LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc :

ALS Vvial : 13  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-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO61127.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.163 23 30 39 rVvB 26152 50786 4.95% ©.553%
2 5.531 426 433 441 rBv2 46954 80851 7.88% 0.880%
3 7.112 697 702 711 rBvV2 53261 92800 9.05% 1.010%
4 7.940 834 843 851 rvB2 108649 186964 18.23% 2.034%
5 9.092 1033 1039 1045 rBV 35322 59692 5.82% 0.650%
6 10.731 1309 1318 1325 rBV 143557 260192 25.37% 2.831%
7 13.187 1730 1736 1744 rVB 92933 144551 14.09% 1.573%
8 13.392 1765 1771 1777 rBvV2 12125 20280 1.98% 0.221%
9 13.886 1850 1855 1860 rBVS5 6836 11762 1.15% 0.128%
10 14.291 1917 1924 1929 rBV 10532 17160 1.67% 0.187%
11 14.468 1948 1954 1959 rBV 24986 33942 3.31% 0.369%
12 14.567 1963 1971 1977 rVV 221889 361505 35.25% 3.934%
13 14.632 1979 1982 1987 rVB7 7708 11393 1.11% 0.124%
14 14.779 2002 2007 2014 rVB7 5113 12144 1.18% 0.132%
15 14.967 2035 2039 2045 rVB6 13788 22930 2.24%  0.250%
16 15.043 2045 2052 2055 rBVS8 8633 17321 1.69% ©0.188%
17 15.085 2057 2059 2065 rVVe6 8182 16297 1.59% 0.177%
18 15.184 2069 2076 2080 rVV7 7773 21037 2.05% 0.229%
19 15.237 2080 2085 2089 rVB5 9106 15710 1.53% 0.171%
20 15.419 2112 2116 2122 rVB 31269 42925 4.19% 0.467%
21 15.613 2144 2149 2152 rBV3 14997 21877 2.13% 0.238%
22 15.825 2181 2185 2190 rVB 14723 20316 1.98% 0.221%
23 16.054 2216 2224 2232 rBV2 86243 144283 14.07% 1.570%
24 16.283 2259 2263 2272 rBV 42854 73408 7.16% ©.799%
25 16.595 2310 2316 2317 rBV4 7518 10572 1.03% 0.115%
26 16.618 2317 2320 2324 rVVé6 11292 19232 1.88% 0.209%
27 16.677 2324 2330 2333 rVB6 9554 19805 1.93% 0.215%
28 16.859 2355 2361 2363 rBV7 6894 13625 1.33% 0.148%
29 16.888 2363 2366 2369 rVB5 9409 12397 1.21% 0.135%
30 16.965 2377 2379 2386 rVBS8 9105 12201 1.19% 0.133%
31 17.076 2394 2398 2402 rVB2 41276 50691 4.94% 0.552%
32 17.129 2403 2407 2416 rVB2 30463 53901 5.26% 0.586%
33 17.317 2432 2439 2442 rBV 274426 428141 41.74% 4.659%
34 17.358 2442 2446 2452 rVW 225615 338238 32.98% 3.680%
35 17.446 2456 2461 2466 rVV 57601 86515 8.43% 0.941%
36 17.505 2467 2471 2473 rVW5 12015 18103 1.76% 0.197%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc :

ALS Vvial : 13  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-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.723 2504 2508 2510 rBV5 6705 10259 1.00% 0.112%
38 17.817 2520 2524 2530 rBV3 37405 55968 5.46% 0.609%
39 17.893 2534 2537 2543 rVB2 18905 25681 2.50% 0.279%
40 17.987 2549 2553 2558 rVB 108340 133409 13.01% 1.452%
41 18.034 2558 2561 2568 rVB5 13537 22425 2.19% 0.244%
42 18.193 2584 2588 2593 rBV 53272 105474 10.28% 1.148%
43 18.240 2593 2596 2602 rVB 81488 114790 11.19% 1.249%
44 18.322 2606 2610 2615 rBvV2 27387 38306 3.73% 0.417%
45 18.387 2615 2621 2625 rVv2 75321 149621 14.59% 1.628%
46 18.422 2625 2627 2631 rVB2 40718 49500 4.83% 0.539%
47 18.510 2637 2642 2646 rBV3 38830 53616 5.23% 0.583%
48 18.592 2651 2656 2658 rVV6 10969 14704 1.43% 0.160%
49 18.686 2668 2672 2677 rBV 41905 62418 6.09% 0.679%
50 18.727 2677 2679 2687 rVB7 20356 34587 3.37% 0.376%
51 18.904 2707 2709 2711 rBV3 10025 10715 1.04% 0.117%
52 18.986 2720 2723 2726 rBv2 17597 21734 2.12% 0.236%
53 19.021 2727 2729 2733 rVB4 18173 22531 2.20% 0.245%
54 19.127 2740 2747 2750 rBV2 374365 536454 52.30% 5.837%
55 19.162 2750 2753 2763 rVB2 322226 465867 45.42% 5.069%
56 19.244 2763 2767 2772 rBV 36248 63020 6.14% 0.686%
57 19.291 2772 2775 2781 rVB2 59196 77399  7.55% 0.842%
58 19.374 2783 2789 2796 rVV 639002 908021 88.53% 9.880%
59 19.609 2827 2829 2833 rBV 19678 24311 2.37% 0.265%
60 19.732 2840 2850 2858 rBV 554530 1025681 100.00% 11.160%
61 19.808 2859 2863 2867 rVB3 31736 48404  4.72%  ©.527%
62 19.932 2877 2884 2888 rBV2 174358 253317 24.70% 2.756%
63 20.061 2902 2906 2913 rVB3 42592 96928 9.45% 1.055%
64 20.190 2924 2928 2931 rBV4 42509 79448 7.75% 0.864%
65 20.226 2931 2934 2940 rVB2 83296 131880 12.86% 1.435%
66 20.325 2948 2951 2955 rVB 37457 45748 4.46% 0.498%
67 20.384 2959 2961 2965 rVB 72703 79500 7.75% ©.865%
68 20.525 2982 2985 2988 rBV 36167 45587 4.44%  0.496%
69 20.983 3060 3063 3072 rVB 53993 92863 9.05% 1.010%
70 21.565 3156 3162 3168 rBV3 377238 982386 95.78% 10.689%

71 21.618 3168 3171 3185 rVB 251616 504270 49.16% 5.487%

Sum of corrected areas: 9190369
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
BGO61127.D

6 May 2024 19:35

: MA/JU

: P2386-03 5X

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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

200000

100000

Abundance .
700000 TIC: BG061127.D\data.ms

10.731
7.940

3.163 5531 7112 9.092
LA

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Time-->

Abundance .
700000 TIC: BG061127.D\data.ms

500000
400000
300000
200000

100000] 13.187

19.874
19.732

600000 21.565

19.127 211618

2028384 20.983
: 25

N

3.39213.884

L L o eSS

13.00 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

Time-->

600000

500000

400000

300000

200000

100000

Abundance .
700000 TIC: BG061127.D\data.ms

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.163 5.43 ng 50786 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 40
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 38
4 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 32
5 Pentanoic acid, 2-hydroxy-, ethy... 146 C7H1403 006938-26-7 25
Abundance  Scan 30 (3.163 min): BG061127.D\data.ms (-23) (-) m/z 73.00 100.00%
3.0
43.0
55.0
5000
87.1
B o
M ‘ 320 340 3.60
0 ‘_H‘,mwms_umm‘me_ue_m_m_ m/z 42.95  65.49%
m/z--> 20 30 40 60 70 80 90 100 110
Abundance #5054: Butane 2-methoxy-2-methyl-
73.0
5000 B e
43.0 320 3.40 3.60
~ 550 87.0 m/z 55.00  52.89%
29.0 | ‘ |
O \‘\\\\"\\\\“\\‘\\‘\\1\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5029: 3-Pentanol, 3-methyl-
73.0
N
3.20 340 3.60
5000 55.0 m/z 87.10 26.83%
43.0
290 87.0
N P ™Y
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #157565: 3-Hexanol, 2,4-dimethyl- AN
73.0 3.20 340 3.60
45.0 m/z 41.00  23.03%
55.0
5000 87.0
29.0
0 : O R b )
m/z--> 20 30 40 50 60 70 80 90 100 110 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.419 2.37 ng 42925  Acenaphthene-d10 14.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 72
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
3 Undecane 156 C1l1H24 001120-21-4 64
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2116 (15.419 min): BG061127.D\data.ms (-2112) (- | m/z 57.10 100.00%
57.1
o WMMAMWMth\NMwa%/Xw
—
‘ 9.1 144.1 15.50
8 N B i — m/z 43.10  85.55%
miz--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane
57.0
5000 T
15.50
m/z 40.95 49.64%
O T \L‘\ ‘\““ “ \“\ ““ \“ \]‘-\4\‘1‘0\ T \2‘1\‘2\0\ T ‘ LU ‘ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
——
15.50
5000 m/z 71.00 38.74%
9.0
NERRNEE “\ ] 141.0 189.0231.0273.0315.0  386.C
iy Al e e e
miz--> 50 100 150 200 250 300 350 MM
Abundance #33077: Undecane NA ‘waw ‘”YWmNMﬂ‘
57.0 15.50
m/z 55.00 28.68%
- NWMHM%NMMWAMxMWW%WNW
jisa || o a0 .
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.283 3.43 ng 73408  Phenanthrene-d1e 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 74
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
4 Octadecane 254 C18H38 000593-45-3 58
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 52
Abundance Scan 2263 (16.283 min): BG061127.D\data.ms (-2259) (- m/z 57.05 100.00%
57.0
| 1600 1650
99.1 1391 1841 . .
0 “M‘V‘W“Wnﬂ NHM‘NWMW N‘w “%49?“ — m/z 43.10 82.17%
miz-> 50 100 150 200 250
Abundance #123961: Heptadecane
57.0
5000 — ——
16.00 16.50
m/z 41.05 48.86%
99.0
0 J\‘H\H‘H |, 1410 1830 240.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
—— —
16.00 16.50
5000 m/z 71.05 38.81%
99.0
0 LU L0 190 g 296.!
el e e
miz--> 50 100 150 200 250 WM/V
Abundance #228590: Tetradecane, 1-iodo- e R
57.0 16.00 16.50
m/z 55.00 30.74%
5000
NI s LA L 7 S L
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Dodecane, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.076 2.37 ng 50691 Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 76
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
3 Tridecane 184 C13H28 000629-50-5 70
4 Nonadecane 268 C19H40 000629-92-5 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2398 (17.076 min): BG061127.D\data.ms (-2394) (1 m/z 57.10 100.00%
57.1
- JM
| o
113.1 1550 235.1 :
0l— \WMWAMWWW WNW\”W\\%?}PHH”N\‘\ ??53‘ m/z 43.05 84.41%
miz--> 0 50 100 150 200 250
Abundance #59045: Dodecane, 2-methyl-
43.0
5000 — ‘
85.0 17.00
141.0 m/z 41.00 50.63%
02‘0\ \“‘\ ‘\‘ “‘\ w‘ il h“ \“ T 1“ T }8\4\0‘ L s
miz--> 0 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
T \
17.00
5000 m/z 71.05 40.84%
99.0
ol LA i 970 2390 2810
miz--> 0 50 100 150 200 250
Abundance #59025: Tridecane e
57.0 17.00
m/z 85.05 30.07%
5000
o L1290 o ame ey
m/z--> 0 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 5 Dibenzothiophene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.129 2.52 ng 53901 Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 68
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 68
3 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 59
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 58
5 1-[2-(Butylsulfanyl)ethynyl]lnaph... 240 C16H16S 1000435-77-1 50

Abundance Scan 2407 (17.129 min): BG061127.D\data.ms (-2403) (- | m/z 184.00 100.00%

184.0
5000 57.0 j\

85.0 139.1 e
‘ 78 17.00 17.50

4 ey m/z 57.00  51.22%

m/z--> 40 60 80 100120140160180200220240260280
Abundance #58965: Dibenzothiophene
184.0

o

5000 — —
17.00 17.50
m/z 43.00 25.89%
92.0 139.0
O \\‘H\6\‘3\9\“H‘!\‘H\\‘\\H‘i\\!\‘\\\\‘“\\\‘HH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58972: Naphtho([2,1-b]thiophene
184.0
—r— —
17.00 17.50
5000 ITI/Z 71.05 24.57%
139.0
92.0 ‘
0GRPH_‘HLNw‘mwuquwwu‘ﬂuwu‘wuuw‘uwuw‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58973: Azuleno(2,1-b)thiophene — —h
184.0 17.00 17.50

m/z 41.05 21.67%

5000
79.0 139.0
450 | 1110 | | |

BT S & 10 T R — —

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Dodecane, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.817 2.61 ng 55968 Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
2 Hentriacontane 437 C31H64 000630-04-6 53
3 Tetratetracontane 619 C44H90 007098-22-8 53
4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 49
5 Octadecane 254 C18H38 000593-45-3 49

Abundance Scan 2524 (17.817 min): BG061127.D\data.ms (-2520) (1 | m/z 57.10 100.00%
57.1

=

5000
[ T e
7.1 203.1 276.1 - :
0‘HH‘NJWﬁMWMMﬂwm‘HM‘HH‘H‘WH‘WH‘W‘HW‘HW‘H m/z 43.05 79.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59046: Dodecane, 3-methyl-
57.0
5000 — ——
17.50 18.00
‘ 15‘5-0 m/z 41.05 36.12%
O‘H‘\‘\‘\‘\Hl‘\l\l\\I“\‘H\\’HH‘\\\\‘\H\‘HH‘\\H‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane
57.0
— ——
17.50 18.00
5000 ITI/Z 71.00 35.35%

Hf ﬂ? 197.0  309.0379.0

3

O 'l A e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T ‘
57.0 17.50 18.00
m/z 55.10 25.71%
o HIH‘“27;9197.0267.0337.0407.0 491.0562.0
R B e R AR S e  ARAR — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.50 18.00

8270-BGR43024.M Tue May 07 11:16:04 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BG@61127.D

Acqg On : 6 May 2024 19:35

Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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 Hexadecanoic acid, methyl e... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.987  6.23ng 133409  Phenanthrene-dio 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-6 94

2 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 93
3 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
Abundance Scan 2553 (17 987 min): BG061127.D\data.ms (-2549) (- | m/z 74.00 100.00%
74.0
41,0
5000
143.1 227.2 R
185.2 ‘ 2701 | 18.00
ol ‘w‘“ ‘J“ “““]‘%P?ng‘m“ bl e S 320 s g7.00 82.32%
miz--> 100 150 200 250 300
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
5000 T
41.0 18.00
143.0 aeg 2070 2700 m/z 43.18 60.43%
O\ ‘\ \ ‘ \ \‘“‘“‘lrp\ \0‘\ \“‘\ \‘ \‘\. “ \‘\‘\ ‘\‘ ‘ T \‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—r
18.00
5000 270.0 ITI/Z 55.00 59.23%
41.0
143.0 227.0
1850 ‘
0‘\\‘ U ‘u‘h‘ Lh‘ ‘u\%p?w‘w “‘ TR \‘ " - “ —
miz--> 50 100 150 200 250 300
Abundance #109317: Methyl 11-methyl-dodecanoate —
74.0 18.00
m/z 41.00 52.61%
5000
143.0 185.0
228.0
o dlliippe, | [ 20 e
miz--> 50 100 150 200 250 300 18.00

8270-BGO43024.M Tue May 07 11:16:05 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BG@61127.D

Acqg On : 6 May 2024 19:35

Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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 8 Phenanthrene, 1-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.193  4.93ng 105474 Phenanthrene-dio 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, L-methyl- 192 cism2 000832-69-9 93

2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91

Abundance Scan 2588 (18.193 min): BG061127.D\data.ms (-2584) (- | m/z 192.10 100.00%
1

192.

=

5000
165.1 1800 1850
63.0 95.0 ’ .
0 1371 2210 267.C L/, 191.85 57.55%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67043: Phenanthrene, 1-methyl-
192.0
5000 s s
18.00 18.50
95.0 165.0 m/z 189.00 32.59%
0289 63.0 126.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

-

Abundance #67039: Phenanthrene, 2-methyl-
192.0
P —
18.00 18.50
5000 m/z 196.18  18.01%
94.0 165.0
027'0 630 | M 126'0‘ " h“ I HH
T B e L R R ERRN
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 AA
Abundance #67019: 1H-Indene, 2-phenyl- ey
192.0 18.00 18.50
m/z 165.10 17.27%
5000
165.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

8270-BGR43024.M Tue May 07 11:16:06 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 9 1H-Indene, 2-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.240 5.36 ng 114790  Phenanthrene-di10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 87
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 83
Abundance Scan 2596 (18.240 min): BG061127.D\data.ms (-2593) (- | m/z 192.10 100.00%
192.1
1800 1850
49.9 824 151. : : :
ol 189, Tl 128 o0 ‘u“‘ 2262256.1287.. 4 7 191.10  65.25%
miz-> 50 100 150 200 250
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 oo e
18.00 18.50
m/z 189.10 31.02%
270 630 90 1390 | |
T T T T ‘ T T T T ‘ T T T T [ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
— =
18.00 18.50
5000 m/z 165.10 17.95%
630 1150 1529 |
e i
miz--> 50 100 150 200 250
Abundance #67021: Anthracene, 1-methyl- — —
192.0 18.00 18.50
m/z 190.05 17.03%
5000
83.0
0 ‘39"0“ Lo “ H 115.0 ;529 . u‘ /\/\
e e e e B
m/z--> 50 100 150 200 250 18.00 18.50

8270-BGR43024.M Tue May 07 11:16:07 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 1@ 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.387 6.99 ng 149621  Phenanthrene-di10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 53
4 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
5 Benzo[1,2-b:3,4-b']dithiophene 190 C10H6S2 000211-02-9 27

Abundance Scan 2621 (18.387 min): BG061127.D\data.ms (-2615) (- | m/z 189.10 100.00%
189.1
= —~
94.8
18.00 18.50
51.0 139.1
Y O Wi § ‘ 2089 h/z 10e.05  93.06%
m/z--> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 - A/\ A
94.0 18.00 18.50
4 m/z 192.10  59.92%
ol300 . \‘\ 1370, |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
— e
18.00 18.50
5000 m/z 191.10 46.86%
94.0
0 S —
m/z--> 50 100 150 200 250 300 350
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny o ey
190.0 18.00 18.50
m/z 187.10 18.79%
5000
9.0
133.0
M1 N i T B —
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BGR43024.M Tue May 07 11:16:09 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 11 8,9-Dihydrocyclopenta[def]p... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.422 2.31 ng 49500 Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 87
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 86
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 86
5 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 80
Abundance Scan 2627 (18.422 min): BG061127.D\data.ms (-2625) (1 m/z 192.10 100.00%
192.1
18.50
83.1 119.1 35.1272.3 344.. .
o,%%w&ﬁﬂ@%ww%m S S mjz 191,10 77.38%
miz--> 50 100 150 200 250 300
Abundance  #67049: 8,9-Dihydrocyclopenta[deflphenanthrene
191.0
5000 U
18.50
m/z 165.10 15.89%
oL 740 1520
\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #67020: Anthracene, 9-methyl-
192.0
——
18.50
5000 m/z 193.10 15.25%
96.0
0 39.0 Ll \“ 15‘2'9‘ I
e
m/iz--> 50 100 150 200 250 300
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene i —
192.0 18.50
m/z 163.95 8.25%
5000
oo 20 e | M il
m/z--> 50 100 150 200 250 300 18.50

8270-BGO43024.M Tue May 07 11:16:10 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 12 Tetradecane, 1-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.510 2.50 ng 53616  Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
2 Tetradecane 198 C14H30 000629-59-4 58
3 Nonadecane 268 C19H40 000629-92-5 58
4 Pentadecane 212 C15H32 000629-62-9 58
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 2642 (18.510 min): BG061127.D\data.ms (-2637) (- | m/z 57.05 100.00%
57.0
2000 ,MMMAMWWMWMAmmvvJMMWWMR
T \
99.1 1390 1771 2182 281 18.50
oL : \;‘\ p “H“‘}‘HH‘““ aln "“ T ‘\\ \Mm“m‘ by . m/z 43.05 78.65%
miz-> 50 100 150 200 250
Abundance #228590: Tetradecane, 1-iodo-
57.0
5000 ——
18.50
27,0 m/z 71.05 46.81%
99.0 155.0
0 \‘\ “1‘ T “ e “\ T \1\97‘0\ L B
miz-> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
T \
18.50
5000 m/z 41.05 42 .36%
27‘.0‘ H | 99.0 4410 198.0
ob— b b b oy
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane T ‘
57.0 18.50
m/z 85.10 35.46%
5000
99.0
o ZOLLT a0 amo  aseo. b
m/z--> 50 100 150 200 250 18.50

8270-BGR43024.M Tue May 07 11:16:11 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 5,16[1',2']:8,13[1'',2"'']-D... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.686 2.92 ng 62418 Phenanthrene-die 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,16[1',2']:8,13[1'",2"'']-Dibenz... 408 C32H24 005672-97-9 86
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 64
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 58
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 49
5 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12H9C1O0 000607-12-5 49
Abundance Scan 2672 (18.686 min): BG061127.D\data.ms (-2668) (- | m/z 204.10 100.00%
204.1
5000 MJ\ A#\/
1850  19.00
51.0 100.9 150.1 281.1 . .
oL e 23032 s 62,10 40.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000 ety M“NWN
18.50 19.00
m/z 203.05 32.86%
N 1010 4500 313.0 408.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80574: Naphthalene, 2-phenyl-
204.0
SRR LLES =
18.50 19.00
5000 m/z 205.10 18.34%
101.0
51.0 | 150.0
ol e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)|hexadeca-2,4,6,8,10,12,13, L W“{”\m ——
204.0 18.50 19.00
m/z 201.10 12.23%
5000
101.0
51.0 152.0 ‘
0 \\\VNWNNﬂ\\\\w\ﬂwwﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00

8270-BGO43024.M Tue May 07 11:16:12 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 14 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.127 25.06 ng 536454  Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 95
2 9,12-Octadecadienal 264 C18H320 026537-70-2 93
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 87
4 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 87
5 1,E-11,Z-13-Octadecatriene 248 C18H32 080625-36-1 86

Abundance Scan 2747 (19.127 min): BG061127.D\data.ms (-2740) (- | m/z 67.00 100.00%

09.1 ]

1.1 262.1 19.00 19.50

0 uhuhh n u‘ M Loy s 3241 3700 10 55 00 94.84%

miz--> 100 150 200 250 300 350
Abundance #191926. 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 _—— S
19.00 19.50
09.0 m/z 41.00 88.58%
O MH‘ ““ \“h \H“\ ” \“ T \ T ‘ T T 7T \2‘6\”2\'0\ \‘ ‘ T T 17 ‘ T 17T
m/z--> 50 100 150 200 250 300 350
Abundance #153468: 9,12-Octadecadienal
41.0

e —
19.00 19.50
m/z 81.05 79.51%
5000 81.0
obbldligere om0
m/z--> 50 100 150 200 250 300 350
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester R
67.0 19.00 19.50

m/z 95.10  58.16%

5000
29. 09.0
2940
\H “h h“\ i \‘\ L 2230 1 ; . | T

0! S AT RN M : :
miz--> 50 100 150 200 250 300 350 19.00 19.50

8270-BGO43024.M Tue May 07 11:16:14 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 15 cis-13-Octadecenoic acid, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.162 21.76 ng 465867  Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 90
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 76
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 74
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 68
5 9-Octadecenal, (Z)- 266 C18H340 002423-10-1 66

Abundance Scan 2753 (19.162 min): BG061127.D\data.ms (-2750) (- | m/z 55.00 100.00%

55.0
5000

—_ ~
206.1 264.3 | 19.00 19.50
“HJ MWNH'u!bWﬂnupm“‘§34?‘w““wf§9; m/z 41.00 64.17%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194437: cis-13-Octadecenoic acid, methyl ester
55.0

m/z 69.10 41.27%

5000 : i
19.00 19.50
11.0 264.0
‘ 180.0 ‘
\\“\‘\“‘\‘ “”‘\‘\\\\‘\\‘\l\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester
55.0

T T
19.00 19.50

5000 m/z 43.10 35.01%
2640
180 0
‘wa ﬂmhuu‘uuu"H“H“““H““““‘
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance  #194454: trans-13-Octadecenoic acid, methyl ester —— —
55.0 19.00 19.50

m/z 74.05 34.18%

o

o

o

5000

R
=

11.0
LTS oo 00
L g | .

L Tt 7 } ¥
T | | I I [ I I I T I

m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BG@61127.D

Acqg On : 6 May 2024 19:35

Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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 16 Cyclopenta(def)phenanthrenone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.244 2.94 ng 63020 Phenanthrene-die 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 53
2 Benzene, 1-chloro-4-phenoxy- 204 C12H9C1O0 007005-72-3 49
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 47
4 2-Chloro-4-phenylphenol 204 C12HSC1O0 000092-04-6 46
5 1,4-Naphthalenedione, 8-hydroxy-... 204 C11H804 015254-76-9 43

Abundance Scan 2767 (19.244 min): BG061127.D\data.ms (-2763) (1 m/z 204.05 100.00%
204.1
- M
500 iQBd iQSd
88.0 . .
28103260
ol M’H ‘u\u‘u\\mu [V u iy \“‘ d\‘ “ ‘m‘u“““\‘\‘\ i ‘4‘3‘3‘ m/z 176.10 43.21%
miz--> 50 100 150 200 250 300 350 400
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 Aot i
19.00 19.50
88.0 m/z 206.10  31.28%
‘ 150.0
0 \\\’\\“\‘\“‘\\\\‘\\H‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #79837: Benzene, 1-chloro-4-phenoxy-
204.0
— )
19.00 19.50
5000 m/z 205.10 17.12%
770 141.0
LN
m/z--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, —— ——
204.0 19.00 19.50
m/z 191.10 17.02%
5000
101.0
51.0 152.0 |
0“\pJHMWN“H“‘M‘H“‘W““““‘_““““ e e
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 17 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.291 3.62 ng 77399  Phenanthrene-d1e 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 90
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 89
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 89
4 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 005129-66-8 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 70
Abundance Scan 2775 (19 291 min): BG061127.D\data.ms (-2772) (- | m/z 74.00 100.00%
74.0
5000 /KAA
143.0 255.3 Amm
199 2 ‘ 208.1 | 19.00 19.50
0 ‘ HH‘\‘HL \‘u M‘ \\‘uﬁ\“n‘\m‘ i HL e m | ‘Ju \Hm Lm \\ TN ‘4‘0‘3"‘ m/z 87.00 73.63%
miz--> 50 100 150 200 250 300 350 400
Abundance #197275: Methyl stearate
74.0
5000 P
19 00 19 50
143.0 m/z 43.10 72.17%
iy ‘ 1990 255.0298.0
0\\\\‘\\“\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance #60746: Decanoic acid, methyl ester
74.0
—— —
19.00 19.50
5000 m/z 41.10 47.46%
143.0
8 1L, | 0
o‘w\“MHw“ww_m_m_mwH,mw
m/z--> 50 100 150 200 250 300 350 400
Abundance #143569: Pentadecanoic acid, methyl ester = T
74.0 19.00 19.50
m/z 55.00 46.60%
5000
143.0
q# ‘ 213.0256.0
T 1 PO s i NN () PUSUOS |V
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BGR43024.M Tue May 07 11:16:21 2024 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.226 2.68 ng 131880  Chrysene-di2 21.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 58

Abundance Scan 2934 (20.226 min): BG061127.D\data.ms (-2931) (- | m/z 216.10 100.00%
2

16.1
5000

= 7
20.00 20.50

5
62.9 163.1 . 337.2 .
0 H‘quh‘quw‘wpquW_wmwﬁqﬁg‘puuch“é?zg“ m/z 215.10  88.46%
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Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 = ——
20.00 20.50
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63.0 | 1630, |
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
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T —
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050624\
Data File : BGO61127.D

Acqg On : 6 May 2024 19:35
Operator : MA/JU

Sample : P2386-03 5X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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|
Butane, 2-metho... 3.163 5.4 ng 50786 1 7.940 186964 20.0
Pentadecane 15.419 2.4 ng 42925 3 14.568 361505 20.0
Heptadecane 16.283 3.4 ng 73408 4 17.317 428141 20.0
Dodecane, 2-met... 17.076 2.4 ng 50691 4 17.317 428141 20.0
Dibenzothiophene 17.129 2.5 ng 53901 4 17.317 428141 20.0
Dodecane, 3-met... 17.817 2.6 ng 55968 4 17.317 428141 120.0
Hexadecanoic ac... 17.987 6.2 ng 133409 4 17.317 428141 20.0
Phenanthrene, 1... 18.193 4.9 ng 105474 4 17.317 428141 20.0
1H-Indene, 2-ph... 18.240 5.4 ng 114790 4 17.317 428141 20.0
4H-Cyclopenta[d... 18.387 7.0 ng 149621 4 17.317 428141 20.0
8,9-Dihydrocycl... 18.422 2.3 ng 49500 4 17.317 428141 20.0
Tetradecane, 1-... 18.510 2.5 ng 53616 4 17.317 428141 20.0
5,16[1',2']:8,1... 18.686 2.9 ng 62418 4 17.317 428141 20.0
9,12-Octadecadi... 19.127 25.1 ng 536454 4 17.317 428141 20.0
cis-13-Octadece... 19.162 21.8 ng 465867 4 17.317 428141 20.0
Cyclopenta(def)... 19.244 2.9 ng 63020 4 17.317 428141 20.9
Methyl stearate 19.291 3.6 ng 77399 4 17.317 428141 20.0
11H-Benzo[b]flu... 20.226 2.7 ng 131880 5 21.577 982386 20.0
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