LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS Vvial : 19 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@@7219.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.463 397 404 411 rBV 1958821 3073742 2.84% 0.654%
2 7.063 667 676 688 rBV 2242010 3736243 3.46% 0.795%
3 7.881 808 815 822 rBV 753038 1205100 1.12% 0.257%
4 9.046 1006 1013 1035 rVB 1544514 2777412 2.57% ©.591%
5 10.687 1285 1292 1298 rBV 1135026 1886541 1.75% 0.402%

6 12.363 1565 1577 1585 rBV 958272 2015167 1
7 13.145 1703 1710 1717 rVB 5500647 8146254 7
8 14.522 1936 1944 1948 rVV 2094114 3274153 3.03%
9 15.857 2166 2171 2175 rBV 1133869 1577133 1
10 16.016 2192 2198 2202 rVV 5129145 7668603 7
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11 16.063 2202 2206 2217 rVB 2896992 4819481 4.46%
12 16.233 2229 2235 2249 rVB 2929019 5015083  4.64%
13 16.392 2257 2262 2269 rBV2 1206237 2135374 1.98%
14 16.598 2292 2297 2305 rVB 838844 1386352 1.28%
15 16.739 2305 2321 2328 rBV 8044784 23687336 21.92%
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16 16.892 2342 2347 2358 rVB 4040401 6247238 5.78%
17 17.075 2374 2378 2383 rVB4 763742 1216207 1.13%
18 17.210 2393 2401 2406 rBV2 4379755 8513517 7.88%
7
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19 17.269 2406 2411 2415 rBV2 5977527 8601015 .96%
20 17.322 2415 2420 2424 rVV2 12297812 19032616 7.61% 4.051%

21 17.363 2424 2427 2433 rVB2 6429202 9546267 8.83% 2.032%
22 17.498 2441 2450 2454 rBV 8785118 17490762 16.19% 3.723%
23 17.533 2454 2456 2468 rVV3 1576122 3060037 2.83% 0.651%
24 17.645 2469 2475 2476 rVV 6315381 8788100 8.13% 1.871%
25 17.669 2476 2479 2484 rVB 9272355 13054464 12.08% 2.779%

26 17.939 2520 2525 2531 rVV5 1268980 2374766 2.20% ©.505%
27 18.110 2542 2554 2566 rVV2 9682556 52152905 48.26% 11.101%
28 18.322 2567 2590 2593 rVV3 16899295 108060585 100.00% 23.001%
29 18.369 2595 2598 2603 rVB 2799052 3710101 3.43% 0.790%
30 18.510 2618 2622 2631 rVB 1789796 3141135 2.91% 0.669%

31 18.622 2637 2641 2646 rBV2 2091395 2874669 2.66% 0.612%
32 18.680 2647 2651 2656 rVB3 1283176 1794858 1.66% 0.382%
33 18.739 2657 2661 2663 rBV 1569767 2031577 1.88% 0.432%
34 18.774 2664 2667 2673 rVB2 1395485 2246138 2.08% 0.478%
35 18.845 2674 2679 2681 rBV 3098487 4171904 3.86% ©0.888%

36 18.998 2701 2705 2711 rBV 4148533 5715749 5.29% 1.217%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS Vvial : 19 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 19.057 2712 2715 2718 rVB 1205220 1390009 1.29% 0.296%
38 19.151 2726 2731 2735 rBV 5295468 7541625 6.98% 1.605%
39 19.286 2749 2754 2756 rBV2 4632562 7519890 6.96% 1.601%
40 19.339 2760 2763 2765 rVV2 2976347 4379941 4.05% 0.932%
41 19.439 2775 2780 2792 rVB2 5834650 9472874 8.77%  2.016%
42 19.580 2801 2804 2807 rBV2 1429713 1636114 1.51% 0.348%
43 19.839 2843 2848 2854 rVB 9032005 10708684 9.91% 2.279%
44 20.110 2891 2894 2896 rBV2 1437796 1947294 1.80% 0.414%
45 20.133 2896 2898 2902 rVB 2482533 2547312 2.36% ©0.542%
46 20.674 2988 2990 2997 rVB 2615891 3246797 3.00% 0.691%
47 21.068 3054 3057 3061 rVB 2608462 2984740 2.76%  0.635%
48 23.045 3389 3393 3396 rBV2 2982017 4776886 4.42% 1.017%
49 23.092 3397 3401 3408 rVB2 5416683 9404883 8.70% 2.002%
50 24.421 3622 3627 3634 rVB 3728033 8069815 7.47% 1.718%
51 25.256 3761 3769 3783 rVB5 7077763 20188478 18.68% 4.297%

52 26.586 3986 3995 4004 rVB4 5810249 17765513 16.44% 3.781%

Sum of corrected areas: 469809439
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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: BP007219.D\data.ms
1.5e+07
1e+07
5000000
5.463 7.063
O\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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: BP007219.D\data.ms
1.5e+07
1e+07
5000000
12.363
O e L B o e e e e e B A e e e A S A B T o B I [ e A S e
Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP0O07219.D\data.ms
1.5e+07
23.092 25.256
21.068 23.045 26580
5000000
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 11

R.T. EstConc Area Relative to ISTD R.T.
12.363 21.36 ng 2015170 Naphthalene-d8 10.687
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 Cyclopropanecarboxylic acid, 2-m... 170 C10H1802 1000354-65-8 9

Abundance Scan 1577 (12.363 min): BP007219.D\data.ms (-1565) (-  m/z 69.00 100.00%
69.0

>

5000
— ——
“ | 1541 12,00 12.50
Ol AL L2070 2508 354.8414.94757 548 /7 41.10  23.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
5000 = .
12.00 12.50
‘ ‘ m/z 103.00 18.04%
O‘\‘\J\‘\J’u\ ‘\L‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0

!

— T
12.00 12.50
5000 m/z 87.05 17.16%

h.“u ‘ 1\41'0 210.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny — T
69.0 12.00 12.50
m/z 39.10 16.56%

o

-

5000

154.0
O‘H‘\l,“ RN LR SRR AR ST RUEREETRUEREERTURR

_— \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.739 55.08 ng 23687300 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 52

Abundance Scan 2321 (16.739 min): BP007219.D\data.ms (-2305) (-  m/z 73.00 100.00%

73.0 ‘
5000 185.1 J\

“H ] . 16,50 17.00
ol MMW Ak ???7‘13““5(‘2‘”4‘2‘9“14&39“1543 m/z 60.00 77.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 T T T T T T /\
185.0 16.50 17.00

m/z 55.10 54.41%

154, H\ ML

O‘\\\\’ \\[1\f\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
— —
16.50 17.00
5000 m/z 129.05 53.72%
O‘J,HJE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60691: Undecanoic acid — —
60.0 16.50 17.00
m/z 43.10 53.57%
5000
I 129.0
ot AL oo L) W
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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 1-Tetradecanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.892 14.53 ng 6247240  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 3-Chloropropionic acid, tridecyl... 290 C16H31C102 1000281-77-4 91
4 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91

Abundance Scan 2347 (16.892 min): BP007219.D\data.ms (-2342) (-~  m/z 55.10 100.00%

55.1
5000
— —
5.1 16.50 17.00
ol MULLLL, 1831 26413291 4051 47515400 /) 83,16 93.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92360: 1-Tetradecano
69.0
5000 s =
16.50 17.00
m/z 69.10 87.07%
‘ H 168.0
O \\“\M\\’\ \‘\\‘\‘1‘\\\\\l’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109480: n-Pentadecano
83.0
— e
16.50 17.00
5000 m/z 57.10 73.21%
182.0
ot8 fh ”“_l‘J“M‘HH“,;m“"Wm"m_m‘mwmw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #186552: 3-Chloropropionic acid, tridecyl ester P —
55.0 16.50 17.00
m/z 43.10 73.08%
5000
154.0
L, | | 2550
ol e e e aa e
m/z--> 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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Pentadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.210 19.80 ng 8513520  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2401 (17.210 min): BP007219.D\data.ms (-2393) (- m/z 73.00 100.00%
3.0

5000 199.2 M
— =
} ? H ‘ ‘ 17.00 17.50
o LRALIEEL L |y | 2810 3559 4202487.0546.0 1/, 43,16 96.96%
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
199.0 m/z 60.00 83.64%
OLSL \HJNWTufép\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— =
17.00 17.50
5000 ITI/Z 57.10 78.51%
171.0
oMJ ]HJIJ.\HM
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #75718: Dodecanoic acid T ——
73.0 17.00 17.50
m/z 55.10 74.88%
5000

N

O e e e e
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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.498 40.67 ng 17490800 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 98
2 Undecanoic acid 186 C11H2202 000112-37-8 55
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 49

Abundance Scan 2450 (17.498 min): BP007219.D\data.ms (-2441) (- m/z 73.00 100.00%
73.0

5000 199.2

N

=
17.50

278.3 3062 4290 497.4

o

m/z 43.10 77 .96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
5000 L
17.50
‘ ‘ 30 2420 m/z 60.00 77.06%
O‘\\‘\‘\“‘ }"HXJH\l\!}\fl\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60689: Undecanoic acid
60.0
=
17.50
5000 ITI/Z 57.10 76.78%
129.0
0\'M|m'\18m0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid T
73.0 17.50
m/z 55.10 75.52%
5000
185.0
o}?’;&’“g ij“m,\, i~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Neophytadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.645 20.43 ng 8788100  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neophytadiene 278 C20H38 000504-96-1 70
2 1-Hexadecyne 222 C16H30 000629-74-3 53
3 1,19-Eicosadiene 278 C20H38 014811-95-1 43
4 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 43
5 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 38

Abundance Scan 2475 (17.645 min): BP007219.D\data.ms (-2469) (- m/z 81.10 100.00%

81.1
5000
e .
‘ h 179, 2783 17.50 18.00
o MUY | 3372 4152 4912549 ., g5 19 78.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171299: Neophytadiene
68.0
5000 = e
17.50 18.00
m/z 68.10 72.17%
7.0
Al hls 278.0
O‘\\‘\\’\‘\“\\‘\\‘“\\\\“\\\\‘\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102176: 1-Hexadecyne
81.0
= =
17.50 18.00
5000 m/z 95.10  71.13%
oLséL‘ IIJ\ \}\ \.152'0 222.0
R B R R RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171303: 1,19-Eicosadiene =T —
55.0 17.50 18.00
m/z 57.10 62.84%
- NMM
ol UL 1500 2700 A
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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Chloroacetic acid, tetradec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.669 30.36 ng 13054500 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, tetradecyl ester 290 C16H31C102 018277-86-6 91
2 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 90
3 Cyclotetradecane 196 C14H28 000295-17-0 83
4 1-Dodecanol 186 C12H260 000112-53-8 72
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 38

Abundance Scan 2479 (17.669 min): BP007219.D\data.ms (-2476) (- m/z 83.10 100.00%

83.
5000
= —
l ‘ 196.2 17.50 18.00
ob AL 1 277.3 342.03003 46335263 /7 97,19 0p.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #186547: Chloroacetic acid, tetradecyl ester
83.0
5000 T ——
17.50 18.00
m/z 55.10 79.51%
‘ } 168.0
O\\\‘Jl“‘l\“\lJ\\“‘\\ll\‘l\“h\J\\\‘“‘\2\4\1‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
83.0
—— —
17.50 18.00
5000 ITI/Z 69.10 77 .18%
196.0
)
ortbllLiL, %0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71734: Cyclotetradecane — —
55.0 17.50 18.00
m/z 70.10 57.00%
5000
196.0
r 5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Palmitoleic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.110 121.27 ng 52152900 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 99
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 92
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 92
4 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 91
5 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 64

Abundance Scan 2554 (18.110 min): BP007219.D\data.ms (-2542) (-  m/z 55.10 100.00%

n 2t . .
5000
236.2 S e
J ‘ 18.00 18.50
owl,m“n m"m'&w{‘ ppdpe b 81028741 4751 5471 sz 69.10  81.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid
53.0
5000 —— ——
18.00 18.50
m/z 83.10 64.38%
s =
O‘\\l\“’\l\“\“\ \H\Jh\ll\‘ﬂ\\\h‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140807: cis-7-Hexadecenoic acid
55.0
— —
18.00 18.50
5000 ITI/Z 41.10 58.22%
| %H 236.0
0"J‘J,Hu“‘“wm"\f‘ P P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid —— ——
55.0 18.00 18.50
m/z 71.10 57.53%
h \l ML\M/
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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.322 251.27 ng 108061000 Phenanthrene-di10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 44
5 Pentadecanoic acid 242 C15H3002 001002-84-2 25
Abundance Scan 2590 (18.322 min): BP007219.D\data.ms (-2567) (- m/z 73.05 100.00%
3.0
213.2
5000
= ——
NH 1431 18.00 18.50
ol LA L ‘ 1L ‘L 3153 3893 47515324 ./, co g5 79.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 = -
18.00 18.50
‘ 157.0 m/z 129.05  75.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0
= —
18.00 18.50
213.20 70.66%
5000 185.0 m/z
Julllligl |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid — T
73.0 18.00 18.50
m/z 43.10 68.47%
5000
“ 143.0
0 HJV‘ANMHﬂ‘w‘w“H‘H“_‘H“H‘_“W‘H‘_“W‘ — —
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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Cetene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.998 13.29 ng 5715750  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 98
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Nonadecene 266 C19H38 018435-45-5 95
4 n-Heptadecanol-1 256 C17H360 001454-85-9 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 2705 (18.998 min): BP007219.D\data.ms (-2701) (-  m/z 83.10 100.00%

83.
5000
{ 10.00
154.1 224.2 :
ol AL Mﬁm 220220123551 4291 5052 ./, s5.19  89.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104590: Cetene
41.0
5000 IR
19.00
111.0 m/z 97.10 84.50%
O‘\\}W |1!HJ\|224.0‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
——
19.00
5000 ITI/Z 69.10 83.17%
wlleo on MM
R E B R AA R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene T
97.0 19.00
m/z 57.10 71.90%
5000
29.0
o ML asso aso0 o
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\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Phytol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.151 17.54 ng 7541630  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 98
2 Isophytol 296 C20H400 000505-32-8 87
3 Malonic acid, neopentyl tridecyl... 356 C21H4004 1000363-93-6 53
4 Butyric acid, 3-tetradecyl ester 284 C18H3602 1000280-57-1 53
5 Butyric acid, 3-pentadecyl ester 298 C19H3802 1000280-57-3 53

Abundance Scan 2731 (19.151 min): BP007219.D\data.ms (-2726) (-~ m/z 71.10 100.00%

71.1
5000
— —
e
o A A LA R 11962 278.3336.1 407146745305 /7 123,10 26.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194549: Phytol
71.0
5000 — —
19.00 19.50
m/z 43.10 25.36%
‘\\1\"\ \\‘\\\\‘\\\\‘\\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194556: Isophytol
71.0
—r —
19.00 19.50
5000 m/z 57.18  23.63%
oLl ioznozo MMM\M*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #265882: Malonic acid, neopentyl tridecyl ester e ——
71.0 19.00 19.50
m/z 81.10 23.42%
- MJU\M
75.0
ob el 20 oo T
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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 9-Octadecenoic acid, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.339 29.35 ng 4379940 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 98
2 Oleic Acid 282 C18H3402 000112-80-1 93
3 6-Octadecenoic acid 282 C18H3402 1000336-66-8 86
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 83
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 74

Abundance Scan 2763 (19.339 min): BP007219.D\data.ms (-2760) (- m/z 84.10 100.00%
84.1

:

5000
264.2
' { M 19.00 19.50
o‘H‘MJM‘ Mﬂwﬂﬂhﬁjﬂu‘w‘_$4ﬁ;u 431.3489.4549.  m/z 55.10  88.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
53.0
5000 — —
19.00 19.50
" 264.0 m/z 97.10 87.60%
O‘\\\\h‘L\H\‘\I“w““\“'*“’“\il\\\“‘\}I\‘\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
55.0
— ——
19.00 19.50
5000 ITI/Z 83.10 82.79%
J m 264.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #176211: 6-Octadecenoic acid — —
55.0 19.00 19.50
m/z 69.10 73.50%
5000 264.0

-

0 MMﬁEwﬂh

— —
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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.439 63.48 ng 9472870 Chrysene-d12 21.368
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 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2780 (19.439 min): BP007219.D\data.ms (-2775) (- m/z 73.00 100.00%

3

-

5000 241.2
‘ ‘ } 171 1 1950
0l “u“J'L L it M LI 1 343141164743 5442 n/z 60.00  75.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 e
185.0 19.50
" m/z 57.10 64.34%
Olil’ \’\II\”\J“IW‘H\\l\\“\l\‘l\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 63.51%

oLstL " HHN “¢p‘1TT'°

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

3

Abundance #109284: Tetradecanoic acid T
73.0 19.50

m/z 129.05 60.43%

5000 185.0 WJL
ob-Lh) HHH.\HHH -
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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 9-Tricosene, (Z)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.110 13.05 ng 1947290 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual

Tricosene, (Z)- 322 C23H46 027519-02-4 91
Nonadecene 266 C19H38 018435-45-5 91
364 C26H52 018835-33-1 91

ehenic alcohol

326 C22H460

000661-19-8 91

1 9-
2 1-
3 1-Hexacosene
4 B
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90

Abundance Scan 2894 (20.110 min): BP007219.D\data.ms (-2891) (- m/z 83.10 100.00%

83.1
5000
— —
217.2 20.00 20.50
9.1 : :
0bem ,‘HJ d J#'ﬁw o 2081 3599 4604 5364 1. o7.10  o1.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227237: 9-Tricosene, (2)-
55.0
5000 T ——
20.00 20.50
1P5.0 m/z 69.10 84.58%
322.0
O‘HJ\‘ I J\J"\‘\“\\‘i\‘“l\}%?.\o\\z\?\z\.g‘\\\\\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
— —
20.00 20.50
5000 ITI/Z 55.10 80.78%
29.0
oL L gsme_zseo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T —
57.0 20.00 20.50
m/z 57.10 63.32%
5000
125.0
0 \‘ ‘ \} i “ 1\ I .196 0 292.0 364.0
e A e e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Tricosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.133 17.07 ng 2547310 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octadecane 254 C18H38 000593-45-3 72
5 Docosane 310 C22H46 000629-97-0 72

Abundance Scan 2898 (20.133 min): BP007219.D\data.ms (-2896) (- m/z 57.10 100.00%
57.1

r

5000
— —
“ ‘1F7.1 1972 20.00 20.50
b b L L FE02 207:1525.2 3990 4751 548:  n/z 71.10 75.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0
5000 — —
20.00 20.50
‘ - . 324.0 m/z 85.10 62.09%
O‘\\\‘\"\J\‘\J\J.‘]k\f‘}\}\\‘l\}\\81‘.\‘0\‘\\2‘6\6\.\9‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168307: 2-Bromotetradecane
57.0
— —
20.00 20.50
5000 m/z 43.10 51.53%
iihintse
L O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane T —
57.0 20.00 20.50
m/z 99.10 20.29%
- \/\/W_ka\\JtA
[ EPTS ,, 2400
R R N N N A AR ARA A R A LA R ARRREE —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 11-Methylpentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.674 21.76 ng 3246800 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Methylpentacosane 366 C26H54 015689-71-1 90
2 dl1-Chimyl alcohol 316 C19H4003 006145-69-3 87
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 83
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 70
5 Heneicosane 296 C21H44 000629-94-7 68

Abundance Scan 2990 (20.674 min): BP007219.D\data.ms (-2988) (- m/z 57.10 100.00%

57.1
5000
— —
‘ ’ﬂfll 255.3 20.50 21.00
ol AL lm 1904 | 8163 4111 4925 .. 7116 80.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275548: 11-Methylpentacosane
57.0
5000 T ——
20.50 21.00
168.0 m/z 85.10 63.64%
O \\‘\}‘\“ WJ“ nﬂ‘!l}lZIZF.WOIW:gs;.O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219885: dI-Chimyl alcoho
57.0
— —
20.50 21.00
5000 ITI/Z 43.10 52.68%
‘ Hl 7.0 2550
N T
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271592: Sulfurous acid, butyl hexadecyl ester T —
57.0 20.50 21.00
m/z 55.10 36.58%
5000
127. 225.0
ol LM UFEIS 220 2800 S
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\BP092721\
Data File : BP©07219.D

Acqg On : 27 Sep 2021 22:57

Operator : CG/JU

Sample : M3955-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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-Heptadecene

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.068 20.00 ng 2984740 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 94
2 1-Octadecene 252 C18H36 000112-88-9 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91

Abundance Scan 3057 (21.068 min): BP007219.D\data.ms (-3054) (-  m/z 57.10 100.00%

57.1
5000
5.1 T \
} L 197.2 280.2 2199
ol AL 1972 2802352.3 439.3 5234 n/; 83.10  71.50%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #121337: 1-Heptadecene
43.0
5000 — ‘
21.00
1.0 m/z 71.10 67.47%
OH‘\ “H\‘\J‘l\i\‘\‘\\\\‘\z?\’?‘.e\\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138520: 1-Octadecene
43.0
T T \
21.00
5000 ITI/Z 43.10 66.92%
1.0
252.0
ol L2820 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester — I
57.0 21.00
m/z 97.106 62.32%
5000
fs'o 252.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

24.421 20.00 ng 8069820 Perylene-di2 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 96
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 95
3 Triacontane, 1-iodo- 548 (C30H61I 1000406-32-3 94
4 Octadecane 254 C18H38 000593-45-3 94
5 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 94

Abundance Scan 3627 (24.421 min): BP007219.D\data.ms (-3622) (-  m/z 57.10 100.00%
57.1

24.50
ob ‘1‘ b “ L] 141,230 12951 36034233 4884547 /0 71 19 ge.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 L
24.50
m/z 85.10 67.73%
O\\“l\‘\i\\\‘1\57\0"\'\1\9\7\0\\\‘2\\8\1\(‘)\\\\‘\\39\4‘.9\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0
——
24.50
5000 ITI/Z 43.10 47 .86%
H‘w‘H"H‘w“H‘H“_‘H‘H“_‘H“H‘_“W‘H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #343615: Triacontane, 1-iodo- ——
57.0 24.50
m/z 99.10 24.92%
- M/\/\/\/\
oL LT 290 zmig gm0 o 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@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Cholesterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

25.256 50.03 ng 20188500 Perylene-di2 23.792
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 Lathosterol 386 C27H460 000080-99-9 56
4 benzeneacetonitrile, .alpha.-[(4... 275 C16H9N302 1000401-81-2 46
5 Cholest-8-en-3-0l, (3.beta.)- 386 C27H460 007199-91-9 46

Abundance Scan 3769 (25.256 min): BP007219.D\data.ms (-3761) (- m/z 275.25 100.00%

275.3 ' '
145.1 213.2
43.1 386.4
5000
= =
‘ 25.00 25.50
0 M bk fud Ld1 45045188 513 15 s4.s6%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292878: Cholesterol
386.0
43.0
5000 275.0 — —
25.00 25.50
V J 213.0 ‘ m/z 145.05  79.26%
()i ’\J\\ \h“m“Jlmmmn]“f!‘”““%‘ 1'““\\““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
—— —
25.00 25.50
5000 ITI/Z 105.10 74.24%
‘ H H 213.0 275.0 386.0
o_m\‘,w‘\\u“u“ whu\\uhp“m"w” R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292875: Lathosterol T ——
43.0 386.0 25.00 25.50
255.0 m/z 301.30 73.28%
105.0
5000
ot M ifEc . Mooyl L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS vial : 19 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 Stigmasterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

26.586 44.03 ng 17765500 Perylene-di2 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmasterol 412 C29H480 000083-48-7 99
2 Stigmasta-4,22-dien-3.beta.-ol 412 C29H480 057815-94-8 92
3 Stigmast-4-en-3-one 412 C29H480 001058-61-3 46
4 (4S,14R)-4,10,13,14-tetramethyl-... 412 C29H480 1000456-24-3 44
5 Chondrillasterol 412 C29H480 000481-17-4 38

Abundance Scan 3995 (26.586 min): BP007219.D\data.ms (-3986) (-  m/z 55.10 100.00%

I 1 /M\/Lﬁ/
5000
T I
M 26.50
Ay 47845430 m/z 255.20  91.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #309443: Stigmasterol
53.0
5000 133.0 1 \
412.0 2650
255.0 m/z 81.10 84.68%
N 351.0
O‘\\J\\‘\\”\‘\““ LY_Y_Y—FY_Y_Y_Y—TY_Y_Y_Y—FF
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #309456: Stigmasta-4,22-dien-3.beta.-ol
55.0 412.0
P |
255.0 26.50
5000 ITI/Z 159.10 81.97%
23.0 ‘
o‘ M“Mu ﬂ"nn‘l}
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #309452: Stigmast-4-en-3-one T
124.0 26.50
m/z 83.10 76.08%
43.0
5000
229.0 412.0
‘ ‘ 289.0
o MMM L .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92721\
Data File : BP0@7219.D

Acqg On : 27 Sep 2021 22:57
Operator : CG/JU

Sample : M3955-01

Misc :

ALS Vvial : 19 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... 12.363 21.4 ng 2015170 2 10.687 1886540 20.0
Tetradecanoic acid 16.739 55.1 ng 23687300 4 17.275 8601020 20.0
1-Tetradecanol 16.892 14.5 ng 6247240 4 17.275 8601020 20.0
Pentadecanoic acid 17.210 19.8 ng 8513520 4 17.275 8601020 20.0
Undecanoic acid 17.498 40.7 ng 17490800 4 17.275 8601020 20.0
Neophytadiene 17.645 20.4 ng 8788100 4 17.275 8601020 20.0
Chloroacetic ac... 17.669 30.4 ng 13054500 4 17.275 8601020 20.0
Palmitoleic acid 18.110 121.3 ng 52152900 4 17.275 8601020 20.0
n-Hexadecanoic ... 18.322 251.3 ng 108061000 4 17.275 8601020 20.0
Cetene 18.998 13.3 ng 5715750 4 17.275 8601020 20.0
Phytol 19.151 17.5 ng 7541630 4 17.275 8601020 20.0
9-Octadecenoic ... 19.339 29.4 ng 4379940 5 21.368 2984740 20.0
Octadecanoic acid 19.439 63.5 ng 9472870 5 21.368 2984740 20.0
9-Tricosene, (Z)- 20.110 13.1 ng 1947290 5 21.368 2984740 20.0
Tricosane 20.133 17.1 ng 2547310 5 21.368 2984740 20.0
11-Methylpentac... 20.674 21.8 ng 3246800 5 21.368 2984740 20.0
1-Heptadecene 21.068 20.0 ng 2984740 5 21.368 2984740 20.0
Octacosane 24.421 20.0 ng 8069820 6 23.792 8069820 20.0
Cholesterol 25.256 50.0 ng 20188500 6 23.792 8069820 20.0
Stigmasterol 26.586 44.0 ng 17765500 6 23.792 8069820 20.0
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