LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92021\
Data File : BP0@7056.D

Acqg On : 20 Sep 2021 18:35
Operator : CG/JU

Sample : M3687-36

Misc :

ALS vial : 5 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_ P\Methods\8270E-BP091621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@O7056.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.481 400 407 420 rBV 3691676 5368061 39.64% 7.920%
2 7.069 670 677 691 rBV 3422678 5507328 40.67% 8.125%
3 7.905 812 819 826 rBV 1050905 1658423 12.25% 2.447%
4 9.069 1008 1017 1027 rBV 2011687 3466274 25.59% 5.114%
5 10.487 1251 1258 1273 rBV 630538 1102771 8.14% 1.627%

6 10.704 1288 1295 1303 rBV 1336934 2244100 16.57% 3
7 13.163 1704 1713 1725 rBV 5803410 8561337 63.22% 12.
8 14.534 1939 1946 1957 rVB 2006050 2968576 21.92%  4.380%
9 16.022 2192 2199 2218 rVB 4436816 6490747 47.93% 9
10 17.281 2406 2413 2425 rBV 2584484 3633126 26.83% 5

11 18.169 2558 2564 2592 rBV 916575 1724958 12.74%  2.545%
12 19.398 2768 2773 2789 rBV2 520278 925242 6.83% 1.365%
13 19.833 2842 2847 2854 rBV 10715664 13543152 100.00% 19.981%
14 21.074 3054 3058 3066 rBV 466072 668029 4.93% 0.986%
15 21.363 3102 3107 3116 rBV 3186069 4240147 31.31% 6.256%

16 22.621 3316 3321 3327 rVB 762817 1082447  7.99%  1.597%
17 23.774 3510 3517 3536 rVB2 2138654 4597125 33.94% 6.782%

Sum of corrected areas: 67781843
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0@7056.D

Acqg On : 20 Sep 2021 18:35
Operator : CG/JU

Sample : M3687-36

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP0O07056.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0@7056.D

Acqg On : 20 Sep 2021 18:35
Operator : CG/JU

Sample : M3687-36

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.487 9.83 ng 1102770 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50

Abundance Scan 1258 (10.487 min): BPO07056.D\data.ms (-1251) (-  m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0@7056.D

Acqg On : 20 Sep 2021 18:35
Operator : CG/JU

Sample : M3687-36

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.169 9.50 ng 1724960  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2564 (18.169 min): BP007056.D\data.ms (-2558) (-  m/z 73.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0@7056.D

Acqg On : 20 Sep 2021 18:35
Operator : CG/JU

Sample : M3687-36

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.398 4.36 ng 925242 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2773 (19.398 min): BPO07056.D\data.ms (-2768) (- m/z 73.00 100.00%

3

-

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —
73.0 19.00 19.50

m/z 55.10 72.09%

5000
L 228.0
\‘ | b l \

O A A e o b e e — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550  19.00 19.50

5000
241.2
—
‘ “ “ i 171 ‘ 19.00 19.50
ol il JLHMlV‘MHMAMHV‘34%94039“43%9§49 m/z 43.05 89.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — —
19.00 19.50
1850 284.0 m/z 60.00 82.30%
O‘\\"\U" ‘!\[l%!H\\“\!\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
= ——
19.00 19.50
5000 ITI/Z 57.10 77 .89%
L 199.0
LS. m
O‘H\" ‘" uép‘\‘
——

8270E-BP091621.M Tue Sep 21 11:31:51 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0@7056.D

Acqg On : 20 Sep 2021 18:35
Operator : CG/JU

Sample : M3687-36

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.074 3.15 ng 668029 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 99
2 1-Tetracosene 336 C24H48 010192-32-2 97
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 95

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

Abundance Scan 3058 (21.074 min): BPO07056.D\data.ms (-3054) (-  m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0@7056.D

Acqg On : 20 Sep 2021 18:35
Operator : CG/JU

Sample : M3687-36

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.621 4.71 ng 1082450 Perylene-di2 23.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 86
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 86
4 Umbelliprenin 366 C24H3003 023838-17-7 72
5 trans-Farnesol 222 C15H260 000106-28-5 64

Abundance Scan 3321 (22.621 min): BP007056.D\data.ms (-3316) (-  m/z 69.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0@7056.D

Acqg On : 20 Sep 2021 18:35
Operator : CG/JU

Sample : M3687-36

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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|
Ethanol, 2-(2-b... 10.487 9.8 ng 1102770 2 10.704 2244100 20.0
n-Hexadecanoic ... 18.169 9.5 ng 1724960 4 17.281 3633130 20.0
Octadecanoic acid 19.398 4.4 ng 925242 5 21.363 4240150 20.0
Cyclohexadecane 21.074 3.1 ng 668029 5 21.363 4240150 20.0
Supraene 22.621 4.7 ng 1082450 6 23.774 4597130 20.0
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