LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7249.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.458 397 403 413 rBV 459271 723351 19.12% 1.823%
2 7.052 666 674 691 rBvV 517367 877982 23.21% 2.213%
3 7.875 807 814 824 rBV 771453 1235071 32.65% 3.113%
4 9.040 1005 1012 1021 rBV 248629 431100 11.40% 1.087%
5 10.475 1249 1256 1263 rBV 17434 42219 1.12% ©.106%
6 10.675 1279 1290 1296 rBV 935192 1619194 42.81% 4.081%
7 10.728 1296 1299 1306 rVB 55468 91321 2.41% 0.230%
8 12.340 1564 1573 1580 rVB 61339 111681 2.95% 0.281%
9 12.557 1603 1610 1620 rBV 83183 182595 4.83% 0.460%
10 13.134 1702 1708 1718 rBV 895835 1327145 35.09%  3.345%
11 13.340 1738 1743 1749 rVB2 64392 104196 2.75% 0.263%
12 13.540 1774 1777 1791 rVB 22045 64758 1.71% 0.163%
13 13.681 1795 1801 1811 rVV3 42092 113828 3.01% 0.287%
14 13.834 1821 1827 1832 rBV 77046 131951 3.49% 0.333%
15 13.887 1832 1836 1845 rVB 48302 81521 2.16% 0.205%
16 13.969 1845 1850 1852 rBV 28142 42944 1.14% 0.108%
17 14.234 1890 1895 1905 rVB 115004 181102 4.79%  0.456%
18 14.410 1920 1925 1932 rVB 72643 97954  2.59% 0.247%
19 14.510 1932 1942 1948 rBV 1461637 2212875 58.50% 5.578%
20 14.575 1948 1953 1960 rVB 94023 163470 4.32% 0.412%
21 14.728 1973 1979 1985 rVB4 22896 54527 1.44% 0.137%
22 14.910 2006 2010 2017 rVB 66876 108815 2.88% 0.274%
23 14.987 2019 2023 2027 rVB 30447 41565 1.10% 0.105%
24 15.128 2042 2047 2051 rVB3 30387 51711 1.37% 0.130%
25 15.298 2069 2076 2079 rBV6 20445 41342 1.09% ©0.104%
26 15.357 2083 2086 2096 rVB2 76278 120643 3.19% 0.304%
27 15.557 2115 2120 2132 rVB2 114452 212857 5.63% 0.537%
28 15.769 2151 2156 2160 rBvV2 45039 62357 1.65% ©.157%
29 15.851 2166 2170 2177 rVB3 32614 58433 1.54% 0.147%
30 15.998 2188 2195 2203 rBV 574266 882140 23.32% 2.223%
31 16.228 2229 2234 2241 rBV2 104335 206950 5.47% 0.522%
32 16.563 2284 2291 2296 rBv2 55220 110136 2.91% 0.278%
33 16.616 2296 2300 2305 rVB3 46830 75911  2.01% 0.191%
34 16.716 2314 2317 2323 rVB3 36409 50346 1.33% 0.127%
35 16.922 2348 2352 2358 rVB3 28648 47686 1.26% ©0.120%

36 17.016 2361 2368 2373 rVV2 100469 172551 4.56% ©.435%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.075 2374 2378 2387 rVB2 103108 183334 4.85% 0.462%
38 17.263 2404 2410 2414 rBV 1728134 2492240 65.89% 6.282%
39 17.304 2414 2417 2424 rVWW 832418 1092987 28.90% 2.755%
40 17.392 2428 2432 2438 rVB 216980 311746 8.24% 0.786%
41 17.457 2438 2443 2447 rBV4 36244 69938 1.85% 0.176%
42 17.669 2475 2479 2487 rBV 59798 95371 2.52% 0.240%
43 17.763 2491 2495 2501 rVwv2 91002 149466 3.95% 0.377%
44 17.839 2505 2508 2516 rVV 66815 102329 2.71% 0.258%
45 17.934 2519 2524 2528 rVWW 566222 697927 18.45% 1.759%
46 17.987 2529 2533 2538 rVB 41228 71160 1.88% 0.179%
47 18.134 2553 2558 2562 rBV2 178494 378147 10.00%  0.953%
48 18.175 2562 2565 2571 rVB 230588 321978 8.51% 0.812%
49 18.251 2575 2578 2583 rvV 88667 117178 3.10% 0.295%
50 18.316 2584 2589 2593 rvv2 283352 513151 13.57% 1.293%
51 18.351 2593 2595 2601 rVB2 156195 182162 4.82% 0.459%
52 18.434 2605 2609 2612 rBV 92162 109154 2.89% 0.275%
53 18.610 2636 2639 2642 rVB2 92465 102980 2.72% 0.260%
54 19.034 2704 2711 2713 rBV2 1659535 2215994 58.59% 5.585%
55 19.063 2713 2716 2727 rVB 1991768 2529137 66.86% 6.375%
56 19.151 2728 2731 2734 rVWV2 76227 116090 3.07% 0.293%
57 19.192 2734 2738 2744 rVB 344492 425648 11.25% 1.073%
58 19.269 2746 2751 2757 rBV 1405669 1821534 48.16% 4.591%
59 19.622 2802 2811 2819 rBV 1369772 2299518 60.79% 5.796%
60 19.816 2840 2844 2848 rVB 1283212 1485119 39.26% 3.743%
61 20.104 2891 2893 2898 rVB2 245283 306851 8.11% 0.773%
62 20.204 2907 2910 2913 rVB 167180 191721 5.07% 0.483%
63 20.257 2917 2919 2923 rVB 144715 164063 4.34% 0.414%
64 21.345 3098 3104 3108 rBV2 2339423 3782523 100.00% 9.534%
65 21.386 3108 3111 3120 rVB 668942 877153 23.19%  2.211%
66 23.022 3385 3389 3394 rBV 430969 832064 22.00%  2.097%
67 23.645 3492 3495 3503 rVB 559496 1021648 27.01% 2.575%

68 23.757 3509 3514 3521 rVB2 1299921 2479950 65.56% 6.251%

Sum of corrected areas: 39674489
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

Abundance TIC: BP007249.D\data.ms
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Abundance TIC: BP007249.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 1 Naphthalene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.557 2.26 ng 182595 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 1-Naphthaleneacetamide 185 C12H11NO 000086-86-2 59

Abundance Scan 1610 (12.557 min): BP007249.D\data.ms (-1603) (- m/z 142.05 100.00%

142.1
5000
N T
63.0 280.6 ‘ 12.50
Obrrrtpibisck b k2032 280.0340.04006  483.9549. /7 141.00  90.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —
12.50
m/z 115.05 34.69%
71.0
O\\\‘”f”‘“\“\‘\“\l\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22142: Naphthalene, 1-methyl-
142.0
— T T I
12.50
5000 ITI/Z 138.95 13.29%
63.0
0 bbbl e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- = :
141.0 12.50
m/z 142.95 11.80%
5000
63.0
oHL;uMm R R e e e aa A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.934 5.60 ng 697927  Phenanthrene-die 17.263
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 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 2524 (17.934 min): BP007249.D\data.ms (-2519) (-  m/z 74.00 100.00%
74.0
5000
143.0 T
Wy T
o"H‘lHuwuw‘_H\' 2951 361.1418.2477.65354  4/; 87.85  72.61%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00
143.0 m/z 43.10  29.06%
by 20
O\\\\‘\\\‘\i‘\l\\\‘\\‘\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—
18.00
5000 m/z 55.05 26.13%
L, 280 o
o+ Jh\u\‘u"w"""mwwH_m,w_m,mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126208: Methyl tetradecanoate —
74.0 18.00
m/z 41.05 21.19%
5000
L, 250 20
ouhWHu‘mWm‘mW‘H‘mWm‘mwm‘mw —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 3 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.134 3.03 ng 378147  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94
Abundance Scan 2558 (18.134 min): BP007249.D\data.ms (-2553) (- m/z 192.05 100.00%
192.1
—— —
94.5 18.00 18.50
0h-35% ikl i did 256, 357.0414.947495347 ;191 65 57.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 ) —
18.00 18.50
m/z 189.10 32.50%
27.0 96.0
O‘H'\'\‘\'\HI[\H‘\]'\HH L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
—r— —
18.00 18.50
5000 m/z 193.05 15.43%
83.0
0‘15(9\‘m‘wm\,\'\m‘,\u\‘\u\‘uu‘\m‘\m‘\m,uw\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl- —— —
192.0 18.00 18.50
m/z 190.05 15.01%
5000
270 %80 |
e e e o~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 4 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.175 2.58 ng 321978 Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 2565 (18.175 min): BP007249.D\data.ms (-2562) (- m/z 192.10 100.00%

192.1
5000
= —
94.7 18.00 18.50
ol 3T0uth il 2810344.2 417.1475.1 8426 /) 191 16 56.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 S —
18.00 18.50
m/z 189.05 30.83%
ol270 960 | |
‘\\\\‘\\\\‘\\\\‘\\1 ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67021: Anthracene, 1-methyl-
192.0
—r— —
18.00 18.50
5000 m/z 193.10 15.79%
83.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl- — —
192.0 18.00 18.50
m/z 190.10 15.57%
5000
27.0 96.0 J
QL et e e e e — P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.316 4.12 ng 513151 Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 92
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 4-Bromothiophene-2-aldehyde 190 C5H3BroS 018791-75-8 52
4 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 25

Abundance Scan 2589 (18.316 min): BP007249.D\data.ms (-2584) (-  m/z 189.05 100.00%

189.1
5000
94.6

18 00 18 50

mi | ]l 268.0 340.9403.0 490.0549.

O bbb bl £R0.0 9920 40S.0 AIODB m/z 190.05  99.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000

— —
00 18.00 18.50
4. m/z 192.16  71.06%

10 ]
O‘\\[\\\l\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
— —4

18.00 18.50
5000 m/z 191.10  56.83%

94.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64990: 4- i

0
Bromothiophene-2-aldehyde
191.0 18 00 18 50
82.0 m/z 94.60 23.57%
0% MM N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 6 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.034 17.78 ng 2215990  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 2711 (19.034 min): BP007249.D\data.ms (-2704) (-  m/z 67.05 100.00%
67.0

5000 /LL
P 5.0 19.00 |
" 206.1263.1 :
0 J“y'%fw"& bbb L3264 420.94900849. ./, g1 .95 g86.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — :
19.00
m/z 55.10 64.21%
50.0
ol L.W 2230 2910
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
T I
19.00
5000 ITI/Z 95.10 60.47%
294.0
' 150.0
ob ML 2200 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- e ‘
67.0 19.00
m/z 41.10 45.31%
) JIL\A
294.0
150.0
b }?m.mox‘ u
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 7 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.063 20.30 ng 2529140  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 2716 (19.063 min): BP007249.D\data.ms (-2713) (-~ m/z 55.10 100.00%

55.1
5000
264.3 — ‘
‘ 11802 | 19.00
ol L "“u"vhw‘l‘wﬂ'wh bl 3220 40194609 5352 /. 69,19  68.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — :
19.00
3.0 m/z 74.00 62.59%
’ ' ’ﬁ "7180.0 264.0
O\\‘\“ ‘\JH\‘H“l\ﬂ‘\ll‘l\““\J“‘A\"\J\\‘\\‘\\\‘\“\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
T \
19.00
5000 ITI/Z 41.10 58.95%
264.0
3.0180.0 ‘
oul‘“‘JMMuﬂﬁ"ﬁ'«%w‘mW\‘H_HWm,uu_m_uw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194418: 12-Octadecenoic acid, methyl ester = :
55.0 19.00
m/z 83.10 56.42%
5000
264.0
‘ ‘ 3.0180.0 \
o‘“M‘JMWM"H!“MM‘Jm_"J_‘H_m‘w_m‘w_ =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP092121.M Thu Sep 30 12:07:18 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 8 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.192 3.42 ng 425648  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 94
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80

Abundance Scan 2738 (19.192 min): BP007249.D\data.ms (-2734) (- m/z 74.00 100.00%
74.0

?

5000
N
143.1 : —
‘ h | 25‘5'2 19.00 19.50
O bl Lt Ly 1 3432 4173 489.1549. 4/, g7 00 76.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197276: Methyl stearate
74.0
5000 —{ — A
19.00 19.50
‘ 143.0 298.0 m/z 43.10 32.75%
O\J’lll\hl”]k30lh\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
—r— —
19.00 19.50
5000 ITI/Z 55.10 28.08%

143.0 255.0

“LJJm,lx\\ Ll ‘

a

o_m,u N N O S
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #214951:Nonadecanok:add,nuﬂhyleﬁer
74.0 19.00 19.50
m/z 41.10 21.36%
5000
143.0
H‘ ’ siao 3120
ol L 20 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92921\
Data File : BP0@7249.D

Acqg On : 29 Sep 2021 17:04
Operator : CG/JU

Sample : M3972-01 5X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Naphthalene, 1-... 12.557 2.3 ng 182595 2 10.675 1619190 20.0
Hexadecanoic ac... 17.934 5.6 ng 697927 4 17.263 2492240 20.0
Phenanthrene, 1... 18.134 3.0 ng 378147 4 17.263 2492240 20.0
Phenanthrene, 2... 18.175 2.6 ng 321978 4 17.263 2492240 20.0
4H-Cyclopenta[d... 18.316 4.1 ng 513151 4 17.263 2492240 20.0
9,12-Octadecadi... 19.034 17.8 ng 2215990 4 17.263 2492240 20.0
9-Octadecenoic ... 19.063 20.3 ng 2529140 4 17.263 2492240 20.0
Methyl stearate 19.192 3.4 ng 425648 4 17.263 2492240 20.0
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