LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc :

ALS vial : 3  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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@31522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@34361.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.496 376 384 396 rBV 2681284 3884214 25.99% 6.210%
2 7.101 650 657 678 rBV 2545262 4100840 27.44% 6.556%
3 7.937 792 799 809 rBV 743128 1188114 7.95% 1.899%
4 9.101 988 997 1012 rBV 2207055 3813008 25.51% 6.096%
5 10.754 1270 1278 1288 rBV 1001833 1745739 11.68% 2.791%

6 13.207 1688 1695 1708 rBV 6151340 9099502 60.89% 14.547%
7 14.583 1922 1929 1942 rBV 1587270 2483495 16.62% 3.970%
8 16.065 2174 2181 2204 rBV 3111509 4839231 32.38% 7.736%
9 17.318 2388 2394 2409 rBV 1953691 3003076 20.09% 4.801%
10 19.942 2833 2840 2855 rBV 11642529 14944513 100.00% 23.891%

11 21.494 3099 3104 3118 rBV 2247534 3154043 21.11% 5.042%
12 22.112 3206 3209 3216 rVB 146864 176976  1.18% 0.283%
13 22.612 3290 3294 3301 rVB 339028 472442  3.16% ©.755%
14 23.171 3385 3389 3395 rVB 538096 820776  5.49%  1.312%
15 23.806 3492 3497 3505 rVB 721733 1313167 8.79%  2.099%
16 23.912 3508 3515 3532 rVB2 1389195 3046663 20.39% 4.871%
17 24.535 3615 3621 3631 rVB 731689 1539489 10.30% 2.461%
18 25.388 3760 3766 3776 rVB 679714 1652462 11.06% 2.642%
19 26.394 3931 3937 3950 rVB 456427 1274412 8.53% 2.037%

Sum of corrected areas: 62552162
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM034361.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Octacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.612 3.00 ng 472442  Chrysene-di12 21.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 87
5 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 87

Abundance Scan 3294 (22.612 min): BM034361.D\data.ms (-3290) (-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Heptadecane, 9-hexyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.171 5.39 ng 820776  Perylene-di2 23.912
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3389 (23.171 min): BM034361.D\data.ms (-3385) (-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Tetracosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.806 8.62 ng 13131760  Perylene-di12 23.912
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
4 Tricosane 324 C23H48 000638-67-5 93
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3497 (23.806 min): BM034361.D\data.ms (-3492) (-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Heptadecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24.535 10.11 ng 1539490  Perylene-di12 23.912
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane 240 C17H36 000629-78-7 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3621 (24.535 min): BM034361.D\data.ms (-3615) (-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Heptadecane, 9-octyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
25.388 10.85 ng 1652460  Perylene-d12 23.912
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Octadecane 254 C18H38 000593-45-3 95
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93

Abundance Scan 3766 (25.388 min): BM034361.D\data.ms (-3760) (-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Docosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.394 8.37 ng 1274410  Perylene-di12 23.912
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Octadecane 254 C18H38 000593-45-3 94
3 Triacontane 422 C30H62 000638-68-6 93
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
5 Tetratetracontane 619 C44H99 007098-22-8 90

Abundance Scan 3937 (26.394 min): BM034361.D\data.ms (-3931) - m/z 57.10 100.00%
57.1
= — =
|| 172 2252082.1 26.00 2650
ou"_uaw_Mw‘u_m"";_‘355;1‘4‘1?"1““59‘3‘-‘1“_ m/z 71.10  66.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
57.0
5000 = =
26.00 26.50
m/z 43.10 60.31%
H ’f 197.0 310.0
O\\\!‘\\\\i‘\\l\\‘“\l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
— ——
26.00 26.50
5000 m/z 85.10 46.55%
127.0
o P dorozsa0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane T 7
57.0 26.00 26.50
m/z 55.10 24.48%
- nf\nﬁwva/\uvM&mWAMw
ob AL f1 2070 2670 za70 420 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50

8270-BMO31522.M Fri Mar 25 17:13:04 2022

Page:



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32422\
Data File : BM@34361.D

Acqg On : 24 Mar 2022 14:22
Operator : CG/JU

Sample : PB143537BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Octacosane 22.612 3.0 ng 472442 5 21.494 3154040 20.0
Heptadecane, 9-... 23.171 5.4 ng 820776 6 23.912 3046660 20.0
Tetracosane 23.806 8.6 ng 1313170 6 23.912 3046660 20.0
Heptadecane 24.535 10.1 ng 1539490 6 23.912 3046660 20.0
Heptadecane, 9-... 25.388 10.9 ng 1652460 6 23.912 3046660 20.0
Docosane 26.394 8.4 ng 1274410 6 23.912 3046660 20.0
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