LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc :

ALS Vvial : 52 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59151.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.158 127 131 136 rBV3 7843 10318 0.28% 0.028%
2 4,252 142 147 152 rVB2 13484 18835 0.51% 0.052%
3  4.581 199 203 212 rVB5S 8265 14613 0.39% 0.040%
4 5.004 271 275 279 rBV4 5250 7771  0.21% 0.021%
5 5.309 322 327 330 rBv2 7082 11046 0.30% 0.030%
6 7.201 643 649 655 rVB5 3410 7591 0.20% 0.021%
7 7.407 678 684 695 rBV 51386 106101 2.86% 0.290%
8 7.612 713 719 726 rVB 53480 88847 2.39% 0.243%
9 7.806 747 752 766 rBV2 57687 107947 2.91% 0.295%
106 8.294 825 835 842 rVB 113823 187196 5.04% 0.512%
11 8.975 945 951 957 rBvV2 29858 47777  1.29% 0.131%
12 9.140 972 979 985 rBV2 24877 43296 1.17% 0.118%
13 9.263 995 1000 1006 rVB3 3439 6699 0.18% 0.018%
14  9.487 1032 1038 1045 rVW2 59364 108660 2.92% 0.297%
15 9.598 1049 1057 1060 rBV6 4136 8204 0.22% 0.022%
16 10.209 1155 1161 1170 rVB2 50646 89867 2.42% 0.246%
17 10.309 1173 1178 1186 rVV3 16749 33898 0.91% 0.093%
18 10.732 1244 1250 1259 rVB 81013 137392 3.70% 0.376%
19 11.138 1310 1319 1327 rBV 174927 313513 8.44% 0.858%
20 13.752 1757 1764 1776 rW 216050 331766 8.93% 0.908%
21 14.316 1854 1860 1866 rVB 139420 193649 5.21% 530%
22 14.628 1907 1913 1919 rBV2 162677 254176 6.84% 696%

23 14.921 1956 1963 1971 rVV 277911 419706 11.30%

OO0 RrRrOoOO0
=
N
o)
3R

24 15.092 1988 1992 1998 rVVv2 43808 64974  1.75% 178%
25 15.268 2017 2022 2026 rVV6 4654 7258 0.20% 020%
26 15.909 2125 2131 2138 rVV 210832 321464 8.65% ©.880%
27 16.014 2144 2149 2154 rVV2 55038 79591 2.14%  ©0.218%
28 16.396 2212 2214 2225 rVB6 3201 7766  0.21% 0.021%
29 16.690 2261 2264 2268 rBV3 6143 8579 0.23% 0.023%
30 16.990 2310 2315 2320 rBV5 11699 21456 ©.58% 0.059%
31 17.489 2394 2400 2406 rBV2 52787 79811 2.15% ©0.218%
32 17.671 2424 2431 2437 rBV 310809 492495 13.25% 1.348%
33 17.771 2442 2448 2453 rVW2 176622 267697 7.20% 0.733%
34 18.077 2497 2500 2505 rBV6 9027 13803 ©.37% ©0.038%
35 18.229 2524 2526 2530 rVB5 7131 7011 0.19% 0.019%
36 18.270 2530 2533 2537 rBV5 8539 9836 0.26% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc :

ALS Vvial : 52 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION
37 18.382 2545 2552 2556 rBV3 26513 46808 1.26% ©0.128%
38 18.494 2566 2571 2579 rBV 158125 237983 6.40% 0.651%
39 18.588 2584 2587 2590 rVB6 6935 8568 0.23% 0.023%
40 18.776 2615 2619 2620 rBV3 10966 15346 0.41% 0.042%
41 18.976 2649 2653 2658 rVB8 10617 17525 0.47% 0.048%
42 19.040 2660 2664 2665 rBvV3 8046 9376 0.25% 0.026%
43 19.087 2668 2672 2674 rBV5 7438 9635 0.26% 0.026%
44 19.117 2674 2677 2680 rVB2 9648 11747 0.32% 0.032%
45 19.275 2701 2704 2710 rBV7 5796 9537 0.26% 0.026%
46 19.340 2710 2715 2720 rBV6 19478 40132 1.08% 0.110%
47 19.393 2720 2724 2727 rVV2 33830 42022 1.13% 0.115%
48 19.434 2727 2731 2737 rVB8 15596 24388 0.66% 0.067%
49 19.551 2749 2751 2755 rBV5 9443 10658 0.29% 0.029%
50 19.616 2757 2762 2764 rVV6 45426 65689 1.77% 0.180%
51 19.663 2768 2770 2775 rVB6 28086 31049 0.84% 0.085%
52 19.751 2781 2785 2794 rBV 154354 214420 5.77% 0.587%
53 19.904 2804 2811 2812 rBV7 14512 26723 0.72% 0.073%
54 19.939 2814 2817 2818 rBV3 11508 13338 0.36% 0.037%
55 19.968 2819 2822 2826 rVB3 20822 21245 ©.57% 0.058%
56 20.045 2830 2835 2839 rBV 254115 376236 10.13% 1.030%
57 20.262 2869 2872 2883 rVB5 38293 61419 1.65% ©.168%
58 20.491 2905 2911 2916 rVvB3 105872 182726 4.92% 0.500%
59 20.644 2934 2937 2940 rBV5 5520 7803 0.21% 0.021%
60 20.679 2940 2943 2945 rBV3 10318 10420 0.28% 0.029%
61 20.815 2951 2966 2990 rVV9 145130 827869 22.28%  2.266%
62 20.991 2993 2996 3003 rVB 47466 69394 1.87% 0.190%
63 21.173 3024 3027 3028 rBV3 9889 9723 0.26% 0.027%
64 21.202 3029 3032 3037 rVB2 49478 65102 1.75% ©.178%
65 21.537 3079 3089 3103 rBV 584388 1155696 31.10% 3.163%
66 21.766 3124 3128 3132 rBV3 39725 52595 1.42% 0.144%
67 21.931 3151 3156 3161 rBV 144175 271636  7.31% 0.743%
68 21.990 3161 3166 3174 rVB2 252354 475614 12.80% 1.302%
69 22.107 3180 3186 3189 rBV3 47168 99406 2.68% 0.272%
70 22.389 3228 3234 3240 rBV 347787 547627 14.74% 1.499%
71 22.530 3250 3258 3259 rBV3 46685 106572 2.87% 0.292%
72 22.765 3293 3298 3301 rBV 271827 464878 12.51% 1.272%
73 22.806 3301 3305 3322 rVV 933694 1834286 49.36% 5.020%
74 22.924 3322 3325 3331 rVB6 30491 55646 1.50% 0.152%
75 23.094 3348 3354 3362 rBvV2 75927 151896 4.09% 0.416%

76 23.317 3385 3392 3399 rBV3 116865 269956  7.27% ©.739%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc :

ALS Vvial : 52 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG091923.MA.M
Title : SVOA CALIBRATION

77 23.511 3418 3425 3433 rBV4 119520 327130 8.80% 0.895%
78 23.923 3486 3495 3504 rBV2 795311 1707166 45.94% 4.672%
79 24.117 3506 3528 3549 rVB8 226407 1580637 42.54% 4.326%
80 24.404 3566 3577 3585 rBV 1259268 3024462 81.39% 8.277%
81 24.498 3585 3593 3612 rVV 691494 2074213 55.82% 5.677%
82 24.645 3614 3618 3628 rVB2 79829 191541 5.15% 0.524%
83 24.892 3652 3660 3670 rBV2 95537 242183 6.52% 0.663%
84 25.286 3719 3727 3736 rVB3 98556 286128 7.70% 0.783%
85 25.439 3745 3753 3761 rBvV2 98851 290861 7.83% 0.796%
86 25.538 3762 3770 3790 rVB3 151077 610811 16.44% 1.672%
87 25.756 3803 3807 3820 rVB6 31888 92870 2.50% 0.254%
88 26.061 3847 3859 3871 rBV2 725934 2224843 59.88% 6.089%

89 26.714 3955 3970 3987 rVB2 1092537 3715804 100.00% 10.170%

90 26.878 3987 3998 4023 rBV3 332375 1408877 37.92%  3.856%
91 27.090 4024 4034 4065 rVB3 182895 805718 21.68%  2.205%
92 27.442 4084 4094 4106 rBV4 65525 245502 6.61% 0.672%
93 27.900 4168 4172 4175 rBV6 13549 24523 0.66% 0.067%
94 28.212 4220 4225 4237 rVB3 55039 178493 4.80% ©.489%
95 29.146 4367 4384 4403 rVV5 373185 1684859 45.34% 4.611%
96 29.957 4519 4522 4523 rBV3 7603 7600 0.20% 0.021%
97 30.051 4523 4538 4562 rVV3 205304 1241291 33.41% 3.397%
98 30.350 4580 4589 4607 rVB7 106096 539983 14.53% 1.478%
99 30.656 4628 4641 4666 rVB4 199004 1067712 28.73%  2.922%
100 31.367 4746 4762 4785 rBV9 186863 1082011 29.12% 2.961%

Sum of corrected areas: 36538516
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059151.D\data.ms
1200000

1000000
800000
600000
400000

200000 11.138

10.732

8.294
06 487

44352581 5.005.309 7.010%12% | sg@cﬁ sos '44%o |
T | i

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T [ ‘\\\\‘\\\\‘\\ﬁr‘r\\\\‘\\\\‘\\\\‘\\\\\
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: BG059151.D\data.ms

1200000

1000000 22.8¢

800000

21.537

600000

400000

14,921 17.671
13.752 15.909

17.771
200000 A 14.314.628

18.494

16.014 17.48
%68 16.396.696.990

Dvriutniy
L L e L L e L I L L B L

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: BG059151.D\data.ms
24.404

o

1200000 26.714
1000000

800000 1498 26.061
600000

400000

30.051 30.656 31.367
200000 N

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

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\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
4.252 2.01 ng/ul 18835 1,4-Dichlorobenzene-d4 8.294

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 3,5-dimethyl- 130 C8H180 004209-91-0 36
2 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 9
3 3-Hexanol, 3,5-dimethyl- 130 C8H180 004209-91-0 9
4 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 147 (4.252 min): BG059151.D\data.ms (-142) (-) m/z 73.10 100.00%

73.1
5000
A RRNmEEEEEE
H‘ u‘\ | ‘ 200.0 531 4.00 4.20 4.40 4.60 )
-t m/z 43.05 29.54%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15743: 3-Hexanol, 3,5-dimethyl-
73.0
5000
4.00 4.20 4.40 4.60
m/z 59.10 20.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl-
73.0
I -
4.00 4.20 4.40 4.60
5000 ITI/Z 45.00 16.34%
R N -1 . S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15756: 3-Hexanol, 3,5-dimethyl- “H‘ﬂh‘M_““u“N“
73.0 4.00 4.20 4.40 4.60
m/z 101.10 15.58%
5000
15-%?‘1 ‘ I ‘ \
L N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Benzoic acid Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.309 2.16 ng/ul 33898 Naphthalene-d8 11.138
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 90
2 Benzoic acid 122 C7H602 000065-85-0 90
3 Benzoic acid 122 C7H602 000065-85-0 87
4 Benzoic acid 122 C7H602 000065-85-0 87
5 Benzoic acid 122 C7H602 000065-85-0 83
Abundance Scan 1178 (10.309 min): BG059151.D\data.ms (-1173) (- | m/z 122.10 100.00%
122.1
5000 51.0 /\M
AM A
“ 207.0 393.0  466. 1000 1050
ob bl L e m/z 105.10 87.25%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11261: Benzoic acid
105.0
5000 MAM ihp Il ,
51.0 10. 00 10. 50
m/z 77.05 69.82%
O\\\“\‘4f\‘”\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11264: Benzoic acid
105.0
L A/\A H/\VM
10. 00 10 50
5000 m/z 51.00 39.87%
51.0
0 uww‘!i‘m"‘w A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11262: Benzoic acid
105.0 10.00 10.50
m/z 50.10 23.62%
5000
51.0
0 ‘wiwwmu‘_m_‘H_WW_WWW T WA | |
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.752 15.81 ng/ul 331766  Acenaphthene-d10 14.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 72
3 Metacetamol 151 C8HINO2 000621-42-1 49
4 Diacetamate 193 C1OH11NO3 002623-33-8 47
5 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 45
Abundance Scan 1764 (13.752 min): BG059151.D\data.ms (-1757) (- | m/z 43.05 100.00%
43.0
5000 109.1
151.1 S .
‘ ‘ 13.50 14.00
obe B3 L2831 160 10 se.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 — ——
13.50 14.00
m/z 151.05 24.39%
O H\‘\‘\‘\\“‘P\‘\“\‘H‘ \“\“\ \H‘H‘\H\‘HHU\“\H‘\“H1\‘H‘H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
108.0 1510
—— —
430 13.50 14.00
5000 m/z 41.10 20.49%
olerprifbosball e L L1830
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #28723: Metacetamol ety I
109.0 13.50 14.00
m/z 57.10 13.60%
5000
151.0
43.0 gop
0 "‘_"‘“":M""‘l“""‘1‘”""‘_""‘wwwwww oo Al g
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Pentadecanoic acid Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
17.489 3.24 ng/ul 79811  Phenanthrene-dile 17.671
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2400 (17.489 min): BG059151.D\data.ms (-2394) (- | m/z 43.10 100.00%

43.1
5000
129.1
199.2 TT T
| M okl | 515. ghe
O e A L e e M/Z 41,100 87.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
5000 129.0 T
17.50
199.0 m/z 57.10  85.25%
15-¢L m )
O\\\“ ‘\ﬂ\‘h‘\!"‘\}\“‘L\“‘\L\l\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

=

Abundance #126203: Pentadecanoic acid
73.0
i T
17.50
5000 129.0 m/z 73.10 85.21%
242.0
} 185.0 ‘
oL LML
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75719: Dodecanoic acid
73.0 17.50
129.0 m/z 55.05 80.94%
200.0
5000
AR el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.494 9.66 ng/ul 237983  Phenanthrene-di10 17.671
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 86
Abundance Scan 2571 (18.494 min): BG059151.D\data.ms (-2566) (- | m/z 43.10 100.00%
83.0 129.1 T
: 213.2 e
171.1 18.50
Y ‘ DT, 2561 306, .
ob— ‘H“WWW‘w““ww”w‘M‘,““‘, = m/z 60.10 78.90%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
‘ 1710 2130 256.0 m/z 57.10 75.17%
Ot i“ ‘\SHH‘PJ““\M \““\ \‘ \‘\ “ e "\ L B
miz-> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0
—
18.50
5000 256.0 m/z 55.10 67 .88%
129.0
33.0 213.0
‘ ‘ 171.0
ol 37179 S
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid —
3
43.0 256.0 18.50
m/z 72.95 65.90%
5000
129.0
3.0 213.0
171.0 ‘
o 10 T B S el
m/z--> 50 100 150 200 250 300 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
BGO59151.D

: 21 Sep 2023 22:49
: MA/JU
. 04386-08

: 52 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 2-Chloroethyl linoleate Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
19.616 2.67 ng/ul 65689  Phenanthrene-di0 17.671
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 90
2 9,12-0Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 87
3 9,12-0Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 86
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 83
5 7-Heptadecyne, 17-chloro- 270 C17H31Cl 056554-75-7 80

Abundance Scan 2762 (19.616 min): BG059151.D\data.ms (-2757) (- | m/z 67.10 100.00%
67.1
" W
223.1 1 7 1 7
123.0
ﬁ]ﬁ} |‘ 281.0 410.0 470. 19.50 20.00
0 PRl e TP T m/z 41.85 87.60%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #251016: 2-Chloroethyl linoleate
67.0
5000 e e
19.50 20.00
m/z 81.05 82.83%
3.0
I ‘ h“ Vi 2630 3420
O\\\“\H\l\“\‘\‘\“\‘“\“\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173582: 9,12-Octadecadienoic acid (Z,2)-
67.0
—r —
19.50 20.00
5000 ITI/Z 54.10 72.27%
3.0 280.0
0 Mﬁ‘mm'o,,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0 19.50 20.00
m/z 95.05 71.09%
5000
J.(f&O 280.0
ol gl 0 1 e
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00

Page: 10
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
20.262 2.58 ng/ul 61419  Chrysene-di12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 43
2 1-Dodecanethiol 202 C12H26S 000112-55-0 42
3 Formic acid, decyl ester 186 C11H2202 005451-52-5 35
4 3-Tetradecene, (E)- 196 C14H28 041446-68-8 35
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 30

Abundance Scan 2872 (20.262 min): BG059151.D\data.ms (-2869) (- m/z 55.10 100.00%

55.1
5000

96.0 —r— ;
151.0 190.1 231.2 299.¢ 20.00 20.50

00—y m/z 41.10 87.61%

m/z--> 50 100 150 200 250 300
Abundance #138522: E-7-Octadecene
43.0
83.0

5000 T ——
20.00 20.50
m/z 43.10 67.74%
PZS'O 252.0
Ob— \““\”‘\‘ \‘H“ ‘H \“‘\ 4 “‘1\68\9 \2‘199\ T “\ I
m/z--> 50 100 150 200 250 300
Abundance #77845: 1-Dodecanethiol
43.0
— —
20.00 20.50

m/z 69.05 65.98%

5000 83.0
168.0 202.0
ol azeg 1R0%ED
m/z--> 50 100 150 200 250 300

Abundance #60727: Formic acid, decyl ester
55

T
20.00 20.50
m/z 56.10 39.35%

T M
‘ | 186.0

o‘w““‘ R Y —
miz--> 50 100 150 200 250 300 20.00 20.50

.0

5000 97.0
| |
T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Sulfurous acid, butyl undec... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
20.491 7.68 ng/ul 182726  Chrysene-d12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 86
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
Abundance Scan 2911 (20.491 min): BG059151.D\data.ms (-2905) (- | m/z 57.10 100.00%
57.1
" /\LL\J
2050
7.1 ’
oL ALIAELT 2191 31313849 5316 L. 4310 72.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
5000 U
20.50
m/z 71.10 46.42%
‘u f 155.0
0\\Jll\‘\!Hl!!‘J\H’HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
T
20.50
5000 m/z 55.10 36.51%
ol “‘Hﬂo‘lgmze?oss?o 463.0 561.0
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane —
57.0 20.50
m/z 85.10  33.51%
5000
oL LMAIEItoT0 2810 soa0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Testosterone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.814  34.81 ng/ul 827869  Chrysene-di2 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Testosterone 288 C19H2802 000058-22-0 50
2 Stigmast-4-en-3-one 412 C29H480 001058-61-3 49
3 3-Cyclohexene-1-carboxaldehyde, ... 124 C8H120 007560-64-7 43
4 Pregn-4-ene-3,20-dione, 14-methyl- 328 C22H3202 055162-96-4 42
5 Testosterone 288 C19H2802 000058-22-0 38

Abundance Scan 2966 (20.815 min): BG059151.D\data.ms (-2951) (- | m/z 43.10 100.00%

43.1
124.1
5000 229.1
— ——
HHH 355.3 4121 20.50 21.00
ol LU - 'm/z 55.10 72.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #184187: Testosterone
124.0
5000 — ——
20.50 21.00
55.0 203.0 288.0 m/z 124.10  65.65%
0] ‘\IH““‘\M\NHU‘\ “J\“\\\‘ \\‘ f 1‘\‘¥ AL L B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #309452: Stigmast-4-en-3-one
T
20.50 21.00

5000 m/z 41.10 56.53%

0,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #12090: 3-Cyclohexene-1-carboxaldehyde, 4-methyl- P ——
67.0 124.0 20.50 21.00

3

m/z 57.10 54.89%
0 - B
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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@ (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
20.991 2.92 ng/ul 69394  Chrysene-di12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 83
2 Decane 142 C10H22 000124-18-5 78
3 Heptadecane 240 C17H36 000629-78-7 70
4 Heptadecane 240 C17H36 000629-78-7 62
5 Nonane 128 C9H20 000111-84-2 60

Abundance Scan 2996 (20.991 min): BG059151.D\data.ms (-2993) (- | m/z 57.10 100.00%
57.1

3

5000
‘ %71 239.9 21100
0 “‘prWNuWw%ﬁ@ﬁ‘w&%ﬁ%ehﬂ“uu“‘33}§‘?751 m/z 43.10 66.66%
miz--> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane
574.0
5000 —

21.00
m/z 71.15 38.82%

9.0
Ol-\4.\q‘\ ““ T “U‘ \‘“‘\ ““ \“ \]“_\4}.‘()\ 178\3\.0‘ \22\§.\0‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #22067: Decane
43.0
T
21.00
5000 ITI/Z 55.10 36.24%
5.0
‘ | ‘ 142.0
Y O
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane 7
57.0 21.00
m/z 85.05 32.80%
5000
9.0
ol i er0ue0 200 .
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 14-Heptadecenal Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
21.202 2.74 ng/ul 65102  Chrysene-di12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Heptadecenal 252 C17H320 1010144-58-0 83
2 1,15-Hexadecadiene 222 C16H30 021964-51-2 80
3 E-11-Methyl-12-tetradecen-1-0l a... 268 C17H3202 1000130-80-7 78
4 1,13-Tridecanediol, diacetate 300 C17H3204 042236-70-4 72
5 9-Octadecen-1-0l, (Z)- 268 C18H360 000143-28-2 72

Abundance Scan 3032 (21.202 min): BG059151.D\data.ms (-3029) (- | m/z 43.10 100.00%

43.1
5000
97.2

163.1 "0 o1 EQ

219.0 281.8 340.9 21.00 21.50
oL m/z 57.10 99.85%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138489: 14-Heptadecenal
82.0

5000 s —
21.00 21.50

m/z 55.10 60.83%

‘ 147.0 221.0
O\\\‘\\\‘\\\l\“\\\\“L\\‘H\\‘I\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #102183: 1,15-Hexadecadiene

55.0

T I
21.00 21.50

5000 m/z 41.10 58.80%
1

0.0
111, 265.02220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

#158432: E-11-Methyl-12-tetradecen-1-ol acetate T
43.0 21.00 21.50

m/z 82.05 53.05%

193.0
WL |2
0 b “\’J.Iﬂh.il .J‘ 1 L J‘

i T
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA 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 12 Pentafluoropropionic acid, Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.537 48.60 ng/ul 1155700  Chrysene-d12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 3089 (21.537 min): BG059151.D\data.ms (-3079) (- | m/z 57.10 100.00%
57.1
- L
111 R 1
| H \‘ ‘ 168.2 233.9 2150
omu,u‘ A4l 1082 23392805 3985 m/z 43.16  85.16%
miz--> 50 100 150 200 250 300 350 400
Abundance  #293797: Pentafluoropropionic acid, hexadecyl ester
57.0
5000 11.0 L
21.50
m/z 55.10 80.96%
oLl ‘ ML /1680 22092700 3700
\\\\’ \\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
T \
21.50
5000 m/z 83.10 48.64%
11.0
169.0
o AL 0 23000 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #298132: Eicosyl trifluoroacetate = ‘
57.0 21.50
m/z 41.10 47 .86%
5000 110
i \l |4 ‘\ 1670 2520 325.0376.0
T N e e T -
m/z--> 50 100 150 200 250 300 350 400 21.50

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:48:43 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Cyclododecene, 1-methyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
21.766 2.21 ng/ul 52595 Chrysene-d12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecene, 1-methyl- 180 C13H24 023070-53-3 78
2 1,19-Eicosadiene 278 C20H38 014811-95-1 58
3 11-Eicosenol 296 C20H400 1010424-20-3 49
4 Carbonic acid, 2,2,2-trichloroet... 344 C14H23C1303 1000314-55-7 49
5 cis-11,12-Epoxytetradecen-1-o0l 270 C16H3003 1000130-82-5 49

Abundance Scan 3128 (21.766 min): BG059151.D\data.ms (-3124) (- m/z 43.10 100.00%

43.1
5000
81.0

=
112.2 160.1 207.1 282.1 21.50 22.00
0° m/z 55.10 89.74%
miz--> 50 100 150 200 250
Abundance #55004: Cyclododecene, 1-methyl-
41.0
81.0
5000 180.0 U I
21.50 22.00

m/z 57.10 69.74%

&
0 1 . H ‘[ ‘\‘ rH‘\ h\ “‘ b \‘ L B e s
Mjze> 50 100 150 200 250
Abundance #171303: 1,19-Eicosadiene

55.0

=
21.50 22.00
5000 m/z 41.10 53.72%

96.0
| 89 1m0 200 2180
m/z--> 50 100 150 200 250
Abundance #194558: 11-Eicoseno

T
55.0 21.50 22.00
m/z 81.05 36.45%

5000 96.0 M
‘ | 1380 1800 278.0

o—h A L ‘

T T
m/z--> 50 100 150 200 250 21.50 22.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 Docosanoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
21.931 11.42 ng/ul 271636  Chrysene-di12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid 340 C22H4402 000112-85-6 93
2 Docosanoic acid 340 C22H4402 000112-85-6 83
3 Heptadecanoic acid 270 C17H3402 000506-12-7 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 74
Abundance Scan 3156 (21.931 min): BG059151.D\data.ms (-3151) (- | m/z 43.10 100.00%
43.1
3.1 129 1 =
‘ 1852 2411 297.1 340.2 22.00
btk w i H“ e L L L m/z 57.05  78.25%
miz-> 50 100 150 200 250 300
Abundance #248976: Docosanoic acid
43.0
5000 340.0 T
22.00
3.0 1290 m/z 55.10 63.30%
‘ “ | 1850 2410 297.0
O\L\H“H “‘H \‘Hh\‘\\ \\‘\‘\‘\\\\“‘\\\\‘\\\\“
miz-> 50 100 150 200 250 300
Abundance #248977: Docosanoic acid
43.0
—
340.0 22.00
5000 m/z 73.05 55.40%
1290
185.0 2410 284.0
0l _‘ ““H ‘w‘w RO o HH_H‘N HH“‘
miz--> 100 150 200 250 300
Abundance #161156: Heptadecanoic acid —
43.0 22.00
m/z 60.10 52.29%
5000 270.0
129.0
3.0
‘ ‘ 171.0 227.0
0 gl H‘H‘\‘\‘m‘w T e S
m/z--> 50 100 150 200 250 300 22.00
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Data Path :
Data File :
: 21 Sep 2023 22:49
: MA/JU

: 04386-08

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\

BGO59151.D

: 52 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
22.107  4.18 ng/ul 99466 Chryseme-diz 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecame 240 C17H36 000629-78-7 83

2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76

3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
4 Heptadecane 240 C17H36 000629-78-7 68
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 64

Abundance Scan 3186 (22.107 min): BG059151.D\data.ms (-3180) (- | m/z 57.10 100.00%

57.1
5000

T T

91 22.00 22.50
169.1209.2 :

ol—t F,28303752 m/z 43.10  70.29%

m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0

5000 —— e
22.00 22.50
F m/z 71.10  43.65%
O ‘ “‘ “ \H\ ““ \“ \]‘-\4\‘]_’0\ ]_\8\3\()‘ T \2\49.‘0\ LI ‘ T T T ’ UL
miz--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
b e
22.00 22.50
5000 ITI/Z 55.10 33.13%
oL LULLTTT, 90 a0
m/z--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl- —— —
57.0 22.00 22.50

m/z 85.10  28.87%

) W
‘u fﬂ [ 141.0183.0 2390

ol 2 i e —
miz--> 50 100 150 200 250 300 350 22.00 22.50

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:48:46 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 Octadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.389 23.03 ng/ul 547627  Chrysene-d12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Tetracosanal 352 (C24H480 057866-08-7 91
4 17-Octadecenal 266 C18H340 056554-86-0 91
5 16-Octadecenal 266 C18H340 056554-87-1 90
Abundance Scan 3234 (22.389 min): BG059151.D\data.ms (-3228) (- | m/z 57.10 100.00%
57.1
- MLUJ\
= i
‘ 6.1 222.0 ‘ 22.00 22.50
ol ikl N ‘wl 12220 28183343 426 nm/z 43.10  87.10%
miz--> 50 100 150 200 250 300 350 400
Abundance #158566: Octadecanal
43.0
5000 6.0 = o
22.00 22.50
m/z 55.10  68.42%
O \‘\“\‘ H““‘ h H\\“‘\].“?‘Z\O\\\‘\\‘\2\5?\()\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158568: Octadecana
43.Q
= —
96.0 22.00 22.50 ;
5000 m/z 82.10 58.39%
"
o LALLLL 1182920000
m/z--> 50 100 150 200 250 300 350 400
Abundance #262002: Tetracosanal = -
57.0 22.00 22.50
m/z 41.10 48.47%
5000
10.0
ol L m 11100 2220 2790 B0 L
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:48:47 2023 Page: 20



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
BGO59151.D

: 21 Sep 2023 22:49
: MA/JU
. 04386-08

: 52 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Oxirane, tetramethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
22.530 4.48 ng/ul 106572  Chrysene-di12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, tetramethyl- 100 C6H120 005076-20-0 64
2 2-Nonadecanone 282 C19H380 000629-66-3 58
3 2-Nonadecanone 282 C19H380 000629-66-3 53
4 2-Heptadecanone 254 C17H340 002922-51-2 47
5 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 45

Abundance Scan 3258 (22.530 min): BG059151.D\data.ms (-3250) (- | m/z 59.10 100.00%
59.1
‘ 2250 |
133.3 194.1250.0 ) : 522. ;
ol LML 19812500 3340 4200 522 . gt g7 g7
mi/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4342: Oxirane, tetramethyl-
59.0
5000 —— ‘
22.50
m/z 43.10 59.48%
0 \\\l‘” \\‘\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176350: 2-Nonadecanone
58.0
T
22.50
5000 ITI/Z 57.10 31.50%
282
igszro 220
O‘Ma‘WﬁWvuu,‘u"mu‘“w‘w“u“u“u“_“w“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176349: 2-Nonadecanone T ‘
58.0 22.50
m/z 71.10 23.38%
5000
ob L1 111270 22202820
e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:48:48 2023

Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.765 19.55 ng/ul 464878  Chrysene-d12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 94
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80

Abundance Scan 3298 (22.765 min): BG059151.D\data.ms (-3293) (- | m/z 57.10 100.00%

57.1
5000

L F f 14; 2183.1 239.2  309.2 3944

‘ 22.50 23.00
oL B T e e m/z 43.10 65.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 T =
22.50 23.00

m/z 71.10 43.62%

okt b} H | 141 0183.0225.0 281.0 337.0 394.0

\\\‘ \\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\

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

Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0

22.50 23.00
5000 m/z 85.10 34.77%
9.0
0 . \“ “‘ % H’ ‘\‘ T ‘]‘_5‘? (\)\ \2(‘)7\ ‘0‘ L L L AL L L L L B \/J&\k
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl- e e
57.0 22.50 23.00

m/z 55.10  24.30%

9.0
141.0
| ‘ il ﬁ 183.0226.0 ‘ e

L B - :
miz--> 50 100 150 200 250 300 350 400 22.50 23.00

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:48:49 2023 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Isoheptadecanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.806 77.13 ng/ul 1834290  Chrysene-d12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoheptadecanol 256 C17H360 057289-07-3 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 1-Hexadecanol 242 C16H340 036653-82-4 90
4 Eicosyl methyl ether 312 C21H440 1000406-29-4 90

5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 87

Abundance Scan 3305 (22.806 min): BG059151.D\data.ms (-3301) (- | m/z 55.10 100.00%
5!:
07.1
5000
— ==
392 22.50 23.00
ol hd I 10218212242 0601 3140 303 4300 677
m/z--> 50 100 150 200 250 300 350
Abundance #143653: Isoheptadecano
83.0
5000 — i
22.50 23.00
m/z 57.10 84.86%
0 \‘\\‘\H“‘\ - ‘ \‘ h h “‘\“\'P\h‘ !‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #143654: n-Heptadecanol-1
55.0
97.0 T et
22.50 23.00
5000 m/z 83.10 73.57%
LI gm0 2100
0 m D U o oo I
m/z--> 50 100 150 200 250 300 350
Abundance #126376: 1-Hexadecanol — —
55.0 22.50 23.00
97.0 m/z 97.10 62.31%
) JJL
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 20 2-Propanone, 1l-cyclopentyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
22.924 2.34 ng/ul 55646  Chrysene-d12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1l-cyclopentyl- 126 C8H140 001122-98-1 50
2 2-Pentanone, 5-methoxy- 116 C6H1202 017429-04-8 50
3 2-Pentacosanone 366 C25H500 075207-54-4 42
4 Tetradecanamide 227 C14H29NO 000638-58-4 35
5 9-Octadecenamide 281 C18H35NO 003322-62-1 35
Abundance Scan 3325 (22.924 min): BG059151.D\data.ms (-3322) (- | m/z 59.10 100.00%
59.1
- /L
79 2701 T
| ‘ 9 1471 2010 366.: 23.00
0 “‘1W i m/z 43.10 69.18%
miz--> 50 100 150 200 250 300 350
Abundance #13057: 2-Propanone, 1-cyclopentyl-
43.0
5000 1
23.00
0 m/z 58.05 65.74%
L[ 1280
0\‘\“\ “h‘i‘\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #9196: 2-Pentanone, 5-methoxy-
43.0
e
23.00
5000 m/z 55.10 27.78%
85.0
m/z--> 50 100 150 200 250 300 350
Abundance #275521: 2-Pentacosanone T
59.0 23.00
m/z 82.10 26.65%
5000
366.(
0 ||| 11401520 220026403060
e e S T e e e P
m/z--> 50 100 150 200 250 300 350 23.00

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:48:52 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 21 Oxirane, heptadecyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
23.094 6.39 ng/ul 151896  Chrysene-di12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
3 Tetracosanal 352 C24H480 057866-08-7 64
4 16-Heptadecenal 252 C17H320 1010144-57-9 64
5 Pentadecanal- 226 C15H300 002765-11-9 58
Abundance Scan 3354 (23.094 min): BG059151.D\data.ms (-3348) (- | m/z 57.10 100.00%
57.1
5000 96.0 \\jJ\\A““JK/\JAV
] 7 \
‘ ‘ | 37.1 209.0  267.0 341.2 23.00
0 ! i ‘Hi \Uu\”M“u\mm‘“m‘” L ‘HH‘ TSt St m/z 43.10 97.75%
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 — :
23.00
m/z 55.10 63.66%
24.0
| m“ 166.0 222.0 264.0
0 “\“\“\“\‘\“\\\\‘\\‘\‘\i\‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
1 \
23.00
5000 m/z 82.10 54.51%
24.0
0 hh WW 166.0 208.0 250.0
\\\\‘\\\\“H‘\‘\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #262002: Tetracosanal T
57.0 23.00
m/z 96.05 44.69%
5000 9.0
oL 790 1000 2220 2180 3449
—— ““““ : A —
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.MA.M

Quant Title : SVOA 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 22 Tetracosanoic acid

Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
23.317  11.35 ng/ul 269956  Chryseme-diz2 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanoic acid 368 CoaH4s02 000557-59-5 91

2 Docosanoic acid 340 C22H4402
3 Heneicosanoic acid, isopropyl ester 368 C24H4802
4 Docosanoic acid, isopropyl ester 382 C25H5002

000112-85-6 90
1000405-13-6 86
1000405-13-7 83

5 Tetracosanoic acid 368 (C24H4802 000557-59-5 64
Abundance Scan 3392 (23.317 min): BG059151.D\data.ms (-3385) (- | m/z 43.10 100.00%
o LL/U\M
31 1290 = _
185.1 5572 283.1 325.2 368. 23.00 23.50
L bbb bbb L b U m/z 57.10 83.10%
m/z--> 50 100 150 200 250 300 350
Abundance #277536: Tetracosanoic acid
43.0
5000 = =
368.( 23.00 23.50
1290 m/z 55.10 64.20%
O T \L‘\ T h“‘ \“h\‘\ \ ‘177\]-\0\2‘]-\3\.()\ T ‘ \2\8\3\.()‘ 3\2\‘5\.(\)‘ T ‘\ T
m/z--> 50 100 150 200 250 300 350
Abundance #248976: Docosanoic acid
43.0
= 1
23.00 23.50
5000 340.0 ITI/Z 60.00 61.91%
3.0 1290
‘ ‘ H ‘ 185.0 2410 2970
m/z--> 5 100 150 200 250 300 350
Abundance #277581: Heneicosanoic acid, isopropyl ester = —
43.0 23.00 23.50
m/z 73.10 49.57%
102.0
5000
326.0
“““ e T T e — ——
m/z--> 50 100 150 200 250 300 350 23.00 23.50

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:48:54 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

23.511 13.76 ng/ul 327130  Chrysene-d12 21.990
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 81
2 Hexacosane 366 C26H54 000630-01-3 76
3 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 74
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Heptacosane 380 C27H56 000593-49-7 68

Abundance Scan 3425 (23.511 min): BG059151.D\data.ms (-3418) (- | m/z 57.10 100.00%
57.1

L

5000
23.50
111.1
b l 1 a‘u"Wwwlffuln 331 S011357.14133 4843 ./, 43.10 63.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
5000 R
23.50
m/z 71.10 45.40%
} 113-0169.0
0 T \J‘\ ‘\ [ T ‘1‘ 1‘ T 1[ ﬂ !\1 1‘ ‘l\ T 1‘ T ?!%?’ 1()‘ \2\8!]_\ (‘)13\3\7\ ‘0\ \3\9\3‘ 9\4\.4\.‘9\0\\5\0‘6\ \(
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
e
23.50
5000 ITI/Z 85.10 35.25%

\‘ | N L4 .‘16902250 295.0 367.0

i

O H e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #224370: Sulfurous acid, buty! tridecyl ester
57.0 23.50
m/z 55.10 34.01%
5000

113.0 183.0 547

e

0 - A e S e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 23.50

3

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:48:55 2023 Page: 27



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 24 13-Octadecenal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.923  55.90 ng/ul 1707176  Perylene-di12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenal 266 C18H340 056554-90-6 94
2 16-Octadecenal 266 C18H340 056554-87-1 91
3 1,19-Eicosadiene 278 C20H38 014811-95-1 90
4 14-Octadecenal 266 C18H340 056554-89-3 90
5 Octadecanal 268 C18H360 000638-66-4 90

Abundance Scan 3495 (23.923 min): BG059151.D\data.ms (-3486) (- | m/z 57.10 100.00%
57.1

5000 b6 1 /\
L

37.1 A
SN RRLLEST 11802 | 250.12923 | 862¢ . 4319 87.33%

mi/z--> 50 100 150 200 250 300 350
Abundance #155915: 13-Octadecenal
82.0
43.0
5000 LA
24.00
m/z 55.10 66.22%
24.0 252.0
0 \“1“ \“L‘ 1\%‘\““” HW“‘:‘I-\GS\.\O\Z“?Z.%\ T “‘\ LB B e e
m/z--> 50 100 150 200 250 300 350
Abundance #155913: 16-Octadecenal
82.0
43.0

o

— T
24.00
5000 m/z 82.10 53.52%
23.0 .
\‘ 170 16802070 27
ol A 2O
mlz--> 50 100 150 200 250 300 350
Abundance #171303: 1,19-Eicosadiene —
55.0 24.00
m/z 41.10 42.85%
) | /\\/L,/\
o LLLLL om0 zsozmo L
m/z--> 50 100 150 200 250 300 350 24.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
BGO59151.D

Sep 2023 22:49

: MA/JU
. 04386-08

: 52

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 25 unknown-02 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.116  51.76 ng/ul 1580640  Perylene-d12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 68
2 Friedelan-3-one 426 C30H500 000559-74-0 56
3 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 41
4 Sesquirosefuran 218 C15H220 039007-93-7 38
5 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 30

Abundance Scan 3528 (24.117 min): BG059151.D\data.ms (-3506) (- | m/z 55.10 100.00%
55.1 123.1
5000
2052 2731
—— —
‘ 24.00 24.50
oLl m/z 95.10  99.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #316501: Friedelan-3-one
69.0
123.0
5000 T St
24.00 24.50
‘ } 2050 273.0 m/z 69.10  96.33%
426.(
ok \‘\‘ ‘M“\ | J‘\‘ “” w‘h ‘}M‘H““‘L \\Ju ‘\\“‘\‘J“\l‘ Ji“h ‘\‘H‘ n ‘h\‘ I “\‘ ‘3‘4‘\1‘9 e | ‘\‘ :
m/z--> 50 100 150 200 250 300 350 400
Abundance #316504: Friedelan-3-one
69.0
125.0 T ‘ T T ‘ T
24.00 24.50
5000 m/z 123.10 88.37%
205.
050 2730 426.0
LU
0 -t \‘\ ‘H\‘\‘ ‘\‘n‘ " ‘w‘\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #54906: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl- — =
123.0 24.00 24.50
43.0 m/z 109.16  81.39%
) \M
0 H,JSO-O - S ey
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.404 99.03 ng/ul 3024460  Perylene-di12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hentriacontane 437 C31He64 000630-04-6 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3577 (24.404 min): BG059151.D\data.ms (-3566) (- | m/z 57.10 100.00%

57.1
5000

ol b LT Py 1692 2521 3056 3654 4251 ... 4316 65.67%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0

5000
2450

m/z 71.10  45.15%

9.0 196.0
O \\“‘\‘}‘\\u‘ \d\\\l?‘z\q\\“‘ “240‘0\ \2\9\4‘\0\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
i\

—

24 50
5000 ITI z 85.05 34.62%
13.0
oL ALY 2000 B0 2000 350 JLL
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane A
57.0 24, 50

m/z 55.10  24.27%

13.
| \ (1130 1690 2250 281.0 380.0

ol P 2o e AR
miz--> 50 100 150 200 250 300 350 400 24.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
BGO59151.D

Sep 2023 22:49

: MA/JU
. 04386-08

: 52

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA 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 27 n-Tetracosanol-1 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
24.499 67.92 ng/ul 2074210  Perylene-d12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 Octacosanol 410 C28H580 000557-61-9 90
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 90
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
5 1-Eicosene 280 C20H40 003452-07-1 87

Abundance Scan 3593 (24.498 min): BG059151.D\data.ms (-3585) (- ' m/z 57.10 100.00%

a1
~l
=

5000
11.2
‘ 167.1 : 24.50
o hAlLd L] ,167.0  238.1283.1 33633811426, 1/, 5510  89.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 1
24.50
m/z 43.10 88.28%
O T \“\M\‘l“\‘\‘\ T ‘ ‘H‘ “‘ 1‘]’.“\7\\0\ ‘2\2\2\0\‘ T \\3‘0?\0\ T ‘ L ‘ T

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

%

Abundance #308225: Octacosano
57.0
24.50
5000 11.0 m/Z 83.10 61.07%
0 \“ - h \H‘ \“ I\ h ?0 222 O 292 0336 0 392 0
e ‘H‘ = R e ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecy! trifluoroacetate ——
57.0 24.50
m/z 97.10 60.53%
5000 11.0
ol () | ‘\ | 1680 238.0283.0 334.0
H““““ i o e P
m/z--> 50 100 150 200 250 300 350 400 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS vial : 52

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 28 2-Heptacosanone Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
24.645 6.27 ng/ul 191541  Perylene-di2 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 83
2 2-Hexadecanone 240 C16H320 018787-63-8 59
3 2-Pentadecanone 226 C15H300 002345-28-0 59
4 2-Tetradecanone 212 C14H280 002345-27-9 59
5 2-Nonadecanone 282 C19H380 000629-66-3 59

Abundance Scan 3618 (24.645 min): BG059151.D\data.ms (-3614) (- | m/z 59.10 100.00%

59.1
5000

2450 2500
ol bl ““\ 1o ‘ e 20‘30 ‘2?9‘1‘ - ?f‘p‘? 394‘2 43.10  93.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #298412: 2-Heptacosanone
59.0
5000
2450 2500

m/z 58.10 92.57%

394.0
O T “‘\h \‘H‘\]‘” f \“‘\ \5‘6\ 9\ T ‘2\2\2\0 T \zzgp‘ \3\3\‘4\(‘)\ \“\ \“ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #123923: 2-Hexadecanone
58.0

2450 2500
5000 m/z 71.10 38.53%
0 \‘ [l h‘h \M lhlu ! 182 0 2400
s LR L A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107149: 2-Pentadecanone P .
58.0 24.50 25.00

55.10  24.95%

5000
“ ‘ \1¢ 10.0 16530 22?.0

m/z--> 50 100 150 200 250 300 350 400 2450 2500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 29 1,19-Eicosadiene Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
24.892  7.93 ng/ul 242183 Peryleme-diz 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanal 268 Cl8H360 000638-66-4 72

2 1,19-Eicosadiene 278 C20H38 014811-95-1 72
3 17-Octadecenal 266 C18H340 056554-86-0 64
4 Heptadecanal 254 C17H340 1000376-70-0 64
5 2-Octadecyl-propane-1,3-diol 328 C21H4402 005337-61-1 59

Abundance Scan 3660 (24.892 min): BG059151.D\data.ms (-3652) (- | m/z 57.10 100.00%
57.1
5000
96.0
— ——
138.1 ‘ 24.50 25.00
0 ‘M u | L A \194‘.1‘2“2?,‘3“2%.%‘ ‘37291 m/z 43.10  80.06%
mi/z--> 50 100 150 200 250 300
Abundance #158566: Octadecanal
43.0
82.0
5000 — =
24.50 25.00
m/z 55.10 60.03%
LiidlEee o oo
O “1‘\“’\“\“\“\“\\\\‘\\h\\f\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #171302: 1,19-Eicosadiene
55.0
— =
96.0 24.50 25.00
5000 ITI/Z 82.10 50.93%
37.0
o150 | M L, H\ Pro 1soo  2s00
m/z--> 50 100 150 200 250 300
Abundance #155912: 17-Octadecenal T —
82.0 24.50 25.00
43.0 m/z 41.10 35.81%
5000
23.0 252.0
o | o0 20 U
m/z--> 50 100 150 200 250 300 24.50 25.00

SFAM-EPA-BG@91923.MA.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
25.439 9.52 ng/ul 290861  Perylene-di2 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 68
Abundance Scan 3753 (25.439 min): BG059151.D\data.ms (-3745) (- | m/z 57.10 100.00%
57.1
o w/\/\\
%9 0 2550
141.1 : .
- ‘ ““ L it 2192 2819 400. ., 43.10  65.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 LN
25.50
m/z 71.10  43.44%
0 \‘ ‘ H\ I M‘ | 141 01783 0225.0 282.0
\\\\‘ \\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
—
25.50
5000 m/z 85.10 32.20%
ol L \ | F | ‘141 0183.0225.0267.0 323.0 380.0
A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane —
57.0 25.50
m/z 55.10  21.63%
5000
9.0
0 “ \L\ “\ “ \\‘ \‘ 141 0183 0226 0
e e
m/z--> 50 100 150 200 250 300 350 400 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 31 6-Hydroxy-6-methyl-2-heptanone Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
25.756 3.04 ng/ul 92870  Perylene-di12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Hydroxy-6-methyl-2-heptanone 144 C8H1602 1000432-37-3 50
2 2-Nonadecanone 282 C19H380 000629-66-3 45
3 2-hydroxy-2-methyl-4-heptanone 144 C8H1602 054862-91-8 43
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 40
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 40

Abundance Scan 3807 (25.756 min): BG059151.D\data.ms (-3803) (- | m/z 59.10 100.00%
59.1
5000
105.1 : 2550 2600
“ ‘ 1510 193.0 ,3c5 | 25.50 26.00
0L \ ! huh\ n\ ‘MMU W‘\ \‘\ WH LA HH\ [ AL “‘\ L \‘ m/z 58.05 89.74%
m/z--> 100 150 200 250 300
Abundance #24163.6-Hydroxy-64nethyk2-heptanone
59.0
5000 W”/M\‘% ! SN
25.50 26.00
116.0 m/z 71.10  64.70%
R7,0 ‘
O T hj \‘“ ““ ‘\“ \“ \‘ ‘\ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250 300
Abundance #176350: 2-Nonadecanone
58.0
— s
25.50 26.00
5000 ITI/Z 43.10 33.17%
96.0 282.0
ol ) ) | 1270 1s00 2280
i e
miz--> 50 100 150 200 250 300
Abundance #24168: 2-hydroxy-2-methyl-4-heptanone T =
59.0 25.50 26.00
m/z 83.10 22.35%
5000
129.0
p7. 0
m/z--> 50 100 150 200 250 300 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA 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 32 Hexacosanal Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.061 72.85 ng/ul 2224840  Perylene-d12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 91
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
4 Octacosanal 408 C28H560 022725-64-0 90
5 13-Octadecenal 266 C18H340 056554-90-6 87

Abundance Scan 3859 (26.061 min): BG059151.D\data.ms (-3847) (- | m/z 57.10 100.00%
57.1
5000
07.1
R
26.00
37.0
ol [130179.2222.1264.4306.1 3623 ./, 4310 89.35%
miz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal
57.0
5000 —
07.0 26.00
m/z 55.10  64.01%
362.0
O \‘\‘\“\‘\“1 ‘h m“ﬂt\“\ “ \1\89\0‘\ \\2\59\0\ \\3?6\\0\‘\‘ \‘\\ \‘
miz--> 50 100 150 200 250 300 350
Abundance #158568: Octadecana
43.0
— 1
96.0 26.00 .
5000 m/z 82.10 54.65%
37.0 250.0
0 “ mh ‘\ Hu ‘d‘\‘ 19‘49‘ — l .
m/z--> 50 lOO 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl- —— ‘
4110 82.0 26.00
m/z 41.10 39.44%
5000
24.0
L \H | | | | 166.0208.0250.0
oL A R L =
m/z--> 50 100 150 200 250 300 350 26.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092023\

Data File : BG@59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA 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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.714 121.67 ng/ul 3715800  Perylene-d12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 91
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 90

Abundance Scan 3970 (26.714 min): BG059151.D\data.ms (-3955) (- | m/z 57.10 100.00%

57.1
5000

—
111332 1602 2252 2953 351.2 463, 26.59 2790
O b PR B8 8 SSNP RRS  2SY m/z 43,10 58.07%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176389: Hexadecane, 5-butyl- //\&/\¥~/N\*
43.0
5000 T T

T
26.50 27.00
m/z 71.10  43.30%

OH"rhl‘\"‘\m‘\“\h\\l"\'\\\‘H“‘\\‘\2\8\079\\\\“\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0

—
26.50 27.00

5000 m/z 85.10 33.46%
154.0
BT 2E L R JL\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane — ==
57.0 26.50 27.00

m/z 55.10  21.81%

h v/\/\/\
| \ | (1130 169.0 225.0 281.0 380.0

Ol b g e ST R TR — —
miz--> 50 100 150 200 250 300 350 400 450 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.MA.M

Quant Tit

TIC Libra

le

ry

: SVOA CALIBRATION

¢ 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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.878 46.13 ng/ul 1408880  Perylene-di12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 Octacosyl acetate 452 (C30H6002 018206-97-8 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 80
Abundance Scan 3998 (26.878 min): BG059151.D\data.ms (-3987) (- | m/z 57.10 100.00%
57.1
111.1 — NS
‘ M ‘ 167.1222.2 26.50 27.00
o b1 207 1222.22759 8431 m/z 43.10  91.26%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — —~
7.0 26.50 27.00
m/z 55.10  85.99%
. | ” | | 153.0 210.0 267.0321.0 490.(
‘\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene
55.0
== ——
26.50 27.00
5000 m/z 97.10 58.67%
111.0
0 “‘ ‘\1670 308.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol T 7
57.0 26.50 27.00
m/z 83.05 56.12%
111.0
5000
ol ‘J 167.022202780  378.0
o R e e e P o
m/z--> 0 50 100 150 200 250 300 350 400 450 26.50 27.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
BGO59151.D

: 21 Sep 2023 22:49
: MA/JU
. 04386-08

: 52

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M
: SVOA 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 35 2-Nonadecanone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
27.090  26.38 ng/ul 805718  Perylene-di2 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 76
2 2-Nonadecanone 282 C19H380 000629-66-3 64
3 2-Nonadecanone 282 C19H380 000629-66-3 64
4 2-Heptadecanone 254 C17H340 002922-51-2 59
5 2-Hexadecanone 240 C16H320 018787-63-8 59

Abundance Scan 4034 (27.090 min): BG059151.D\data.ms (-4024) (- | m/z 59.10 100.00%
59.1
5000 J/\k¢k
27.00 |
11.1 .
ol “m (A¥1LD 16482120 2819 4072 . 4319 79.93%
miz--> 50 100 150 200 250 300 350 400
Abundance #176351: 2-Nonadecanone
58.0
5000 - :
27.00
m/z 58.10 79.38%
282.0
0 \“‘\ ‘\L ‘h \‘H“ﬂ‘ ‘“‘\"\ \}6\6\ 9\ ‘2\2;1\\0’ T \‘\ SR L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #176350: 2-Nonadecanone
58.0
T T \
27.00
5000 m/z 71.10 34.55%
‘ 282.0
oLiLhiy00 ssp02280 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #176349: 2-Nonadecanone =
58.0 27.00
m/z 57.10 28.09%
) J\A/\
ol il LL3E0 1060 2220 2620 -
m/z--> 50 100 150 200 250 300 350 400 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 36 1,16-Hexadecanediol Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
27.442 8.04 ng/ul 245502  Perylene-di2 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Octadecanal 268 C18H360 000638-66-4 72
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 68
4 16-Octadecenal 266 C18H340 056554-87-1 59
5 16-Heptadecenal 252 C17H320 1010144-57-9 53
Abundance Scan 4094 (27.442 min): BG059151.D\data.ms (-4084) (- ' m/z 57.10 100.00%
57.1
w000 M
It =
0““f“J‘”Mwm”uwgg%ﬁg"??a%‘ﬁﬁép“wégs‘ m/z 43.19. 94.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #158566: Octadecanal
43.0
5000 6.0 T
27.50
{ m/z 82.10 64.22%
O \‘\“\‘ T H\ \“l\].“15‘2\(\)f\’\ ‘\‘2‘5?‘()“ \‘ T TT ‘\ T \\’\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecana
43.0
76.0 2750
5000 m/z 55.10 61.58%
222.0
oL L e 20000
m/z--> 50 100 150 200 250 300 350 400
Abundance #146033: 1,16-Hexadecanediol —
55.0 27.50
m/z 96.10 45.61%
5000
i
oL Ll se0 220 M
m/z--> 50 100 150 200 250 300 350 400 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
28.212 5.84 ng/ul 178493  Perylene-di2 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 64
2 Undecane, 3-ethyl- 184 C13H28 017312-58-2 64
3 Tridecane 184 C13H28 000629-50-5 59
4 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 47
5 Isobutyl tetradecyl ether 270 C18H380 1000406-32-7 47

Abundance Scan 4225 (28.212 min): BG059151.D\data.ms (-4220) (1 | m/z 57.10 100.00%

57.1
5000

} ‘ 127.2 1938 2651 3430 ca6. 28.00 28.50
bbb byl o 0 S S0 SO sz 4318 9e.31%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0

5000 — e
28.00 28.50

m/z 71.10 63.32%

J‘ } | ‘ 127.0  226.0
\\\\‘\\I\I\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59034: Undecane, 3-ethyl-
57.0

T
28.00 28.50

o

5000 m/z 85.10 22.68%
‘ 154.0
0**L\*b“i“**m**w**H\*H*\H‘*M*H\*H*ww**w**w*
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59025: Tridecane T T
57.0 28.00 28.50

m/z 69.10  19.64%

5000 WMWW

| J‘12701840
e

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 28.00 28.50

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:49:11 2023 Page: 41



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 38 (Z)-14-Tricosenyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
29.146  55.17 ng/ul 1684860 Perylene-d12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90
3 Octacosanal 408 C28H560 022725-64-0 86
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
5 Triacontanal 436 C30H600 022725-63-9 86

Abundance Scan 4384 (29.146 min): BG059151.D\data.ms (-4367) (- | m/z 57.10 100.00%

57.1
5000

= =
1" 521 2090 306.3 418. 29.00 29.50
ol LAl 115 £ 20029593003 B m/z 43.10  78.16%
miz--> 50 100 150 200 250 300 350 400
Abundance #158567: Octadecana
43.0
06.0
5000 - e

29.00 29.50
m/z 55.10 57.33%

ol ‘MMHN\M\“ wmw,u‘”Hl””_m_m_”
miz--> 50 100 150 200 250 300 350 400
Abundance #275491: (Z)-14-Tricosenyl formate
55.0

7 7
29.00 29.50
5000 ITI/Z 82.10 53.89%
10.0
320.0
o LU Lson 220 osg,
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal e Py
57.0 29.00 29.50
m/z 83.10 36.39%
5000
090
390.0
\u u \H |1%20 2210 2780 334.0
om_muMH_‘H,‘MWH‘HHWH_H e Py
m/z--> 50 100 150 200 250 300 350 400 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
30.051 40.64 ng/ul 1241296  Perylene-di12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 87
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 80
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 80

Abundance Scan 4538 (30.051 min): BG059151.D\data.ms (-4523) (- | m/z 57.10 100.00%
57.1

%

5000
30.00
13.2
0 H‘“"J‘H]ﬁ‘«w«1‘55?‘2‘_”25‘37‘1”32‘7?"‘mf‘?ﬁ“ﬁ“ﬁﬁ” m/z 43.10  54.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 —r—
30.00
m/z 71.10 44.91%
o 111218 0169.020502810 3800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74012: 3,5-Dimethyldodecane
57.0
U
30.00
5000 ITI/Z 85.10 35.17%
‘ 113.0169.0
0 ‘ﬂh‘“H«uﬂhW“"_‘“‘H“,‘H‘,“H,“‘W““_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane P ‘
57.0 30.00
m/z 55.10 23.72%
- /JU\\
13.0
0 \} ”‘ﬂ” 1~169.0225.0281.0337.0393.0449.0 506.(
A A A e T T e e T e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 30.00

SFAM-EPA-BG@91923.MA.M Fri Sep 22 14:49:13 2023 Page: 43



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
36.356  17.68 ng/ul 539983 perylene-di2 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-Docosene se8 CooHaa 001599-67-3 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

3 Dichloroacetic acid, tetradecyl ...
4 Heptafluorobutyric acid, pentade...

324 C16H30C1202
424 C19H31F702

083005-02-1 86
959261-23-5 86

5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 86
Abundance Scan 4589 (30.350 min): BG059151.D\data.ms (-4580) (- | m/z 57.10 100.00%
57.1
97.1
5000
H ‘ 30.00 30.50
39.1 . .
223.0 . !
(I ‘H J“”\ # |0 1803 2230 2781 8520 .7 43.10 80.62%
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
53.0
97.0
5000 — ——
30.00 30.50
‘ m/z 55.10  66.81%
OL\4.\q‘\‘ ‘\“‘\‘“!‘ r‘H‘\‘H“ U‘ %\3?‘(‘)\1\8\1\0‘ L B \3(‘)8\(\)\ T
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
— ——
7.0 30.00 30.50
5000 ITI/Z 97.10 60.37%
ol ‘u\ L1300 1820 2200 2000
m/z--> 50 100 150 200 250 300 350
Abundance #228811: Dichloroacetic acid, tetradecyl ester P ——
43.0 30.00 30.50
83.0 m/z 83.10  59.40%
5000
25.0
LT eso
R P 1 Ot — - —_—
m/z--> 50 100 150 200 250 300 350 30.00 30.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 41 2-Propanone, 1-cyclohexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
30.656 34.96 ng/ul 1067710  Perylene-di12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1-cyclohexyl- 140 CS9H160 000103-78-6 53
2 2-Nonadecanone 282 C19H380 000629-66-3 52
3 2-Pentacosanone 366 C25H500 075207-54-4 52
4 2-Pentadecanone 226 C15H300 002345-28-0 50
5 2-Heptadecanone 254 C17H340 002922-51-2 50
Abundance Scan 4641 (30.656 min): BG059151.D\data.ms (-4628) (- | m/z 59.10 100.00%
59.1
5000 ~/ﬁﬂw/\\\
T —
[ TES 207.1 435.3 30.50 31.00
ol d A 3h11501207.1 2666 3282 4353 . 5g1p  73.11%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #21547: 2-Propanone, 1-cyclohexyl-
59.0
5000 e o
30.50 31.00
m/z 43.10 68.59%
I H | \‘ | 140.0
0 \‘\M H\“\HHHH’HH‘HH‘HH’HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176349: 2-Nonadecanone
58.0
—— —
30.50 31.00
5000 ITI/Z 71.10 37.29%
olil Ly ML0 1060 2220 2620
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275521: 2-Pentacosanone — o
59.0 30.50 31.00
m/z 57.10 31.55%
h \J\\‘/L
366.0
oL 11310 1700 2500 3060 *
N L o e e — —
m/z--> 50 100 150 200 250 300 350 400 450 30.50 31.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA 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 42 .gamma.-Sitosterol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
31.367 35.43 ng/ul 1082010  Perylene-di12 25.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
2 Campesterol 400 C28H480 000474-62-4 46
3 .beta.-Sitosterol 414 C29H500 000083-46-5 45
4 .beta.-Sitosterol 414 C29H500 000083-46-5 42
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 38
Abundance Scan 4762 (31.367 min): BG059151.D\data.ms (-4746) (- | m/z 43.10 100.00%
91.0 1451 2131
329.3 T L
H 73.1 381.2 31.00 31.50
olb— ‘Mﬂ m/z 55.10  54.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 — e
145.0 414 3100 31.50
2130 3030 m/z 57.10 46.15%
O+ ‘“‘\M{ :
m/z--> 50 100 150 200 250 300 350 400
Abundance #302694: Campesterol
43.0
— ——
31.00 31.50
5000 105.0 m/z 41.10 42.78%
400.0
’ 59.0 213.0 289.0
L
0 ““H‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol “ T
43.0 31.00 31.50
m/z 145.05  31.32%
5000
107.0 414.(
161.0
H 2130 303.0
oLl 209, . 13340 hesptet, W
m/z--> 50 100 150 200 250 300 350 400 31.00 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59151.D

Acqg On : 21 Sep 2023 22:49
Operator : MA/JU

Sample : 04386-08

Misc :

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.MA.M
Quant Title : SVOA 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|
unknown-01 4.252 2.0 ng/ul 18835 1 8.294 187196 20.0
Benzoic acid 10.309 2.2 ng/ul 33898 2 11.138 313513 20.0
2,4,7,9-Tetrame... 13.752 15.8 ng/ul 331766 3 14.921 419706 20.0
Pentadecanoic acid 17.489 3.2 ng/ul 79811 4 17.671 492495 20.0
n-Hexadecanoic ... 18.494 9.7 ng/ul 237983 4 17.671 492495 20.0
2-Chloroethyl 1... 19.616 2.7 ng/ul 65689 4 17.671 492495 20.0
(DEL) Alkane: S... 20.262 2.6 ng/ul 61419 5 21.990 475614 20.0
Sulfurous acid,... 20.491 7.7 ng/ul 182726 5 21.990 475614 20.0
Testosterone 20.814 34.8 ng/ul 827869 5 21.990 475614 20.0
(DEL) Alkane: S... 20.991 2.9 ng/ul 69394 5 21.990 475614 20.0
14-Heptadecenal 21.202 2.7 ng/ul 65102 5 21.990 475614 20.0
Pentafluoroprop... 21.537 48.6 ng/ul 1155700 5 21.990 475614 20.0
Cyclododecene, ... 21.766 2.2 ng/ul 52595 5 21.990 475614 20.0
Docosanoic acid 21.931 11.4 ng/ul 271636 5 21.990 475614 20.0
(DEL) Alkane: S... 22.107 4.2 ng/ul 99406 5 21.990 475614 20.0
Octadecanal 22.389 23.0 ng/ul 547627 5 21.990 475614 20.0
Oxirane, tetram... 22.530 4.5 ng/ul 106572 5 21.990 475614 20.0
(DEL) Alkane: S... 22.765 19.6 ng/ul 464878 5 21.990 475614 20.0
Isoheptadecanol 22.806 77.1 ng/ul 1834290 5 21.990 475614 20.0
2-Propanone, 1-... 22.924 2.3 ng/ul 55646 5 21.990 475614 20.0
Oxirane, heptad... 23.094 6.4 ng/ul 151896 5 21.990 475614 20.0
Tetracosanoic acid 23.317 11.4 ng/ul 269956 5 21.990 475614 20.0
(DEL) Alkane: S... 23.511 13.8 ng/ul 327130 5 21.990 475614 20.0
13-Octadecenal 23.923 55.9 ng/ul 1707170 6 25.538 610811 20.0
unknown-02 24.116 51.8 ng/ul 1580640 6 25.538 610811 20.0
(DEL) Alkane: S... 24.404 99.0 ng/ul 3024460 6 25.538 610811 20.0
n-Tetracosanol-1 24.499 67.9 ng/ul 2074210 6 25.538 610811 20.0
2-Heptacosanone 24.645 6.3 ng/ul 191541 6 25.538 610811 20.90
1,19-Eicosadiene 24.892 7.9 ng/ul 242183 6 25.538 610811 20.0
(DEL) Alkane: S... 25.439 9.5 ng/ul 290861 6 25.538 610811 20.0
6-Hydroxy-6-met... 25.756 3.0 ng/ul 92870 6 25.538 610811 20.0
Hexacosanal 26.061 72.8 ng/ul 2224840 6 25.538 610811 20.90
(DEL) Alkane: S... 26.714 121.7 ng/ul 3715800 6 25.538 610811 20.0
(DEL) Alkane: S... 26.878 46.1 ng/ul 1408880 6 25.538 610811 20.0
2-Nonadecanone 27.090 26.4 ng/ul 805718 6 25.538 610811 20.0
1,16-Hexadecane... 27.442 8.0 ng/ul 245502 6 25.538 610811 20.90
(DEL) Alkane: S... 28.212 5.8 ng/ul 178493 6 25.538 610811 20.0
(Z)-14-Tricosen... 29.146 55.2 ng/ul 1684860 6 25.538 610811 20.0
(DEL) Alkane: S... 30.051 40.6 ng/ul 1241290 6 25.538 610811 20.0
(DEL) Alkane: S... 30.350 17.7 ng/ul 539983 6 25.538 610811 20.90
2-Propanone, 1-... 30.656 35.0 ng/ul 1067710 6 25.538 610811 20.0
.gamma.-Sitosterol 31.367 35.4 ng/ul 1082010 6 25.538 610811 20.0
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