LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acqg On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc :

ALS vial : 7 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-BP121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13444.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.440 208 213 233 rVB 949509 2243706 1.94% 0.234%
2 5.011 302 310 318 rVB 767864 1224453 1.06% 0.127%
3 5.475 383 389 401 rVB 8826664 13334190 11.51% 1.388%
4 7.087 652 663 675 rVB 9135981 14506732 12.52% 1.510%
5 7.916 794 804 811 rBV 2113075 3457272 2.98% 0.360%

6 9.087 996 1003 1011 rBV 5821998 10324755 8.91% 1.075%

7 10.734 1277 1283 1289 rVB 3022525 5183536 4.47% ©.539%

8 12.140 1515 1522 1528 rBV 815454 1281183 1.11% ©0.133%

9 13.187 1693 1700 1709 rVB 14646946 21119086 18.22% 2.198%
10 13.375 1728 1732 1740 rVB 1060366 1527195 1.32% 0.159%
11 13.763 1793 1798 1807 rVB 6556307 8596541  7.42%  0.895%
12 14.451 1911 1915 1923 rVB 1330412 1802092 1.55% ©.188%
13 14.569 1929 1935 1942 rVB 5173449 7583621 6.54% ©.789%
14 15.398 2070 2076 2080 rBV2 1741376 3154630 2.72% ©.328%
15 15.634 2113 2116 2124 rVB 807709 1169873 1.01% ©.122%

16 15.928 2162 2166 2170 rVB 1605077 2024072 1.75% ©0.211%
17 16.063 2180 2189 2195 rBV 15054638 21938256 18.93%  2.283%

18 16.269 2219 2224 2226 rBV 1963469 2769639 2.39% ©0.288%
19 16.463 2253 2257 2261 rBV 2986646 3497938 3.02% 0.364%
20 16.510 2261 2265 2270 rVB3 1036514 1303942 1.13% 0.136%
21 17.063 2355 2359 2364 rBV 2196971 2791609 2.41%  0.291%
22 17.116 2364 2368 2380 rVB2 1047167 2229303 1.92% ©0.232%
23 17.322 2398 2403 2408 rBV 6827403 10040197 8.66% 1.045%
24 17.363 2408 2410 2415 rVB 1054583 1353155 1.17% 0.141%
25 17.810 2482 2486 2490 rBV 1708932 2769854 2.39% 0.288%

26 17.857 2490 2494 2500 rVB 4535237 5874981 5.07% 0.611%
27 17.992 2510 2517 2520 rBV3 42372451 100430635 86.66% 10.452%
28 18.257 2547 2562 2571 rBV 30454745 93866009 80.99% 9.769%
29 18.481 2596 2600 2602 rBV 1763993 2450917 2.11% ©.255%
30 18.510 2602 2605 2612 rVB2 3304797 4770737 4.12%  0.496%

31 18.639 2623 2627 2636 rBV2 4459449 6301266 5.44%  ©.656%
32 19.086 2697 2703 2709 rBV2 37857172 115891588 100.00% 12.061%
33 19.222 2724 2726 2728 rVB 7339822 5479920 4.73% 0.570%
34 19.269 2728 2734 2737 rVB2 38209166 75047055 64.76% 7.810%
35 19.316 2738 2742 2744 rBV 17891699 25620104 22.11% 2.666%

36 19.339 2744 2746 2757 rVV2 16887142 33864344 29.22% 3.524%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acqg On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc :

ALS vial : 7 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-BP121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.481 2760 2770 2785 rVV 33408725 113383256 97.84% 11.800%
38 19.604 2788 2791 2797 rVB2 7774596 10216175 8.82% 1.063%
39 19.692 2803 2806 2817 rVB3 6029910 10473765 9.04% 1.090%
40 19.786 2819 2822 2828 rBV3 3493893 4275074 3.69% 0.445%

41 19.892 2836 2840 2845 rVB 24019780 33144385 28.60% 3.449%
42 20.116 2874 2878 2879 rBV 7603050 8959524 7.73% 0.932%
43 20.175 2885 2888 2890 rBV2 3895760 5896021 5.09% 0.614%
44 20.204 2890 2893 2902 rVB3 14249284 22812080 19.68% 2.374%
45 20.310 2907 2911 2914 rBV 15657817 18497948 15.96% 1.925%

46 20.351 2914 2918 2924 rVB3 8697068 13969906 12.05%  1.454%
47 20.410 2924 2928 2931 rBV 9049280 11891935 10.26% 1.238%
48 20.475 2935 2939 2945 rVV2 9392863 12218632 10.54% 1.272%
49 20.610 2958 2962 2966 rVB2 13445816 18094290 15.61%  1.883%
50 20.651 2966 2969 2972 rVB 2836403 2819848 2.43% 0.293%

51 20.910 3009 3013 3019 rVB3 10327544 20562805 17.74%  2.140%
52 21.104 3043 3046 3051 rVB 5324935 5703200 4.92% 0.594%
53 21.233 3065 3068 3073 rVB 14161757 16808212 14.50% 1.749%
54 21.416 3097 3099 3104 rVB 5821699 7216381 6.23% 0.751%
55 22.175 3225 3228 3234 rVB 5536806 7114710 6.14% 0.740%

Sum of corrected areas: 960882533
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013444.D\data.ms

4e+07
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
1e+07 5.475 7.087

9.087
5000000 10.734

4440 5011 7.916
N

O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BP013444.D\data.ms

17.&;92 19.084169481
4e+07

3.5e+07 18.257

19.892

3e+07

2.5e+07

2e+07

16.063
1.5e+07 13.187

le+07 17.322

17.85}
463 17éh
3.375 14.451 510 7°Prei363
12.140 3.3 144

Ot e e e e e

Time--> 12.00 1250 13.00 1350 14.00 14,50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP013444.D\data.ms

~

13.763 14.569

5000000

4e+07
3.5e+07
3e+07

21.233
2.5e+07{610

20.910

2e+07 , 22.175

L 1pL416
1.5e+07)l551 WWM%
le+07

5000000

O T T ‘ L ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.440 12.98 ng 2243710 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Butanal 72 C4H80 000123-72-8 35
3 1,5-Pentanediol 104 C5H1202 000111-29-5 28
4 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 27
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 25
Abundance Scan 213 (4.440 min): BP013444.D\data.ms (-208) (-) m/z 44.00 100.00%
44.0
5000 A_h—//\\/\é
R
‘ H 4.20 4.40 4.60 4.80
obAdlly 1852 267.0 3431 415147605338 ., 41 10 86.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4248: Hexana
44.0
5000 L B B I LN B
4.20 4.40 4.60 4.80
m/z 56.10 83.22%
O‘\‘\F ““U\‘f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #740: Butana
44.0
R ARREREEN SN
4.20 4.40 4.60 4.80
5000 m/z 43.05 58.68%
Ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5349: 1,5-Pentanediol AREEmEEEEEE
31.0 4.20 4.40 4.60 4.80
m/z 57.10 58.37%
5000 A\’L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

8270E-BP121322.M Thu Jan 12 13:11:38 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Nonanoic acid, 9-oxo-, meth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.763  22.67 ng 8596540  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803 001931-63-1 91
2 Pentanoic acid, 4-methyl-, methy... 130 C7H1402 002412-80-8 49
3 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 47
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 40
5 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 35
Abundance Scan 1798 (13.763 min): BP013444.D\data.ms (-1793) (- m/z 74.00 100.00%
74.0
5000
143.1
— —
\ ‘ H ’ | 13.50 14.00
of - AANIAL | 207.1 28103453 4201488.3548. ;55 o5 g3.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60453: Nonanoic acid, 9-oxo-, methyl ester
74.0
143.0
5000 — —
13.50 14.00
\ m/z 87.00 73.51%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #15552: Pentanoic acid, 4-methyl-, methyl ester
74.0
— —
13.50 14.00
5000 m/z 41.10 60.54%
oﬂf““‘l,,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #60731: Methyl 8-methyl-nonanoate T —
74.0 13.50 14.00
m/z 43.10 50.86%
5000
143.0
OISPMM.M,, SO Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP121322.M Thu Jan 12 13:11:39 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Hexadecanoic acid, methyl e...

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
17.992 200.06 ng 100431000  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 96
3 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 89
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 81
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 81

Abundance Scan 2517 (17.992 min): BP013444.D\data.ms (-2510) (- m/z 74.05 100.00%
74.0
5000 A]l
143.1 227.2 S
18.00
o_m,u\‘“»u‘upW‘_w\i 2923 3933 483554LE ., g7.05 80.80%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161203:Hexadecanmcacm,meﬂwleaer
74.0
5000 T
18.00
143.0 m/z 43.10 31.93%
‘ ’ ‘ 227.0
O]‘-\S\.PT"LL\\\L‘J\“\‘\\‘l\\‘\l\“\\‘\l\l‘\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109335: Tridecanoic acid, methyl ester
74.0
—
18.00
5000 m/z 55.10 27.13%
143.0
L N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109317: Methyl 11-methyl-dodecanoate —
74.0 18.00
m/z 41.10 25.54%
5000
185.0
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\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.257 186.98 ng 93866000  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2562 (18.257 min): BP013444.D\data.ms (-2547) (-] ' m/z 73.00 100.00%

73.0
5000
213.2
A

HH \ ‘ b 18.00 18.50
Ot MM LLLLL, p84.2342.0402.3466.4524.2 ' m/z 60.00  85.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LT T
18.00 18.50

m/z 43.10 80.68%

H 213.0
O‘\\\J’ \l\“‘\h\“\\‘J\f\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

T
18.00 18.50

w

5000 m/z 57.10 67.85%
171.0
0},J}MW‘\,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid T ‘
73.0 18.00 18.50

m/z 55.10 67.71%

Ls-Ja H\ lu .,Ml\QTO JLMLM

(=nadi “‘,,,,,‘ e ‘
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

: BP013444.D

: 11 Jan 2023 15:20
: CG/JU

: 01089-01

7

hod :

le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 10,13-Octadecadienoic acid,... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.086 230.85 ng 115892000  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 2703 (19.086 min): BP013444.D\data.ms (-2697) (- m/z 67.10 100.00%
- JUL
‘ ‘6501 263.3 idOd
ol LML e,y [ 3833 46335213 10 g1 10 c.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 — :
204.0 19.00
4. m/z 95.10  64.02%
nu.o
O' \“l“d\“m‘Ji\“l\h\h\ \lz‘?\lo\.\o‘ \A\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
T T \
19.00
5000 ITI/Z 55.10 59.03%
294.0
‘ “ 1500
0\\wdAwﬁWﬁyhhqm;wﬂuw\u\_\u‘u\wu\w\u\_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) o ‘
67.0 19.00
m/z 41.10 47.75%
5000 w
35.0
ol o )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP121322.M Thu Jan 12 13:11:41 2023

Page: 8



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
BP013444.D

Jan 2023 15:20

: CG/JU
: 01089-01

7

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Methyl stearate Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
19.269 149.49 ng 75047100  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 89

5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 89

Abundance Scan 2734 (19.269 min): BP013444.D\data.ms (-2728) (-] ' m/z 74.05 100.00%

74.0
5000
1431 25538
— .
‘M\ | | 19.00 19.50
Okl Ll L 859.4421.1480.2539.0 ;g7 95 81.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197271: Methyl stearate
74.0
5000 —5 L
19.00 19.50
143.0 %
l 298.0 m/z 43.10 31.93
O‘\\1\’\\\L\l“\“\\\‘\\\\Z‘F-\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
—— —
19.00 19.50
5000 ITI/Z 255.25 31.58%
143.0 298.0
213.0 ‘
0‘H\W\HLﬂMWLMHM&M\uwm\h\\w\u\“\u,u\w\u\‘
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197350.Hemadecandcacm,154nemyh,meﬁwleﬂer —
74.0 19.00 19 50
m/z 143.05 27.98%
5000 298.0
143.0
ool o |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1900 1950

8270E-BP121322.M Thu Jan 12 13:12:10 2023 Page: 9



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

Library Search Compound Report

Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS vial : 7

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Octadecanoic acid Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.481 314.24 ng 113383000  Chrysene-di12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2770 (19.481 min): BP013444.D\data.ms (-2760) (-] ' m/z 73.05 100.00%

73.0
241.2
5000
——
il
o AL L L L 3433 4464 8381 066 05 8e.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 —

19.50
m/z 43.10 77.53%

185.0

“M\“ |

H\r‘\\\\’\\H‘\\H‘\\H‘H\\‘\H\‘\\H‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid

o
@ —
2 =
=}

19.50
5000 129.0 m/z 57.10 68.45%

213.0
L.

WH“\

O b e
miz> 0 50 100 150 200 250 300 350 400 450 500

Abundance #126199: Pentadecanoic acid
73.0 19.50

m/z 55.10 61.38%

-

5000

199.0

OLSCL m ’ndl.‘épw | ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50

?

8270E-BP121322.M Thu Jan 12 13:12:14 2023 Page: 10



Data Path :
Data File : BP
Acq On 11
Operator : CG
Sample : 01
Misc

ALS vial : 7

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

013444.D

Jan 2023 15:20
/3U

089-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 9,11-Octadecadienoic acid, Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
19.604  28.31 ng 10216200  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 99
2 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 95
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 91
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 87

Abundance Scan 2791 (19.604 min): BP013444.D\data.ms (-2788) (-] ' m/z 67.10 100.00%

67.1
5000

‘ ‘ 2943 19.50 20.00
220.2 :
owk‘,t i AL mMH‘JH‘{_“““ﬂ?g‘?ﬂ68“l‘?3f§3 m/z 81.10 67.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191929: 9,11-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — s

19.50 20.00
m/z 95.10 50.77%

' 294.0

‘HdhlAM|th‘\??99HHHMH‘W‘H‘_‘H‘H‘W‘H‘_

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

Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0

T
19.50 20.00
5000 m/z 79.05 40.51%

294.0
ILLLEDS 2200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate — —
67.0 19.50 20.00

m/z 55.10  37.06%

5000
294.0
MHJMhu}AZZOO

O — —— ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

o

o

8270E-BP121322.M Thu Jan 12 13:12:19 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

20.116  24.83 ng 8959520  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 9.cis.,11l.trans.t,13.tran... 292 C19H3202 1000336-42-6 99
2 Cyclohex-2-en-1-one, 5-phenyl-3-... 292 C19H20N20 1000270-82-6 30
3 9,12,15-0ctadecatrienoic acid, m... 292 C19H3202 000301-00-8 28
4 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 007361-80-0 25
5 1H-1-Phenylamino-6-(.beta.-pheny... 292 C17H16N40 1000286-55-7 25

Abundance Scan 2878 (20.116 min): BP013444.D\data.ms (-2874) (-] ' m/z 79.05 100.00%

79.0
5000 292.1
— s
M Iﬂ"l 2221 20.00 20.50
0 Wddguioezty | 8561 4523 5244 n/7 93.10  90.77%

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

Abundance #189450: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienc
79.0 292.0

»

5000

‘ ‘ e

20.00 20.50
1f00 m/z 91.05 76.43%
“ i

0 \JHHA%ZJ".O‘\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #189389: Cyclohex-2-en-1-one, 5-phenyl-3-[2-(2-pyridyl)e
93.0

-

‘ ‘ 7
20.00 20.50
5000 292.0 m/z 80.10 56.95%

186.0

0“‘?"3‘”.‘\“\‘ ‘M““\h‘lhl‘lll‘\‘n“ll‘ \"\‘L“u\“u\\‘\\u‘uu‘uu‘uu‘uu“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #189454: 9,12,15-Octadecatrienoic acid, methyl ester, (Z ‘ ; e
79.0 20.00 20.50

m/z 292.15  47.49%

:

5000

OL?$MM

‘ ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50

“‘H\m“ur. Lu \22?10 |

l

L

N

8270E-BP121322.M Thu Jan 12 13:12:20 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Z,E-2,13-Octadecadien-1-ol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.175 16.34 ng 5896020  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Z,E-2,13-0Octadecadien-1-0l 266 C18H340 1000131-10-3 86
2 cis-5-Dodecenoic acid 198 C12H2202 002430-94-6 83
3 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 64
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 64
5 Z,E-3,13-0ctadecadien-1-0l 266 C18H340 1000131-10-4 62

Abundance Scan 2888 (20.175 min): BP013444.D\data.ms (-2885) (- m/z 55.10 100.00%

55.1
5000

241 2161 —T— —

LT 20.00 20.50
0 bk L, 29013551 430.3489.1547: ./, 43,19  53.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155926: Z,E-2,13-Octadecadien-1-ol
55.0

5000 ‘ —— C
‘?

20.00 20.50
m/z 41.10 52.46%

O\H‘ﬁ J‘mﬁklg%gu‘??H,H‘q‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73560: cis-5-Dodecenoic acid
55.0
2050 2050
5000 m/z 67.10 51.80%

o

138.0
U0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #227197: 11,14-Eicosadienoic acid, methyl ester —— —
67. 20.00 20.50

m/z 81.10 41.72%

5000
322.0

ol H "h” \‘m 210 " |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP121322.M Thu Jan 12 13:12:22 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Methyl 9-eicosenoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.204 63.22 ng 22812100  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 64
2 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 58
3 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 46
4 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 43
5 Cyclododecane 168 C12H24 000294-62-2 38

Abundance Scan 2893 (20.204 min): BP013444.D\data.ms (-2890) (- m/z 55.10 100.00%

55.1
167.1
5000
292.3 T N
H { L2251 | 20.00 20.50
ol LLKRR MR Mlw‘m““§?§‘1“ﬂ2‘7‘3‘ﬂ§89548 m/z 57.16  95.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229538: Methyl 9-eicosenoate
55.0
5000 — e
20.00 20.50
2920 m/z 69.10  65.26%
’ ’ 3.0 208.0
O TTT ‘ 1'1“‘!"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229554: 11-Eicosenoic acid, methyl ester
41.0
—— —
20.00 20.50
5000 ITI/Z 83.10 62.02%

292.0
d‘ 208.0
o1 “!w_“u'mhhw‘*m“w“w_ww_ww_
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #212148: cis-13-Eicosenoic acid —— ‘
55.0 20.00 20.50

m/z 167.10  58.61%

h V__J\Hw
292.0
I ‘mm h M h " 0.8 0 |

OHHWHW e —r— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP121322.M Thu Jan 12 13:12:23 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Eicosanoic acid, methyl ester  Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.310 51.27 ng 18497900  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
4 Methyl stearate 298 C19H3802 000112-61-8 93
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91

Abundance Scan 2911 (20.310 min): BP013444.D\data.ms (-2907) (- m/z 74.00 100.00%
74.0
- JL/\
143.1
= P
‘ ‘ | 128T'3 20.00 20.50
ol bl 1 2228 |, | 8722 47745365 ., g7.00  78.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232222: Eicosanoic acid, methyl ester
74.0
5000 e -
20.00 20.50
143.0 m/z 43.10 38.76%
‘ l 326.0
Ol‘-\\r’p%’l\lh!l““l“\‘\\‘\\\\‘2\2\?\(‘)\\\‘\l‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
P e
20.00 20.50
5000 m/z 55.10 30.67%
| 143.0 284.0
o_“lx,!lh‘iuﬂm‘\‘wWH‘w_mwH,HH,HHWH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester — —
74.0 20.00 20.50
m/z 41.10 23.91%
143.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP121322.M Thu Jan 12 13:12:24 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS vial : 7

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknown20.351 Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
20.351 38.72 ng 13969900  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclohexaneethanol, .beta.-methy... 140 C9H160 007697-55-4 46
2 Hexanoic acid, dodec-9-ynyl ester 280 C18H3202 1000282-83-7 42
3 3-Methyl-cis-3a,4,7,7a-tetrahydr... 136 C10Hl6 1000144-04-4 42
4 Fumaric acid, 4-octyl hex-4-yn-3... 308 C18H2804 1000405-62-1 38

5 1,E-8,Z-10-Dodecatriene 164 C12H20 1000098-05-5 38
Abundance Scan 2918 (20.351 min): BP013444.D\data.ms (-2914) (- m/z 55.10 100.00%
55.1
5000 J\J\/\]\J\J\M
— —r
2791 20.00 20.50
Ok 1 3551 4472 516.4 m/z 81.10 76.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21611: Cyclohexaneethanol, .beta.-methylene-
67.0
5000 — e
20.00 20.50
m/z 68.10 68.89%
GRS
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173587: Hexanoic acid, dodec-9-ynyl ester
68.0
— —r
20.00 20.50
5000 ITI/Z 67.10 65.74%
} 35.0
“ HM 213.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18142: 3-Methyl-cis-3a,4,7,7a-tetrahydroindan — ——
67.0 20.00 20.50
m/z 99.10 58.95%
5000 136.0 JXNVJVﬁNJJ\Jb/KA&J\
OMM",, St
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP121322.M Thu Jan 12 13:12:25 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 unknown20.410 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.410  32.96 ng 11891900  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Amino-4,6-dimethoxypyrimidine 155 C6HIN302 036315-01-2 47
2 1,2-Cyclohexanedicarboxylic acid... 362 C21H3005 1000339-67-1 38
3 9-Hydroxypentadecanoic acid, met... 272 C16H3203 067401-19-8 35
4 2-Amino-3-hydroxy-5-nitropyridine 155 C5H5N303 1000289-29-0 35
5 Thiazolidine, 2-(2-furyl)- 155 C7HINOS 051859-60-0 35
Abundance Scan 2928 (20.410 min): BP013444.D\data.ms (-2924) (- m/z 155.10 100.00%
155.1
o
‘ ’ l 226.1 : 2050
o il L1 2201 292.1 357.1414.2 482.3 549. /7 67 19 51.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32467: 2-Amino-4,6-dimethoxypyrimidine
155.0
68.0
5000 1
20.50
m/z 55.10 43.75%
O \\\“ld\lt‘\]‘\m“T‘\“\4“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271672: 1,2-Cyclohexanedicarboxylic acid, hexyl 4-met
155.0
e
20.50
5000 m/z 68.10 43,29%
81.0 239.0
I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163703: 9-Hydroxypentadecanoic acid, methyl ester P
155.0 20.50
m/z 81.10 38.19%
55.0
5000
0 i L2220 _—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP121322.M Thu Jan 12 13:12:26 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 wunknown20.475 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.475 33.86 ng 12218600  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclododecanemethanol 198 C13H260 001892-12-2 35
2 Methanesulfonic acid, 2,7-dioxat... 234 C9H1405S 075568-59-1 27
3 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 14
4 Pentanoic acid, 1@-undecenyl ester 254 C16H3002 1000159-93-4 12
5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 10
Abundance Scan 2939 (20.475 min): BP013444.D\data.ms (-2935) (-] ' m/z 55.10 100.00%
55.1
5000 137.1 M/\/UWMJ\
2111 T
L
ol b “W ok, l‘| toplhs £777,346.1 4233 49055481 /7 137 65 42.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73909: Cyclododecanemethano
55.0
5000 1
20.50
‘ ‘ % m/z 41.10 40.19%
O \\H‘\‘\!II\Hf‘\ll\“\“\l\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116662: Methanesulfonic acid, 2,7-dioxatricyclo[4.3.1.0(
55.0
137.0
——
20.50
5000 m/z 69.10 39.43%
0 HJ'I\J HHM’ l\’2340 WWMA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #87664: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane ——
55.0 20.50
m/z 95.10 38.11%
5000
‘ 167.0
ol L "JMWH‘,"HW‘w‘m_ww_ww_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 unknown20.610 Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
20.610 50.15 ng 18094300 Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Nonenal, 3,7-dimethyl- 168 CliH2e0 1000132-43-9 46

007370-44-7 38
002721-22-4 30
1000299-35-9 22

2 2H-Pyran-2-one, tetrahydro-6-und... 254 C16H3002
3 2H-Pyran-2-one, tetrahydro-6-nonyl- 226 C14H2602
4 Hexanoic acid, undec-2-enyl ester 268 C17H3202

5 Thiazole, 5-methyl- 99 C4H5NS 003581-89-3 22
Abundance Scan 2962 (20.610 min): BP013444.D\data.ms (-2958) (- m/z 99.10 100.00%
99.1
41.1
5000
‘ e 2050 2100
292.1 : ’
0k ‘ Hk by $007 394248838211 /0 g5 16 9p.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43358: 6-Nonenal, 3,7-dimethyl-
55.0
5000 — —
20.50 21.00
m/z 83.10 77.29%
\ 153.0
O\\l‘il\iml\ll ‘JT“‘\"L\M\“\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140881: 2H-Pyran-2-one, tetrahydro-6-undecyl-
99.0
P e
4% 20.50 21.00
5000 ITI/Z 43.10 67.95%
192.0
ol LA, 7 254.0 M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106936: 2H-Pyran-2-one, tetrahydro-6-nonyl- —— —
99.0 20.50 21.00
m/z 67.05 60.55%
5000
i W\MMM
164.0
onibbb e I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

BP013444.D
: 11 Jan 2023 15:20
: CG/JU
: 01089-01
: 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 2-(1-Hydroxycyclohexyl)-furan Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
20.910 56.99 ng 20562800  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 036169-67-2 53
2 3-(2-Hydroxycyclohexyl)-furan 166 C1@H1402 118959-04-9 47
3 Naphthalene, decahydro-1,6-dimet... 166 C12H22 001750-51-2 30
4 2-((3,3-Dimethyloxiran-2-yl)meth... 166 C10H1402 092356-06-4 27
55

-Hydroxyadamantan-2-one 166 C10H1402 020098-14-0 22
Abundance Scan 3013 (20.910 min): BP013444.D\data.ms (-3009) (- m/z 95.10 100.00%
3.1
e
‘ 308.2 21.00
o SO e ML 4143 43338490 ;81,00 92.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41149: 2-(1-Hydroxycyclohexyl)-furan
81.0
5000 L
166.0 21.00
m/z 151.05 58.81%
O\\1‘H‘\“““\‘“U!\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41150: 3-(2-Hydroxycyclohexyl)-furan
81.0
o
21.00
5000 166.0 ITI/Z 55.10 43.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41566: Naphthalene, decahydro-1,6-dimethyl- —
95.0 21.00
m/z 166.15 41.40%
5000
166.0
sl
obblll ==
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\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.104 15.81 ng 5703200 Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Cetene 224 C16H32 000629-73-2 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 87

Abundance Scan 3046 (21.104 min): BP013444.D\data.ms (-3043) (- m/z 57.10 100.00%
57.1

5000
} % o o
51 2281 :
bt b ey sy, 3021361.2422.3 4994 /7 43.10  70.03%
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane
57.0
5000 U

T
21.00 21.50
m/z 71.10 56.28%

‘\\“\‘\[‘\l\J\J‘]-\ﬂz\z.v(‘)\\\\’Z\z\ﬁ-\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0

T
21.00 21.50
5000 m/z 55.10  44.97%

OJM.F?"’%M-HW-O, m

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104592: Cetene T
43.0 21.00 21.50
m/z 85.10  42.49%

5000
’ 1.0
| IJHA

224.0

o

O e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20
Operator : CG/JU
Sample : 01089-01

Misc
ALS vial : 7

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Docosanoic acid, methyl ester  Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
21.233 46.58 ng 16808200  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Methyl stearate 298 C19H3802 000112-61-8 96
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93

5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80

Abundance Scan 3068 (21.233 min): BP013444.D\data.ms (-3065) (- m/z 74.00 100.00%

74.0

5000
1431 A —A
H‘ \ . 131\13 21.00 21.50
o_m‘ﬂh‘MWm‘,‘Hﬂmw“3‘59‘?“”“""7‘5‘9‘5‘39‘4 m/z 87.00  80.09%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 S —A
21.00 21.50
m/z 43.10 42.50%
s 143.0 354.0
ilﬂjl JJ Jl T \ | 2550 ]

o

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

Abundance #197271: Methyl stearate

74.0
—— —
21.00 21.50

5000 m/z 55.10 29.28%
143.0
‘ l 298.0
15. ‘ 0
ok 0Ll W%h\‘_“w“uﬂm‘wp“w‘H“H“_‘H,‘H‘,

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

Abundance #264191: Methyl 20-methyl-heneicosanoate P ——
74.0 21.00 21.50
m/z 57.10 26.76%
5000
143.0 354.0
\ 255.0

0‘H“ﬂ‘yMWM"HJ»A‘JJNH‘_“w“u‘u“_“W‘H‘,‘ —r— —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

Data File : BP@13444.D

Acq On : 11 Jan 2023 15:20

Operator : CG/JU

Sample : 01089-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Tetracosanoic acid, methyl ... Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
22.174 19.72 ng 7114710  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Tetracosanoic acid, methyl ester 382 C25H5002 002442-49-1 98
2 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 93

3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83
4 Methyl stearate 298 C19H3802 000112-61-8 83
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 83
Abundance Scan 3228 (22.175 min): BP013444.D\data.ms (-3225) (- m/z 74.00 100.00%
74.0
5000
143.1
339.3 2500 7o' EQ
22.00 22.50
253.2
OJHHM*M‘nﬂ‘\‘\4‘143‘488‘6547‘ m/z 87.00 84.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289583: Tetracosanoic acid, methyl ester
74.0
382.0
5000 — —
143.0 22.00 22.50
m/z 43.10 47.72%
I 20 L]
O‘\\\\’\\\\\\“l\h\“\“l\\‘\l\ZE-\\l\\“l\\\\‘\\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #249023:Henemosanok:add,nuﬂhyleﬁer
74.0
—r —
22.00 22.50
5000 m/z 57.10 38.51%
143.0
0 ‘\I Hh l‘ 241.0 \3400
H‘w“ R B R RS RRRRR
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #214951:Nonadecanok:add,nuﬂhylemer —— —
74.0 22.00 22.50
m/z 55.10 31.66%
143.0
” ‘ 2130 120
olso a0 CO0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BPO13444.D

Acqg On : 11 Jan 2023 15:20
Operator : CG/JU

Sample : 01089-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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|
Hexanal 4.440 13.0 ng 2243710 1 7.922 3457270 20.0
Nonanoic acid, ... 13.763 22.7 ng 8596540 3 14.569 7583620 20.0
Hexadecanoic ac... 17.992 200.1 ng 100431000 4 17.322 10040200 20.0
n-Hexadecanoic ... 18.257 187.0 ng 93866000 4 17.322 10040200 20.0
10,13-Octadecad... 19.086 230.8 ng 115892000 4 17.322 10040200 20.0
Methyl stearate 19.269 149.5 ng 75047100 4 17.322 10040200 20.0
Octadecanoic acid 19.481 314.2 ng 113383000 5 21.422 7216380 20.0
9,11-Octadecadi... 19.604 28.3 ng 10216200 5 21.422 7216380 20.0
Methyl 9.cis.,1... 20.116 24.8 ng 8959520 5 21.422 7216380 20.0
Z,E-2,13-Octade... 20.175 16.3 ng 5896020 5 21.422 7216380 20.0
Methyl 9-eicose... 20.204 63.2 ng 22812100 5 21.422 7216380 20.0
Eicosanoic acid... 20.310 51.3 ng 18497900 5 21.422 7216380 20.0
unknown20.351 20.351 38.7 ng 13969900 5 21.422 7216380 20.0
unknown20.410 20.410 33.0 ng 11891900 5 21.422 7216380 20.0
unknown20.475 20.475 33.9 ng 12218600 5 21.422 7216380 20.0
unknown20.610 20.610 50.1 ng 18094300 5 21.422 7216380 20.0
2-(1-Hydroxycyc... 20.910 57.0 ng 20562800 5 21.422 7216380 20.0
Hexadecane 21.104 15.8 ng 5703200 5 21.422 7216380 20.0
Docosanoic acid... 21.233 46.6 ng 16808200 5 21.422 7216380 20.0
Tetracosanoic a... 22.174 19.7 ng 7114710 5 21.422 7216380 20.0
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