LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 07:55
Operator : CG/JU

Sample : N6008-19

Misc :

ALS Vvial : 28 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_M\Methods\SFAM-EPA-BM120722.M
Title : SVOA CALIBRATION

Signal : TIC: BM@38161.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.393 31 35 42 rVB 36093 50170 1.17% 0.097%
2 3.846 109 112 130 rBV 74800 180711 4.21% 0.349%
3 4.157 162 165 172 rVB3 11688 19054 0.44% 0.037%
4 5.116 323 328 335 rVB 32387 49751 1.16% ©.096%
5 5.363 367 370 376 rVB7 5862 10929 0.25% 0.021%
6 7.022 647 652 656 rBvV3 9363 15439 0.36% 0.030%
7 7.198 675 682 694 rVB 701755 1136013 26.48% 2.191%
8 7.369 704 711 722 rBV 546137 845883 19.72% 1.632%
9 7.569 737 745 753 rBV 767832 1169086 27.25% 2.255%
106 8.039 818 825 832 rBV 661600 1032392 24.07% 1.991%
11 8.286 864 867 872 rVVé6 4476 8071 0.19% 0.016%
12 8.751 939 946 954 rBV 816060 1310954 30.56% 2.529%
13 9.216 1017 1025 1037 rBvV 714065 1170631 27.29% 2.258%
14  9.369 1047 1051 1056 rBVS8 8042 12293 0.29% 0.024%
15 9.598 1086 1090 1103 rVB4 15235 33156 0.77% 0.064%
16 9.939 1140 1148 1158 rBV 602498 999809 23.31% 1.928%
17 10.151 1179 1184 1191 rVB8 6466 13744 0.32% 0.027%
18 10.475 1228 1239 1252 rBV 981264 1600810 37.32%  3.088%
19 10.628 1261 1265 1271 rVB7 13588 21704 0.51% 0.042%
20 10.857 1296 1304 1310 rBV 990502 1569782 36.59% 3.028%
21 10.904 1310 1312 1317 rVB3 13997 18141 0.42% 0.035%
22 10.998 1317 1328 1341 rBV 615653 1061133 24.74% 2.047%
23 11.639 1433 1437 1440 rBV5 5932 9367 0.22% 0.018%
24 11.774 1452 1460 1461 rBV7 4873 8331 0.19% 0.016%
25 12.251 1537 1541 1547 rVV2 12979 19319 0.45% 0.037%
26 12.369 1556 1561 1567 rVV 24863 45735 1.07% ©0.088%
27 12.433 1567 1572 1577 rVWV 19732 29987 0.70% 0.058%
28 12.504 1580 1584 1591 rVB4 8600 15352 0.36% 0.030%
29 13.045 1669 1676 1679 rBV9 3555 8427 0.20% 0.016%
30 13.480 1743 1750 1753 rVW6 18059 31119 0.73% 0.060%
31 13.557 1757 1763 1766 rVV4 10285 16800 0.39% 0.032%
32 13.598 1766 1770 1774 rVWV4 6865 11433 0.27% 0.022%
33 13.986 1832 1836 1843 rBVS 12999 21002 0.49% 0.041%
34 14.080 1843 1852 1858 rBV 1612620 2231019 52.01% 4.303%
35 14.180 1868 1869 1874 rVB5 6120 8983 0.21% 0.017%
36 14.310 1886 1891 1894 rBV7 6361 11905 0.28% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 07:55
Operator : CG/JU

Sample : N6008-19

Misc :

ALS Vvial : 28 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_M\Methods\SFAM-EPA-BM120722.M
Title : SVOA CALIBRATION
37 14.368 1894 1901 1911 rVB 1942941 2871638 66.94% 5.539%
38 14.545 1925 1931 1935 rVB2 13092 18322 0.43% 0.035%
39 14.668 1943 1952 1959 rBV 1480226 2114289 49.29% 4.078%
40 14.733 1960 1963 1968 rVB5 7862 11900 0.28% 0.023%
41 14.868 1980 1986 1996 rBV 552061 819277 19.10% 1.580%
42 15.068 2015 2020 2024 rBvV3 22417 32878 0.77% 0.063%
43 15.110 2024 2027 2032 rVB2 18156 24376 0.57% 0.047%
44 15.233 2043 2048 2052 rBV6 5164 8863 0.21% 0.017%
45 15.445 2078 2084 2087 rBvV8 8167 13620 0.32% 0.026%
46 15.492 2087 2092 2097 rVB7 7894 14538 0.34% 0.028%
47 15.657 2113 2120 2127 rVV 2575950 3455008 80.54% 6.664%
48 15.715 2127 2130 2134 rVB3 6373 8659 ©0.20% 0.017%
49 15.774 2134 2140 2148 rBV 570809 758548 17.68% 1.463%
50 15.892 2156 2160 2166 rVB4 14981 23319 0.54% 0.045%
51 15.980 2170 2175 2177 rBV5 12982 21810 0.51% 0.042%
52 16.015 2177 2181 2190 rVB 145282 199720 4.66% 0.385%
53 16.274 2222 2225 2231 rBv4 28934 36609 0.85% 0.071%
54 16.351 2235 2238 2247 rVV1e 16551 46490 1.08% ©.090%
55 16.427 2249 2251 2255 rVB5 5730 9072 0.21% 0.017%
56 16.504 2260 2264 2265 rBV4 9828 10462 0.24% 0.020%
57 16.539 2266 2270 2275 rVB 64218 77350 1.80% 0.149%
58 16.792 2309 2313 2317 rBV4 27869 38685 0.90% 0.075%
59 17.062 2356 2359 2364 rVB6 7492 11957 0.28% 0.023%
60 17.145 2369 2373 2376 rBvV4 12465 18623 0.43% 0.036%
61 17.192 2379 2381 2384 rVV4 7537 8842 0.21% 0.017%
62 17.286 2393 2397 2404 rBV3 43154 85702 2.00% 0.165%
63 17.356 2405 2409 2412 rVWV4 29894 44816 1.04% 0.086%
64 17.409 2412 2418 2423 rVV 1794546 2531622 59.01% 4.883%
65 17.451 2423 2425 2428 rVWV 84001 100085 2.33% 0.193%
66 17.509 2429 2435 2448 rVV 2636502 3666325 85.47% 7.072%
67 17.598 2448 2450 2455 rVB6 11209 16119 0.38% 0.031%
68 17.674 2459 2463 2469 rVB2 26943 38867 ©0.91% 0.075%
69 17.745 2472 2475 2477 rBV4 9624 10762 0.25% 0.021%
70 17.809 2484 2486 2489 rVB2 12938 12583 0.29% 0.024%
71 17.880 2495 2498 2502 rBV6 10512 16485 0.38% 0.032%
72 17.921 2502 2505 2513 rVB9 18425 28140 0.66% 0.054%
73 18.021 2520 2522 2526 rBV5 7581 8913 0.21% 0.017%
74 18.168 2541 2547 2552 rBV3 49158 96641 2.25% 0©.186%
75 18.227 2553 2557 2562 rBV 92737 137576 3.21% 0.265%

76 18.286 2562 2567 2578 rBV 1061529 1539361 35.88%  2.969%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 07:55
Operator : CG/JU

Sample : N6008-19

Misc :

ALS Vvial : 28 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_M\Methods\SFAM-EPA-BM120722.M

Title : SVOA CALIBRATION

77 18.551 2608 2612 2614 rBV3 30514 40913 0.95% 0.079%
78 18.627 2623 2625 2633 rVB5 23184 34853 0.81% 0.067%
79 18.709 2635 2639 2646 rBV7 33841 47210 1.10% 0.091%
80 18.780 2648 2651 2653 rBV3 17487 23020 0.54% 0.044%
81 18.868 2662 2666 2671 rBv4 47453 72314 1.69% 0.139%
82 19.015 2687 2691 2698 rBV3 91995 135127 3.15% 0.261%
83 19.215 2719 2725 2730 rBV5 57410 103197 2.41% 0.199%
84 19.292 2735 2738 2742 rBV4 19607 32527 0.76% 0.063%
85 19.350 2746 2748 2752 rVB3 35343 40026 0.93% 0.077%
86 19.415 2755 2759 2760 rBV2 99673 131321 3.06% 0.253%
87 19.456 2760 2766 2774 rVB 266127 540527 12.60% 1.043%
88 19.550 2778 2782 2789 rBV 279763 404357 9.43% 0.780%
89 19.792 2817 2823 2834 rBV 3166269 4289832 100.00% 8.274%
90 19.939 2844 2848 2861 rBV 563437 710573 16.56% 1.371%
91 20.297 2904 2909 2915 rVB5 130676 263188 6.14% 0.508%
92 20.756 2984 2987 2992 rBV2 148574 171921 4.01% 0.332%
93 21.262 3069 3073 3083 rBV 1163164 1492342 34.79% 2.878%
94 21.574 3121 3126 3131 rBV 1791784 2314731 53.96% 4.465%
95 22.197 3229 3232 3243 rVB2 234174 379356 8.84% 0.732%
96 23.233 3405 3408 3412 rBV 195194 300927 7.01% ©.580%
97 23.868 3510 3516 3522 rBV2 1620318 3012675 70.23% 5.811%
98 24.027 3537 3543 3550 rVB2 958417 1837152 42.83% 3.543%
99 24.609 3638 3642 3650 rVB 378410 732202 17.07% 1.412%
100 26.479 3955 3960 3971 rVB 354335 948508 22.11% 1.829%

Sum of corrected areas: 51846086
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM038161.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.286 12.16 ng/ul 1539360 Phenanthrene-d10 17.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2567 (18.286 min): BM038161.D\data.ms (-2562) (- m/z 43.10 100.00%

431
213.2 — —
‘ 1‘711 ‘ 2563 18.00 18.50

0l ¥ ok Ll b T 8880 17 73,60 95.04%

%

m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 == =
129.0 18.00 18.50
213.0 m/z 59.95 90.82%
171.0

0! | “\u‘m d | “ “ “‘u\‘ “\ . L‘ - “ e o
m/z--> 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid

T —
18.00 18.50

5000 256.0 m/z 57.05 74.86%
129.0
30 213.0
‘ 171.0
oL—4 “\\h“ ‘H‘\ ) ‘ “‘u ‘\‘\““‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T .
60.0 18.00 18.50
m/z 41.05 74.78%
5000 129.0
171.0 213.0 256.0
S 0 O U Y|
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.551 3.49 ng/ul 404357  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2782 (19.550 min): BM038161.D\data.ms (-2778) (- m/z 43.05 100.00%

43.0
5000 129.1
H 185.2 2413 i&sd
‘ 2.1 . !
oA J“‘w‘“‘w‘“‘w eyt ‘ b 013410415 73 05 84.03%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000/ 25 284.0 —— |
185.0 19.50
‘ L m/z 60.08  80.73%
O ; ‘\l“ \}“‘u‘\ “M“‘ “‘Hm‘““‘h! “’\‘ “ ' ‘ “ 2‘2‘9‘ T “‘ T
miz--> 0 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
— \
19.50
5000 129.0 ITI/Z 57.10 78.83%
29.( ‘ 185.0 284.0
0 ‘\“ Il \H‘MM‘\ - ““ T ‘L‘ S S —
miz--> 0 50 100 150 200 250 300 350 400
Abundance #179090: Octadecanoic acid —— ‘
43.0 19.50
m/z 55.05 72.07%
5000
129 0 284.0
185.0 '
ATV TV O OO o
m/z--> 0 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 6H-Pyrido[4,3-b]carbazole, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.939 6.14 ng/ul 710573  Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6H-Pyrido[4,3-b]carbazole, 9-met... 276 C18H16N20 010371-86-5 80
2 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 76
3 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H2@N20S 1000197-22-6 74
4 5-[4-(Diethylamino)phenyl]-4-eth... 276 C14H20N4S 1000476-62-2 72
5 4-(3-Fluoro-8-nitronaphthalen-2-... 276 C14H13FN203 1000409-37-1 64
Abundance Scan 2848 (19.939 min): BM038161.D\data.ms (-2844) (- m/z 261.10 100.00%
261.1
5000
.
53.0 159.1203.1 ‘ :
[o) I ’M\‘M‘ ‘u‘ \;‘u ‘\M“‘\L\‘\\hi\“ ‘m‘ Mg ‘w\l“.m‘m‘n\h “\Mh‘ m‘“ ‘H\‘L’ I - ‘3‘4‘3"2“ . “‘”‘-5‘ m/z 276.10 86.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #168756: 6H-Pyrido[4,3-b]carbazole, 9-methoxy-5,11-dir
276.0
5000 U A
20.00
m/z 233.05 35.89%
231.0
0 58.0 I \13\80 1890 A hN " L
\\f]\\\\‘\\\\‘\\\\‘\\T\’\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #168680: 3,5-di-tert-Butyl-4-hydroxycinnamic acid
20 AN
e B
20.00
5000 m/z 231.10 19.99%
57.0
“ 115.0 187.0
R 8 M M
miz--> 50 100 150 200 250 300 350 400
Abundance #168438: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dim A ‘ ‘J““WJJ‘\JV
261.0 20.00
m/z 247.10  18.89%
5000
31.0 1630 5140
76.0 ‘
o,ﬁmw wiked ‘i IS0 U E— A
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 5H-Furo[3,2-g][1]benzopyran... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.297 2.27 ng/ul 263188  Chrysene-di2 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S5H-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 70
2 6H-Pyrido[4,3-b]carbazole, 9-met... 276 C18H16N20 010371-86-5 60
3 5-[4-(Diethylamino)phenyl]-4-eth... 276 C14H2ON4S 1000476-62-2 58
4 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 46
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 44
Abundance Scan 2909 (20.297 min): BM038161.D\data.ms (-2904) (-  m/z 261.15 100.00%
261.1
216.1
5000 57.1
00 || ™ e
0! m uu\}\wwl\d‘ MUM‘HM \\‘m“h H‘\ s ‘3?‘8 ‘2‘3‘5"\? ‘1‘ “H'g ‘1‘ m/z 276.15 93.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #168164: 5H-Furo[3,2-g][1]benzopyran-5-one, 7-(hydroxy
261.0
5000 P M —
20.00 20.50
m/z 216.10 60.26%
48000
ok~ ‘M\ \H‘\“”\“IMH‘\‘H‘Iu“ ‘H‘m“ ‘uh‘\hm‘m ‘M‘ I ‘\u‘dh il \M b e
m/z--> 50 100 150 200 250 300 350 400

Abundance #168756: 6H-Pyrido[4,3-b]carbazole, 9-methoxy-5,11-dir

276.0 ‘/\M‘NJ\‘

20.00 20.50
5000 ITI/Z 215.10 49.,51%
NI N SN o E—
miz--> 50 100 150 200 250 300 350 400
Abundance #168283: 5-[4-(Diethylamino)phenyl]-4-ethyl-4H-1,2,4-trig  ‘eed s T
261.0 20.00 20.50
m/z 57.10 40.91%
5000
131.0
20.0 2040
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55

Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Pentafluoropropionic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.262 12.89 ng/ul 1492340  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3073 (21.262 min): BM038161.D\data.ms (-3069) (-
43.0

m/z 43.05 100.00%

:

21.00 21.50

5000
L 99.76%

‘ 207.1
ob AL 272 281 3571 43004891549, 4/ 5710

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #293797: Pentafluoropropionic acid, hexadecyl ester
57.0

k

5000
21.00 21.50

1 50 m/z 55.10  92.15%

‘\\‘\\’1!H[1\\1[\\H‘\\H[\1\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

:

Abundance #275085: Octadecy! trifluoroacetate
57.0
21.00 21.50
5000 m/z 83.10 77.21%
125.0
| ‘ ‘ 224.0 297.0
oLl m‘nmH_‘H_H‘_m_MW_WH_
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene = ]
55.0 21.00 21.50
m/z 97.05 69.91%
5000
125.0
oL M 1950 2640 250
P e T =T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.197 3.28 ng/ul 379356  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
2 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 74
3 1-Tetracosene 336 C24H48 010192-32-2 58
4 1-Tetracosene 336 C24H48 010192-32-2 58
5 Behenic alcohol 326 C22H460 000661-19-8 53

Abundance Scan 3232 (22.197 min): BM038161.D\data.ms (-3229) - m/z 55.10 100.00%

55.1
5000
— —
‘ 207.1 22.00 22.50
ol d bbbl bdsy L, 2871 3692 4623 549 . g3 15  o04.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — —
22.00 22.50
5.0 m/z 97.10  93.48%
11y 900200
O\\\ ’\Tl!\“‘!\h\u“l\”\\‘\“.\\\\‘\‘\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7660: Cyclopentane, 1,1,3-trimethyl-
55.0
— —
22.00 22.50
5000 m/z 69.10 76.52%
0’”1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene 7 —
55.0 22.00 22.50
m/z 43.10 71.86%
5000
125.0
“ 336.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.609 7.97 ng/ul 732202  Perylene-di2 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3642 (24.609 min): BM038161.D\data.ms (-3638) (- m/z 57.10 100.00%
57.1

-

5000
2450 2500
41.1 . .
0l J M H\ g 2001 2811 359.2 4202 5031 .y 43.19  70.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 —— —
24.50 25.00
m/z 71.10 61.29%
154.0
ol Ablili 1) 2120 2810
‘\\\ [1\1!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #194597: Pentadecane, 8-hexyl-
43.0
T 7
24.50 25.00
5000 ITI/Z 85.10 45.89%
0 196.0
o LD Ly o0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane T s
57.0 24.50 25.00
m/z 55.10 21.09%
U170 1070 2950
e A A e e e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\

Library Search Compound Report

Data File : BM@38161.D

Acqg On : 21 Dec 2022 @07:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS vial : 28

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.479 10.33 ng/ul 948508  Perylene-di2 24.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3960 (26.479 min): BM038161.D\data.ms (-3955) (- m/z 57.10 100.00%
57.1

5000

%

26.50
127.1 207.1
ow‘_.”“mu‘H"‘H‘2‘7‘?}‘M?’?‘?’ﬁf"f“s_l‘w?ﬁ?‘ m/z 43.10  64.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 T
26.50
m/z 71.10 58.63%
0 H | £27:0 197.0 267.0 380.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

%

Abundance #287976: Heptacosane
57.0
26.50
5000 ITI/Z 85.10 43.71%
ol ‘ [JFI0 3970 2670 3800
“H‘_““H PR e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #333755: Tetracosane, 11-decyl- T
57.0 26.50
m/z 55.10  25.18%
- m
oL LRI 1970 267.0 32703040
R A e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38161.D

Acqg On : 21 Dec 2022 @7:55
Operator : CG/JU

Sample : N6008-19

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120722.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|
n-Hexadecanoic ... 18.286 12.2 ng/ul 1539360 4 17.409 2531620 20.0
Octadecanoic acid 19.551 3.5 ng/ul 404357 5 21.574 2314730 20.0
6H-Pyrido[4,3-b... 19.939 6.1 ng/ul 710573 5 21.574 2314730 20.0
5H-Furo[3,2-g][... 20.297 2.3 ng/ul 263188 5 21.574 2314730 20.0
Pentafluoroprop... 21.262 12.9 ng/ul 1492340 5 21.574 2314730 20.0
1-Heneicosyl fo... 22.197 3.3 ng/ul 379356 5 21.574 2314730 20.0
(DEL) Alkane: S... 24.609 8.0 ng/ul 732202 6 24.027 1837150 20.0
(DEL) Alkane: S... 26.479 10.3 ng/ul 948508 6 24.027 1837150 20.0
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