LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40 Instrument :
Operator : CG/JU BNA_P

Sample : M2149-06 ClientSampleld :
Misc : SB-37-9.5-10.0

ALS Vvial : 13  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-BP042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5398.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.234 359 365 376 rBV 460662 655853 48.32% 5.811%
2 6.822 628 635 652 rBv 426184 683649 50.37% 6.057%
3 7.634 766 773 780 rBV 107666 165840 12.22%  1.469%
4 8.793 963 970 982 rBV 248304 433285 31.92% 3.839%
5 10.369 1232 1238 1241 rBV3 15544 26610 1.96% 0.236%
6 10.422 1241 1247 1257 rVB 114885 197997 14.59% 1.754%
7 12.910 1662 1670 1681 rBV 516391 756745 55.75% 6.705%
8 13.763 1806 1815 1824 rBV 22430 42942 3.16% ©0.380%
9 14.181 1877 1886 1895 rBV7 11793 33759 2.49% 0.299%
10 14.298 1900 1906 1914 rVB 168976 252426 18.60% 2.236%
11 15.804 2155 2162 2173 rBV 570657 788310 58.08% 6.984%
12 16.257 2234 2239 2243 rBV2 20778 27301 2.01% 0.242%
13 16.481 2271 2277 2287 rBV7 13930 28144 2.07% 0.249%
14 17.069 2370 2377 2388 rBV 231240 332738 24.51%  2.948%
15 17.163 2390 2393 2401 rVB3 13337 19775 1.46% 0.175%
16 17.469 2441 2445 2453 rVB3 10916 18350 1.35% 0.163%
17 17.975 2525 2531 2538 rBV 114731 167899 12.37% 1.488%
18 18.810 2669 2673 2679 rVB5 17816 25170 1.85% 0.223%
19 18.945 2692 2696 2700 rBV4 14354 16314 1.20% 0.145%
20 19.145 2726 2730 2735 rVB 71237 87813 6.47% 0.778%
21 19.216 2737 2742 2750 rBV 52159 76034 5.60% 0.674%
22 19.475 2782 2786 2792 rBV3 35440 46948 3.46% 0.416%

23 19.651 2810 2816 2824 rBV 1144665 1357290 100.00% 12.025%
24 19.928 2858 2863 2871 rBV 93601 152370 11.23% 1.350%
25 20.275 2918 2922 2925 rBV2 21360 24951 1.84% ©.221%

26 20.857 3017 3021 3022 rBV 16258 22613 1.67%
27 20.886 3022 3026 3034 rVV2 578850 780840 57.53%
28 20.957 3035 3038 3045 rVB 77139 101992  7.51%
29 21.175 3070 3075 3083 rBV 402052 504210 37.15%
30 21.498 3127 3130 3135 rVB5 32648 37303 2.75%

ohOOO®
0
()
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R

31 21.769 3170 3176 3186 rBV 698578 1173038 86.43% 10.393%

32 22.086 3227 3230 3239 rVB8 32457 56176 4.14%  0.498%
33 22.257 3255 3259 3266 rVB3 65291 102632 7.56% ©.909%
34 22.451 3289 3292 3299 rVB3 54106 68791 5.07% ©.609%
35 22.727 3335 3339 3344 rBV 130546 202474 14.92%  1.794%

36 22.780 3344 3348 3357 rVW 213152 393854 29.02%  3.489%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS Vvial : 13  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-BP042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.863 3359 3362 3367 rVB 44893 59982 4.42% 0.531%
38 23.433 3453 3459 3472 rVB2 267375 515672 37.99% 4.569%
39 23.627 3489 3492 3498 rVB6 58507 99563 7.34% 0.882%
40 23.863 3528 3532 3544 rVB2 74918 149600 11.02%  1.325%
41 23.969 3546 3550 3558 rVB2 108390 202430 14.91% 1.793%

42 24.063 3562 3566 3574 rVB4 103625 228392 16.83% 2.024%
43 25.204 3756 3760 3771 rVB5 77363 168844 12.44% 1.496%

Sum of corrected areas: 11286919
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Apr 2021 17:40
: CG/JU
: M2149-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042321\
BP005398.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1000000

800000

600000

400000

200000

0

TIC: BP005398.D\data.ms

5.234 6.822

8.793

7.634 10.422
10.#%9

Time-->
Abundance

1000000

800000

600000

400000

200000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005398.D\data.ms
19.651

15.804
12.910

14.298

13.76314.1 16.25%7481 1}1.1687.469

0
Time-->
Abundance

1000000

800000

600000

400000

200000

Time-->

12.00 1250 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
TIC: BP005398.D\data.ms

21.769

20.886

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Nonenal, (Z)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.369 2.69 ng 26610 Naphthalene-d8 10.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonenal, (Z)- 140 C9H160 060784-31-8 64
2 Furan 68 C4H40 000110-00-9 52
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e0 001630-94-0 50
4 2-Methyl-3-vinyl-oxirane 84 C5H80 006790-37-0 50
5 2-Heptenoic acid 128 C7H1202 018999-28-5 50

Abundance Scan 1238 (10.369 min): BP005398.D\data.ms (-1232) (-  m/z 41.05 100.00%

41.0
5000
— —h—
2206 295.1 4106 10.00 10.50
ol Mm unhl‘?l‘?www 008000 2229 m/z 38.95  78.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18663: 2-Nonenal, (2)-
41.0
5000 o ——
10.00 10.50
L m/z 72.95 77.73%
O‘\\‘"J\““\}‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #413: Furan
68.0
I ——
10.00 10.50
5000 m/z 55.10  73.60%
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #578: Cyclopropane, 1,1-dimethyl- — —
55.0 10.00 10.50
m/z 68.00 61.98%
o“‘," = s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknownl14.18 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.181 2.67 ng 33759  Acenaphthene-die 14.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 47
2 Octanoic acid 144 C8H1602 000124-07-2 47
3 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 47
4 D-Allose 180 C6H1206 002595-97-3 40
5 D-Mannoheptulose 210 C7H1407 003615-44-9 38

Abundance Scan 1886 (14.181 min): BP005398.D\data.ms (-1877) (- m/z 60.00 100.00%

60.0
5000 150.8
1400 1450
221.0 . i .
0 WL AL 2EO 3270 4152 489.4547. . 15 g5 48.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13417: Heptanoic acid
60.0
5000 frotp —
14.00 14.50
m/z 56.95 37.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20837: Octanoic acid
60.0
P e
14.00 14.50
5000 ITI/Z 72.90 35.73%
ST Y S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro- —— ——
60.0 14.00 14.50
m/z 41.85 33.89%
- wj\ﬁ/\»
OHHJ“ Pt i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.975 10.09 ng 167899  Phenanthrene-die 17.069
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 1-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 47

Abundance Scan 2531 (17.975 min): BP005398.D\data.ms (-2525) (-  m/z 72.95 100.00%

3

5000
213.2
T
j H\ ‘|HL CH $80.9 354.8 427.0 505.4 1690
of—1H mM“ H\‘H“‘H‘ T T T T T m/z 60.00 78.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0 L
m/z 41.05 72.87%
O‘\\}\’ \1 1\“\l\l‘\\}%”‘\b\\\‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0
T
18.00
5000 ITI/Z 55.00 72.70%
P 214.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid T
73.0 18.00
m/z 43.05 70.08%
5000
‘L m 199.0
Jsollilisdo | | ‘

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@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.145 3.48 ng 87813 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 93
2 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 53
3 9-Acridinecarboxylic acid 223 C14HSNO2 005336-90-3 45
4 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 41
5 3,3'-Diacetylbiphenyl 238 C16H1402 094113-07-2 41

Abundance Scan 2730 (19.145 min): BP005398.D\data.ms (-2726) (- m/z 223.05 100.00%
228.1

5000 165.0
84.0
T =7 \/
HH | H}\ 280.9340.9 , 19.00 19.50
m\‘u“\“\‘ ‘h\”\“\l‘{'\‘ ' ”‘“\m‘um"u‘}\ "\\\\‘472\9(?\47%\39"?‘\5\4%' m/z 238.15 54.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene

O

223.0
5000 165. — j\ —
19.00 19.50
m/z 165.00 46.31%
104.0 ‘
O‘\\\\“‘\l‘\“\hl\‘h““\h\l\ll\"l\\I\\J\“‘JI\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92582: 3,4'-Diisopropylbiphenyl
228.0
Py ety
19.00 19.50
5000 ITI/Z 181.10 41.76%
43.0
165.0
104.0 '
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80228: 9-Acridinecarboxylic acid s el
228.0 19.00 19.50

m/z 83.95 35.89%

5000

83.0 151H\
OLGOHMM | Jl\ L1

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@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.216 3.02 ng 76034 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 2742 (19.216 min): BP005398.D\data.ms (-2737) (- m/z 73.00 100.00%

%ﬁ

5000 241.2
\ \ \ 1712 ‘ 19.00 19.50
o MM Lo Ly ) 341.0401.246105236 /04y 65 82.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0
5000 284.0 e —
185.0 19.00 19.50
" m/z 55.00 81.07%
()li ’h”\”\“l“‘\\\\\‘\l\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0
—— —
19.00 19.50
5000 ITI/Z 59.95 80.28%

199.0

sl |

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

=

Abundance #107549: n-Hexadecanoic acid
60.0 19.00 19.50
m/z 43.00 73.49%
5000 129.0
UH 213.0
- HMM"H“M_m‘\HH‘w‘w_m_m_um — ——
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@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 9-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.928 6.04 ng 152370 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 2863 (19.928 min): BP005398.D\data.ms (-2858) (-  m/z 55.05 100.00%
55.0

%

5000
FSl 20.00
260.0 340.8 :
o_m_H\J“n‘«lgual??wzm‘wm_m_mﬁzﬁ?w‘?ﬁ@-ﬁ m/z 43.05 93.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127770: 9-Eicosene, (E)-
57.0
5000 T
20.00
m/z 68.95 91.22%
5.0
o LLUkLL, 1960 2800
‘\\\‘\1f!‘f\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186969: n-Tetracosanol-1
43.0
—
20.00
5000 ITI/Z 41.05 86.69%

oL ‘" L. 1820 252.0 3360
UL 2820 2520 3360

.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0 20.00
m/z 83.10 85.47%
5000
111.0
o L, A%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.886 30.97 ng 780840 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90

Abundance Scan 3026 (20.886 min): BP005398.D\data.ms (-3022) (-  m/z 55.05 100.00%

55.0
5000
= P
}lhﬂ 207.0 280.1 20-50 21.00
oAb 2000 008 359.0 4811 8032 m/z 43.05  95.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 = o
20.50 21.00
50 m/z 69.05 94.35%
‘ } ‘ ' 238.0
O‘\\‘LHIIWJV‘W\‘il\“\\\‘*“\l\\\‘}\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
= S
20.50 21.00
5000 m/z 57.85  90.69%
5.0
m ‘ || 1960 2690
o=y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)- — P
55.0 20.50 21.00
m/z 83.05 85.10%
5000
| J’ i
O‘\\H,Mm\“‘mh\%‘ujig??q\\‘2\5310\'?”u‘\m‘\m‘\m‘uu‘\ — = e
m/z--> 0 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@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown20.95 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.957 4.05 ng 101992 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-[1-(3-Benzoyl-4-methyl-5-oxo0-0... 350 C20H18N204 1000296-93-4 47
2 4'-Nitrobenzanilide 242 C13H10N203 003393-96-2 47
3 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 47

Abundance Scan 3038 (20.957 min): BP005398.D\data.ms (-3035) (- m/z 105.00 100.00%

105.0
5000
T
43 164.8221.1281.0 2100
ol | 1698221 1281034114000 464.15208 1/, 77,00  59.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #183939: N-[1-(3-Benzoyl-4-methyl-5-0x0-oxazolidin-2-yli
105.0
5000 T
21.00
m/z 149.05 45.64%
o201 | Y0 aas0 3500
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95374: 4'-Nitrobenzanilide
105.0
T
21.00
5000 ITI/Z 51.00 15.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54269: Benzenebutanoic acid, .gamma.-oxo-, methyl es T
105.0 21.00
m/z 106.00 6.76%
5000
39# 161.0
0“‘\“”‘\”“\L“M“‘M‘“W“‘M“W“‘W“‘W“‘W‘ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 3-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.769 46.53 ng 1173040 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Heptacosanol 396 C27H560 002004-39-9 89
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 81

Abundance Scan 3176 (21.769 min): BP005398.D\data.ms (-3170) (-  m/z 69.05 100.00%

69.0
5000
% -
9.0 207.0 ' ‘
o_u“_u‘“ufwmwH"‘2‘?1“0"?“5‘5‘?“"‘1‘93‘_49?‘9H_ m/z 55.00  98.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 e _——
21.50 22.00
m/z 57.05 97.42%
5.0
o AT 1060 2800
‘\\\ ‘\ !f‘f\\!‘\\f\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55.0
=== ==
21.50 22.00
5000 m/z 43.10 96.73%
{ 1F5.0
o WL seo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 == e
57.0 21.50 22.00
m/z 83.05 91.41%
5000
1p25.0
ol{mwsomo S | .
m/z--> 0 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@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Tetracosanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.086 2.23 ng 56176 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanoic acid 368 (C24H4802 000557-59-5 52
2 Cyclohexanebutanoic acid 170 C10H1802 004441-63-8 38
3 .alpha.-D-Glucopyranoside, 0-.al... 504 C18H32016 000597-12-6 35
4 Pentadecanoic acid 242 C15H3002 001002-84-2 27
5 Trehalose 342 C12H22011 000099-20-7 22

Abundance Scan 3230 (22.086 min): BP005398.D\data.ms (-3227) (- m/z 55.00 100.00%

53.0 '
5000
1 [
22.00
0! m/z 57.05 85.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #195785: Tetracosanoic acid
73.0
5000 368.0 T \
22.00
1850 559 0 m/z 60.00 78.14%
O ‘\\\\" l\l‘!\\M\“h\”\l“‘\ \\\\\"\\\l\!‘\L\‘\“ \l\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37933: Cyclohexanebutanoic acid
55.0
T \
22.00
5000 ITI/Z 71.05 72.80%
OMM.SZO,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #2356Z9. .alpha.-D-Glucopyranoside, O-.alpha.-D-glucop P :
73.0 22.00
m/z 73.00 70.47%
5000
otsalbbhigso .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 5-Octadecene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.257 4.07 ng 102632 Chrysene-d12 21.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 62
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 58
3 2-Thiopheneacetic acid, 2-ethylc... 252 C14H2002S 1000278-96-1 50
4 Cyclohexanecarboxylic acid, 2,2-... 198 C12H2202 1000279-85-6 38
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 30

Abundance Scan 3259 (22.257 min): BP005398.D\data.ms (-3255) (-  m/z 97.05 100.00%
97.0

5000 207.0
N A
l 2200 2250
394 ‘ 283.0341.0 : :
Ol 1{ MLl LT 3HE04009 47505351 o g g 92.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
55.0
5000 — Ay
22.00 22.50
m/z 83.00 86.82%
o 12500600 2520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104187: 9-Octadecene, (E)-
55.0
= \“J\/W‘ ;
22.00 22.50
5000 m/z 55.00  82.99%
om0 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #103740: 2-Thiopheneacetic acid, 2-ethylcyclohexyl estel G =
69.0 22.00 22.50
m/z 57.05 82.71%
5000
| m [‘ ||1420 2520
(O JREE L e SRS RS ) S
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@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknown22.45 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.451 2.67 ng 68791 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Dodecenol 184 C12H240 035289-31-7 49
2 9-Tetradecen-1-0l, acetate, (Z)- 254 C16H3002 016725-53-4 49
3 1,15-Pentadecanediol 244 C15H3202 014722-40-8 46
4 10-Methyl-E-11-tridecen-1-0l pro... 268 C17H3202 1000130-97-4 43
5 Tetradecanal 212 C14H280 000124-25-4 42

Abundance Scan 3292 (22.451 min): BP005398.D\data.ms (-3289) (- m/z 57.05 100.00%
57.0

207.0
5000
281.0 oolen
22.50
341.1
oli m‘wumm‘_f“‘ﬁ}w?’?’ﬁ? m/z 41.00 74.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48705: 11-Dodeceno
53.0
5000 T
22.50
\‘ m/z 82.05 72.67%
O‘\\‘\H\‘\\J\\\‘\F\A\'\’%\\%’O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #105712: 9-Tetradecen-1-ol, acetate, (Z)-
55.0
e
22.50
5000 ITI/Z 55.00 71.55%
F4.0 194.0
0“W"MNuhhwtrm"V“w“‘w“u“u“‘H“H“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #97493: 1,15-Pentadecanediol —
55.0 22.50
m/z 43.00 68.02%
h mﬁﬁuJJ\NmﬂwmeJU\Aw
4.0
olFF L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Heneicosane, 11-decyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.727 7.85 ng 202474 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 96
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 3339 (22.727 min): BP005398.D\data.ms (-3335) (- m/z 57.10 100.00%

57.1
5000
2250  23.00
7.1197.2 ’ -
0 _Hx‘w. Hﬁ* i e, 2820 369.043615031 myz 71.10  79.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 nls .-
22.50 23.00
295.0 m/z 43.10 71.72%
O ‘HJ‘\‘\“ PEF;?}?Z%?T!“T435.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—— —
22.50 23.00
5000 m/z 85.05 49.38%
oLl 1£7.0197.0267.0337.0407.0 491.0562.0
A S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane T 9
57.0 22.50 23.00
m/z 41.05 29.87%
27.0
ol L liE Dor0ae7 08880 L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.780 15.28 ng 393854 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 87
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
3 1-Docosene 308 C22H44 001599-67-3 83
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 80
5 Behenic alcohol 326 C22H460 000661-19-8 70

Abundance Scan 3348 (22.780 min): BP005398.D\data.ms (-3344) (-  m/z 69.05 100.00%
69.0

3

5000
F 213.2 281.0 356.0 425.3 488.9 22:59 2590
o AL SO0 2310 356.0 42534889549 ) 83 09 97.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
83.0
5000 336.0 T U
22.50 23.00
m/z 57.00 96.46%
O‘\\J‘\‘\“\‘\\\“‘\\\h\\‘A\‘I\\"\"‘I\\“\‘\‘I\\WC\)‘IW\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127770: 9-Eicosene, (E)-
57.0
— —
22.50 23.00
5000 ITI/Z 55.05 95.37%

J ’ Ih..l%O 280.0
ol il 2980 2900

.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55.0 22.50 23.00
m/z 43.05 84.90%
5000
| I\ W
m/z--> 0 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@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 2-Pentacosanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.863 2.33 ng 59982 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 86
2 2-Heptacosanone 394 C27H540 007796-19-2 78
3 2-Tetratriacontanone 493 C34H680 077327-16-3 64
4 2-Tetradecanone 212 C14H280 002345-27-9 47
5 d-Ribo-tetrofuranose, 4-c-cyclop... 200 C1lOH1604 030571-50-7 38

Abundance Scan 3362 (22.863 min): BP005398.D\data.ms (-3359) (-  m/z 43.00 100.00%
43.

> JLJUL
193.0 22‘56 és‘od
111 283.0 . .
oML T 2050 meawsy se N0 B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194476: 2-Pentacosanone
59.0
5000 7= r=pety
22.50 23.00
m/z 59.00 81.89%
366.0
ok ) | 112270 104.0250,0306.0 %
\\‘ \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209553: 2-Heptacosanone
59.0
— ——
22.50 23.00
5000 ITI/Z 71.10 64.12%
394.0
ol LiLit270 222027803340 |
1 ittt e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234390: 2-Tetratriacontanone T T
59.0 22.50 23.00
m/z 57.05 47.94%
5000
492.0
okl “’ “‘12‘7 0 19502510 327.0 4330
A B e A RRRRS S — —
m/z--> 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@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 17-Octadecenal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.627 3.86 ng 99563 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Octadecenal 266 C18H340 056554-86-0 89
2 16-Octadecenal 266 C18H340 056554-87-1 89
3 Hexadecanal 240 C16H320 000629-80-1 76
4 13-Octadecenal 266 C18H340 056554-90-6 76
5 Tetradecanal 212 C14H280 000124-25-4 76

Abundance Scan 3492 (23.627 min): BP005398.D\data.ms (-3489) (- m/z 57.00 100.00%
57.0

— —
“ 23.50 24.00
0“H¥_‘ m/z 43.05 84.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115860: 17-Octadecenal
82.0
5000 — ——
23.50 24.00
H m/z 82.00 84.03%
252.0
018T!‘!l"h““““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115861: 16-Octadecena
82.0
— —
23.50 24.00
5000 ITI/Z 96.00 66.43%
252.0
ofePlNS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94314: Hexadecanal T —
43.0 23.50 24.00
m/z 83.10 62.41%
5000
11n0.0
I, 20
Y B E U e et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 .gamma.-Tocopherol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.863 5.80 ng 149600 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Tocopherol 416 C28H4802 007616-22-0 95
2 3-Amino-4-methylbenzoic acid 151 C8H9NO2 002458-12-0 43
3 3,4-Dihydro-3,5,8-trimethyl-3-(4... 458 C30H5003 1000105-71-9 42
4 N-(3,5-Bis-trifluoromethyl-pheny... 379 C16H11F6NOS 345991-15-3 37
5 3-Hydroxy-7-methoxy-3-phenyl-4-c... 270 C16H1404 018380-57-9 35

Abundance Scan 3532 (23.863 min): BP005398.D\data.ms (-3528) (- m/z 151.00 100.00%

151.0
5000 416.4
43.0

I JOP ) 28115410 185350 2350  24.00
O bbbl i dsA0R0 S840 L 4883549, s 416.40  49.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #218064: .gamma.-Tocopherol
151.0
416.0
5000

23. 50 24 00
m/z 43.00 28.77%

43.0
i L 274.0 344.0
‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24860: 3-Amino-4-methylbenzoic acid
151.0

23. 50 24 00
5000 m/z 191.05 24.67%

o

77.0
150, At

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228918: 3,4-Dihydro-3,5,8-trimethyl-3-(4,8,12-trimethyltr — e
151.0 23.50 24.00

m/z 150.00 20.07%

O

5000

416.0

57.0

b s NECLEECTEN
e 22003810 | ted 5] e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Hexadecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.969 7.85 ng 202430 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 94
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 93
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
4 Octacosane 394 (C28H58 000630-02-4 92
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 90

Abundance Scan 3550 (23.969 min): BP005398.D\data.ms (-3546) (-  m/z 57.10 100.00%
57.1

o wMJKwWMf\/\/\J\MJAWA
24.00
7.1 .
192.9 283.1 355.0
0 _m,u‘u}nﬁm e e A80ABAT sz 71,05 82.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 L
24.00
295.0 m/z 43.10  75.37%
O "W‘IWIIQJ‘JEZWM([)}‘f\“;\lf4350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57.0
——
24.00
5000 ITI/Z 85.10 51.33%
225.0
I ki
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- ——
57.0 24.00
m/z 55.10 28.83%
- WﬁﬂAwMNjR]\/\J\MJAAA
0 ‘ ‘ I \P-FJ | 211.0 296.0
e A e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Heptacosyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.063 8.86 ng 228392 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 91
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
3 1-Octadecene 252 C18H36 000112-88-9 86
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 80
5 Octacosanol 410 C28H580 000557-61-9 78

Abundance Scan 3566 (24.063 min): BP005398.D\data.ms (-3562) (-  m/z 57.10 100.00%

57.1
5000
1p5.1 T \
24.00
223.0283.0
o,‘dhjhlwmldw341942904892549 m/z 43.05 90.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate
43.0
5000 — |
24.00
m/z 83.05 90.17%
ol Ll M, | 181.0 250.0308.0 378.0438.0
‘\\1 1!1\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecy! trifluoroacetate

%

24.00
5000 ITI/Z 55.05 89.75%
125.0
o‘ui phu hulwmh‘%?%QH?Tf9W»H‘_‘H‘H‘W‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene T ‘
57.0 24.00
m/z 69.00 85.76%
B Mj\/\u\ﬂm
o J | ‘\ 1830 252.0
e ,‘m_m_m_m_m‘HH‘HH‘HH‘HHWH_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.204 6.55 ng 168844 Perylene-di2 23.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
3 1,19-Eicosadiene 278 C20H38 014811-95-1 93
4 1,15-Hexadecadiene 222 C16H30 021964-51-2 90
5 1-Eicosyne 278 C20H38 000765-27-5 83

Abundance Scan 3760 (25.204 min): BP005398.D\data.ms (-3756) (-  m/z 57.10 100.00%
7.1

5000

%

—— —
251.1 355.1 25.00 25.50
0l Ifhl*43}34891549 m/z 82.00 92.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117605: Octadecanal

IS
W
o

5000
25.00 25.50
110.0 m/z 43.05 91.90%
250.0
o Ml pe00 007
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117617: Oxirane, hexadecyl-
82.0
2&00 2550
5000 ITI/Z 96.05 82.15%
OIP“ZSOO WWN%WWMM/\WWWWMWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene —— —
55.0 25.00 25.50
m/z 83.10 70.12%
- AWJMM”M”VJ\MWWMMMWﬂh
019402780 N LN
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\BP042321\
Data File : BP0@5398.D

Acqg On : 23 Apr 2021 17:40
Operator : CG/JU

Sample : M2149-06

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Nonenal, (Z)- 10.369 2.7 ng 26610 2 10.422 197997 20.0
unknownl14.18 14.181 2.7 ng 33759 3 14.299 252426 20.0
n-Hexadecanoic ... 17.975 10.1 ng 167899 4 17.069 332738 20.0
10,18-Bisnorabi... 19.145 3.5 ng 87813 5 21.175 504210 20.0
Octadecanoic acid 19.216 3.0 ng 76034 5 21.175 504210 20.0
9-Eicosene, (E)- 19.928 6.0 ng 152370 5 21.175 504210 20.0
Heptadecyl hept... 20.886 31.0 ng 780840 5 21.175 504210 20.0
unknown20.95 20.957 4.0 ng 101992 5 21.175 504210 20.0
3-Eicosene, (E)- 21.769 46.5 ng 1173040 5 21.175 504210 20.0
Tetracosanoic acid 22.086 2.2 ng 56176 5 21.175 504210 20.0
5-Octadecene, (E)- 22.257 4.1 ng 102632 5 21.175 504210 20.0
unknown22.45 22.451 2.7 ng 68791 6 23.433 515672 20.0
Heneicosane, 11... 22.727 7.8 ng 202474 6 23.433 515672 20.0
Cyclotetracosane 22.780 15.3 ng 393854 6 23.433 515672 20.0
2-Pentacosanone 22.863 2.3 ng 59982 6 23.433 515672 20.0
17-Octadecenal 23.627 3.9 ng 99563 6 23.433 515672 20.0
.gamma.-Tocopherol 23.863 5.8 ng 149600 6 23.433 515672 20.0
Hexadecane, 1-i... 23.969 7.8 ng 202430 6 23.433 515672 20.0
Heptacosyl acetate 24.063 8.9 ng 228392 6 23.433 515672 20.0
Octadecanal 25.204 6.5 ng 168844 6 23.433 515672 20.0
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