LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc :

ALS Vvial : 17 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-BG081424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62551.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.399 17 19 25 rvB3 11559 15263 1.01% 0.078%
2 3.664 60 64 72 rBvV 61679 89645 5.92% 0.461%
3 3.811 84 89 99 rBV 97580 155738 10.28% ©0.801%
4 4.145 142 146 152 rVB4 4322 6618 0.44% 0.034%
5 5.044 296 299 306 rvB6 3841 5543 0.37% 0.028%
6 6.019 459 465 473 rBV2 9086 15343 1.01% 0.079%
7 6.636 564 570 575 rVB 28188 44654 2.95% 0.230%
8 6.924 614 619 621 rBVS 4312 6260 0.41% 0.032%
9 7.100 643 649 661 rVB 190155 332164 21.93% 1.708%
10 7.265 668 677 687 rBV 151444 247373 16.33% 1.272%
11 7.47e 705 712 717 rBV 182568 315136 20.80% 1.620%
12 7.523 717 721 728 rVB 25512 43497 2.87% 0.224%
13 7.934 784 791 799 rW 283437 472390 31.19% 2.429%
14 7.993 799 801 807 rVB4 6083 8806 0.58% 0.045%
15 8.633 902 910 920 rBV 168161 282998 18.68%  1.455%
16 9.086 979 987 999 rBvV 187643 328944 21.72% 1.691%
17 9.197 1004 1006 1010 rVVv4 2458 3221  0.21% 0.017%
18 9.526 1058 1062 1069 rVB5 3246 5390 0.36% 0.028%
19 9.644 1076 1082 1089 rBV3 29000 44188 2.92% 0.227%
20 9.808 1100 1110 1118 rBV 150844 266753 17.61% 1.372%
21 10.031 1143 1148 1156 rVB5 2956 4900 0.32% 025%

22 10.349 1195 1202 1211 rBV 246368 440716 29.10%
23 10.725 1259 1266 1274 rBV 413731 740673 48.90%
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24 10.854 1279 1288 1301 rBV 180384 331334 21.87% 704%
25 11.259 1351 1357 1363 rBV3 12780 20028  1.32% 103%
26 11.465 1384 1392 1398 rBV 68634 129383 8.54% 0.665%
27 12.305 1532 1535 1541 rVWV2 4932 7539 0.50% 0.039%
28 13.386 1715 1719 1725 rVV3 4281 7129 0.47% 0.037%
29 13.462 1730 1732 1739 rVB4 2316 4463 0.29% 0.023%
30 13.961 1811 1817 1824 rVB 457731 658283 43.46%  3.385%

31 14.249 1853 1866 1874 rBV 543952 864652 57.08%
32 14.461 1897 1902 1909 rVB4 3077 5232 0.35%
33 14.555 1911 1918 1926 rVW 746066 1159597 76.56%
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34 14.755 1944 1952 1955 rBV5 289355 607377 40.10% 123%
35 14.972 1985 1989 1995 rBV4 4315 7446  0.49% 038%
36 15.348 2049 2053 2058 rVB4 3228 5253 ©.35% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc :

ALS Vvial : 17 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-BG081424.MA.M
Title : SVOA CALIBRATION
37 15.412 2060 2064 2067 rBvV2 3703 4485 0.30% 0.023%
38 15.548 2080 2087 2094 rBV 717852 1083719 71.55% 5.572%
39 15.659 2099 2106 2112 rBV 196377 288854 19.07% 1.485%
40 15.712 2112 2115 2119 rVB3 3343 4930 0.33% 0.025%
41 15.788 2124 2128 2133 rBV3 2839 4062 0.27% 0.021%
42 16.035 2166 2170 2174 rVB3 2719 4102 0.27% 0.021%
43 16.100 2174 2181 2189 rBV5 7927 19025 1.26% 0.098%
44 16.270 2204 2210 2214 rVV4 5299 6849 0.45% 0.035%
45 16.699 2279 2283 2287 rBvV2 8919 12307 0.81% 0.063%
46 16.852 2304 2309 2314 rBV6 5287 8751 0.58% 0.045%
47 17.016 2333 2337 2340 rBV4 2907 3078 0.20% 0.016%
48 17.063 2340 2345 2348 rBV3 5575 8376 ©.55% 0.043%
49 17.198 2364 2368 2372 rBV 18541 26786 1.77% 0.138%
50 17.298 2375 2385 2395 rVV 935552 1427058 94.21% 7.337%
51 17.398 2395 2402 2409 rVB 758989 1135115 74.94% 5.836%
52 17.474 2411 2415 2419 rVB4 5980 6718 0.44% 0.035%
53 17.586 2430 2434 2436 rBV4 3249 4762 0.31% 0.024%
54 17.645 2441 2444 2447 rBV5 4022 5686 ©0.38% 0.029%
55 17.692 2449 2452 2461 rVB5 4972 10261 0.68% 0.053%
56 17.933 2489 2493 2497 rBV6 5866 9867 ©0.65% 0.051%
57 17.974 2497 2500 2506 rVB 18607 24772 1.64% 0.127%
58 18.074 2511 2517 2520 rBV6 10951 18170 1.20% 0.093%
59 18.132 2525 2527 2531 rVB4 2921 3489 0.23% 0.018%
60 18.197 2532 2538 2547 rBV 149338 262771 17.35% 1.351%
61 18.309 2556 2557 2562 rVB5 7867 9603 0.63% 0.049%
62 18.497 2584 2589 2592 rBVS5 9404 15020 0.99% 0.077%
63 18.538 2592 2596 2602 rVB7 11028 16882 1.11% ©0.087%
64 18.626 2607 2611 2612 rBV4 3855 3933  0.26% 0.020%
65 18.825 2642 2645 2649 rBV6 3775 6077 0.40% 0.031%
66 19.055 2681 2684 2689 rBV6 5499 10062 0.66% 0.052%
67 19.113 2690 2694 2696 rVv4 11923 16832 1.11% ©0.087%
68 19.143 2696 2699 2706 rVB6 26226 38213 2.52% 0.196%
69 19.248 2714 2717 2725 rVB6 12042 18407 1.22% 0.095%
70 19.319 2725 2729 2732 rBV2 20355 27852 1.84% 0.143%
71 19.348 2732 2734 2735 rVWV2 4856 4498 0.30% 0.023%
72 19.372 2736 2738 2742 rVB5 5797 6096 0.40% 0.031%
73 19.466 2749 2754 2759 rBV 49753 76533 5.05% 0.393%
74 19.536 2762 2766 2775 rVV2 23062 42966 2.84% 0.221%
75 19.619 2777 2780 2784 rVV4 18505 23014 1.52% 0.118%

76 19.683 2785 2791 2797 rVW 874216 1276546 84.28% 6.563%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc :

ALS Vvial : 17 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-BG081424.MA.M
Title : SVOA CALIBRATION
77 19.730 2797 2799 2807 rVB7 10016 17605 1.16% ©0.091%
78 20.071 2854 2857 2860 rvVBS5 7634 7848 ©.52% 0.040%
79 20.135 2863 2868 2875 rBV7 26851 49711 3.28% 0.256%
80 20.200 2877 2879 2882 rVV3 11997 16580 1.09% ©0.085%
81 20.229 2882 2884 2888 rVW3 22972 24657 1.63% ©.127%
82 20.288 2891 2894 2898 rVB6 7567 9925 0.66% 0.051%
83 20.347 2902 2904 2907 rBV4 5480 6978 0.46% 0.036%
84 20.453 2919 2922 2923 rBV3 7010 7499 0.50% 0.039%
85 20.523 2929 2934 2937 rBV7 16867 29270 1.93% 0.150%
86 20.558 2937 2940 2944 rVB4 33999 43146 2.85% 0.222%
87 20.664 2953 2958 2962 rBV 60195 74942  4.95%  ©.385%
88 20.946 3004 3006 3009 rVB4 9881 8657 ©.57% 0.045%
89 21.216 3047 3052 3062 rBvV2 161726 272311 17.98% 1.400%
90 21.545 3101 3108 3116 rBV 885191 1383030 91.31% 7.111%
91 22.362 3239 3247 3257 rBV4 79384 232908 15.38% 1.198%
92 22.996 3353 3355 3360 rVB 20875 27235 1.80% 0.140%
93 23.178 3381 3386 3397 rVB 58318 1176706 7.77% ©.605%
94 23.772 3480 3487 3493 rBV 106118 219308 14.48% 1.128%
95 23.836 3494 3498 3508 rVB9 29057 72093 4.76% ©.371%
96 24.412 3586 3596 3610 rBV 457297 1209113 79.82% 6.217%
97 24.629 3622 3633 3647 rBV 515143 1514717 100.00% 7.788%
98 25.746 3816 3823 3834 rVB4 64937 183178 12.09% ©.942%
99 25.875 3838 3845 3861 rVB6 49384 191624 12.65% 0.985%
100 29.687 4488 4494 4496 rBVe 35445 69012 4.56% 0.355%
Sum of corrected areas: 19449473
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG062551.D\data.ms
800000
600000
10.725
400000
7.934
10.349
7.1007 470 9.086
200000 56 8.633 9.808 1p.854
3.811
3.66 11.465
0-399 4.145 5.044 6.019 563 9oy | 71523 7l993 .1979.%%‘ 0.031 11. 25% 12.305
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T TTTT T \\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11 00 11. 50 12.00 12.50
Abundance TIC: BG062551.D\data.ms
17.298 19.683 21.545
800000 17.398
14.555 15.548
600000 14.249
13.961
400000
4.755
s 21.216
200000 15.659
22.362
o 1E5862 Ly 1/14.97 25534 357 12601607 0L 616386 G BB R 18
R e e B e e I e e AR AR EumEREEE e B A B e B
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: BG062551.D\data.ms
800000
600000
400000
200000
= ﬁéj\“/\wvmﬂdﬂwwMAM%JMWAMJNNJ“yﬂaJ\MMwiiRiZ\w%ﬁ/AwNWN*,\,%WWMM\wAJP\MW
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\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.664 3.80 ng/ul 89645 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 Propylene Glycol 76 C3H802 000057-55-6 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 64 (3.664 min): BG062551.D\data.ms (-60) (-) m/z 45.15 100.00%
45.1
5000
R AR Ema m
61.1 3.40 3.60 3.80 4.00
OOkl 1T 782840 sz 43,15 18.71%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
45.0
5000 \J\IV\‘A\\\\‘\\\\‘\\\\”\V\\\\

3.40 3.60 3.80 4.00
m/z 61.15 5.79%

29.0
190 11370 53000 760

O\\\‘\\\\“\\\\‘\\\\“\\}\‘\\\‘!‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
e
3.40 3.60 3.80 4.00
5000 ITI/Z 44.15 5.31%
29.0
19.0
0 190 370 530510 760
R R B AE RS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1085: Propylene Glycol R e Mt
45.0 3.40 3.60 3.80 4.00
m/z 41.15 3.30%
5000
31.0
o 30 T 1] 53080 760
T T T T T e R A REaE T
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50

Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .MA.M
: 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 1-Propanol, 3-phenoxy- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.465 3.49 ng/ul 129383  Naphthalene-d8 10.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Propanol, 3-phenoxy-
2 1-Phenoxypropan-2-ol

3 1-Phenoxypropan-2-o0l
4 1-Phenoxypropan-2-ol

5 Ethanol, 2-phenoxy-

152 C9H1202
152 C9H1202
152 C9H1202
152 C9H1202
138 C8H1002

006180-61-6 94
000770-35-4 94
000770-35-4 87
000770-35-4 87
000122-99-6 64

Abundance Scan 1392 (11.465 min): BG062551.D\data.ms (-1384) (- | m/z 94.15 100.00%
94.2
5000
77.2
451 152.2 1150
119.3 :
0 m_mw ‘HM ‘”‘H“_mm_“”_”www m/z 77.15  28.52%
m/z--> 20 80 100 120 140
Abundance #30139.1-Pr0panoL3-phenoxy-
94.0
5000 L
11.50
77.0 152.0 m/z 78.15 17.44%
O \\\‘\‘\?\“H\\\\“\\\\h‘\\\‘\‘\‘! 121'0
m/z--> 20 100 120 140
Abundance #30117.1—Phenox1pr0pan—24ﬂ
94.0
e
11.50
5000 ITI/Z 45.15 17.18%
7.0 152.0
45.0 ‘
i
m/z--> 20 100 120 140
Abundance #30124.1—Phenox propan-2-ol e
94.0 11.50
m/z 108.15 15.88%
5000
77.0
‘ 152.0
o\\ﬁ??w‘»‘\\H\»_\‘\‘_‘1‘1‘1?-9”‘_‘1‘\ .
m/z--> 20 40 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.197 3.68 ng/ul 262771  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83

Abundance Scan 2538 (18.197 min): BG062551.D\data.ms (-2532) (- | m/z 43.15 100.00%

431 73.2
5000
129.2
2133 s
\
I

\‘ | ‘17‘12‘ ‘ 256.4 18.00 18.50
ob—— P RN N Y A m/z 73.15  97.92%

m/z--> 50 100 150 200 250
Abundance #143510:n-Hexadecanok:add

5000 129.0 T R
18.00 18.50

m/z 60.15 88.58%

1710 213.0 256.0
—— ‘M‘ LM \\hH\ ‘H‘\ al ‘ ‘ | “‘ \‘ ““\‘ , “\‘ ——
m/z--> 100 150 200 250
Abundance #92063: Tridecanoic acid
43.0 730
Py

o

18.00 18.50
5000 129.0 m/z 57.25 81.14%
171.0
L s
0 — ‘\‘ ‘} \‘ ‘H‘\\ HH“\ ; \\‘H“\ {‘\H‘ h} “ ‘m“ S “ ‘ “ . T
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T T

73.0 18.00 18.50

m/z 55.15  75.35%

43.0
5000
129.0
1710 2140
1‘41‘0‘\‘ U‘\‘u‘n‘ H‘H uhh HM hm ! ‘ \ ‘\ ‘ : ‘ ‘

I I
miz--> 50 100 150 200 250 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Heptadecyl trifluoroacetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.216 3.94 ng/ul 272311  Chrysene-di12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 3052 (21.216 min): BG062551.D\data.ms (-3047) (- | m/z 57.15 100.00%

57.1
7.2
5000

21.00 21.50

2 2071 267.1
j— ‘ u“ﬁ‘w““““§“““‘$551 - m/z 43.15  92.42%
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
97.0
5000 s —
21.00 21.50

m/z 55.15  82.29%

\\\‘ T\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
7.0

21.00 21.50
5000 m/z 83.10 67.53%

390 210.0

50 | 490 21002550 ase0
m/z--> 50 100 150 200 250 300 350
Abundance #303470: ioni ;

15.0
70: Pentafluoropropionic acid, heptadecyl ester T :
57.0 21.00 21.50

m/z 97.15 60.59%

97.0
) J\%
ol il w‘ m“1820 238.0 283.0 384

T
m/z--> 50 100 150 200 250 300 350 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.362  3.37 ng/ul 23298 Chryseme-diz 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-octadecene 252 cis3e 000112-88-9 95

2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Pentacos-1-ene 350 C25H50 016980-85-1 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93

5 1-Octadecanol

270 C18H380

000112-92-5 93

Abundance Scan 3247 (22.362 min): BG062551.D\data.ms (-3239) (1 m/z 55.15 100.00%
55.1
2000 M/L/\L
— ——
H “ |} 2102 2651 357 22.00 22.50
ob—— b Mw\m : “““ m/z 57.15 93.86%
mfz--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
5000 — ——
22.00 22.50
m/z 83.10 86.06%
39.0
O T \‘\ “ H ‘ ‘ 1‘ * H “\1\812\0 T \2\5“2;0\ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
— —
22.00 22.50
5000 m/z 43.15 84.75%
oiso LLLLLLE 12022002080
m/z--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene “ —
55.0 22.00 22.50
7.0 m/z 69.15 72.41%
B ,/W\/\AWM
390 350.0
ol LLLLLLI20 a0s0  osa0 00 ) oo
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.772 2.90 ng/ul 219308 Perylene-di2 24.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3487 (23.772 min): BG062551.D\data.ms (-3480) (- m/z 57.15 100.00%

57.1
5000

= =S
‘ h 23.50 24.00
I

412 2071
L “u‘\““:lﬁ"HH“““‘2‘8}‘1‘”“35‘5‘?”‘ m/z 43.15  63.77%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 e S
23.50 24.00

m/z 71.15 56.58%

ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane

57.0

o

23.50 24.00
5000 m/z 85.15 42 .39%
O
oLl L] 141.0183.02250267.0 3380
i A A T e T e

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane i : : :
57.0 23.50 24.00

m/z 55.15 21.55%

- MMW
| ‘\

Hh‘ | \\ 1 141.0183.0225.0267.0309.0 367.0

Oh bt b g TR R TE TT — —
miz--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 8
R.T. EstConc Area Relative to ISTD R.T.
25.746 2.42 ng/ul 183178 Perylene-di2 24.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 3823 (25.746 min): BG062551.D\data.ms (-3816) (- | m/z 57.15 100.00%
7.1

5
5000

.
99.2 25.50 26.00
141.2 1837 282.1 a1 : :

ol bbby TS 8822102 2820 34l Ty 15 70.10%

m/z--> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0

5000 T —
25.50 26.00
99.0 m/z 43.15 64.54%
LI 1419 1830 2250 2020
O ‘\“‘\”\‘ \H\“ \“\“\ M‘“\”\ \‘\" LA B o T T
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
— —
25.50 26.00
5000 ITI/Z 85.15 45.16%
99.0
ol 270 1410 1830 2250 2820
L R T I B i S e e e AN
m/z--> 50 100 150 200 250 300
Abundance #176385: Eicosane T —
57.0 25.50 26.00

m/z 55.15 25.54%

- WWN\J/W
99.0
||, 1410 1830 2250 2820
Ay

ol Ly 340 1880 2250 R0 e
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\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 (DEL) Alkane: Cyclic25.875 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.875 2.53 ng/ul 191624  Perylene-di2 24.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 80
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 38
3 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 30
4 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 30
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 30
Abundance Scan 3845 (25.875 min): BG062551.D\data.ms (-3838) (- | m/z 43.15 100.00%
43.1
20 W/U\ww
1.2 . S
2071 297.4 25.50 26.00
0t m/z 83.15  94.79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244232: Cyclotetracosane
43.0
5000 — ——
0 25.50 26.00
1L m/z 55.15  87.29%
0 J‘ Ll ‘ |1 | 167,0224.0279.0336-0
\\\’\\\\‘f\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0
— ——
25.50 26.00
5000 m/z 57.15 82.56%
125.0
ol L ‘1‘43102360 336.0 532.(
“w‘u‘_“ e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343109: Heptacosy! pentafluoropropionate — ——
57.0 25.50 26.00
m/z 97.15 76.32%
5000
125.0
ob ‘ Ly 181023602920 3780 524.0
‘H,“H“H‘ R Amas R R P P
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62551.D

Acqg On : 22 Aug 2024 22:50
Operator : MA/JU

Sample : P3673-13

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@81424.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|
Propylene Glycol 3.664 3.8 ng/ul 89645 1 7.934 472390 20.0
1-Propanol, 3-p... 11.465 3.5 ng/ul 129383 2 10.725 740673 20.0
n-Hexadecanoic ... 18.197 3.7 ng/ul 262771 4 17.298 1427060 20.0
Heptadecyl trif... 21.216 3.9 ng/ul 272311 5 21.545 1383030 20.0
(DEL) Alkane: S... 22.362 3.4 ng/ul 232908 5 21.545 1383030 20.0
(DEL) Alkane: S... 23.772 2.9 ng/ul 219308 6 24.624 1514720 20.0
(DEL) Alkane: S... 25.746 2.4 ng/ul 183178 6 24.624 1514720 20.0
(DEL) Alkane: C... 25.875 2.5 ng/ul 191624 6 24.624 1514720 20.0
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