LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample : L4194-01

Misc :

ALS vial : 9 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\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3442.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.146 378 384 400 rBV 1202953 1786249 28.61% 2.868%
2 6.740 648 655 684 rBV 995550 1906790 30.54% 3.061%
3 7.528 782 789 799 rBV 442311 678272 10.86% 1.089%
4 8.681 977 985 998 rBV 783297 1320209 21.14% 2.120%
5 10.304 1254 1261 1275 rBV 528164 973238 15.59% 1.562%

6 12.804 1679 1686 1704 rBV 1869639 3091300 49.51%
7 13.651 1825 1830 1841 rBV 183403 296766  4.75%
8 14.187 1915 1921 1928 rBV2 887867 1372310 21.98%
9 14.657 1997 2001 2016 rVB 117102 292199 4.68%
10 15.692 2171 2177 2187 rVB 1412008 2177517 34.87%
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S

11 15.998 2226 2229 2237 rVB5 36795 62951 1.01%
12 16.363 2286 2291 2302 rBV4 78805 209766 3.36%
13 16.945 2384 2390 2395 rBV 1129480 1617892 25.91%
14 17.010 2395 2401 2416 rVB 198798 576733 9.24%
15 17.875 2542 2548 2554 rBV 1047579 1805599 28.92%
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16 18.133 2588 2592 2595 rBV 167150 235952 3.78%
17 18.175 2595 2599 2605 rVV2 245190 436036 6.98%
18 18.245 2605 2611 2618 rVV 507773 995415 15.94%
19 18.310 2619 2622 2632 rVB2 65290 121659 1.95%
20 18.998 2732 2739 2749 rBV 382632 1105546 17.71%
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21 19.116 2751 2759 2764 rBV 825250 1723986 27.61%
22 19.192 2764 2772 2779 rVB 2674088 6243925 100.00% 10.024%

N
N
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R

23 19.327 2792 2795 2805 rVB 153098 256272 4.10% 0.411%
24 19.492 2819 2823 2825 rBV 145854 209370  3.35% ©.336%
25 19.527 2825 2829 2837 rVB 3026572 3937916 63.07% 6.322%

26 19.939 2893 2899 2909 rBV 1177718 1840553 29.48%
27 20.316 2960 2963 2968 rVB2 91680 144926 2.32%
28 20.610 3006 3013 3024 rBV 1376317 2267333 36.31%
29 20.774 3037 3041 3047 rBV3 473906 639695 10.25%
30 20.833 3048 3051 3060 rVB 138298 178333 2.86%
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31 20.974 3073 3075 3080 rVB2 74541 91650 1.47%
32 21.051 3083 3088 3093 rVV 1317579 1574855 25.22%
33 21.192 3107 3112 3126 rVB 1740722 2634895 42.20%
34 21.316 3129 3133 3139 rVB 403745 576689
35 21.633 3183 3187 3195 rVB 292856 432361 6.92%
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36 21.757 3202 3208 3222 rBV 1779807 2957915 47.37%  4.749%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample : L4194-01

Misc :

ALS vial : 9 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\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 22.080 3259 3263 3268 rBV 368595 481281 7.71% 0.773%
38 22.204 3281 3284 3291 rVB 197054 281117 4.50%  ©.451%
39 22.374 3306 3313 3331 rVB 1693721 3150825 50.46% 5.059%
40 22.574 3343 3347 3352 rBV = 432224 617753 9.89% 0.992%
41 23.063 3422 3430 3436 rBV 1321493 2806786 44.95%  4.506%
42 23.133 3437 3442 3451 rVW 545909 985774 15.79%  1.583%
43 23.239 3454 3460 3468 rVB 644134 1171540 18.76%  1.881%
44 23.768 3545 3550 3554 rBV 275208 494595 7.92%  0.794%
45 23.833 3554 3561 3574 rVB2 1061768 2554173 40.91% 4.101%

46 24.498 3668 3674 3679 rBV 241951 641831 10.28% 1.030%
47 24.727 3706 3713 3723 rVB 415075 1037201 16.61% .665%
48 25.527 3841 3849 3860 rVB3 436746 1291299 20.68% 2.073%

[y

Sum of corrected areas: 62287248
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP003442.D\data.ms
3000000

2500000
2000000

1500000
5.146
6.740

1000000 8.681

10.304

500000 7.528

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP003442.D\data.ms
9.527
3000000 10192

2500000

2000000 12.804

15.692

1500000

1000000

500000

15.994-6.363

i i e i SRS S NSRS S SHE——_—_—_—————

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP003442.D\data.ms

3000000

2500000

21.757
2000000 21192 22.374

0.61021.05]1
1500000

1000000

500000

0‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.875 22.32 ng 1805600  Phenanthrene-d10 16.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 .alpha.-d-6,3-Furanose, methyl-.... 192 C7H1206 1000149-62-6 43

Abundance Scan 2548 (17.875 min): BP003442.D\data.ms (-2542) (-  m/z 73.00 100.00%

n 25 . .
5000
213.2 — e
“} 143, ‘ 17.50 18.00
ol JMRLLET Ly L1 2791 3851 4290 5186 ./, cp.ee  70.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0 T T
129.0 17.50 18.00
m/z 43.10 55.61%
O \‘\‘H‘ IM\'MM““”19‘9.\({1’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0
— ——
17.50 18.00
5000 ITI/Z 55.05 55.33%
L 214.0
ol |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid o —
73.0 17.50 18.00
m/z 41.10 50.38%
5000
‘ 143.0 242.0
Dl __
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.245 12.31 ng 995415  Phenanthrene-d10 16.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 86
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 81
4 Octadecane 254 C18H38 000593-45-3 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 68

Abundance Scan 2611 (18.245 min): BP003442.D\data.ms (-2605) (-  m/z 57.10 100.00%
57.1

-

5000
— —
‘ IFF7J_1972 18.00 18.50
ol ML, 197:2 2671 3383 4288 5338 1/, 71.10 90.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 o

—7 ‘
18.00 18.50
m/z 85.10 70.08%

7.0
O‘\\“\\"\‘J\‘\‘|\Jﬁﬁ'lw\‘“l\‘\:L\?T.\OH\‘\\2\96‘.\(\)\\‘\\\\‘\\\\‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane
57.0
— —
18.00 18.50
5000 m/z 43.10 53.91%
‘ 27.0 240.0
O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl- —— —
43.0 18.00 18.50
m/z 55.05 23.87%
5000
196.0
ol AMCED Liasao I N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Morpholine, 4-phenyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.998 14.04 ng 1105550 Chrysene-d12 21.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 56
2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 40
3 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 9

4 Malonic acid, 2-chloropropyl pro... 222 C9H15C104 1000349-02-7 9
5 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Bro03 1000191-33-3 9

Abundance Scan 2739 (18.998 min): BP003442.D\data.ms (-2732) (- m/z 105.00 100.00%
105.0

-

5000 163.1
—
a1 19.00
Ot b B20E 3843 414947425387 n/7 163.05  44.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
5000 T
19.00
m/z 77.00 27.47%
O‘\%%"legWL‘\f\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
—
19.00
5000 ITI/Z 106.00 7.94%
163.0
) Bl I S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl- 4
105.0 19.00
m/z 164.10 4.73%
5000
163.0
43.0
o_‘m,‘mW“W_‘m_m‘w‘w‘w_m_mww =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38

Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1-Propanol, 2-[2-(benzoylox... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.116  21.89 ng 1723990 Chrysene-d12 21.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205
2 1H-Isoindole-1,3(2H)-dione, 2-hy... 163 C8H5NO3
3 Ethanone, 1-[2-(dimethylamino)ph... 163 C1OH13NO

4 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203

5 Glyoxylamide, N-phenyl- 163 C9HIONO2

Abundance Scan 2759 (19.116 min): BP003442.D\data.ms (-2751) (-

020109-39-1 59
000524-38-9 42
010336-55-7 42
058690-81-6 38
032331-52-5 37

m/z 105.00 100.00%

105.0
163.1
5000
1900 1950
43.0 : :
241.2
ol ke | ZH-C | 325.83823 447.45079 4/ 163,10 63.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000 Y ——
19.00 19.50
m/z 77.00 29.54%
45
O\\m]]?ff“\“\w‘l\\‘\\\\?‘\2\0\.(\)‘\\\\’\\3\4\:%‘.\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33088: 1H-Isoindole-1,3(2H)-dione, 2-hydroxy-
168.0
P —
19.00 19.50
5000 104.0 m/z 73.080  10.41%
=00
I T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32876: Ethanone, 1-[2-(dimethylamino)phenyl]- T —
163.0 19.00 19.50
94.0 m/z 106.00 7.86%
) NJL/\
o”,‘”"“dl*l, miviiwwmie
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 2-(2-(2-Methoxyethoxy)ethox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.192 79.30 ng 6243930 Chrysene-d12 21.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 74
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 59
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59

Abundance Scan 2772 (19.192 min): BP003442.D\data.ms (-2764) (- m/z 105.00 100.00%

105.0 ‘
5000
[ T

19.00 19.50

43,1
Obrrtfrih b 7912301 3094 401145975181 17 149.00  80.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
5000 — N
19.00 19.50

m/z 77.00 42.44%

45,
‘\\u\‘”\}“\IL“\\\\‘]_\7\\9\-(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
—

— ‘
19.00 19.50

o

5000 m/z 150.00 8.25%
ol 480) | 1790
Pt el T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester — o
149.0 19.00 19.50

m/z 106.00 8.00%

- | Ah
0 Lody J\ ‘ =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.939 23.37 ng 1840550 Chrysene-d12 21.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 89
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87

Abundance Scan 2899 (19.939 min): BP003442.D\data.ms (-2893) (- m/z 57.10 100.00%
57.1

-

5000
‘ “ F 197.2 20.00
o_m,nH_'u“muu_‘“2‘6‘7}_H?’F?‘??f“z“?ﬂf‘??f??‘}?‘ m/z 71.10  90.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000 T

20.00
m/z 85.05 70.54%

0 ._} J ['P10 197.0 2670 365.0
\H\’\IH‘\\H‘\WH‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane

%

20.00
5000 m/z 43.05 55.28%

| ‘ 112270 197.0 2670  380.0

-

me,‘m_m‘ T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0 20.00
m/z 55.05 23.56%
B M_JL\_/L
127
0 ‘ ‘ I J‘ A | \1970 296.0
‘m‘,HH‘HH‘HH‘HH‘m“m“Hu‘m“uu‘mw —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Cyclohexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.774 8.12 ng 639695 Chrysene-d12 21.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 3041 (20.774 min): BP003442.D\data.ms (-3037) (- m/z 83.10 100.00%

83.1
5000
—— —
} ‘ 163.0553 2280.1 2059 219
ol AT 223228013410 404.2 474.95365 /7 97 05  94.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
53.0
5000 —— ——
20.50 21.00
50 m/z 57.10 93.42%
\ H‘ l' 224.0
O\\\L‘\\\\“f\\\‘!‘h\\\\J‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
55.0
— =
20.50 21.00
5000 m/z 69.10 86.33%
5.0
oll'”lﬁwzoﬁ?-o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127770: 9-Eicosene, (E)- — —
57.0 20.50 21.00
m/z 55.10 76.23%
5000
5.0
oo L[] 2m20 2900
R R R E e o e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270-BP091520.M Fri Oct 02 15:51:44 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.192 33.46 ng 2634900 Chrysene-d12 21.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 3112 (21.192 min): BP003442.D\data.ms (-3107) (- m/z 57.10 100.00%
57.1

5000 MLA
= —
N 672 21.00 21.50
b mﬁ mﬁwm 2811 35144131 489.0549.  n/z 71.10  89.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 = —=
21.00 21.50
m/z 85.10 70.40%
e \3}0 225.0
O‘\\\’\!\\‘\\\1”1\\\\‘\\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
= =
21.00 21.50
5000 m/z 43.10 53.53%
0 I I J‘l A L ‘197 0 296.0
‘H‘w‘u"‘H‘H‘w‘H‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T —
57.0 21.00 21.50
m/z 55.10 23.71%
bbb PT0 2570 2670 350 S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BP091520.M Fri Oct 02 15:51:45 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Squalene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

21.316 7.32 ng 576689 Chrysene-d12 21.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 72
4 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402 042207-88-5 72
5 2,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 72

Abundance Scan 3133 (21.316 min): BP003442.D\data.ms (-3129) (- m/z 69.10 100.00%

69.1
5000
— ——
i S0 a1 341.1 2100 2159
ob ks bl ], 2031 273.1 3411 410.4 47518414/, g1 16 52.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69.0
5000 _— B——
21.00 21.50
m/z 41.10 16.48%
‘ 137.0
O ‘\"”\‘ "\‘\l“““\ ‘\”\1'\‘1‘ 1 \\2\0‘3\\0\ \‘2\7\3\\0| \3\‘\1\1‘.\0\ T T T T I T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
— —
21.00 21.50
5000 m/z 95.05 15.53%
137.0
bbb d gy |, 203.0 273.0 341.0 410.0
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra — ——
69.0 21.00 21.50
m/z 68.05 11.72%
5000
\1310
bbby, 2zomse Ul
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BP091520.M Fri Oct 02 15:51:45 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.757 37.56 ng 2957920 Chrysene-d12 21.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 3208 (21.757 min): BP003442.D\data.ms (-3202) (-  m/z 57.10 100.00%
57.1

o VAJxJ\kaX
— =si
‘ H‘lf?.l 1072 21.50 22.00
bk LU £0007 2671 337.4 4084 5031y, 71,10 89.33%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 =

7 =
21.50 22.00
m/z 85.10 72.57%

7.0
0 ‘L '\‘,'\‘L‘\"\A‘]kf'l\M‘l\‘\l\?T.\O\\\‘\\2\9\6‘.\(\)\\‘\\H‘HH‘HH‘HH‘\

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane

o1
~l
o

T T
21.50 22.00
5000 m/z 43.10 54.18%

|| 1270 1970 2670  380.0

-

0‘Hw‘W“wcuf‘u"_‘H“H“H‘W“H“H‘_“W‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane — T
57.0 21.50 22.00
m/z 99.05 24.92%
5000

N

7.0
o ML fF 0 a0m0 o0 ses0 gL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270-BP091520.M Fri Oct 02 15:51:46 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.374 53.79 ng 3150830 Perylene-di2 23.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3313 (22.374 min): BP003442.D\data.ms (-3306) (- m/z 57.10 100.00%
57.1

T T
” 197, 2 267 1 22.00 22.50
ot UL 202 2071 3374 4225 490.9548. /7 71.10  91.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 T =
22.00 22.50
m/z 85.10 70.15%
1 239.0
O\\J‘\}\\\l‘\F\\\‘\\1\‘1\\![\12f96’1()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0
= =
22.00 22.50
5000 m/z 43.10 52.90%
1
0 ‘| i’ ﬁ L |1|g7 0 267.0 337.0 422 0
H“H‘w“u P T e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane o —
57.0 22.00 22.50
m/z 99.10 24.50%
- JJLL
0 | ‘ ) 1 U:LF? 0\ \197 0 267.0 365 0
P S e e e e = —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270-BP091520.M Fri Oct 02 15:51:47 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Docosane, 7-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.063 47.92 ng 2806790 Perylene-di2 23.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3430 (23.063 min): BP003442.D\data.ms (-3422) (-  m/z 57.10 100.00%
57.1

\ 23.00 |
197.2 :
0 ‘}‘ lml LG, 20871 837.4 4073 5032 myz 71.10  91.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57.0
5000 —— i
23.00
m/z 85.10 72.11%
- 309.0
O \\"\}\\MF‘E?\F)‘H%\\‘\2\3\\9‘\0\\\"\\\\‘3\7\\9\.‘0\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
U \
23.00
5000 ITI/Z 43.10 51.69%
} i 365.0
ol om0 26n0 ses0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- T ‘
57.0 23.00
m/z 99.05 25.07%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

8270-BP091520.M Fri Oct 02 15:51:47 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 1-Heptadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.133 16.83 ng 985774 Perylene-di2 23.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 92
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 91
3 1-Octadecene 252 C18H36 000112-88-9 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83

Abundance Scan 3442 (23.133 min): BP003442.D\data.ms (-3437) (- m/z 57.10 100.00%

57.1 ] '
5000
~ —
‘ %ﬁ 1971 2671 23.00 23.50
Orrd L L[ 1971 2671 337.2 414.94753 548 1/, 71 19 g8.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92567: 1-Heptadecene

o
!
o

5000
23.00 23.50

m/z 85.10 67.36%

hfjln‘ 238.0

l
O‘H\ ‘H\\‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester

%

43.0
23.00 23.50
5000 m/z 43.10 54.24%
O‘H‘“H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H,H‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene T ——
57.0 23.00 23.50
m/z 83.10  31.29%
ol IJ \,.\18302520
_“‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘ 7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

8270-BP091520.M Fri Oct 02 15:51:48 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 1-Iodo-2-methylundecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.833 43.60 ng 2554170 Perylene-di2 23.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 2-methylhexacosane 380 C27H56 1000376-72-7 87
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 87
4 Hentriacontane 437 C31He64 000630-04-6 83
5 Tetratetracontane 619 C44H90 007098-22-8 83

Abundance Scan 3561 (23.833 min): BP003442.D\data.ms (-3554) (-  m/z 57.10 100.00%
57.1

> N\/LA
— —
‘ H | p11a 4105 23.50 24.00
bt H‘H”1*wcwﬁ?g?‘_H‘_H‘f‘?""ﬁ?ﬁq m/z 71.10  89.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000 — ——
23.50 24.00
m/z 85.10 69.81%
127.0
O\J\T‘\}\1\”‘!F\\T‘\1]_\9\7!(\)\12‘6\?\0\‘\\\\3‘6\5\)\()\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202663: 2-methylhexacosane
57.0
— ==
23.50 24.00
5000 m/z 43.10 51.09%
L 19702610 70
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane “ ——
57.0 23.50 24.00
m/z 69.10 27.51%
5000 \/¥//\¥/ﬁ/\v\anf
o\\x}wlﬁg"m S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00

8270-BP091520.M Fri Oct 02 15:51:48 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Docosane, 11-butyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.498 10.96 ng 641831 Perylene-di2 23.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3674 (24.498 min): BP003442.D\data.ms (-3668) (- m/z 57.10 100.00%
57.1
. J\]\k
v 24.50
197.1 :
0 m‘_ Mﬁ‘ bl fin, 2031 8683 4353 8210 -y, 71,10 85.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
5000 T
24.50
m/z 85.10 67.86%
127.0
O\\‘\!\\“\F\J\\Hl\%\2\][-9\91‘\\\?’\0‘\9\\0\:3‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
——
24.50
5000 m/z 43.05 51.51%
1
0 ‘\Mwﬂ_‘aw&???ﬁ@?ﬁH?’ﬁ?‘?_ww_w M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane —
57.0 24.50
m/z 69.10 24.59%
127.0
LB a0 210 e .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Methoxyacetic acid, 4-hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.727 17.71 ng 1037200 Perylene-di2 23.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Methoxyacetic acid, 4-hexadecyl ... 314 C19H3803 1000282-99-0 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 3713 (24.727 min): BP003442.D\data.ms (-3706) (-~ m/z 57.10 100.00%
57.1

’ 2450 2500
1972 : '
0l b ‘L Jﬁt [ rn,, 281.1342.0402.24608 549 n/7 71,10 92.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000 = —
24.50 25.00
m/z 85.10 71.00%
O \J\‘T‘\I T \“‘J-VF\TTO‘\W:L\Q\TV(\)\WZ‘Q?\O\‘ TT \\3EE\)\O\‘ TTTT ‘ T \\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #156549: Methoxyacetic acid, 4-hexadecyl ester
57.0
—— —
24.50 25.00
5000 m/z 43.10  48.32%
W17.0 225.0
obabllis. )
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane T —
57.0 24.50 25.00
m/z 99.10 25.07%
B ML
127
L a0 20 S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample ¢ L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 .gamma.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.527 22.04 ng 1291300 Perylene-di2 23.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 98
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 22
4 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 22
5 Norflurazon 303 C12H9C1F3N30 027314-13-2 20

Abundance Scan 3849 (25.527 min): BP003442.D\data.ms (-3841) (- m/z 43.10 100.00%

43.1 107.1
213.1
303.3
5000 414.4
T
W‘ \ “ ‘ 25.50
ol an “"”'“_M MW § mf"f‘?ﬁ??’?ﬁl m/z 107.65 90.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43.0
5000 — :
414.0 25.50
m ‘ 213.0 303.0 m/z 145.00  86.05%
O ‘\\J‘f Jl “.hm\hfmJ”“m"‘ll‘J“‘h ‘\\\\ \\\‘M‘L\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217433: .beta.-Sitosterol
43.0
—
25.50
m/z 105.05 81.61%
5000 05.0
414.0
2130 329.0
0 M. J ‘“ u 2r1.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190889: 5-Cholene, 3,24-dihydroxy- —— ‘
55.0 25.50
m/z 95.05 80.20%
5000 255.0
} \ ‘ 342.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100120\
Data File : BP@@3442.D

Acqg On : 01 Oct 2020 17:38
Operator : CG/JU

Sample : L4194-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.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|
n-Hexadecanoic ... 17.875 22.3 ng 1805600 4 16.945 1617890 20.0
Heneicosane 18.245 12.3 ng 995415 4 16.945 1617890 20.0
Morpholine, 4-p... 18.998 14.0 ng 1105550 5 21.051 1574860 20.0
1-Propanol, 2-[... 19.116 21.9 ng 1723990 5 21.051 1574860 20.0
2-(2-(2-Methoxy... 19.192 79.3 ng 6243930 5 21.051 1574860 20.0
2-methyloctacosane 19.939 23.4 ng 1840550 5 21.051 1574860 20.0
Cyclohexadecane 20.774 8.1 ng 639695 5 21.051 1574860 20.0
Octadecane, 2-m... 21.192 33.5 ng 2634900 5 21.051 1574860 20.0
Squalene 21.316 7.3 ng 576689 5 21.051 1574860 20.0
Tetratetracontane 21.757 37.6 ng 2957920 5 21.051 1574860 20.0
Heptadecane, 9-... 22.374 53.8 ng 3150830 6 23.239 1171540 20.0
Docosane, 7-hexyl- 23.063 47.9 ng 2806790 6 23.239 1171540 20.0
1-Heptadecene 23.133 16.8 ng 985774 6 23.239 1171540 20.0
1-Todo-2-methyl... 23.833 43.6 ng 2554170 6 23.239 1171540 20.0
Docosane, 11-bu... 24.498 11.0 ng 641831 6 23.239 1171540 20.0
Methoxyacetic a... 24.727 17.7 ng 1037200 6 23.239 1171540 20.0
.gamma.-Sitosterol 25.527 22.0 ng 1291300 6 23.239 1171540 20.0
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