-04 20190766-SS-COMPOSITE-6
ALS Vial : 11 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

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 4 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.83 3.69 ng 476605 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 93

Abundance Scan 1996 (13.828 min): BP0O00545.D (-1992) (-) m/z 57.10 100.00%

57 197

-

5000
8 13.60 13.80 14.00 14.20
1 531gp 2162
ob A AMLLLL £33182 Z0°7 | 280308341 384 424 473504837 | /583 05 96.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol

56 83

-

13.60 13.80 14.00 14.20
m/z 97.05  91.96%

5000

0 o ” P 39167196 238266294

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

%

Abundance
55
83 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 55.00 86.22%
111
2 139 182210
o L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 B B e
57 |97 13.60 13.80 14.00 14.20
m/z 69.05 83.21%
5000
125
29 53
ok, 1193181210238266 308336
B B e e e B BE RS B e e BT e
m/z--> 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\HPCHEM1\BNA_P\DATA\BP100719\

Data File : BP000545.D

Acq On : 07 Oct 2019 16:06

Operator : JU

ﬁ?ggle : K5231-04 20190766-SS-COMPOSITE-6
ALS Vial : 11 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .53 6.53 83.1 ng 6090360 1 6.76 1466300 20.0
Benzenamine, 2,4,... 11.37 2.0 ng 254730 4 11.30 2479420 20.0
1-Heneicosanol 13.83 3.7 ng 476605 5 13.97 2585700 20.0
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