LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BGO54875.D

Acqg On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc :

ALS Vvial : 11  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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54875.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.687 402 408 418 rVB 79089 132222 11.38% 1.091%
2 7.303 676 683 691 rBvV 77657 140623 12.11% 1.161%
3 8.149 820 827 835 rvB 173580 297584 25.62%  2.456%
4 9.318 1020 1026 1040 rBV 46698 95664 8.24%  0.790%
5 10.975 1301 1308 1315 rBV 243170 444321 38.25% 3.667%
6 12.620 1583 1588 1596 rVB 9998 16339 1.41% 0.135%
7 12.838 1619 1625 1632 rVB 12210 20710 1.78% ©.171%
8 13.402 1713 1721 1732 rBV 149955 238235 20.51% 1.966%
9 13.960 1806 1816 1822 rBV5 11608 27577 2.37% 0.228%
10 14.101 1834 1840 1845 rBV3 21524 38428 3.31% 0.317%
11 14.160 1845 1850 1855 rVB 10779 16634 1.43% 0.137%
12 14.336 1874 1880 1885 rBV 9890 17762 1.53% 0.147%
13 14.506 1904 1909 1917 rBV2 16427 28518 2.45% 0.235%
14 14.783 1944 1956 1962 rBV 393780 630418 54.27% 5.203%
15 14.847 1962 1967 1973 rVB 26164 41792 3.60%  0.345%
16 15.000 1984 1993 2000 rBV6 4321 12011 1.03% 0.099%
17 15.082 2000 2007 2012 rvv3 6825 13723 1.18% 0.113%
18 15.176 2014 2023 2030 rVB2 25074 46273 3.98% 0.382%
19 15.247 2030 2035 2040 rBv2 11422 18383 1.58% 0.152%
20 15.394 2053 2060 2064 rBV3 10742 21202 1.83% 0.175%
21 15.564 2080 2089 2091 rBV4 8112 17632 1.52% 0.146%
22 15.593 2091 2094 2100 rVB3 9369 12187 1.05% 0.101%
23 15.828 2127 2134 2142 rBV2 52347 90334 7.78% 0.746%
24 16.116 2175 2183 2190 rVB2 10568 24370 2.10% 0.201%
25 16.269 2197 2209 2217 rBV 104898 180257 15.52%  1.488%
26 16.492 2243 2247 2259 rVB5 9355 21440 1.85% 0.177%
27 16.827 2295 2304 2309 rBV3 20635 48115 4.14% ©.397%
28 16.880 2309 2313 2318 rVB3 12707 19412 1.67% 0.160%
29 16.974 2325 2329 2334 rVB 12553 19339 1.66% 0.160%
30 17.062 2335 2344 2347 rBV9 7943 21781 1.87% 0.180%
31 17.186 2360 2365 2369 rVB4 7869 14392 1.24% 0.119%
32 17.250 2372 2376 2383 rVV8 9519 17035 1.47% 0.141%
33 17.350 2388 2393 2399 rVB 25446 41606 3.58% 0.343%
34 17.532 2417 2424 2427 rBV 448390 705208 60.71% 5.821%
35 17.573 2427 2431 2439 rVV 305781 461616 39.74%  3.810%

36 17.662 2441 2446 2451 rVW 76676 114812 9.88% 0.948%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BGO54875.D

Acqg On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc :

ALS Vvial : 11  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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.720 2452 2456 2461 rVB3 13296 24069 2.07% ©0.199%
38 17.938 2486 2493 2500 rBvV 24520 54406 4.68% 0.449%
39 17.991 2500 2502 2507 r\V4 9178 14162 1.22% 0.117%
40 18.043 2507 2511 2515 rVWV 13083 20444 1.76% 0.169%
41 18.114 2518 2523 2528 rVV 20210 37481 3.23% 0.309%
42 18.167 2528 2532 2538 rVWV 129725 163078 14.04% 1.346%
43 18.249 2542 2546 2555 rw 13278 26412 2.27% 0.218%
44 18.402 2567 2572 2577 rBV 58470 102254 8.80% 0.844%
45 18.455 2577 2581 2586 rVB 81394 119666 10.30% 0.988%
46 18.531 2590 2594 2599 rBV 28246 40928 3.52% 0.338%
47 18.602 2599 2606 2610 rBV2 109676 218732 18.83% 1.805%
48 18.801 2635 2640 2644 rBV3 8163 13873 1.19% 0.115%
49 18.843 2644 2647 2652 rBV6 9096 14552 1.25% 0.120%
50 18.895 2652 2656 2660 rVV 41989 60935 5.25% 0.503%
51 18.942 2660 2664 2675 rVB3 21507 46458 4.00% ©0.383%
52 19.025 2675 2678 2682 rBV5 7965 14186 1.22% 0.117%
53 19.142 2689 2698 2702 rBv4 21360 56022 4.82% 0.462%
54 19.189 2703 2706 2710 rBV 22935 32696 2.81% 0.270%
55 19.301 2720 2725 2728 rBV2 493744 668638 57.56% 5.519%
56 19.330 2728 2730 2735 rVB2 365192 447834 38.55% 3.696%
57 19.465 2747 2753 2766 rVB2 150469 241667 20.80%  1.995%
58 19.577 2766 2772 2778 rBV 544890 800771 68.93% 6.609%
59 19.671 2785 2788 2793 rVB3 20309 29209 2.51% 0.241%
60 19.906 2824 2828 2829 rBV 64329 74971 6.45% 0.619%
61 19.941 2829 2834 2841 rVB 511825 774211 66.65% 6.390%
62 20.012 2842 2846 2850 rVB2 32684 48874 4.21% 0.403%
63 20.123 2861 2865 2870 rVB 265684 343780 29.59%  2.837%
64 20.270 2883 2890 2894 rBV2 42721 104089 8.96% ©0.859%
65 20.529 2930 2934 2937 rBV 75095 99075 8.53% 0.818%
66 20.588 2941 2944 2948 rVB 60227 79134 6.81% 0.653%
67 20.723 2964 2967 2972 rBV2 68204 92876 8.00% 0.767%
68 20.776 2973 2976 2984 rVB2 57802 106147 9.14% 0.876%
69 21.827 3147 3155 3160 rBV3 474810 1161654 100.00% 9.588%
70 21.874 3160 3163 3174 rVB 204754 346993 29.87% 2.864%
71 24.130 3541 3547 3555 rBV 126919 388535 33.45%  3.207%
72 25.047 3697 3703 3719 rVB2 151148 459379 39.55% 3.792%

73 25.212 3724 3731 3740 rVB2 241970 679496 58.49% 5.608%

Sum of corrected areas: 12115642
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
BGO54875.D

7 Sep 2022 19:16

: CG/JU

: N4518-01 5X

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

600000

500000

400000

300000

Abundance TIC: BG054875.D\data.ms

10.975

200000 8.149

100000 5.687 7.303

9.318
12.620838

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

600000 19.5779.941
500000
400000 14.783
300000
200000

100000

Abundance TIC: BG054875.D\data.ms

21.827

19.301

17.532 19/330

21.874

17

13.402 18.167;8 602

15.828

o e 1.1

13.50 14.00 14. 50 15. OO 15. 50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

o

Time-->

600000

500000

400000

300000

200000

100000

Abundance TIC: BG054875.D\data.ms

25.212

24.130

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BG@54875.D

Acq On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.167 4.62 ng 163078 Phenanthrene-di0 17.532
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 2532 (18.167 min): BG054875.D\data.ms (-2528) (- | m/z 74.05 100.00%
74.0
5000
43.1
143.1 227.2 N RN
M‘ ‘ ‘ 101.1 185.1 270.4 18.00 18.50
0 _H‘_‘m_wmhuu_‘u_JH_‘H_JH_MHL‘H_‘HM‘H_‘H‘ m/z 87.10 73.67%
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e S
43.0 18.00 18.50
143.0 43.10  32.42%
O ‘ TTTT T 1“‘ T \“‘\‘\ ‘h‘ 1]:?“]\. \(\)\ ‘ T \‘\ T “\ TT \]‘.\7\%\‘()\‘]\-\9\‘9\(\)\\2‘2\3\(\)‘ TTT \2‘\7\9\(‘
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #126208: Methyl tetradecanoate
74.0
18 00 18 50
5000 55.10 26.68%
43.0
143.0 199.0
: o0 180080 220
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester
74.0 18 00 18 50
41.10  23.14%
5000{ 43.0
H ‘ 101.0 1430 1850 228.0
Y ) R0 8 e O .
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BG@54875.D

Acq On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Anthracene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.402 2.90 ng 102254  Phenanthrene-di10 17.532
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 89

Abundance Scan 2572 (18.402 min): BG054875.D\data.ms (-2567) (- m/z 192.10 100.00%

192.1
5000

- L
165.1 18.00 18.50

94.6
. . 139.1
Ol 9 88 b BN Ll w/z 191,05 64.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67021: Anthracene, 1-methyl-
192.0
5000

oo —
18.00 18.50
m/z 189.10  33.53%

83.0 165.0
51150 390 610 | | 11501300 "
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67020: Anthracene, 9-methyl-

192.0
— —
18.00 18.50
5000 ITI/Z 190.10 18.40%
96.0
0 39.0 63\0 Il \“ 1390\16\‘50‘ Hw
A R R A R SR R o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl- — ‘ 4V¥ ‘
192.0 18.00 18.50
m/z 193.16  15.78%
5000
165.0
ol 300 630 960 1390 | o,
R B R R R RARE e
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BG@54875.D

Acq On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 3 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.455 3.39 ng 119666  Phenanthrene-di10 17.532
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
Abundance Scan 2581 (18.455 min): BG054875.D\data.ms (-2577) (- | m/z 192.10 100.00%
192.1
——
so5 946 1390 165.1 ; 18.50
Obr 422 698, | 1890 | Ll 2242 ;10110 59.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000
1850
m/z 189.05 31.08%
165.0
0 39.0 63.0 %0 139.0 |
\\\‘\\\\’\\\\‘\\\1‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl-
192.0
—
18.50
5000 m/z 193.05 17.28%
165.0
0503%) ﬁounsmmo J
R R S ARASREREE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: Anthracene, 1-methyl- *MAf”N e
192.0 18.50
m/z 190.10  16.45%
5000
165.0
0 27.0 63.0 96\0 1390 \‘ iyl A/\
R A RARER e E S R —ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BG@54875.D

Acq On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.602 6.20 ng 218732  Phenanthrene-di0 17.532
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 86
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40
4 1-Aminocyclopentanecarboxylic ac... 361 C18H32C1NO4 1000329-17-0 35
5 Carbonic acid, butyl 2-formyl-4,... 290 C12H12C1204 1000331-42-2 23

Abundance Scan 2606 (18.602 min): BG054875.D\data.ms (-2599) (- | m/z 189.10 100.00%
189.

89.1
5000
94.6

— —
18.50 19.00
63.0 163.0

Ol e e e Al A M 21722430 190,10 97.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0

5000 HN\‘ : s
18.50 19.00

94.0 m/z 192.10  38.37%
ol 310 630 | 13701630 |
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
—— —
18.50 19.00
5000 ITI/Z 191.10 36.93%
94.0
163.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64351: 2,2"-Bis(4,5-dimethylimidazole) —— ==
190.0 18.50 19.00

42.0

m/z 187.10  21.87%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50 19.00

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BG@54875.D

Acq On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 5 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.301 18.96 ng 668638  Phenanthrene-di0 17.532
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99

Abundance Scan 2725 (19.301 min): BG054875.D\data.ms (-2720) (- | m/z 67.10 100.00%
67.1
5000 %
09 1 206 1 T ‘ T T ‘ T
19.00 19.50
263 1
ob— \;\““N‘H‘ M‘h Hhmﬂh i H\ ‘m‘ Ly T METE— ?94] m/z 81.10 86.27%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — SN
19.00 19.50
09.0 m/z 55.10 67.29%
149.0
oL— LM‘ \H‘h‘ ““\ ‘Hh‘“u‘ “ SN T ‘26‘?‘0 ‘29“4‘(:
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
F -
19.00 19.50
5000 ITI/Z 95.10 59.11%
03.0 294.C
ol L ‘ h 1 m | 0‘\‘187022‘09‘ ‘26“‘3“0‘ ‘\"
m/z--> 50 150 200 250
Abundance  #191900: 9,12—Octadecad|enoic acid, methyl ester == T
67.0 19.00 19.50
m/z 41.10 49.58%
5000
29.0 09.0
294.C
ol L - il uh ‘M\wun‘ q‘ L. 2280 263077 - I
m/z--> 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BG@54875.D

Acq On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 6 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.330 12.70 ng 447834  Phenanthrene-d10 17.532
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 95
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 94
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 93
Abundance Scan 2730 (19.330 min): BG054875.D\data.ms (-2728) (- | m/z 55.10 100.00%
55.1
- ii Jt
= —
19711802 22‘2-2 ZGW'l ropy | 1900 19.50
ob—, il e L ST m/z 69.10  66.59%
m/z--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
5000 87.0 T T
19.00 19.50
264.0 m/z 74.10  60.43%
23.0 180.0 222.0 ‘
ok ‘\“ Hn‘ ﬂh\ “\Hm‘ \H\‘H “\h“ " ‘\\ e }‘L e “\‘ ‘2‘9\6‘0
miz—-> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
N L1 W S
19.00 19.50
5000 m/z 41.10 58.47%
O
m/z--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester = T
. 19.00 19.50
m/z 83.10 52.02%
5000
23.0 180.0 222.0 296.0
(] = e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BG@54875.D

Acq On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 7 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.465 6.85 ng 241667  Phenanthrene-die 17.532
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 89
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
5 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 76
Abundance Scan 2753 (19.465 min): BG054875.D\data.ms (-2747) (- | m/z 74.05 100.00%
74.0
5000
143.0 2041 255.2 ‘ \J‘L e
\‘ 1111 298.3 19.50
bl s L b L T sz 87.10 82.86%
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 j j\ j\
19.50
143.0 m/z 43.10 31.74%
|| 1110 199.0  255.0 298.0
O\\\\‘\“\“H\‘ \‘\‘\\“\\\‘\“\\\\‘\‘\\\“\
miz—-> 100 150 200 250 300
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
——
19.50
5000 m/z 55.10 27.65%
28.0
143.0 255.0 298.0
199.0 ‘
0‘ H H \M ‘M\l{l‘l‘o““\“‘\“‘ ‘\“‘w“\‘u“‘\“
miz--> 50 100 150 200 250 300
Abundance #126207: Methyl tetradecanoate T
74.0 19.50
m/z 41.10 21.26%
5000
143.0
T e 0 o
oHH_HM st S N N B SRS
m/z--> 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090722\
Data File : BGO54875.D

Acqg On : 7 Sep 2022 19:16
Operator : CG/JU

Sample : N4518-01 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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|
Hexadecanoic ac... 18.167 4.6 ng 163078 4 17.532 705208 20.0
Anthracene, 1-m... 18.402 2.9 ng 102254 4 17.532 705208 20.0
Phenanthrene, 1... 18.455 3.4 ng 119666 4 17.532 705208 20.0
4H-Cyclopenta[d... 18.602 6.2 ng 218732 4 17.532 705208 20.0
9,12-Octadecadi... 19.301 19.0 ng 668638 4 17.532 705208 20.0
15-Octadecenoic... 19.330 12.7 ng 447834 4 17.532 705208 20.0
Methyl stearate 19.465 6.8 ng 241667 4 17.532 705208 20.0
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