LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 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 : © 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-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7125.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.470 398 405 413 rBV 3786523 5512196 5.81% ©.953%
2 7.064 668 676 684 rVB 3516007 5640114 5.94% 0.975%
3 7.893 810 817 824 rBV 1166528 1873252 1.97% 0.324%
4 9.058 1007 1015 1026 rBV 2328982 3972735 4.19% 0.686%
5 10.693 1287 1293 1299 rVB 1563127 2501885 2.64% 0.432%

6 12.357 1565 1576 1586 rBV 1473279 3493705 3
7 13.151 1704 1711 1717 rBV 6614515 9612838 10.
8 14.522 1938 1944 1949 rBV 2365014 3495906 3.68%
9 14.957 2009 2018 2023 rBV 1626302 2487448 2
10 15.528 2110 2115 2119 rBV3 806956 1136031 1
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11 15.863 2165 2172 2177 rBV 3118366 4767566 5
12 16.010 2193 2197 2203 rVV 4555041 6852654 7
13 16.069 2203 2207 2218 rVB 3440071 5691561 6.00%
14 16.240 2231 2236 2240 rVV2 1849841 2748320 2
15 16.392 2257 2262 2270 rBV3 1261385 2028182 2
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16 16.604 2294 2298 2305 rVV 1063637 1774925 1.87% 0.307%
17 16.728 2306 2319 2326 rVV 11109581 29133830 30.70% 5.034%
18 16.792 2326 2330 2342 rVV 2481015 4273243 4.50% 0.738%
19 16.898 2343 2348 2360 rVB 4353562 6445637 6.79% 1.114%
20 17.204 2393 2400 2406 rBV 6438481 10542923 11.11% 1.822%

21 17.269 2406 2411 2416 rVV2 6097436 9610060 10.13% 1.661%
22 17.328 2416 2421 2425 rVV2 13679169 21259564 22.40% 3.674%
23 17.369 2425 2428 2436 rVV2 4969773 7676966  8.09%  1.327%
24 17.492 2441 2449 2454 rVV2 10607397 22027718 23.21%  3.806%
25 17.539 2454 2457 2465 rVB 2690316 4345648 4.58% 0.751%

26 17.669 2471 2479 2490 rVB2 11330356 23140828 24.38%  3.999%
27 17.945 2519 2526 2530 rBV3 1222026 2797351 2.95% ©0.483%
28 18.016 2534 2538 2540 rVV3 1106023 1958122 2.06% ©0.338%
29 18.116 2542 2555 2565 rVV 16522899 64680059 68.15% 11.177%
30 18.269 2565 2581 2594 rVV2 20683851 94913631 100.00% 16.401%

31 18.369 2594 2598 2603 rVB 2990504 3786735 3.99% ©0.654%
32 18.492 2615 2619 2630 rBV 2302190 3805982 4.01% 0.658%
33 18.610 2635 2639 2644 rVB3 2486730 3290516 3.47% 0.569%
34 18.663 2645 2648 2654 rBV3 1552623 2244864 2.37% ©0.388%
35 18.722 2654 2658 2661 rBV 3029932 3805562 4.01% 0.658%

36 18.763 2661 2665 2670 rVB2 2297596 3714219 3.91% 0.642%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 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 : © 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-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.828 2673 2676 2681 rBV 3953262 4940028 5.20% ©.854%
38 18.998 2701 2705 2709 rBV 3525652 4534564 4.78% 0.784%
39 19.151 2727 2731 2735 rBV 3084646 3955018 4.17% 0.683%
40 19.286 2748 2754 2755 rBV2 5468103 8165100 8.60% 1.411%

41 19.351 2756 2765 2774 rVB3 12129705 43115145 45.43%  7.450%

42 19.428 2774 2778 2782 rBV 8130896 10036701 10.57% 1.734%
43 19.575 2800 2803 2807 rBV3 1235619 1913155 2.02% 0.331%
44 19.639 2811 2814 2817 rVB 1288053 1631888 1.72%  0.282%
45 19.833 2843 2847 2854 rVB 9174383 12207752 12.86% 2.109%
46 20.110 2891 2894 2897 rBV3 1343871 1789357 1.89% 0.309%
47 20.675 2988 2990 2997 rVB 1490182 2074827 2.19% 0.359%
48 21.922 3199 3202 3208 rVB2 2326839 3034480 3.20% 0.524%
49 22.151 3238 3241 3251 rVB2 3510155 6259529 6.59%  1.082%
50 23.045 3389 3393 3397 rBV 3499525 6001076 6.32% 1.037%
51 23.092 3397 3401 3407 rVB 5570361 9514826 10.02% 1.644%
52 24.427 3623 3628 3636 rVB 4142580 8956618 9.44%  1.548%
53 24.516 3638 3643 3650 rVB 2751267 5525338 5.82% 0.955%
54 25.245 3760 3767 3781 rVB3 6491590 17654844 18.60% 3.051%
55 26.568 3984 3992 4012 rVB5 5793571 21489809 22.64% 3.713%

56 27.280 4104 4113 4123 rVB2 5359549 18864175 19.88% 3.260%

Sum of corrected areas: 578707006
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP007125.D\data.ms
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Abundance TIC: BP0O07125.D\data.ms
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Abundance TIC: BPO07125.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethyl cyclopropanecarboxylate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.357 27.93 ng 3493710 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 50
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 42
3 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 9
4 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 9
5 4-Hexen-3-one 98 C6H100 002497-21-4 9

Abundance Scan 1576 (12.357 min): BPO07125.D\data.ms (-1565) (-  m/z 69.00 100.00%

69.0
5000

MI‘EM 1200 1250
AL 322:0213.0 281.0342.1399.8460.1 5266 m/z 41.85 22.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0

o

5000
12. 00 12 50
m/z 103.00 17.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
12 00 12 50
0 h“ 1| 1410 210.0
‘mw P T T T T T T T
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0 12. 00 12 50

m/z 39.05 16.57%

5000 J\Nq/\«NAVA/N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dodecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.957 14.23 ng 2487450  Acenaphthene-die 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Lactose 342 C12H22011 000063-42-3 47
5 Nonanoic acid 158 C9H1802 000112-05-0 46

Abundance Scan 2018 (14.957 min): BP007125.D\data.ms (-2009) (-  m/z 73.00 100.00%
73.0

4%

5000
157.1
I m H‘ | 2183  327.8389.3 476.2536.2 1500
Ol L | 2700 9205895 d70.2990<L  m/z 60.00  89.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 1500
m/z 43.05 52.51%
byl o0
O‘\\‘\T‘[ ‘\H\‘”\A\\H\l‘\\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60689: Undecanoic acid
60.0
——
15.00
5000 ITI/Z 55.10 51.99%
129.0
0l 'MHJ\]'SV'O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid T
60.0 15.00
m/z 41.05 50.51%
B T JJL\\A
O‘l '}’M'“\‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.863 27.28 ng 4767570  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 45
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 2172 (15.863 min): BP007125.D\data.ms (-2165) (-  m/z 73.00 100.00%
3.0

3

5000
171.1
— =
Wi 15.50 16.00
o‘H‘M“JﬂmeH )4, 2670 3419 4151 BOLT . 6o 00  85.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
5000 /e ——
15.50 16.00
171.0 m/z 43.10  55.14%
OLS.L\’ }”‘“JIJRY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75718: Dodecanoic acid
73.0
— ——
15.50 16.00
5000 ITI/Z 57.10 53.10%

rs(o

.

O
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0 15.50 16.00
m/z 55.10 52.75%
- A/\,\/xJAwVVJ\J\/L\
3.0
o“uﬁfJJMWRMM‘m‘_“w"H‘H“_“W‘H“H“_‘H“ as —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.728 60.63 ng 29133800 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2319 (16.728 min): BP007125.D\data.ms (-2306) (-  m/z 73.00 100.00%
3.0

3

5000 185.1 /\
— —
m J | 16.50 17.00
ol L Jm“uu“_”w?ﬁ""ﬁ?f‘?‘ 0400.7458.8517.9  m/z 60.00  78.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 U = /\
185.0 16.5 17.

m/z 55.10 52.46%

LS.M\ HHIJ.\J m

O‘\\\\’ \\ 1\\\‘\\\\‘1\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
T —
16.50 17.00
5000 m/z 57.10 51.92%
3.0
o‘u‘ﬁ‘hwwﬂuﬂuhW‘H‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60691: Undecanoic acid T 7
60.0 16.50 17.00
m/z 43.10 51.81%
5000
I 129.0
A S L W YY1 N O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Tetradecanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.898 13.41 ng 6445640  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanol 214 C14H30e0 000112-72-1 94
2 n-Pentadecanol 228 C15H320 000629-76-5 94
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
5 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91

Abundance Scan 2348 (16.898 min): BPO07125.D\data.ms (-2343) (- m/z 55.10 100.00%

55.1
5000
= ——
5.1 16.50 17.00
ol khhLiL], 1832 26663316 4009 47815872 ./, g3.1p 92.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92362: 1-Tetradecano
83.0
5000 . —
16.50 17.00
m/z 69.10 87.27%
b l 1168.0
O‘:L\g\-{\\’J\ \“J\‘\\\‘\‘\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109480: n-Pentadecano
83.0
Ea —
16.50 17.00
5000 ITI/Z 57.10 72.97%
182.0
o8 ,'.m'w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126378: 1-Hexadecanol = 7
69.0 16.50 17.00
m/z 43.10 72.77%
- M
196.0
ol Wff‘-ﬂow S T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 8-Methylnonanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.204 21.94 ng 10542900 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 92
2 Dodecanoic acid 200 C12H2402 000143-07-7 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 8-Methylnonanoic acid 172 C1eH2002 005963-14-4 55
5 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 25

Abundance Scan 2400 (17.204 min): BPO07125.D\data.ms (-2393) (- m/z 73.00 100.00%

5000 o d
— =
\l i 17.00 17.50
0Lt M'm L1, 26013179 3891 4927 o, 4310 o5.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000 T ——
17.00 17.50
1990 m/z 60.00 83.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75713: Dodecanoic acid
73.0
— ~
17.00 17.50
5000 m/z 57.10 81.82%
L 200.0
O‘HMM‘ \W$WWP‘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 #92069: Tridecanoic acid T T
73.0 17.00 17.50
m/z 55.05 74.68%
5000
171.0
RIRTH 119 N o W,V
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 7 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.492 45.84 ng 22027700 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2449 (17.492 min): BP007125.D\data.ms (-2441) (- m/z 73.00 100.00%
3.0

5000
199.2
==
sl |
o RLIERQEL )| 1278.3342.14001 475.1533.9 1/, 6g.9p  77.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000 R
17.50
199.0 m/z 57.10 58.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
——
17.50
5000 m/z 43.10 57.47%
185.0

m iﬂ h} i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75719: Dodecanoic acid

73.0 17.50

m/z 55.10 56.98%

o
—
o

*e

-

200.0

M JH) L

0 ST ean e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 17.50

5000

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Heptadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.669 48.16 ng 23140800 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 n-Pentadecanol 228 C15H320 000629-76-5 95
3 1-Hexadecanol 242 C16H340 036653-82-4 95
4 1-Tetradecanol 214 C14H300 000112-72-1 94
5 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 93

Abundance Scan 2479 (17.669 min): BPO07125.D\data.ms (-2471) (- m/z 83.10 100.00%

83.1
5000
= —
\ | 1962 17.50 18.00
bbb 005 278:3341.9403.2 47585341 /7 s5.10  91.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143654: n-Heptadecanol-1
55.0
5000 R ——
17.50 18.00
5.0 m/z 69.10 87.46%
O\\,}J,f}‘\,l‘.210.o“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109471: n-Pentadecano
83.0
—r— —
17.50 18.00
5000 m/z 97.10 81.37%
182.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126378: 1-Hexadecanol T —
69.0 17.50 18.00
m/z 57.10 71.65%
5000
h \ {? 0196.0
o e —— ——
m/z--> 0 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\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Palmitoleic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.116 134.61 ng 64680100 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 99
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 97
3 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 94
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 78
5 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 70

Abundance Scan 2555 (18.116 min): BP007125.D\data.ms (-2542) (-  m/z 55.10 100.00%

55.1
5000
31 2362 ~ =
i ‘ HH ‘ 18.00 18.50
ol AL ‘\““"l"ﬂ“wJ“mh 01023692 47485329 m/z 69.10  86.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140797: Palmitoleic acid
58.0
5000 . e
18.00 18.50
m/z 83.10 67.98%
‘ 236.0
O \\\J[\ \\“‘\‘“‘\h“\Il\‘\‘\\‘l\\\L\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140812: Hexadecenoic acid, Z-11-
55.0
T —
18.00 18.50
5000 ITI/Z 41.10 59.46%
bkl “ J*J"M!'mw‘u“W‘H‘mWm_m‘mwm_
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance  #140884: 6-Pentadecenoic acid, 13-methyl-, (6Z)- —— T
55.0 18.00 18.50
m/z 97.10 57.02%
5000
rSO 236.0
oMo L SN O
m/z--> 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\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.269 197.53 ng 94913600 Phenanthrene-di10 17.275
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38

Abundance Scan 2581 (18.269 min): BP007125.D\data.ms (-2565) (-  m/z 73.05 100.00%

73.0
213.2
5000
= —
‘H F 18.00 18.50
ok ML | a153 ssoorasioz o co05 76,76
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
“ 213.0 m/z 129.05 72.91%
O‘\\\\IH lh!l\”\l“\\\f‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
== =
18.00 18.50
5000 m/z 213.20 69.10%
171.0
b “’iw\,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 43.10 67.86%
5000
185.0
sl “HMLH SV I
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\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Oleic Acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.351 284.17 ng 43115100 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 98
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 97
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 93
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 93
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 93

Abundance Scan 2765 (19.351 min): BPO07125.D\data.ms (-2756) (-  m/z 55.10 100.00%

55.1
5000
264.3
1 — —
L 'ﬁs 3 19.00 19.50
o LLLLL 83833992 47595375 /7 69.10  89.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
58.0
5000 — ——
19.00 19.50
f30 264.0 m/z 83.10 79.18%
O‘ 1[ ‘h‘ ‘“‘J“‘l‘llll‘\l‘h “\“l\\“\l\‘\‘l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
— —
19.00 19.50
5000 m/z 97.10  75.69%
} 264.0
o_HJ,HH‘ w«“‘ww w!w_‘mu_Hww_m‘www
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid “ T
55.0 19.00 19.50
m/z 84.10 46.66%
h J JA\/L/\A\M
264.0
o”,‘”* m"'u'wuﬁ\orm_\H‘_m_Wwwww = —
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\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.428 66.15 ng 10036700 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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 2778 (19.428 min): BP007125.D\data.ms (-2774) (- m/z 73.00 100.00%

5000

=

241.2
‘ J } ‘ 17111 ‘ 19.50
obr AL LU L) 13271 415047505350 /0 co 00 74.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
‘} m/z 57.10 67.51%
()II JUM\MJ ‘\\\\\‘\‘\L!Hl\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
—
19.50
5000 ITI/Z 43.10 64 .45%

199.0

dsolblisso ||

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

-

Abundance #143510: n-Hexadecanoic acid
60.0 19.50
m/z 129.05 56.40%
5000 129.0
“H 213.0
S m— H“‘Mme‘H‘“mWm_m_mwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 13 1-Tetracosene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.575 12.61 ng 1913160 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 1-Hexadecanol 242 C16H340 036653-82-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance Scan 2803 (19.575 min): BP007125.D\data.ms (-2800) (-  m/z 55.10 100.00%

55.1
5000
1p5.1 — 1 T
1.1 19.50
0L J'Jlu!mHwﬁ?a 1342.1401.1462.2522.7. 1/, 83.10  97.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 — |
19.50
125.0 m/z 57.10  89.32%
336.0
O‘\\\\\’\ M‘\““\\“i\‘“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126376: 1-Hexadecano
55.0
T \
19.50
5000 ITI/Z 69.10 84.27%
| r ‘\ 196.0
0 ,‘c"H“_“‘_"w“u“u“‘H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol 7 ‘
55.0 19.50
m/z 97.10 80.20%
5000
125.0
A 1‘&»19602660 i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptadecane, 9-octyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.675 13.68 ng 2074830 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 89
2 Tetracosane, 1-bromo- 416 C24H49Br 006946-24-3 72
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 72
4 Heneicosane 296 C21H44 000629-94-7 62
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 62
Abundance Scan 2990 (20.675 min): BPO07125.D\data.ms (-2988) (- m/z 57.10 100.00%
57.1
5000
} 2050  21.00
1] 255.3 : :
0l HJ ‘“J ‘ L iy LARBLT T 8163 4183 4890849, ., 71 19 72.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — ——
20.50 21.00
m/z 85.10 59.94%
1 239.0
O \\J‘\}\\\d‘\F\J\\J‘i\l\W\‘T\\T‘\\2\9\6‘10\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #311452: Tetracosane, 1-bromo-
57.0
— —
20.50 21.00
5000 m/z 43.10 50.66%
135 0
0 J‘ | “ | H ‘1.97 0 267.0 337 0 416.0
““‘H“H‘ Rt R Mt SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester — —
43.0 20.50 21.00
m/z 55.10 41.08%
5000
1.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1,1'-Bi-2-naphthol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

21.922 20.00 ng 3034480 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Bi-2-naphthol 286 C20H1402 000602-09-5 90
2 Acetonitrile, [5-(1H-benzoimidaz... 286 C13H1ON4S2 1000303-09-8 74
3 Brasilin 286 C16H1405 000474-07-7 62
4 cis-7,8-Dihydrobenzo[a]pyrendiol 286 C20H1402 1000126-32-9 55
5 Naphthalene, 1,1'-methylenebis- 268 C21H16 000607-50-1 52

Abundance Scan 3202 (21.922 min): BPO07125.D\data.ms (-3199) (- m/z 286.10 100.00%

28p.1
5000
115.0 226/1 1 7
ﬂ jM\h} 348.3 415.1476.0534.9 22.00
Of g Depseplidh i _MH“H«M‘H“n‘_‘cw‘H‘p m/z 268.18  67.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181888: 1,1'-Bi-2-naphtho
28p.0
5000 1 7
22.00
1150 m/z 267.10  47.76%
2260
0 39.0 1\‘ | | u“h'l }‘u

\\VW‘f\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #180704: Acetonitrile, [5-(1H-benzoimidazol-2-ylsulfanyln
286.0

-

45.0
137.0 22.00

5000 m/z 239.10  35.86%

5

ok dllbedl2o0l 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181144: Brasilin
286.0 22.00
m/z 257.10 28.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 16 Naphthalene, 1-(2-naphthale... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.151 41.26 ng 6259530 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-(2-naphthalenyloxy)- 270 C20H140 000611-49-4 96
2 Naphthalene, 1,1'-oxybis- 270 C20H140 000607-52-3 58
3 9-Benzylidenexanthene 270 C20H140 027980-52-5 58
4 Benz[a]anthracene-7-carboxaldehy... 270 C20H140 013345-61-4 50
5 8-Methyl-4-azafluorene, phenylimine 270 C19H14N2 1000216-54-2 50

Abundance Scan 3241 (22.151 min): BPO07125.D\data.ms (-3238) (- m/z 270.10 100.00%

270.1
5000
63.0 126 ‘ 22.00 22.50
0 m_:wwt‘l"wmu M Ll 368342014903849. |/, 559 10 65.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161404: Naphthalene, 1-(2-naphthalenyloxy)-
270.0
5000 N e
22.00 22.50
119.0 m/z 239.10 45.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161397: Naphthalene, 1,1'-oxybis-
270.0
— —
22.00 22.50
m/z 271.10  20.61%
5000 115.0
ol wihu‘ﬂlwﬂw‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161392: 9-Benzylidenexanthene — T
270.0 22.00 22.50
m/z 253.10  20.26%
5000
134.0
INL- SO ) I PSS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.427 20.00 ng 8956620 Perylene-di2 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 95
3 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 94
4 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 94
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
Abundance Scan 3628 (24.427 min): BPO07125.D\data.ms (-3623) (- m/z 57.10 100.00%
57.1
5000 J\/\\\,/\/\%/\fﬁmv
24.50
234.1 ’
0 m‘“w”‘ﬂm i 295:1 3603 423.3481.0 5491 p/; 71,10 78.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 T
24.50
m/z 85.10 62.92%
‘ ’ ‘ 197.0 267.0 338.0
O \J\\‘\\\I\i‘\\\J‘I\‘\\‘\\‘H\\\1\1\‘1\1\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0
——
24.50
5000 m/z 43.10 48.03%
0 i ‘ J | ” ﬁ | J \19\7\0‘ 2670 337.0 4490 //\JJ\/\M
R e mamEa R e e e A RE A RmRaRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo- ——
57.0 24.50
m/z 99.10 21.93%
- M,/\/\M
ot [ a70 amg w30 o
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\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cholesterol

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
25.245 39.42 ng 17654800 Perylene-di2 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 99
3 Cholest-8-en-3-0l, (3.beta.)- 386 C27H460 007199-91-9 87
4 Lathosterol 386 C27H460 000080-99-9 84

5 Cholest-8(14)-en-3-0l, (3.beta.,... 386 C27H460

Abundance Scan 3767 (25.245 min): BP007125.D\data.ms (-3760) (-

431 1451 21322753
386.4
5000
o Wb LLLL s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292878: Cholesterol
386.0
43.0
5000 275.0
’ 213.0 ‘
0 1‘“}“‘“‘“““mM‘“'"','l'w“wfw"‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
5000
‘ H H 213.0 275.0 386.0
0 "“\M‘\”‘m"U“‘“«H”h"“M"nm“J\H‘H‘WMMM‘mwm_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292912: Cholest-8-en-3-ol, (3.beta.)-
386.0
43.0 107.0
5000 229.0
1.0
O' W—FY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FV
m/z--> 50 100 150 200 250 300 350 400 450 500 550

8270E-BP092121.M Fri Sep 24 12:10:19 2021

000566-99-4 56

m/z 275.25 100.00%

-

25.00 25.50
m/z 145.05 93.82%

%

25.00 25.50
m/z 107.10  92.09%

%

25.00 25.50
m/z 105.10  91.75%

-

25.00 25.50
m/z 213.20  88.96%

N

25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Stigmasterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.568 47.99 ng 21489800 Perylene-di2 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmasterol 412 C29H480 000083-48-7 99
2 Cholesta-6,22,24-triene, 4,4-dim... 394 C29H46 1000128-66-9 90
3 Chondrillasterol 412 C29H480 000481-17-4 55
4 Stigmastan-6,22-dien, 3,5-dedihy... 394 C29H46 107304-12-1 41
5 3-(4-Ethoxyphenyl)-6-methyl-5H-[... 271 C14H13N303 1000387-71-3 18
Abundance Scan 3992 (26.568 min): BP007125.D\data.ms (-3984) (-~  m/z 55.10 100.00%
5]:
159.1 255.2
5000
U \
»N\ |
0 4744 549.  m/z 83.10  76.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309443: Stigmasterol
55.0
5000 133.0 1 \

26.50
| m/z 81.10 76.20%
Ly ”\ MH”

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298441: Cholesta-6,22,24-triene, 4,4-dimethyl-

O ‘ TTT l\ ’ T
55.0
L \
26.50
5000 m/z 159.10 65.66%
145.0 255.0 394.0
o,‘Mmm\”‘ﬂ“”**‘* H‘_m}wwuuww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309449: Chondrillasterol T ‘
55.0 26.50
271.0 m/z 255.20  65.66%
5000
412.0
\HH i
11 e .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9
R.T. EstConc Area Relative to ISTD R.T.
27.280 42.12 ng 18864200 Perylene-di2 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Stigmast-7-en-3-0l, (3.beta.,5.a... 414 C29H500 000521-03-9 93
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 428 C30H520 020194-50-7 38
5 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 35

Abundance Scan 4113 (27.280 min): BPO07125.D\data.ms (-4104) (-  m/z 43.10 100.00%

43.1 145.1 213.2
303.3 2144
5000
— —
HM il
o d bl o A m I Lokl U) 4781 829 a5 05 ea.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310599: .gamma.-Sitosterol
107.0 4140
43.0 213.0 329.0
5000 T —
27.00 27.50
m/z 107.10 93.62%
I "
O\‘\‘W\H‘\ ﬁ‘v‘v‘rv‘v‘v‘v‘rv‘v‘v‘v—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
— —
27.00 27.50
5000 ITI/Z 213.15 90.52%
107.0 414.0
‘ H ‘ 213 0 3030
A 11TV vl T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310612: Stigmast-7-en-3-ol, (3.beta.,5.alpha.)- T —
255.0 414.0 27.00 27.50
m/z 105.10 82.55%
o MBEL L, o |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7125.D

Acqg On : 23 Sep 2021 14:34
Operator : CG/JU

Sample : M3871-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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|
Ethyl cycloprop... 12.357 27.9 ng 3493710 2 10.693 2501890 20.0
Dodecanoic acid 14.957 14.2 ng 2487450 3 14.522 3495910 20.0
Tridecanoic acid 15.863 27.3 ng 4767570 3 14.522 3495910 20.0
Tetradecanoic acid 16.728 60.6 ng 29133800 4 17.275 9610060 20.0
1-Tetradecanol 16.898 13.4 ng 6445640 4 17.275 9610060 20.0
8-Methylnonanoi... 17.204 21.9 ng 10542900 4 17.275 9610060 20.0
Pentadecanoic acid 17.492 45.8 ng 22027700 4 17.275 9610060 20.0
n-Heptadecanol-1 17.669 48.2 ng 23140800 4 17.275 9610060 20.0
Palmitoleic acid 18.116 134.6 ng 64680100 4 17.275 9610060 20.0
n-Hexadecanoic ... 18.269 197.5 ng 94913600 4 17.275 9610060 20.0
Oleic Acid 19.351 284.2 ng 43115100 5 21.363 3034480 20.0
Octadecanoic acid  19.428 66.2 ng 10036700 5 21.363 3034480 20.0
1-Tetracosene 19.575 12.6 ng 1913160 5 21.363 3034480 20.0
Heptadecane, 9-... 20.675 13.7 ng 2074830 5 21.363 3034480 20.0
1,1'-Bi-2-naphthol 21.922 20.0 ng 3034480 5 21.363 3034480 20.0
Naphthalene, 1-... 22.151 41.3 ng 6259530 5 21.363 3034480 20.0
Tetracosane 24.427 20.0 ng 8956620 6 23.786 8956620 20.0
Cholesterol 25.245 39.4 ng 17654800 6 23.786 8956620 20.0
Stigmasterol 26.568 48.0 ng 21489800 6 23.786 8956620 20.0
.gamma.-Sitosterol 27.280 42.1 ng 18864200 6 23.786 8956620 20.0
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