LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS Vvial : 17 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@@7258.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.452 396 402 409 rBV 1538438 2314661 5.83% 1.256%
2 7.052 666 674 686 rBV 1361742 2177953 5.49% 1.182%
3 7.875 807 814 822 rBV 703440 1110296 2.80% 0.602%
4 9.034 1004 1011 1022 rBV 881085 1515408 3.82% 0.822%
5 10.675 1283 1290 1296 rBV 932787 1581358 3.98% 0.858%

6 12.357 1564 1576 1590 rBV 1114112 2761390 6
7 13.134 1701 1708 1720 rVB 2304144 3362518 8
8 14.510 1935 1942 1947 rBV 1541533 2289654  5.77%
9 15.834 2163 2167 2175 rBV 348452 540638 1
10 15.998 2190 2195 2200 rVV 2069938 3030930 7

PO R RER
N
N
N
R

11 16.051 2200 2204 2215 rVB2 486942 813878 2.05%
12 16.216 2226 2232 2248 rVB3 388806 891823 2.25%
13 16.692 2303 2313 2321 rBV 4978294 9456818 23.83%
14 16.775 2322 2327 2340 rVB 1131455 1890741 4.76%
15 16.881 2340 2345 2348 rBV 642261 879095 2

ORruUOeOeOo
Ay
w
=
B

16 17.175 2389 2395 2402 rBV 1677185 2468469  6.22%
17 17.257 2402 2409 2413 rBV2 3035147 5031050 12.68%
18 17.304 2413 2417 2421 rVV2 7870153 11034755 27.80%
19 17.351 2421 2425 2430 rVB2 2470593 3503686  8.83%
20 17.451 2437 2442 2445 rBV 2875942 3850239 9.70%

N R UNPR
O
[
[e]
R

21 17.486 2445 2448 2452 rVB 1339166 1682264  4.24%
22 17.628 2467 2472 2487 rVB2 3509964 7936344 20.00%
23 17.922 2516 2522 2527 rBV4 374680 729427 1.84%
24 17.992 2530 2534 2537 rVV4 257683 425347 1.07%
25 18.063 2538 2546 2559 rVV2 6725605 15847592 39.93%

[ RS ]
w
O
[9))
B

26 18.210 2559 2571 2585 rVB 13007280 39687270 100.00% 21.535%
27 18.351 2591 2595 2602 rVB2 604502 874354  2.20% 0.474%

28 18.486 2615 2618 2627 rVB 487972 833705 2.10%  ©.452%
29 18.580 2630 2634 2640 rVB3 444488 615806 1.55% 0.334%
30 18.733 2656 2660 2667 rVB4 289278 569311 1.43% 0.309%
31 18.804 2668 2672 2677 rBV 844877 1182163 2.98% 0.641%
32 18.975 2698 2701 2705 rBV 816845 1027491 2.59% ©0.558%
33 19.133 2723 2728 2736 rBV 1636948 2406148 6.06%  1.306%
34 19.286 2744 2754 2756 rBv4 3513239 8787188 22.14% 4.768%
35 19.392 2769 2772 2778 rBV 2095570 2703613 6.81% 1.467%
36 19.622 2808 2811 2820 rVB 874373 1402334 3.53% 0.761%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS Vvial : 17 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 19.816 2840 2844 2850 rBV 4516261 5494264 13.84%  2.981%
38 21.051 3051 3054 3063 rVB4 876043 1123449 2.83% 0.610%
39 21.345 3099 3104 3108 rBV2 2760645 4114416 10.37% 2.233%
40 21.898 3195 3198 3204 rBV2 637225 799064 2.01% 0.434%
41 22.127 3233 3237 3247 rVB2 1266498 2065384 5.20% 1.121%
42 22.233 3250 3255 3262 rVB 3628968 5057367 12.74% 2.744%
43 22.639 3321 3324 3330 rVB 1180419 1777461 4.48% 0.964%
44 23.015 3383 3388 3391 rBV2 1417770 2436620 6.14% 1.322%
45 23.057 3392 3395 3402 rVB2 1538827 2620530 6.60% 1.422%
46 23.763 3510 3515 3521 rVB2 1724001 3293300 8.30% 1.787%
47 24.380 3615 3620 3628 rVB 1254697 2560794 6.45% 1.390%

48 25.198 3753 3759 3775 rVB4 2085544 5732392 14.44% 3.111%

Sum of corrected areas: 184290758
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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: BP007258.D\data.ms
1.2e+07
le+07
8000000
6000000
4000000

2000000 5.452 7.052
7.875 9.034 10.675

0 \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP0O07258.D\data.ms

18.210

1.2e+07

1le+07

8000000

6000000

16.692

4000000

13.134 15.998
2000000 14,510 16.775

12.357
1596106216 |
O I R e T R e e .

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP007258.D\data.ms

1.2e+07

le+07

8000000

6000000 22.233

25.198
4000000 23.763
2137 22 63 24.380

2
21.051 21.898

2000000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP092121.M Thu Sep 30 12:10:42 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 4

R.T. EstConc Area Relative to ISTD R.T.
12.357 34.92 ng 2761390 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 56
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 53
3 2-Butenoic acid, 1-methylpropyl ... 142 C8H1402 010371-45-6 9
4 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 9
5 Cyclopropanecarboxylic acid,pent... 156 C9H1602 060128-02-1 9

Abundance Scan 1576 (12.357 min): BP007258.D\data.ms (-1564) (-  m/z 69.00 100.00%

69.0
5000

”ﬂ H 154.0214.9 278.3 343.0  431.0491.0548 12.00 1250
b e S A R e e e e m/z 41.05  22.53%

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 102.95 17.46%

J‘l\}
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0

o

o

12. 00 12 50
5000 m/z 86.95 16.67%
0“”‘ |\14l\02\100\\\\\\\ Jk
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #22850: 2-Butenoic acid, 1-methylpropyl ester, (E)-
69.0 12. 00 12. 50

m/z 39.00 16.44%

5000 /L

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©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Tridecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.834 4.72 ng 540638 Acenaphthene-d10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 Dodecanoic acid 200 C12H2402 000143-07-7 72
3 Undecanoic acid 186 C11H2202 000112-37-8 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2167 (15.834 min): BP007258.D\data.ms (-2163) (- m/z 73.00 100.00%

73.0
5000
171.1
= e
“ 15.50 16.00
0L J\n‘i{w‘wnh‘,h“ bl 2668 3559 4580 5451 . g5 o  92.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
5000 = = b
15.50 16.00
171.0 m/z 43.05 61.78%
()].5.Li J“’J“‘JIW]AWVW\‘\
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 55.10 57.09%
rsro
ol rrk .J“H‘,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60689: Undecanoic acid o —
60.0 15.50 16.00
m/z 41.10 55.47%
5000
129.0
o“%mM’,\“‘V-0 - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270E-BP092121.M Thu Sep 30 12:10:44 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.692 37.59 ng 9456820  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2313 (16.692 min): BP007258.D\data.ms (-2303) (- m/z 73.00 100.00%

73.0 ‘
5000
185.2

m‘ | 16.50 17.00
ol A d | L]y PS6.3 329.9 401146105208 1/, 6p.00 82.97%

—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 —— — ‘A
16.50 17.00

185.0
m/z 43.10 58.94%

I‘-\S\.q\g“’ m"#{“‘““f‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75718: Dodecanoic acid
73.0
= —

16.50 17.00
5000 m/z 55.10  56.49%

i M

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

o

.

Abundance #92063: Tridecanoic acid
73.0 16.50 17.00
m/z 57.10 56.31%
5000
171.0
OLS-LH,JM‘MIM SN
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©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 unknownl6.775 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.775 7.52 ng 1890740  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3 1010156-45-5 40
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 36
3 3,3,7-Trimethyl-4-oxa-7-octen-1-01 172 C10H2002 069161-47-3 9

4 1,6-Hexanediol dimethacrylate 254 C14H2204 006606-59-3 9

5 Cyclopropanecarboxylic acid,pent... 156 C9H1602 060128-02-1 9

Abundance Scan 2327 (16.775 min): BP007258.D\data.ms (-2322) (- m/z 69.00 100.00%
69.0

N

5000
4 =
155.1 16.50 17.00
0 M,‘ "" Lol 2161 8278 4151474.95334  m/z 87.10  16.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32575: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0
5000 —— —
16.50 17.00
m/z 41.10 15.79%
155.0
O‘\\h\‘\"\ \J\‘\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
== =
16.50 17.00
5000 m/z 43.10 10.88%
OJMJIJ,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47076: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol == —
69.0 16.50 17.00
m/z 39.00 8.64%
5000
’ 27.0
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©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.175 9.81 ng 2468470  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 2395 (17.175 min): BP007258.D\data.ms (-2389) (-  m/z 43.10 100.00%
43.1

5000 129.0
199.2

%

17.00 17.50
. 2660 355041404734 548: ., 73 95  03.91%

ol il MHWH\

HH‘\ H‘HH HH‘ H‘HH HH‘HH‘HH . . (]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0
5000
185.0 17.00 17.50
\ m/z 57.10  79.16%
O‘\\“\\\“\‘ m‘l#\‘!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
== —
17.00 17.50
5000 m/z 60.00 79.13%
143.0 242.0
i
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #46961: n-Decanoic acid
60.0 17.00 17.50
m/z 55.10 73.74%
5000
129.0
o”\'”*“ e SR
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©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.451 15.31 ng 3850240  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2442 (17.451 min): BP007258.D\data.ms (-2437) (- m/z 73.00 100.00%

3

5000
199.2
=
lissiol.
oy wa\um?w‘s"w3‘4‘1‘9‘490“1““?0‘9“5“3‘1“1‘ m/z 60.00  85.60%
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 43.10 66.91%
OLSL’ m‘“lfufép\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75718: Dodecanoic acid
73.0
—
17.50
5000 m/z 57.10 61.45%

rs(o

o

:

‘H"H“_‘“_“w“u“u“‘u“u“_“‘_
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0 17.50
m/z 55.10 61.34%
h I JMAUUL\
oh L4l HHH!\ S
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©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 unknownl7.486 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.486 6.69 ng 1682260 Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neophytadiene 278 C20H38 000504-96-1 49
2 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 47
3 3,7,11,15-Tetramethyl-2-hexadece... 296 C20H400 102608-53-7 47
4 1-Pentadecyne 208 C15H28 000765-13-9 43
5 2-Dodecyne 166 C12H22 000629-49-2 38

Abundance Scan 2448 (17.486 min): BP007258.D\data.ms (-2445) (-  m/z 82.10 100.00%

82.1
5000

=
l ‘ h 11 278.3 17.50
a—_t | &'yl‘ 112191 | 3419 420.0489.3547. ., 81 19 90.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171299: Neophytadiene
68.0
5000 T
17.50
m/z 95.10 82.15%
7.0
AUl hl | 278.0
O‘\\‘\\“\ ‘\“\\‘\\’“\\\\“\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12008: Cyclohexanol, 1-ethynyl-
81.0
==
17.50
5000 ITI/Z 68.10 65.45%

15.1[‘1 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #194565: 3,7,11,15-Tetramethyl-2-hexadecen-1-ol =
81.0 17.50
m/z 57.10 48.27%
5000
0 \“M

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50

o

-

278.0

2

J\ | 1790
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Neophytadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.628 31.55 ng 7936340  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neophytadiene 278 C20H38 000504-96-1 70
2 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 43
3 3,7,11,15-Tetramethyl-2-hexadece... 296 C20H400 102608-53-7 41
4 1-Hexadecyne 222 C16H30 000629-74-3 41
5 Dihydromyrcenol, pentafluoroprop... 302 C13H19F502 1000463-72-1 35

Abundance Scan 2472 (17.628 min): BP007258.D\data.ms (-2467) (- m/z 81.10 100.00%

81.1
5000
—— =
‘ ’ “1 ?0 208.2 278.3 17.50 18.00
o AARMALET 2082 | 302.1399.0462.7525.7 m/z 82.18  80.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171299: Neophytadiene
68.0
5000 ] —
17.50 18.00
m/z 68.10 76.19%
7.0
il 2780
O\‘\\‘\‘\“‘\‘\‘\‘\‘I\\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12011: Cyclohexanol, 1-ethynyl-
81.0
. —
17.50 18.00
5000 m/z 95.10 71.32%
0 “U‘H'\'”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #194565: 3,7,11,15-Tetramethyl-2-hexadecen-1-ol == P
81.0 17.50 18.00
m/z 57.10 69.41%
) AJ\MM\\_N/\
278.0
R ML
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\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 (E)-Hexadec-9-enoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.063 63.00 ng 15847600 Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 Palmitoleic acid 254 C16H3002 000373-49-9 99
3 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 93
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 86
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 83

Abundance Scan 2546 (18.063 min): BP007258.D\data.ms (-2538) (-  m/z 55.10 100.00%
5!:

%

5000
' 236.2 18.00
or A L L umw ko 294.1355.0416.9475.08336 /) 69 19 77.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 — :
18.00
m/z 41.10 56.81%
OILJ’JH‘\ \\Jhwlﬁﬁu\"‘\2!3\?‘9\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid
55.0
1 T
18.00
5000 ITI/Z 83.10 55.96%

3.0
\l “ J\‘k.ﬁ“l hofos i 23?0

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

Abundance  #140884: 6-Pentadecenoic acid, 13-methyl-, (62)-
55.0 18.00

m/z 97.10 43.16%

o

=

5000

Mhisgosts

O‘H‘HJ,\ bt e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 1
R.T. EstConc Area Relative to ISTD R.T.
18.210 157.77 ng 39687300 Phenanthrene-di10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Undecanoic acid 186 C11H2202 000112-37-8 46

Abundance Scan 2571 (18.210 min): BP007258.D\data.ms (-2559) (-  m/z 73.05 100.00%

73.0 ‘
2132
5000

l“ 18.00 18.50
Whhq mAL““H3¥5???3ﬁ43?¥499°?4%' m/z 60.00  72.32%

m/z--> 0 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
57.0 m/z 129.05 60.44%

‘\\llf“"W Hl‘“‘h“l\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —

18.00 18.50

o

o

171.0
OM“JJ }Hm‘hn‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0 1800 1850

m/z 55.10 58.11%

5000
185.0 Mﬂx//\jW\Jk/¥KAA
oisoll L,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Heptadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.804 4.70 ng 1182160 Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2672 (18.804 min): BP007258.D\data.ms (-2668) (-  m/z 73.00 100.00%
3.0

3

%

5000
227.2
— ——
‘ “ ‘HL OH g 18.50 19.00
ol Adlb AL )| 390.2355.1 44535086 ./, 6p.00  83.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161155: Heptadecanoic acid
73.0
270.0
5000 — e
18.50 19.00
171.0 m/z 43.10 77.57%
0 141'#\ H ‘h M\ Al \ l L \

‘\\H‘ o \\\\‘\\\\‘1\1!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #109279: Tetradecanoic acid
73.0

)

18.50 19.00
5000 m/z 55.10  68.89%

185.0

W ‘I\ L

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

°

o
=
o
o

:

Abundance #143510: n-Hexadecanoic acid
60.0 18.50 19.00
m/z 57.10 68.81%
5000 129.0
H 213.0
" ‘l““#‘wM‘H\‘\m_mw‘w_m‘wwwww‘_ — S—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP092121.M Thu Sep 30 12:10:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 n-Nonadecanol-1 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.974 4.08 ng 1027490  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Octadecanol 270 C18H380 000112-92-5 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 n-Heptadecanol-1 256 C17H360 001454-85-9 94

Abundance Scan 2701 (18.975 min): BP007258.D\data.ms (-2698) (-  m/z 55.05 100.00%

55.0 ' )
5000
—r
f ‘ 207.0 19.00
oAb £ 284.0344.2 42914900 m/z 83.10  95.40%
m/z--> 0 5 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1
83.0
5000 T
19.00
{ m/z 57.10 88.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161350: 1-Octadecano
43.0
—r
19.00
5000 ITI/Z 69.10 86.79%
111.0
Il I 1 2280
o_w‘Hmm‘pw‘Wmw‘m‘w‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228955: Trifluoroacetic acid, pentadecyl ester P
57.0 19.00
m/z 97.10 79.90%
5000
5.0
o UL, 200 s060 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Phytol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.133 9.57 ng 2406150  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 91
2 1-Hexadecen-3-o0l, 3,5,11,15-tetr... 296 C20H400 1000262-55-5 64
3 Isophytol 296 C20H400 000505-32-8 64
4 Butyric acid, 2-pentadecyl ester 298 C19H3802 107853-73-6 58
5 13-Methyl-tetradec-13-ene-1,12-diol 242 C15H3002 1000194-71-6 53

Abundance Scan 2728 (19.133 min): BP007258.D\data.ms (-2723) (- m/z 71.10 100.00%

71.1
5000
5 —
\ } h | L?? 1106 19.00 19.50
ob Al LAl EP11962 2781 350141634762 549 ./, 4316 30.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194552: Phytol
71.0
5000 — —
19.00 19.50
LP m/z 57.10  28.79%
OH‘ ‘h‘""TP-\\?‘0\\]-19\6‘\0\\\‘2\7\\8\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #194566: 1-Hexadecen-3-ol, 3,5,11,15-tetramethyl-
71.0
—r —
19.00 19.50
5000 ITI/Z 55.10 26.02%
0 U |}, 137.0196.0 278.0
‘H‘ L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194556: Isophytol T —
71.0 19.00 19.50
m/z 69.10 23.50%
B w\\jk/&
oml‘”w‘J'J‘J"\']ﬁl_o"2‘0‘7‘9“2‘7‘%?”H‘me‘_m_m_ — —
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\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.392 13.14 ng 2703610 Chrysene-d12 21.345
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 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2772 (19.392 min): BP007258.D\data.ms (-2769) (-~ m/z 73.00 100.00%

%

5000
241.2
‘ H 171{ ‘ 19.00 19.50
ob AL T ), 02 309142002004 1 60 06 82.20%
miz—s 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = —
185.0 19.00 19.50

m/z 43.10 81.15%

“ M\wll ‘\\\\\‘\‘\Lf\‘\\W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0

— —
19.00 19.50

o

5000 m/z 57.10 76.44%
199.0
sollbligsso, | |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.10 70.03%
5000
L 228.0
oLl mmw” —
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©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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-Heneicosyl formate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.051 5.46 ng 1123450 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 98
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Tetracosene 336 C24H48 010192-32-2 92
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3054 (21.051 min): BP007258.D\data.ms (-3051) (-  m/z 57.10 100.00%
57.1

3

5000
L o
-1 207.0 :
Ol A MLy 281 3680 47515492 . m/z 83.10  67.79%
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — ‘
21.00
m/z 43.10 67.75%
O‘\H ‘HH}‘HF!‘?\‘]{%?;(\)H‘\‘2\\9\l4‘.\c\)\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
T
21.00
5000 ITI/Z 55.10 65.81%
L ‘ 0196.0 /\AMM
ol

m/z--> 0 50 100150200250 300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester —
57.0 21.00
m/z 97.10 64.27%

5000

-

ou%ﬁ?‘z‘”’?"’%g-om&'

—
m/z--> 0 50 100150200 250300 350400450500550600650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 4H-Dibenz[a,kl]anthracene, ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.898 3.88 ng 799064 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Dibenz[a,kl]anthracene, 5,6-d... 268 C21H16 007198-87-0 64
2 Naphthalene, 1,1'-methylenebis- 268 C21H16 000607-50-1 62
3 cis-9,10-Dihydrobenzo[a]pyrene-diol 286 C20H1402 1000126-32-6 62
4 1,1'-Bi-2-naphthol 286 C20H1402 000602-09-5 52
5 [1,1'-Binaphthalene]-4,4"-diol 286 C20H1402 001446-34-0 49

Abundance Scan 3198 (21.898 min): BP007258.D\data.ms (-3195) (- m/z 286.10 100.00%

286.1
5000
151 e — A,
51.0 “ ‘H} 3551 21.50 22.00
ob 2Ol o LML L 3551 4431 5342 568,16 82.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #158662: 4H-Dibenz[a,klJanthracene, 5,6-dihydro-
268.0
5000 = R
21.50 22.00
m/z 267.10 63.03%
of0 12601890 M
\11[\\\\‘\1\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158657: Naphthalene, 1,1'-methylenebis-
268.0
— —r
21.50 22.00
5000 m/z 239.10  41.31%
141.0 ‘ ‘
ol 830 g 2920, 00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181898: cis-9,10-Dihydrobenzo[a]pyrene-diol ‘ ‘
Y/ [alpy! \ \
268.0 21.50 22.00
m/z 257.10 29.73%
5000
430 1200 202 }
0 HJNNWNAMWWWuAﬂAﬁLwﬂ“_“w“u“u“u“_“w‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Naphthalene, 1-(2-naphthale... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.127 10.04 ng 2065380 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-(2-naphthalenyloxy)- 270 C20H140 000611-49-4 96
2 7-Benzhydrylidene-5-methylenebic... 270 C21H18 094371-60-5 80
3 Naphthalene, 1,1'-oxybis- 270 C20H140 000607-52-3 68
4 9-(4-Aminophenyl)acridine 270 C19H14N2 1000298-83-3 50
5 9-Benzylidenexanthene 270 C20H140 027980-52-5 47

Abundance Scan 3237 (22.127 min): BP007258.D\data.ms (-3233) (- m/z 270.10 100.00%

270.1
5000
119.4 —= T
510 ‘ “ ‘ 22.00 22.50
oHH"‘H‘U“Ju_uww L1 3382 4179 490.2548.  ,; 769.1p 65.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161404: Naphthalene, 1-(2-naphthalenyloxy)-
270.0
5000 e ———
22.00 22.50
119.0 m/z 239.10 45.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161439: 7-Benzhydrylidene-5-methylenebicyclo[2.2.1]he
270.0
— —
179.0 22.00 22.50
5000 m/z 253.10  21.47%
91.0 ‘
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 20.60%
- I JVAAALV\WJ
OHNH.AZM‘ |
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©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 6-Phenoxyphenanthridine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.639 10.79 ng 1777460 Perylene-di2 23.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Phenoxyphenanthridine 271 C19H13NO 003340-87-2 64
2 (2-Amino-4,5,6,7-tetrahydro-1-be... 271 C16H17NOS 247206-89-9 59
3 2,2'-Dinaphthyl ether 270 C20H140 000613-80-9 53
4 2H-Naphtho[2,3-d]-1,2,3-triazole... 271 C18H13N3 1000327-40-5 50
5 3-Methyl-1-phenyl-4-azafluorenone 271 C19H13NO 062578-46-5 49

Abundance Scan 3324 (22.639 min): BP007258.D\data.ms (-3321) (-  m/z 270.10 100.00%

27p.1
5000 L J
———— —
510 114.0 22.50 23.00
ol S0 i, 2910 | | 3%6.1414247225365 /5 571 10 70.04%
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #162407: 6-Phenoxyphenanthridine
27p.0
\
5000 T

——
22.50 23.00
m/z 114.00  13.03%

151.0
"51!‘0‘”\'!“Jw\”ﬂ”w”}w SRARARRRREI SRR RRRANRARAN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #162222: (2-Amino-4,5,6,7-tetrahydro-1-benzothien-3-yl)
270.0

o

22.50 23.00
m/z 272.10  12.93%
5000 910 /
027'0,1”‘\" u"h??‘b ‘ S
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161391: 2,2'-Dinaphthyl ether 7 T
270.0 22.50 23.00

m/z 242.10 12.01%

5000
115.0
m\d\\‘%‘ \

(R DEN P21 P — s— =
miz--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24,380 15.55 ng 2560790 Perylene-di2 23.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Pentacosane 352 (C25H52 000629-99-2 94
4 Octadecane 254 C18H38 000593-45-3 93
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
Abundance Scan 3620 (24.380 min): BP007258.D\data.ms (-3615) (-  m/z 57.10 100.00%
57.1
> ¢
— ——
‘ ”1 167.2 24.00 24.50
0 Hw"m‘H'Lmm‘m"2‘5‘3‘1“1”3“5‘1“2"f‘?““f‘wﬁ("s“qw m/z 71.10  75.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 — ——
24.00 24.50
m/z 85.10 58.05%
oLt Ll 2270 197.0 268.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
— ——
24.00 24.50
5000 m/z 43.10 50.61%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane “ —
57.0 24.00 24.50
m/z 55.10 22.08%
1
ol LU 2120 29503520 B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS vial : 17 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 Cholesterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.198 34.81 ng 5732390 Perylene-di2 23.762
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 72
4 Cholest-8-en-3-0l, (3.beta.)- 386 C27H460 007199-91-9 64
5 Cholest-5-en-3-0l1, (3.alpha.)- 386 C27H460 000474-77-1 59

Abundance Scan 3759 (25.198 min): BP007258.D\data.ms (-3753) (- m/z 43.10 100.00%

43.1
145.1 275.3
213.2
5000
— —
25.00 25.50
0bem ,‘w ! 47675350 m/z 145.05  88.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292874: Cholesterol
43.0
105.0 386.0
5000 275.0 — —
213.0 25.00 25.50
V m/z 105.10 87.67%
O‘\\‘l\ "‘ \
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 m/z 107.10  84.39%
o_m“,w“w“u“ w‘!nwwm‘nm\w Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292875: Lathosterol 7 —
43.0 386.0 25.00 25.50
255.0 m/z 275.25 81.74%
105.0
5000
ot M i oo SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92921\
Data File : BP0@7258.D

Acqg On : 29 Sep 2021 22:09
Operator : CG/JU

Sample : M3987-01 2X

Misc :

ALS Vvial : 17 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 34.9 ng 2761390 2 10.675 1581360 20.0
Tridecanoic acid 15.834 4.7 ng 540638 3 14.510 2289650 20.0
Tetradecanoic acid 16.692 37.6 ng 9456820 4 17.263 5031050 20.0
unknown16.775 16.775 7.5 ng 1890740 4 17.263 5031050 20.0
Pentadecanoic acid 17.175 9.8 ng 2468470 4 17.263 5031050 20.0
Dodecanoic acid 17.451 15.3 ng 3850240 4 17.263 5031050 20.0
unknownl7.486 17.486 6.7 ng 1682260 4 17.263 5031050 20.0
Neophytadiene 17.628 31.6 ng 7936340 4 17.263 5031050 20.0
(E)-Hexadec-9-e... 18.063 63.0 ng 15847600 4 17.263 5031050 20.0
n-Hexadecanoic ... 18.210 157.8 ng 39687300 4 17.263 5031050 20.0
Heptadecanoic acid 18.804 4.7 ng 1182160 4 17.263 5031050 20.0
n-Nonadecanol-1 18.974 4.1 ng 1027490 4 17.263 5031050 20.0
Phytol 19.133 9.6 ng 2406150 4 17.263 5031050 20.0
Octadecanoic acid 19.392 13.1 ng 2703610 5 21.345 4114420 20.0
1-Heneicosyl fo... 21.051 5.5 ng 1123450 5 21.345 4114420 20.0
4H-Dibenz[a,kl]... 21.898 3.9 ng 799064 5 21.345 4114420 20.0
Naphthalene, 1-... 22.127 10.0 ng 2065380 5 21.345 4114420 20.0
6-Phenoxyphenan... 22.639 10.8 ng 1777460 6 23.762 3293300 20.0
Nonadecane 24.380 15.6 ng 2560790 6 23.762 3293300 20.0
Cholesterol 25.198 34.8 ng 5732390 6 23.762 3293300 20.90
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