LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BGO@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc :

ALS Vvial : 16 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56179.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.377 8 15 21 rVB3 13194 23643 1.98% 0.196%
2 5.386 352 357 364 rBV 19902 30674 2.57% 0.254%
3 5.856 431 437 445 rVB 113960 189211 15.84% 1.569%
4 7.466 704 711 720 rBV 122777 212126 17.76%  1.759%
5 8.336 853 859 867 rVB 194659 329292 27.57% 2.731%
6 9.511 1052 1059 1064 rBv2 66220 121687 10.19% 1.009%
7 11.109 1327 1331 1334 rBV3 12782 18490 1.55% 0.153%
8 11.168 1334 1341 1348 rVV 248278 446806 37.40%  3.705%
9 11.984 1473 1480 1485 rVB6 5495 12342 1.03% 0.102%
10 12.055 1485 1492 1498 rBV6 5879 14595 1.22% 0.121%
11 12.343 1533 1541 1544 rBV4 9252 15956 1.34% 0.132%
12 12.531 1568 1573 1577 rBV4 21218 33077 2.77% 0.274%
13 12.801 1614 1619 1623 rVB2 8938 13684 1.15% 0.113%
14 13.013 1650 1655 1657 rBV3 9141 13665 1.14% 0.113%
15 13.036 1657 1659 1664 rVB4 11927 14099 1.18% 0.117%
16 13.465 1726 1732 1736 rVV5 6398 13359 1.12% 0.111%
17 13.571 1743 1750 1756 rBV 254258 381880 31.97% 3.167%
18 13.747 1774 1780 1785 rBV3 25517 39000 3.26% 0.323%
19 13.888 1798 1804 1810 rVBS5 6818 13702 1.15% 0.114%
20 14.111 1836 1842 1844 rBV5 7898 13987 1.17% 0.116%
21 14.270 1864 1869 1873 rVV4 14413 25143 2.10% 0.209%
22 14.317 1873 1877 1881 rVV5 12869 18383 1.54% 0.152%
23 14.399 1882 1891 1895 rVVv8 14731 31416 2.63% 0.261%
24 14.446 1895 1899 1904 rVVe6 8064 13734 1.15% 0.114%
25 14.517 1904 1911 1915 rBV7 9766 19665 1.65% 0.163%
26 14.805 1956 1960 1964 rBV2 30363 37843 3.17% 0.314%
27 14.946 1976 1984 1991 rVB 445887 713616 59.74% 5.918%
28 15.010 1991 1995 1998 rVV5 9912 14403 1.21% 0.119%
29 15.151 2012 2019 2023 rBV6 5649 12554 1.05% 0.104%
30 15.328 2047 2049 2058 rVB6 11119 21564 1.81% 0.179%
31 15.404 2058 2062 2069 rBV6 11374 23752  1.99% 0.197%
32 15.486 2071 2076 2080 rVBS8 7959 12963 1.09% 0.107%
33 15.551 2080 2087 2089 rBV8 11768 21109 1.77% 0.175%
34 15.604 2093 2096 2102 rVB5 8235 12577 1.05% 0.104%
35 15.751 2116 2121 2127 rVB 35871 50968 4.27% 0.423%
36 15.986 2149 2161 2167 rBV5 20394 51348 4.30% 0.426%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BGO@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc :

ALS Vvial : 16 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.150 2181 2189 2192 rBV1e 10783 21577 1.81% ©.179%
38 16.420 2229 2235 2242 rVB2 174565 269706 22.58% 2.237%
39 16.608 2262 2267 2271 rBvV3 36882 62391 5.22% 0.517%
40 17.026 2336 2338 2342 rVB3 9576 12741 1.07% 0.106%
41 17.255 2374 2377 2384 rVB7 6727 15017 1.26% 0.125%
42 17.325 2384 2389 2395 rBV6 10996 22637 1.90% 0.188%
43 17.396 2397 2401 2407 rVV2 31023 46984 3.93% 0.390%
44 17.454 2407 2411 2414 rW5 14217 22664 1.90% 0.188%
45 17.496 2415 2418 2424 rVB 14014 21874 1.83% 0.181%
46 17.678 2442 2449 2454 rBV 553450 888000 74.34% 7.364%
47 17.725 2454 2457 2462 rVB 134284 187229 15.67% 1.553%
48 17.813 2468 2472 2477 rBV 27397 45104 3.78% ©0.374%
49 17.872 2477 2482 2486 rVBS8 14657 25025 2.09% 0.208%
50 18.136 2523 2527 2532 rBV2 29294 35650 2.98% 0.296%
51 18.183 2532 2535 2540 rVV6 20494 25497  2.13% 0.211%
52 18.259 2544 2548 2551 rVv2 17678 24964 2.09% 0.207%
53 18.306 2551 2556 2566 rVB 211292 263169 22.03%  2.182%
54 18.400 2568 2572 2578 rBV4 14368 30509 2.55% 0.253%
55 18.524 2589 2593 2596 rBV2 91115 134861 11.29% 1.118%
56 18.594 2602 2605 2610 rVB 69167 90937 7.61% 0.754%
57 18.677 2615 2619 2623 rVB2 21393 29714  2.49%  0.246%
58 18.735 2624 2629 2634 rVV2 59215 129755 10.86% 1.076%
59 18.776 2634 2636 2640 rVV2 39714 44611 3.73% 0.370%
60 18.818 2640 2643 2646 rVB4 21175 24670 2.07%  0.205%
61 19.035 2676 2680 2683 rBV 30293 42049  3.52% 0.349%
62 19.076 2684 2687 2696 rVB6 23945 44857 3.76% 0.372%
63 19.270 2714 2720 2724 rBV6 21710 45973 3.85% 0.381%
64 19.329 2726 2730 2733 rBV2 29418 37973 3.18% 0.315%
65 19.364 2734 2736 2740 rVB2 20883 19622 1.64% 0.163%
66 19.429 2743 2747 2749 rBV 340078 416722 34.89% 3.456%
67 19.464 2749 2753 2756 rVV2 822213 1055851 88.39% 8.756%
68 19.493 2756 2758 2764 rVB6 56310 70177 5.87% 0.582%
69 19.587 2769 2774 2779 rBV2 179420 226921 19.00% 1.882%
70 19.640 2779 2783 2785 rBV3 79876 107688 9.02% 0.893%
71 19.670 2785 2788 2791 rVW 212606 268930 22.51% 2.230%
72 19.711 2791 2795 2800 rVB 258965 378183 31.66% 3.136%
73 20.034 2847 2850 2851 rBV2 30070 30956 2.59% 0.257%
74 20.069 2852 2856 2863 rVV 306529 462634 38.73% 3.836%
75 20.140 2865 2868 2873 rVB 40040 50998 4.27% 0.423%

76 20.251 2882 2887 2892 rVB 428793 542072 45.38%  4.495%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BGO@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS Vvial : 16 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 20.657 2952 2956 2961 rBV3 30524 60701 5.08% 0.503%
78 20.715 2962 2966 2970 rVB 53970 71317 5.97% 0.591%
79 20.850 2987 2989 2993 rw 49666 62677 5.25% ©.520%
80 20.903 2995 2998 3006 rVB2 58476 107867 9.03% 0.895%
81 21.979 3172 3181 3186 rBV3 552166 1194524 100.00%  9.906%
82 22.026 3186 3189 3198 rVB 115967 193348 16.19% 1.603%
83 24.335 3576 3582 3584 rBV2 57065 115503 9.67% 0.958%
84 25.439 3760 3770 3779 rBV2 304774 943667 79.00%  7.826%

Sum of corrected areas: 12058809
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056179.D\data.ms

800000
700000
600000
500000
400000

300000 11.168

200000 8.336

5.856 7.466
100000 9.511

377 5.386 ﬁ 11.109 11%.@-@.3@@

0\‘\\\\‘\\\\‘\\\\‘\\\/}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T%
Time--> 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

Abundance TIC: BG056179.D\data.ms

19.464
800000

700000 21.979
600000 17.678

20.251
500000

14.946
400000 19.429 20.06

300000/ 43 571

200000

100000

o M

Time--> 13.50 14.00 14.50 15.00 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
Abundance TIC: BG056179.D\data.ms

22026
13.4 %@;{gmw@

o

800000
700000
600000
500000
25.439
400000
300000
200000 24.335

100000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time-->  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\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39

Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.306 5.93 ng 263169  Phenanthrene-di10 17.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
3 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 93
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80

Abundance Scan 2556 (18.306 min): BG056179.D\data.ms (-2551) (- m/z 74.00 100.00%
74.0
5000
1430 2211 T T
| ‘ ‘ 270.1 18.00 18.50
ol “”‘ Wila e L M‘ \ b b S 3252367 Ty 87,00 77.71%
miz--> 100 150 200 250 300 350
Abundance #109335: Tridecanoic acid, methyl ester
74.0
5000 T T ‘/\"\\ T
18.00 18.50
143.0 m/z 227.10  23.69%
185.0
iy LT 2280
0\\\\‘\\"\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
- oo
18.00 18.50
5000 m/z 143.00  16.96%
143.0
‘ “ | ‘ 185.0 227.0 270.0
ol e
m/z--> 50 100 150 200 250 300 350
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 18.00 18.50
m/z 43.00 16.90%
5000 270.0
143.0 227.0
‘ 1850
O\\“\ \‘\‘u‘w\ u‘\“ \“\‘\\‘ L ‘\“‘\‘\H\‘\ “‘ S |
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.524 3.04 ng 134861 Phenanthrene-di10 17.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Pentadecanoic acid 242 C15H3002 001002-84-2 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 27

Abundance Scan 2593 (18.524 min): BG056179.D\data.ms (-2589) (- | m/z 73.00 100.00%
73.0

2131

5000 128.9
41.0

[

L wmm

18.50

O b L m/z 59.95 52.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
M L AoA A
5000 T T T T T T
213.0 18%0 |
‘ 157.0 185.0 m/z 213.10  49.31%
0 ’1
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid
73.0
43.0 18.50
5000 129.0 m/z 128.95 43.12%
171.0
|
AT ot O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0 18.50
43.0 m/z 71.00 40.43%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 3 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.594 2.05 ng 90937  Phenanthrene-d1e 17.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 81
Abundance Scan 2605 (18.594 min): BG056179.D\data.ms (-2602) (- | m/z 192.00 100.00%
192.0
5000 M
58%6 |
944 450 -
-2 Y N v R “‘ - 249.22841 3270 0 191,00 64.73%
m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 e i
18.50
m/z 189.00  26.22%
94.0
0 L \51‘.9‘\ \‘\M‘ L \1‘\51“2.\?\‘\““ T T ‘ T T ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #67021: Anthracene, 1-methyl-
192.0
RN \
18.50
5000 m/z 190.00 17.74%
83.0
ol 30 L e )
m/z--> 50 100 150 200 250 300
Abundance #67020: Anthracene, 9-methyl- el poacts
192.0 18.50
m/z 193.05 17.34%
5000
96.0
0 39.0 Lol \“ 15\29‘ M‘
— e e T
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 4 1H-Cyclopropa[l]phenanthren... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.735 2.92 ng 129755  Phenanthrene-di10 17.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 60
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 60
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 58
4 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 53
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 53

Abundance Scan 2629 (18.735 min): BG056179.D\data.ms (-2624) (- | m/z 192.00 100.00%

192.0
5000
1850  19.00
94.8 : -
, 150. ,
ob 382l 4 il 26292948 10191 00 66.29%
miz--> 50 100 150 200 250 300

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0

-

5000 \

‘ e
18.50 19.00
m/z 188.95 60.65%

,270 630 %0 1390 |
T T T ‘ T T T ‘ T T T ’ T T L ‘ T T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #67020: Anthracene, 9-methyl-
192.0
Py =
18.50 19.00
5000 m/z 189.95 46.12%
96.0
63.0 152.
LU N I —
m/z--> 50 100 150 200 250 300
Abundance #67042: Phenanthrene, 4-methyl- el oty
192.0 18.50 19.00

m/z 164.95 17.81%

5000

©
N
o

0 230 L \‘ M 1399 h“ L h‘
L B e e A L A A S S B — —
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39

Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
: 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 5 11,14-Octadecadienoic acid,... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.429 9.39 ng 416722  Phenanthrene-d10 17.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 11,14-Octadecadienoic acid, meth...

2 Methyl 10-trans,12-cis-octadecad..

3 9,12-Octadecadienoic acid, methy...

4 Isopropyl linoleate
5 2-Chloroethyl linoleate

294 C19H3402

. 294 (C19H3402

294 C19H3402
322 C21H3802

342 C20H35C102

056554-61-1 97
1000336-44-2 93
002566-97-4 92
022882-95-7 91
025525-76-2 90

Abundance Scan 2747 (19.429 min): BG056179.D\data.ms (-2743) (- m/z 81.00 100.00%
81.0
5000
41.0
135.0 2001 e, 1950
0 JMWMMHWWﬁ%@$wMJM““‘W“‘E129“‘ m/z 67.00 98.76%
miz--> 50 100 150 200 250 300
Abundance  #191911: 11,14-Octadecadienoic acid, methyl ester
67.0
5000 RN
19.50
09.0 2040 m/Z 95.00 72.67%
| 1500 2200 T
0 “H\‘ \M\“h ‘h \“\H\ T T T T \“\ T \“ L
miz--> 50 100 150 200 250 300
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0
—
19.50
5000 m/z 79.00  51.64%
09.0 294.0
“ 150.0
o bbbl g [ 00 L
m/z--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) =
67.0 19.50
m/z 81.95 48.14%
5000
09.0
0 At w20 J
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.464 23.78 ng 1055850  Phenanthrene-d10 17.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 98
Abundance Scan 2753 (19.464 min): BG056179.D\data.ms (-2749) (-~ ' m/z 69.00 100.00%
69,0
264.1
5000 1.0 2222
180.1 =
‘ 19.50
0! h\”\\‘\ \‘\‘ s ‘u\ ol \h A u A ‘2‘9%1‘3‘3‘1 -" m/z 74.00 96.96%
m/z--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
5000 R
70 19.50
264.0 m/z 83.00 86.96%
1380 180.0 2220 ‘
0! ﬂ““k ??%9“‘
m/z--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
=
19.50
5000 m/z 55.00 79.73%
7.0
264.0
1380 180.0 2220 ‘
0! H \Hm in \H\‘u T - ‘ — ‘L‘ ‘293'9 I
m/z--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester =
55.0 19.50
m/z 87.00 78.12%
5000
7.0
264.0
38.0 180.0 2220 \
0! T \w\\ ‘ ?979‘ — A
mlz--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39

Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
: 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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.587 5.11 ng 226921  Phenanthrene-di10 17.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 93
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 92
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 86
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 70

Abundance Scan 2774 (19.587 min): BG056179.D\data.ms (-2769) (-

74.0 '
5000
1430 2040 2552 VEL1 ‘
ol ‘“L I T ‘ | ‘ LA 3960 s g7.00 81.23%
miz--> 100 150 200 250 300 350
Abundance #197275: Methyl stearate
74.0
5000 AU o
19.50
143.0 m/z 204.00 24.83%
| ‘ 199.0 255.0 298.0
0\\\\“‘\"“‘M\‘\‘\\‘\\\\‘\\\\‘\\\\“\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #179165. Hexadecanoic acid, 15-methyl-, methyl ester
74.0
o T T ‘ T ‘
19.50
5000 m/z 255.20  22.54%
143.0 284.0
20 T
ome 11TV A SO SO PN
m/z--> 100 150 200 250 300 350
Abundance #214951:Nonadecanok:add,nuﬂhyleﬁer
74.0 19.50
m/z 75.00 22.04%
5000
143.0
269.0 312.0
Ly ®o T
oHH“U Al b b
m/z--> 100 150 200 250 300 350 19.50

m/z 74.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BG@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Linoelaidic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.640 2.43 ng 107688  Phenanthrene-di10 17.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linoelaidic acid 280 C18H3202 000506-21-8 96
2 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 95
3 9,12-Octadecadienoic acid (Z,Z2)- 280 C18H3202 000060-33-3 94
4 7-Tetradecyne 194 C14H26 035216-11-6 92
5 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 89
Abundance Scan 2783 (19.640 min): BG056179.D\data.ms (-2779) (- | m/z 66.95 100.00%
67.
5000
09.0
—= =
149.1 195.0 537 5 280.1 19.50 20.00
0! m/z 80.95 92.28%
m/z--> 50 100 150 200 250 300 350
Abundance #173566: Linoelaidic acid
67.0
5000 —=5 s
19.50 20.00
09.0 m/z 95.00  65.27%
27| ‘ 280.0
0 LHH \HH“ ‘“!‘ \“hm\}h?‘(’h).\(‘)\ 19\5‘(\)\ T 1‘ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
— —
19.50 20.00
5000 m/z 81.95 53.03%
09.0
27 ‘ 150.0 2800
oL ‘\“' ‘\““\\ULML “HH‘ HL s, i 195‘9 ‘2:‘37‘?‘ ‘ !‘ SN
m/z--> 50 100 150 200 250 300 350
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)- e PO
67.0 19.50 20.00
m/z 67.95 43.27%
5000
09.0
280.0 JLW
150.0
oLkl A LI 080 T VWL
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG123022\
Data File : BGO@56179.D

Acqg On : 30 Dec 2022 20:39
Operator : CG/JU

Sample : N6235-01 5X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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|
Tridecanoic aci... 18.306 5.9 ng 263169 4 17.678 883000 20.0
n-Hexadecanoic ... 18.524 3.0 ng 134861 4 17.678 888000 20.0
Phenanthrene, 2... 18.594 2.0 ng 90937 4 17.678 888000 20.0
1H-Cyclopropa[l... 18.735 2.9 ng 129755 4 17.678 883000 20.0
11,14-Octadecad... 19.429 9.4 ng 416722 4 17.678 888000 20.0
13-Octadecenoic... 19.464 23.8 ng 1055850 4 17.678 888000 20.0
Methyl stearate 19.587 5.1 ng 226921 4 17.678 888000 20.0
Linoelaidic acid 19.640 2.4 ng 107688 4 17.678 883000 20.0
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