LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38143.D

Acqg On : 20 Dec 2022 20:27
Operator : CG/JU

Sample : N6008-18

Misc :

ALS Vvial : 10 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@38143.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 32 36 41 rVB 13995 16776 ©.36% 0.032%
2 3.834 106 110 130 rBVv 252452 466000 9.99% 0.899%
3 4.163 163 166 170 rBV 10770 13991 0.30% 0.027%
4 4.240 177 179 183 rBv4 3747 5379 ©.12% 0.010%
5 5.122 325 329 335 rVB 12314 18029 ©0.39% 0.035%
6 5.363 365 370 374 rBVY7 3630 5375 ©.12% 0.010%
7 7.022 647 652 658 rVB4 8251 14439 0.31% 0.028%
8 7.204 675 683 694 rVB 626900 984394 21.10%  1.899%
9 7.369 705 711 724 rBV 388613 596831 12.79% 1.151%
106 7.569 739 745 756 rVB 559563 878949 18.84% 1.696%
11 8.046 819 826 833 rBV 553036 851918 18.26% 1.644%
12 8.104 833 836 840 rVB5 4611 5385 0.12% 0.010%
13 8.757 940 947 958 rBV 842546 1310209 28.09% 2.528%
14  9.216 1018 1025 1033 rBV 595973 957220 20.52% 1.847%
15 9.316 1038 1042 1047 rBvV8 4581 8103 0.17% 0.016%
16 9.375 1047 1052 1056 rVB7 5581 8813 0.19% 0.017%
17 9.604 1086 1091 1095 rVB5 6063 8823 0.19% 0.017%
18 9.940 1140 1148 1155 rBV 532893 864145 18.52% 1.667%
19 10.092 1168 1174 1180 rVBS 2788 5654 0.12% 0.011%
20 10.157 1180 1185 1190 rBV5 5520 9289 0.20% 0.018%

21 10.481 1231 1240 1250 rBV 933368 1549315 33.21%
22 10.639 1265 1267 1272 rVB5 3870 5362 0.11%
23 10.863 1297 1305 1312 rBV 788207 1301040 27.89%

OFRr NON
Ul
=
(]
3%

24 11.004 1321 1329 1339 rBV 527326 962130 20.62% 856%
25 11.239 1365 1369 1372 rBV5 3850 5602 0.12% 011%
26 11.639 1433 1437 1443 rVB7 8942 13918 0.30% 0.027%
27 12.257 1539 1542 1548 rVB6 8133 11136 ©.24% 0.021%
28 12.433 1568 1572 1578 rBV2 14017 21615 0.46% 0.042%
29 12.833 1636 1640 1644 rBV6 4895 7339 0.16% 0.014%
30 12.951 1655 1660 1664 rVB6 5184 7703 0.17% 0.015%
31 13.063 1676 1679 1682 rVB5 4759 5315 ©0.11% ©.010%
32 13.486 1747 1751 1754 rVB3 9961 12848 0.28% 0.025%
33 13.563 1759 1764 1767 rVB7 4036 6399 0.14% 0.012%
34 13.604 1767 1771 1773 rBvV4 4710 6349 0.14% 0.012%
35 13.657 1773 1780 1786 rVB3 20267 31398 0.67% ©0.061%
36 13.857 1808 1814 1816 rBVS5 4933 8456 0.18% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38143.D

Acqg On : 20 Dec 2022 20:27
Operator : CG/JU

Sample : N6008-18

Misc :

ALS Vvial : 10 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 13.992 1832 1837 1843 rBV8 5820 9496 0.20% 0.018%
38 14.080 1844 1852 1859 rVV 1813057 2345947 50.29% 4.526%
39 14.133 1859 1861 1868 rVV7 7899 14131 0.30% 0.027%
40 14.304 1886 1890 1894 rBV6 5232 9083 0.19% 0.018%
41 14.369 1894 1901 1912 rVV 2050347 2947621 63.19% 5.687%
42 14.545 1929 1931 1935 rVB3 11398 13119 0.28% 0.025%
43 14.675 1947 1953 1960 rVB 1257298 1784263 38.25% 3.442%
44 14.869 1977 1986 2000 rBV 784728 1142346 24.49% @ 2.204%
45 15.027 2008 2013 2016 rBvV2 18538 28093 0.60% 0.054%
46 15.069 2016 2020 2026 rVB6 20483 32557 ©.70% 0.063%
47 15.233 2044 2048 2052 rBV3 9209 13927 ©0.30% 0.027%
48 15.445 2075 2084 2087 rBV9 7609 18785 ©0.40% 0.036%
49 15.663 2114 2121 2127 rBV 2561564 3619412 77.59% 6.983%
50 15.780 2135 2141 2148 rBV 777296 1046344 22.43% 2.019%
51 15.898 2156 2161 2167 rBV5 14773 25175 ©.54% 0.049%
52 15.980 2169 2175 2178 rVWV 25613 41597 0.89% 0.080%
53 16.021 2178 2182 2190 rVB 107376 149179 3.20% 0.288%
54 16.221 2214 2216 2223 rVB8 7471 12666 ©0.27% 0.024%
55 16.357 2235 2239 2240 rBV3 9404 10104 ©0.22% 0.019%
56 16.439 2249 2253 2256 rVB6 5519 8052 0.17% 0.016%
57 16.510 2261 2265 2267 rVWV4 7398 12266 0.26% 0.024%
58 16.545 2267 2271 2274 rVV3 15485 23435 0.50% 0.045%
59 16.580 2274 2277 2282 rVB6 9643 14328 0.31% 0.028%
60 16.798 2309 2314 2321 rBV6 32470 54633 1.17% 0.105%
61 16.851 2321 2323 2328 rVvv5 8183 10375 ©0.22% 0.020%
62 16.904 2328 2332 2336 rVB4 5963 11007 0.24% 0.021%
63 17.145 2371 2373 2378 rVB6 9442 10713 0.23% 0.021%
64 17.192 2378 2381 2384 rBV5 7025 9908 0.21% 0.019%
65 17.286 2393 2397 2405 rBV3 34140 60720 1.30% 0.117%
66 17.351 2405 2408 2412 rBV5 21552 27687 ©.59% 0.053%
67 17.410 2412 2418 2424 rBV 1547257 2152309 46.14% 4.153%
68 17.510 2429 2435 2442 rVB 2856432 3831327 82.13% 7.392%
69 17.751 2473 2476 2478 rBv4 9376 11422 0.24% 0.022%
70 17.780 2478 2481 2484 rVB5 8387 13688 0.29% 0.026%
71 17.927 2502 2506 2510 rVB6 14597 22658 ©0.49% 0.044%
72 18.021 2520 2522 2526 rBv4 7617 8881 0.19% 0.017%
73 18.063 2526 2529 2534 rVB6 11951 16491 0.35% 0.032%
74 18.168 2541 2547 2551 rBV3 44854 85027 1.82% 0.164%
75 18.227 2553 2557 2562 rVB2 58323 80091 1.72%  ©.155%
76 18.286 2562 2567 2577 rBV 906881 1327286 28.45% 2.561%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38143.D

Acqg On : 20 Dec 2022 20:27
Operator : CG/JU

Sample : N6008-18

Misc :

ALS Vvial : 10 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 18.415 2587 2589 2593 rVB4 19089 21581 ©0.46% 0.042%
78 18.545 2607 2611 2614 rBV2 29640 38412 0.82% 0.074%
79 18.580 2614 2617 2621 rVB4 17685 30231 0.65% 0.058%
80 18.710 2636 2639 2645 rVB6 26578 39699 0.85% 0.077%
81 18.868 2662 2666 2673 rVB3 65248 94507 2.03% 0.182%
82 19.215 2720 2725 2730 rVB6 34035 59178 1.27% 0.114%
83 19.357 2746 2749 2754 rVB3 37137 45889 0.98% 0.089%
84 19.415 2755 2759 2760 rBV 98902 119408 2.56% ©0.230%
85 19.457 2760 2766 2774 rVB3 171475 402152 8.62% 0.776%
86 19.557 2778 2783 2791 rBV 281382 424075 9.09% 0.818%
87 19.792 2817 2823 2836 rBV 3511066 4665042 100.00% 9.001%
88 19.945 2844 2849 2855 rBV 663043 828467 17.76%  1.598%
89 20.068 2867 2870 2876 rVB7 40170 61632 1.32% 0.119%
90 20.127 2878 2880 2884 rVB5 48295 47620 1.02% 0.092%
91 20.298 2904 2909 2916 rBV6 102766 222211 4.76%  0.429%
92 20.762 2985 2988 2992 rBV 174544 180684 3.87% 0.349%
93 21.262 3069 3073 3084 rVB 990956 1245279 26.69% 2.403%
94 21.533 3110 3119 3122 rBV4 596113 1614192 34.60% 3.114%
95 21.574 3122 3126 3131 rVB 1780290 2422064 51.92% 4.673%
96 22.198 3229 3232 3241 rVB 393634 561393 12.03% 1.083%
97 23.239 3405 3409 3413 rBV 311449 452258 9.69% 0.873%
98 23.868 3510 3516 3529 rVB2 1874799 3764782 80.70% 7.264%
99 24.027 3537 3543 3550 rVB2 882530 1727409 37.03% 3.333%
100 24.609 3638 3642 3651 rVB 357752 720876 15.45%  1.391%

Sum of corrected areas: 51830837
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

: 20 Dec 2022 20:27
: CG/JU
: N6008-18

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
BM@38143.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P

Abundance
3500000
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2500000
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1500000

1000000
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TIC: BM038143.D\data.ms
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19.
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38143.D

Acq On : 20 Dec 2022 20:27
Operator : CG/JU

Sample : N6008-18

Misc

ALS Vial : 10 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.286  12.33 ng/ul 1327290  Phenanthrene-d10 17.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2567 (18.286 min): BM038143.D\data.ms (-2562) (- | m/z 43.05 100.00%
4’2
e 1711 2132 18,00 1850
H‘ L T s 18.00 18.50
ol MLl UL L 0885y 7360 96.35%
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43. 256.0
5000 P —
129.0 18.00 18.50
3.0 , 2130 m/z 59.95  89.24%
0 w“M‘\ \‘\MH\ u‘ﬂ‘\‘w\\‘\ ‘\\ “ “ “‘u\ “\‘ L “‘ e
m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
— —
129.0 256.0 18.00 18.50
m/z 57.10 73.27%
5000 213.0
171.
0 “““”W“ Y L
m/z--> 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add = =
18.00 18.50
m/z 41.05 71.74%
5000 129.0
H 171.0 213.0 256.0
AT O RN B AU | Gt
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@38143.D

Acq On : 20 Dec 2022 20:27
Operator : CG/JU

Sample : N6008-18

Misc

ALS Vial : 10 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.557 3.50 ng/ul 424075  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CAS# 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 93
4 Octadecanoic acid 284 (C18H3602 000057-11-4 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
Abundance Scan 2783 (19.557 min): BM038143.D\data.ms (-2778) (- | m/z 43.00 100.00%
43.0
135 2 241, 3 U \
‘ ‘ 19.50
ol “‘ A ﬂ‘”‘“““ ol ‘u bt b me'?’?‘??‘ M4 nyz 73.00  83.46%
m/z--> lOO 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 ——
129.0 1950
m/z 60.00 78.48%
29. ‘ 185.0 547 0284.0
O' ‘“ “‘H\H‘“‘“\‘“‘\““‘“\““““““““‘“"‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
T f
19.50
129.0
5000080 284.0 m/z 57.05 72.17%
185.0 241.0
0 ‘\“\H‘u M ‘ \‘ ‘ “‘ ‘\“‘ | ‘\\\‘\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #179092: Octadecanoic acid —— ‘
43.0 19.50
m/z 55.05 67.08%
5000
129.0 284.0
‘ H 185.0 241.0
0 ‘h‘ H’\\‘u‘ ‘H““uh\\ M\ Al ‘\‘\‘ ‘\ “‘ \‘ N “ “‘ . ‘\‘ I P
m/z--> 50 100 150 200 250 300 350 400 19.50

SFAM-EPA-BM120722.M Wed Dec 21 16:17:31 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38143.D

Acq On : 20 Dec 2022 20:27
Operator : CG/JU

Sample : N6008-18

Misc

ALS Vial : 10 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 (1H)Pyrrole, 3,4-dimethyl-5... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.945 6.84 ng/ul 828467  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20ON20S 1000197-22-6 74
2 5H-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 72
3 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 70
4 5-[4-(Diethylamino)phenyl]-4-eth... 276 C14H20N4S 1000476-62-2 68
5 4-(3-Fluoro-8-nitronaphthalen-2-... 276 C14H13FN203 1000409-37-1 64
Abundance Scan 2849 (19.945 min): BM038143.D\data.ms (-2844) (- | m/z 261.15 100.00%
261.1
5000
A
530 11 ‘ ‘ 20.00
0“uwHMMJNNW\mmuymmmmmﬂ\‘”“3254“H‘f¥54‘ m/z 276.15  84.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #168438: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dim
261.0
5000 T J‘\
20.00
31.0 163.0 5140 m/z 233.18  35.94%
76.0 ‘ ‘ ‘
0! “h\d‘m“mn“ gl ok ‘\“ il |H\‘ - [T
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
20.00
5000 ITI/Z 231.10 19.74%
205.0
43.0 50 147.0 ‘ ‘
oL W\ \H‘\ H\Muh\m\uuuﬂ \?m‘ m \‘h\ " M‘ ly h‘u \\h \‘\ m‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance  #168680: 3,5-di-tert-Butyl-4-hydroxycinnamic acid b MAWV
261.0 20.00
m/z 247.05 19.20%
5000
57.0
| ‘ 1150 187.0 M
ob—hu bbb Ly e L A L e
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@38143.D

Acq On : 20 Dec 2022 20:27
Operator : CG/JU

Sample : N6008-18

Misc

ALS Vial : 10 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.262 10.28 ng/ul 1245280  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Octacosanol 410 C28H580 000557-61-9 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 3073 (21.262 min): BM038143.D\data.ms (-3069) (- | m/z 57.10 100.00%

57.1
5000

( 1p5-1 21.00 21.50
ob—bibLd Ly oo 22812851 356.1417.2475.2535. 1/, 43.65  95.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #326113: Heptadecy! heptafluorobutyrate ;L
57.0
21.00 21.50

m/z 55.05 93.57%

‘ 238.0
O‘\\‘l!‘111\‘\\\\1\\‘“\1\\\‘\\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosano

57.0

T
21.00 21.50

5000 L L

5000 m/z 83.05 78.82%
125.0
0 ‘m { ” ‘ Il h .1.95 0 292 O 392 0
Ramas Ol ‘ T
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester — =
57.0 21.00 21.50

m/z 97.10  71.53%

5000
r 5.0
2100
0 \‘ 1l ‘\ i 406.0 -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38143.D

Acq On : 20 Dec 2022 20:27

Operator : CG/JU

Sample : N6008-18

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

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

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Trifluoroacetoxy hexadecane Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
22.198 4.64 ng/ul 561393  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 90
3 1-Hexadecanol 242 C16H340 036653-82-4 87
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 86

Abundance Scan 3232 (22.198 min): BM038143.D\data.ms (-3229) (- m/z 55.10 100.00%

55.1
5000
125.1 —— —
| ‘ 200" 2831 35714160 490.2500. 22,90 22,59
O b b L b 39714100 490.2549. /7 83,10 98.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 e —
22.00 22.50
105.0 m/z 97.10  94.94%
LT 1500 2500
O‘\\\ ’\\‘\f‘[\‘\\‘;r\\\\l‘\fl\\[\‘f\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143654: n-Heptadecanol-1
55.0
— —
22.00 22.50
5000 m/z 57.10 83.40%

o

f 5.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #126376: 1-Hexadecanol —
55.0 22.00 22.50
m/z 43.10 82.73%

5000
5.0
|}, 1960

O e g e — e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path : Z:
Data File : BM

Acq On : 20
Operator : CG
Sample : N6
Misc

ALS vial : 10

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
038143.D

Dec 2022 20:27

/3U

008-18

Sample Multiplier: 1

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

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
24.609 8.35 ng/ul 720876  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3642 (24.609 min): BM038143.D\data.ms (-3638) (- | m/z 57.10 100.00%
57.1

%

5000
24.50 25.00
209.1
o_ww\%wm 202341l 4610 5350 1 n/z 43.10  62.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0
5000 — ——
24.50 25.00
m/z 71.10 60.37%
LTS 2070 2060
O‘\\‘\\‘\\\\‘\\\‘\‘\\\\"\l\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance #176386: Eicosane
57.0
24.50 25.00
5000 ITI/Z 85.10 46.37%
0 }‘ 1 A27.0 1970 282.0
_"w“H‘H“_“w‘H“H“_‘H“H“H“_‘H,‘H‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane T T
57.0 24.50 25.00
m/z 55.10  22.88%
- MJ\/\M
ol L. | 2270 197.0 281.0  394.0
“H"H“_‘“_“w"H‘“H“H“H“_“‘_“w“u,‘ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122022\
Data File : BM@38143.D

Acqg On : 20 Dec 2022 20:27
Operator : CG/JU

Sample : N6008-18

Misc

ALS vial : 10 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 12.3 ng/ul 1327290 4 17.410 2152310 20.0
Octadecanoic acid  19.557 3.5 ng/ul 424075 5 21.574 2422060 20.0
(1H)Pyrrole, 3,... 19.945 6.8 ng/ul 828467 5 21.574 2422060 20.0
Heptadecyl hept... 21.262 10.3 ng/ul 1245280 5 21.574 2422060 20.0
Trifluoroacetox... 22.198 4.6 ng/ul 561393 5 21.574 2422060 20.0
(DEL) Alkane: S... 24.609 8.3 ng/ul 720876 6 24.027 1727410 20.0

SFAM-EPA-BM120722.M Wed Dec 21 16:17:35 2022 11



