LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc :

ALS Vvial : 20 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©52423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@15327.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.646 411 418 435 rBV 3602360 5465758 11.26% 3.022%
2 7.275 684 695 707 rBV 3431789 5657178 11.65% 3.127%
3 8.110 829 837 844 rBV 911680 1402638 2.89% 0.775%
4 9.293 1029 1038 1050 rBV 2102907 3599497 7.41%  1.990%
5 10.940 1312 1318 1325 rVB 1128314 1840150 3.79% 1.017%

6 13.381 1726 1733 1742 rVB 5190752 7470161 15.39%
7 14.628 1941 1945 1953 rVB 380374 491514 1.01%
8 14.751 1961 1966 1973 rVB 1460395 2198960  4.53%
9 15.581 2102 2107 2112 rBV 584357 729679 1.50%
10 16.245 2215 2220 2226 rVB 3550690 4869243 10.03%

NOR O P
N
[y
o))
R

11 16.439 2249 2253 2262 rBV 748882 1372735
12 17.239 2385 2389 2393 rBV 777380 898447
13 17.510 2430 2435 2439 rBV 1590477 2206867 .55%
14 17.975 2510 2514 2519 rBV 709807 855252 .76%
15 18.157 2539 2545 2549 rVB 14976366 20966904 43.18%

.83%
.85%

(RN RN N}
RPORrROO®
N
N
[
xR

1.591%

16 18.386 2577 2584 2600 rBV 4707667 8420653 17.34%  4.655%
17 18.639 2624 2627 2630 rBV 670100 884595 .82%  0.489%
18 18.669 2630 2632 2641 rVB2 511265 798569 .64%  0.441%
19 18.798 2651 2654 2658 rVB 452254 551302 .14%  0.305%
20 18.892 2667 2670 2676 rVB4 438728 535449 .10%  0.296%

PR R PR

21 19.257 2725 2732 2735 rBV2 20929261 48552274 100.00% 26.841%
22 19.363 2747 2750 2753 rVB 608688 581271 1.20% 0.321%
23 19.404 2753 2757 2762 rVB 11425156 14617089 30.11% 8.081%
24 19.475 2763 2769 2772 rBV 7927846 15623028 32.18% 8.637%

25 19.504 2772 2774 2783 rVV4 7074017 10423104 21.47% 5.762%
26 19.598 2787 2790 2797 rVB 1179395 1609829 3.32% 0.890%
27 19.757 2814 2817 2822 rVB2 574303 676856 1.39% ©.374%
28 20.051 2862 2867 2871 rVB 6069704 7562850 15.58% 4.181%
29 20.322 2911 2913 2916 rBV3 478193 652002 1.34% 0.360%
30 20.351 2916 2918 2924 rVB2 991669 1331231 2.74% 0.736%
31 20.457 2933 2936 2940 rBV 1574849 1807167 3.72%  ©.999%
32 21.069 3036 3040 3045 rBV2 692328 1286412 2.65% 0.711%
33 21.257 3070 3072 3079 rVB 801273 940291 1.94% 0.520%
34 21.386 3091 3094 3099 rVB 1690729 1955703 4.03% 1.081%
35 21.586 3125 3128 3133 rVB 1526376 2055945  4.23% 1.137%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 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-BP052423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 180890603
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP015327.D\data.ms

2e+07
1.5e+07
1e+07

5000000
5.646 7.275

9.293
8.110 10.940

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: BP015327.D\data.ms

19.p57
2e+07

18.157

1.5e+07

le+07 1&,45@1

13.381 18.386
16.245

17.510 | 9
141:;..751 15581 6.439 17.239 17.975 J@M

R e e R S e e e

Time--> 12.00 12,50 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: BP015327.D\data.ms

5000000

2e+07
1.5e+07

1le+07

5000000 21.286586

0\ L ‘ T T ’ L ‘ T T ’ T T ‘ L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ 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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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP052623\

Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexadecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.581 6.64 ng 729679  Acenaphthene-di10 14.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 83

Abundance Scan 2107 (15.581 min): BP015327.D\data.ms (-2102) (- m/z 57.10 100.00%

57.1

%

5000
27.1  226.3 1550
oA UIPIT 2263 30813711 46115211 .7 43.10  70.14%
m/fz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 — :
15.50
m/z 71.10 66.19%
| JF 226.0
0‘\\H‘!“\!\‘f‘f\\\““\*\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

B

Abundance #158597: Nonadecane
57.0
15.50
5000 ITI/Z 85.10 46.02%
‘ 7.0 197.0 268.0
o_‘\“H‘Ju'ﬁu_‘H,‘Hw"_H‘_m_m_mww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane T ‘
57.0 15.50
m/z 41.05 38.23%
- W/J\/“/L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Heptadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.439 12.44 ng 1372740  Phenanthrene-d10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2253 (16.439 min): BP015327.D\data.ms (-2249) (- m/z 57.05 100.00%
57.0
o /\NJ\NAu
1650
127.1 .
o AMLLEIE 2403 3280 4201 5324 L. 4305 73.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 T
16.50
m/z 71.05 66.73%
P 7.0 240.0
O‘\\‘lg"’l‘h\‘l\“\ﬁ[l!‘“\‘H‘\‘\H\l‘\\\\‘H\\‘H\\‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
—
16.50
5000 m/z 85.10 45,22%
0 \‘ |11y 2270 197.0 268.0
e A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 16.50
m/z 41.10 38.63%
5000
0 ‘ | 1270 2110 296.0
R R R e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
BPO15327.D

: 27 May 2023 01:16
: CG/IU
¢ 02937-01

: 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Octadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.239 8.14 ng 898447  Phenanthrene-di10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2389 (17.239 min): BP015327.D\data.ms (-2385) (- m/z 57.10 100.00%
57.1
—— —
711 ) 17.00 17.50
ob ALLLIEL 1962254.3312.1 3963 46545229 17 43.10  70.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
5000 — —
17.00 17.50
m/z 71.05 65.24%
“ PF70 197.0254.0
0\‘\\‘\11\‘[\\{Hl\g\‘\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
—— —
17.00 17.50
5000 m/z 85.05 46.02%
ob bl o 2e0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane 7 —
57.0 17.00 17.50
m/z 41.05 38.14%
- MAML\
| ||‘1270 197.0 2820
Ot b L S — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP052623\

Data File : BP@15327.D

Acqg On : 27
Operator : CG
Sample : 02
Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

May 2023 ©01:16
/3U
937-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Triacontane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.975 7.75 ng 855252  Phenanthrene-di10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 95
2 Heptadecane 240 C17H36 000629-78-7 95
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2514 (17.975 min): BP015327.D\data.ms (-2510) (- m/z 57.10 100.00%
57.1

=

5000
=
71 18.00
ob LRI 1972 2681 3573 44635054 L7110 69.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
5000 ‘ ‘
18.00
m/z 43.10 68.54%
127.0
0 T i \l‘ ! J\i f\l\ i\‘lw %1???(\)\ \2‘6\17\0\‘ %3\‘7\[9\ T \4(\2%\0‘ EEREERRERE

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

-

Abundance #123960: Heptadecane
57.0
==
18.00
5000 ITI/Z 85.10 48.85%
127.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 18.00
m/z 41.10 35.17%
5000
140.0
ob bbb 2280 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

B
2

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\

PO15327.D
7 May 2023 01:16

: CG/JU

0

02

hod
le

ry

2937-01

© Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.157 190.01 ng 20966900  Phenanthrene-d1e 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 83

Abundance Scan 2545 (18.157 min): BP015327.D\data.ms (-2539) (- m/z 74.05 100.00%
74.0
5000
143.1 9272 L —T
‘\ 18.00 18.50
ol bl L 11, | 28513443 425248325414 1/, g7 05 78.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 — SH—
18.00 18.50
143.0 43.10 33.00%
’ ‘ 227.0
O \WQ%‘I\J!I\WJM‘J\“\\W[l\\‘\\\“\\‘\\\l‘\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1800 1850
5000 55.05 29.07%
L, 220 2o
o"‘M‘,‘m‘um‘_H‘_H‘_H‘,‘H‘,w,w,w,w,‘
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester
74.0 1800 1850
41.05 27.68%
5000
143.0
Ll T 2280
s o e e O
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\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.386 76.31 ng 8420650  Phenanthrene-d10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2584 (18.386 min): BP015327.D\data.ms (-2577) (- m/z 73.00 100.00%

3

5000 i
213 2 — A
m ‘ 2 18.00 18.50
P P Wi M L4 |, 306,1365242424804 549 0 43 00 g1.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
18.00 18.50
H 213.0 m/z 60.00 80.87%
O‘\\\\I"‘\L‘"\“\“\\‘\1!\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— =
18.00 18.50
5000 ITI/Z 41.10 68.74%

L 228.0
0\ ’\J }hmhn\xu ‘\

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

-

Abundance #126199: Pentadecanoic acid
73.0 18.00 18.50
m/z 55.05 67.60%
5000
L 199.0
L5 }H )
o‘m,"“u‘H#"PJMHWw‘w_m_m_mww = —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Docosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.639 8.02 ng 884595  Phenanthrene-di10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Heptacosane 380 C27H56 000593-49-7 96
3 Heptadecane 240 C17H36 000629-78-7 95
4 Hexadecane 226 C16H34 000544-76-3 95
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 94

Abundance Scan 2627 (18.639 min): BP015327.D\data.ms (-2624) (- m/z 57.10 100.00%
7.1

5
5000

T U
HZTI

L6t 1850 19.00
b L 90 2821 3814 4591 5357 nyz 43.10  69.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
57.0

5000 —— —
18.50 19.00

m/z 71.10 67.14%

me 1970 3100
O‘\H!"\J\‘\‘i\l‘\I\J\J‘A\‘\\l\“.\l\‘\‘\“\H\‘\MH‘HH‘HH‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane

57.0

T —
18.50 19.00

o

5000 m/z 85.10 48.31%
ol 4l 1270 197.0 2670  380.0
A A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T —
57.0 18.50 19.00

m/z 41.10 34.12%

5000 W}\kaxl\
U170 2400

Okt e e e e e ‘ —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP052423.M Tue May 30 14:16:10 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benz[a]acridine, 1@-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.669 7.24 ng 798569  Phenanthrene-di10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]acridine, 10-methyl- 243 C18H13N 003781-67-7 64
2 Lyxofuranose, 5-0-trityl-, triac... 518 C30H3008 103419-92-7 53
3 9H-Carbazole, 9-phenyl- 243 C18H13N 001150-62-5 53
4 Benzene, 1,1',1''-ethylidynetris- 258 C20H18 005271-39-6 52
5 1-Cyclohexyldimethylsilyloxydode... 326 C20H420Si 1000281-96-3 50

Abundance Scan 2632 (18.669 min): BP015327.D\data.ms (-2630) (- m/z 243.20 100.00%

248.2
5000
67.0

T
’ 173. 18.50 19.00
hl\h.\ bl

3231 4182 . ,
Mbibadsl gk 323 4182 8205 s 67,00 35.94%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127379: Benz[a]acridine, 10-methyl-
243.0

5000

o

7
18.50 19.00
m/z 55.10 34.54%

126.0
Il bt
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #340649: Lyxofuranose, 5-O-trityl-, triacetate
248.0

o

43.0 —r —
18.50 19.00
5000 m/z 81.10 31.74%
165.0
105.0
obn L \‘y\ 113010 399.04580518.0
R e B S R L A SR RS EE L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127370: 9H-Carbazole, 9-phenyl- —— ——
243.0 18.50 19.00

m/z 41.00 22.12%

5000
51.0 121.0
Wl

L |

0] SIS Y A R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP052423.M Tue May 30 14:16:11 2023 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Meth
Quant Titl

TIC Librar

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
BPO15327.D

May 2023 ©01:16

: CG/JU
: 02937-01

. 20

od
e

y

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Methyl tetradecanoate Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
18.798 5.00 ng 551302  Phenanthrene-d10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl tetradecanoate 242 C15H3002 000124-10-7 70
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 55
3 Methyl stearate 298 C19H3802 000112-61-8 55
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 49
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 46

Abundance Scan 2654 (18.798 min): BP015327.D\data.ms (-2651) (- m/z 239.15 100.00%
74.0 239.2
5000
143.1 == ==
T 18.50 19.00
o_m,m\\ bl fpid . |, 207:1357.3 423.14812 849, /0 74 65 99.55%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126207: Methyl tetradecanoate
74.0
5000 ——
18.50 19.00
l 143.0 m/z 87.00 72.51%
Ol.lWMV’HL\WJl}ll
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
| W W
18.50 19.00
5000 m/z 43.10 36.47%
143.0 284.0
ol M\zmw
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197271: Methyl stearate 1 ]
74.0 18.50 19.00
m/z 41.00  25.59%
5000
143.0
‘ 298.0
0 TR =V, | S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP052423.M Tue May 30 14:16:12 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.257 440.01 ng 48552300  Phenanthrene-di10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 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 2732 (19.257 min): BP015327.D\data.ms (-2725) (- m/z 67.10 100.00%

6
5000

Ll Iﬁf.\ll 20 207 1900 1950
ol LhUMLLLLLEP2.2 | ) 33423035 47448314 ./, g1 19  91.63%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0

5000 — S
19.00 19.50

m/z 95.05 65.17%

5.0
O\““‘\‘H\"““F‘ﬁ‘“‘\}\l\‘\\‘\\\\2‘6\“2\'\0\“\\\\‘H\\‘\\\\‘\H\‘\\\\‘\
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 19.50

5000 m/z 55.10 60.03%

294.0
150.0
LiilL,, 2200
0 H‘_‘Hyucwumcw§u‘ﬂu‘_‘u‘H‘W‘H‘_‘H“H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #19

1908: 10,13-Octadecadienoic acid, methyl ester T T
67. 19.00 19.50

m/z 41.10 50.50%

5000
294.0
O, o
\lhd \J“wh‘ \‘\ ), 2200 | |

0! L5 — e
miz--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP052423.M Tue May 30 14:16:13 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 9,12,15-Octadecatrienoic ac... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

19.363 5.7 ng 581271 Phenanthrene-dio 17.510

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 99
,10,13-Hexadecatrienoic acid, m... 264 C17H2802 056554-30-4 94
,12,15-Octadecatrien-1-0l1, (Z,Z... 264 C18H320 000506-44-5 93
,8,11,14-Heptadecatetraene, (Z,... 232 C17H28 010482-53-8 93
,12,15-0Octadecatrienoic acid, (... 278 C18H3002 000463-40-1 91

Abundance Scan 2750 (19.363 min): BP015327.D\data.ms (-2747) (- m/z 79.00 100.00%

79.0
5000

T
19.00 19.50

‘ 264.1 :
ol MWW‘}gf}Hu 004115 4905548, 55 10 74.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #189452: 9,12,15-Octadecatrienoic acid, methyl ester, (Z
79.0
5000 = ——
19.00 19.50

m/z 67.00 64.61%

135.0
o 236.0292.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153373: 7,10,13-Hexadecatrienoic acid, methyl ester
79.0

T
19.00 19.50

5000 m/z 41.10 56.00%
135.0
‘ h\ 208.02640
0+ ‘HmuﬂLwamw‘L\w\u\_\u‘\u\_\u‘u\\_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153474: 9,12,15-Octadecatrien-1-ol, (Z,Z,2)- = ——
79.0 19.00 19.50

m/z 95.10 51.73%

5000
Sl | 1350 208.0264.0

i i b A

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP052423.M Tue May 30 14:16:14 2023 Page: 14



Data Path : Z:\
Data File : BP@

Acqg On : 27
Operator : CG/
Sample : 029

Misc
ALS vial : 20

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP052623\
15327.D

May 2023 01:16

Ju

37-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Methyl stearate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.404 132.47 ng 14617100  Phenanthrene-d1e 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

005129-58-8 89
007132-64-1 87

4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002
5 Pentadecanoic acid, methyl ester 256 C16H3202

Abundance Scan 2757 (19.404 min): BP015327.D\data.ms (-2753) (- m/z 74.00 100.00%

74.0

=

5000
143.1 —
‘ ‘ | l 255 3 19.50
o_Mu‘L‘H»u‘”_‘H_‘mm???-4_?19?:4“‘55:3?‘1‘515‘_ m/z 87.00  79.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197277: Methyl stearate
74.0
5000 ]
143.0 298.0 19.50
m/z 43.10 37.08%
LS.“
O‘\\\O\“ILTA‘WMWHV}W[\f!l\E‘W\W\\l‘\\n\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester

-

74.0
19.50
5000 m/z 55.10 29.91%
143.0 298.0
MR
mlz--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126207: Methyl tetradecanoate T
74.0 19.50
m/z 41.10 26.71%
5000
‘ 143.0
211.0
olslllly ., 259 IS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052423.M Tue May 30 14:16:15 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.598 15.66 ng 1609830  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 2790 (19.598 min): BP015327.D\data.ms (-2787) (- m/z 73.00 100.00%

73.0
5000
185.1

—r —
‘ H \ \2843 ] 19.50 20.00
obr ML Ll )| 343.2404.4 48355442 o 4306 93,38
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 S _—
19.50 20.00

m/z 60.00 80.91%

185.0 284.0
0\‘WMW ﬁ‘f“HJW"‘W"W“»\‘”‘\‘”‘\”“W“‘W“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
T

T
19.50 20.00
5000 m/z 57.10 77 .27%
199.0
ol |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid 7 —
60.0 19.50 20.00

m/z 41.10 70.39%

5000 129.0 M
213.0
[ HH'HM‘H\ L \

Ot ‘H‘“"w"“‘H‘““H““‘_““‘H““‘w‘ e :
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP052423.M Tue May 30 14:16:16 2023 Page: 16



Data Path :
Data File : BP
Acqg On : 27
Operator : CG
Sample : 02
Misc

ALS vial : 20
Quant Method
Quant Title
TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\

015327.D

May 2023 ©01:16
/3U

937-01

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 9,11-Octadecadienoic acid,

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
19.757 6.58 ng 676856  Chrysene-di12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 95
2 n-Propyl 9.cis.,11.trans.-octade... 322 C21H3802 1000336-72-6 91
3 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 89
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 89
5 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 89

Abundance Scan 2817 (19.757 min): BP015327.D\data.ms (-2814) (- m/z 67.00 100.00%
67.0

5000

.

—
h > 294.3 19.50 20.00
NRAR!

0 MAL2OE L 4023 5064 . g110  68.45%

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
19.50 20.00
m/z 59.00 60.99%
294.0
O\HAM[ JMh\"?ZOO'\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #227199: n-Propyl 9.cis.,11.trans.-octadecadienoate
67.0
T T T T /\\ T T T
19.50 20.00
5000 m/z 55.10  46.15%
322.0
35.0 263.0
I\ ‘ hi”lm L1250, ‘\ ‘.

o

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

-

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

67.0 19.50 20.00
m/z 95.10 45.62%
5000
294.0
0.0

P - ‘J‘Wm?ﬁ??_mwH_ww_ww_ LS T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP052423.M Tue May 30 14:16:17 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Heptacosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
20.322 6.34 ng 652002  Chrysene-di12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Hexadecane 226 C16H34 000544-76-3 89

Abundance Scan 2913 (20.322 min): BP015327.D\data.ms (-2911) (- m/z 57.10 100.00%
57.1

5000
— ——
‘ |7 Zﬁ’-l s101 3973 20.00 20.50
O h bbb gl s bbb 31T 3973 47155364 s 43,10 80.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 — e
20.00 20.50
m/z 71.10 76.56%
127.0
O\\J\‘\“‘\J\‘\A\'l‘\fl\\‘“\‘\l\gz.\o\\z?‘ﬂh\o\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\

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

Abundance #287977: Heptacosane
57.0
— ——
20.00 20.50
5000 m/z 85.10 53.72%
0 (L2270 197.0 2670 380.0
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo- “ T
57.0 20.00 20.50
m/z 55.10 38.39%
5000
225.0
‘ Pfro |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP052423.M Tue May 30 14:16:18 2023

Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 11-Eicosenoic acid, methyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.351 12.95 ng 1331230  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 87
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 72
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 58
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 58
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 58
Abundance Scan 2918 (20.351 min): BP015327.D\data.ms (-2916) (- m/z 55.10 100.00%
55.1
5000
— ——
{ Fs 1 o0gq 2928 20.00 20.50
O o MMl sl v o | 36124253 4914 069 10 72.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229555: 11-Eicosenoic acid, methyl ester
55.0
5000 292.0 — —
20.00 20.50
30 2080 ‘ m/z 83.10  59.46%
0‘\\\\“\‘ “‘h\m\{\\"\\A\I\‘!\I\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194445: 9-Octadecenoic acid, methyl ester, (E)-

55.
— —
264.0 20.00 20.50 )
5000 m/z 41.10 57.48%
3.0
AL —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194421: 14-Octadecenoic acid, methyl ester — —
55.0 20.00 20.50
m/z 97.10 52.76%
5000
264.0
oM’ww‘w‘*M“'H'uum'mwhwm_m‘mwm_m_ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Methyl 18-methylnonadecanoate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.457 17.58 ng 1807176  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 93
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
3 Methyl stearate 298 C19H3802 000112-61-8 93
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 91
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87

Abundance Scan 2936 (20.457 min): BP015327.D\data.ms (-2933) (- m/z 74.00 100.00%
74.0
5000 IVAA
143.1
‘ \ ‘ 283.3 2050
or-4! A Ml 3191 | 136024204 492.1549. 87.00  76.99%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #232224:Meﬂwl184nemymonadecanoam
74.0
5000
326.0 2050
143.0 m/z 43.10 41.60%
O J\HJHHH ‘l\‘\l\\\}[ \I\J\ \“\\‘\‘\\\ ‘ \\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
—
20.50
5000 m/z 55.10 31.70%
143.0 284.0
0 ‘H_mumhH‘%2]7‘?”mw_”wWm_m_
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #197275: Methyl stearate T
74.0 20.50
m/z 41.10 26.31%
5000
143.0
h | \ 255.0
0 H‘JJMHM\W‘HM\H‘WMH‘_‘H‘H‘W‘H‘_“w‘u‘_ —
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\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Naphthalene, decahydro-1,1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.069 12.51 ng 1286410  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,1-dimet... 166 C12H22 035431-04-0 53
2 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 38
3 N-Isobutyl-(2E,4E,8Z,10Z)-dodeca... 247 C16H25NO 077448-63-6 38
4 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 38
5 Thiazolo[5,4-d]pyrimidine, 7-met... 151 C6H5N3S 013316-06-8 25
Abundance Scan 3040 (21.069 min): BP015327.D\data.ms (-3036) (- 81.00 100.00%
1 \/M\/\MJ\MNAA/\
5000
LN T
308.2 21.00

ol 375.2_448.3509.6 95.00  96.03%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41565: Naphthalene, decahydro-1,1-dimethyl-
8}.0 151.0

5000

T T T
21.00

‘ m/z 151.05  78.64%
)

.” ‘ J} \J L
\\11‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41580: trans,cis-1,8-Dimethylspiro[4.5]decane
95.0

o

21 00
5000 m/z 55.10 54.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #132111: N-Isobutyl-(2E,4E,8Z,10Z)-dodecatetraenamide P |
81.0 21.00
m/z 67.00 50.80%
5000 167.0
I
0“H“"nWaH"‘H"H‘y‘u“‘u“‘u“H“‘H“‘H“_ —
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\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16

Operator : CG/JU

Sample : 02937-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 1-Docosene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.257 9.15 ng 940291  Chrysene-di12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 91
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
4 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 91
5 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 90

Abundance Scan 3072 (21.257 min): BP015327.D\data.ms (-3070) (- m/z 57.10 100.00%
57.1
5000
F51 21.00 2150
228.1 : :
0bem ,“|‘Wmw_‘.u‘_“37?9‘?“"495-%“”‘5‘1‘3-9“ m/z 43.10  76.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209740: 1-Docosene
57.0
5000 é 06 é \d
1bs o 308.0 1. 1.5
m/z 71.10 63.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234313: Oxalic acid, propyl tetradecyl ester
43.0
—— —
21.00 21.50
5000 m/z 55.05 61.32%
‘ 241.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126386: 1-Decanol, 2-hexyl- — —
57.0 21.00 21.50
m/z 83.10 51.71%
5000
o ‘ J.‘.Hl%o
_‘H,H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘w‘ P ——
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\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16

Operator : CG/JU

Sample : 02937-01

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20

Docosanoic acid, methyl ester

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.386 19.02 ng 1955700  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 90
3 Methyl stearate 298 C19H3802 000112-61-8 87
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 80

Abundance Scan 3094 (21.386 min): BP015327.D\data.ms (-3091) (- m/z 74.00 100.00%
74.0
5000
143.1 Ao LA
‘ 2412 311.3 21.00 21.50
o"W‘H‘Humu‘m_‘H"‘H‘M‘?’??f’w_f‘???w m/z 87.00  79.85%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #264182: Docosanoic acid, methyl ester
74.0
N
5000 = e
354.0 21.00 21.50
143.0 m/z 43.10 43.39%
O T\‘\“\hmlllzs{so
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #264191:Meﬂwl204neﬂwhhenemosanoam
74.0
— —
21.00 21.50
5000 m/z 55.10 30.29%
143.0 354.0
255.0 ‘
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #197275: Methyl stearate “ T
74.0 21.00 21.50
m/z 57.10  27.23%
5000
143.0
h | \ 255.0
0 H‘JJMHM\W‘HuL“WMH‘_‘H‘H‘W‘H‘_‘H‘H‘W‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15327.D

Acqg On : 27 May 2023 01:16
Operator : CG/JU

Sample : 02937-01

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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|
Hexadecane 15.581 6.6 ng 729679 3 14.751 2198960 20.0
Heptadecane 16.439 12.4 ng 1372740 4 17.510 2206870 20.0
Octadecane 17.239 8.1 ng 898447 4 17.510 2206870 20.0
Triacontane 17.975 7.8 ng 855252 4 17.510 2206870 20.0
Hexadecanoic ac... 18.157 190.0 ng 20966900 4 17.510 2206870 20.0
n-Hexadecanoic ... 18.386 76.3 ng 8420650 4 17.510 2206870 20.0
Docosane 18.639 8.0 ng 884595 4 17.510 2206870 20.0
Benz[a]acridine... 18.669 7.2 ng 798569 4 17.510 2206870 20.0
Methyl tetradec... 18.798 5.0 ng 551302 4 17.510 2206870 20.0
9,12-Octadecadi... 19.257 440.0 ng 48552300 4 17.510 2206870 20.0
9,12,15-0Octadec... 19.363 5.3 ng 581271 4 17.510 2206870 20.0
Methyl stearate 19.404 132.5 ng 14617100 4 17.510 2206870 20.0
Octadecanoic acid  19.598 15.7 ng 1609830 5 21.586 2055950 20.0
9,11-Octadecadi... 19.757 6.6 ng 676856 5 21.586 2055950 20.0
Heptacosane 20.322 6.3 ng 652002 5 21.586 2055950 20.0
11-Eicosenoic a... 20.351 12.9 ng 1331230 5 21.586 2055950 20.0
Methyl 18-methy... 20.457 17.6 ng 1807170 5 21.586 2055950 20.0
Naphthalene, de... 21.069 12.5 ng 1286410 5 21.586 2055950 20.0
1-Docosene 21.257 9.2 ng 940291 5 21.586 2055950 20.0
Docosanoic acid... 21.386 19.0 ng 1955700 5 21.586 2055950 20.0
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