LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acqg On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc :

ALS Vvial : 13  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_ N\Methods\SFAM-EPA-BN121522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@23224.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.346 40 44 51 rVB 49516 69834 0.86% 0.977%
2 3.646 92 95 102 rBVS5 5229 12316 0.15% 0.014%
3 3.775 113 117 141 rBV 620819 1027188 12.67% 1.135%
4 4.017 155 158 165 rVB3 7272 11945 0.15% 0.013%
5 4.117 171 175 183 rVB 20937 34028 0.42% 0.038%
6 6.975 656 661 669 rBV 19017 32032 0.40% 0.035%
7 7.158 684 692 706 rBV 940005 1457289 17.98% 1.610%
8 7.328 714 721 733 rVB 779689 1178845 14.54% 1.302%
9 7.528 748 755 767 rBV 949667 1463163 18.05% 1.616%
10 8.005 828 836 842 rBV 833149 1321897 16.31% 1.460%
11  8.711 949 956 967 rBV 1170142 1891470 23.34% 2.089%
12 9.075 1013 1018 1027 rBV2 48425 92192 1.14% 0.102%
13 9.169 1027 1034 1044 rVB 922403 1473430 18.18% 1.628%
14 9.587 1100 1105 1112 rVB4 17366 32232 0.40% 0.036%
15 9.899 1150 1158 1171 rBV 753901 1213604 14.97% 1.341%
16 10.152 1189 1201 1218 rBV 243604 555829 6.86% 0.614%
17 10.316 1225 1229 1234 rBV5 7293 13481 0.17% 0.015%
18 10.440 1242 1250 1264 rBV 1172056 1962939 24.22% 2.168%
19 10.599 1272 1277 1284 rVB5 7984 15160 0.19% 0.017%
20 10.822 13607 1315 1323 rBV 1272190 2085796 25.73% 2.304%
21 10.957 1331 1338 1357 rVB 1188246 2010342 24.80% 2.221%
22 11.610 1444 1449 1456 rBV1e 5232 10467 0.13% 0.012%
23 12.004 1509 1516 1522 rBV10 5283 15093 0.19% 0.017%
24 12.093 1526 1531 1536 rvv4 4879 10575 ©0.13% 0.012%
25 12.240 1552 1556 1560 rBV2 10764 14436 ©0.18% 0.016%
26 12.404 1579 1584 1591 rBV 23756 35725 0.44% 0.039%
27 12.869 1659 1663 1667 rBV7 4087 8434 0.10% 0.009%
28 12.940 1667 1675 1684 rBV 203627 392107 4.84% 0.433%
29 13.263 1723 1730 1734 rVB6 4886 8159 0.10% 0.009%
30 13.475 1762 1766 1773 rW 16957 23994 0.30% 0.027%
31 13.546 1773 1778 1785 rVWV7 9366 19210 0.24% 0.021%
32 13.616 1785 1790 1796 rVB8 5379 11305 0.14% 0.012%
33 13.922 1839 1842 1848 rBV2 6833 10566 ©.13% 0.012%
34 14.063 1859 1866 1875 rBV 2307044 3217100 39.69%  3.554%
35 14.181 1882 1886 1890 rVB5 13695 18669 ©.23% 0.021%
36 14.293 1900 1905 1908 rBV5 6285 11937 ©0.15% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acqg On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc :

ALS Vvial : 13  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_ N\Methods\SFAM-EPA-BN121522.M
Title : SVOA CALIBRATION
37 14.346 1908 1914 1925 rVV 2766016 3857757 47.60% 4.262%
38 14.546 1944 1948 1951 rVB4 8669 11580 0.14% 0.013%
39 14.651 1959 1966 1975 rBV 2168433 3063897 37.80% 3.385%
40 14.769 1981 1986 1991 rVB 48412 61972 0.76% 0.068%
41 14.840 1991 1998 2017 rBV 1182370 1780794 21.97% 1.967%
42 15.093 2031 2041 2070 rBV 3350585 6359294 78.46% 7.025%
43 15.434 2097 2099 2106 rvVve 9527 17392 0.21% 0.019%
44 15.493 2107 2109 2115 rVB5 12079 10542 0.13% 0.012%
45 15.640 2128 2134 2144 rVB 3429043 4928504 60.81% 5.444%
46 15.757 2148 2154 2167 rBV 1030930 1455486 17.96% 1.608%
47 15.881 2172 2175 2180 rVB2 18796 26700 ©0.33% 0.029%
48 16.004 2191 2196 2202 rBV 676578 895943 11.05% 0.990%
49 16.357 2252 2256 2263 rVB9 7707 14056 0.17% 0.016%
50 16.428 2265 2268 2275 rVB6 10965 16350 0.20% ©0.018%
51 16.545 2280 2288 2295 rBV3 25369 43458 0.54% 0.048%
52 16.798 2325 2331 2352 rBV 1289360 2142607 26.43% 2.367%
53 17.151 2387 2391 2393 rBv4 8314 9758 0.12% 0.011%
54 17.310 2415 2418 2423 rVB6 10213 11761 ©0.15% 0.013%
55 17.398 2426 2433 2441 rBV 2779174 3918275 48.34% 4.328%
56 17.498 2443 2450 2459 rVV 4014008 5508704 67.96% 6.085%
57 17.581 2460 2464 2469 rVB2 62522 85551 1.06% ©.095%
58 17.681 2478 2481 2485 rVB 8954 11334 0.14% 0.013%
59 17.775 2493 2497 2506 rVB7 17732 31843 0.39% 0.035%
60 18.063 2543 2546 2551 rVB 31414 41087 0.51% ©0.045%
61 18.292 2579 2585 2595 rBV 1401682 2125370 26.22% 2.348%
62 18.622 2638 2641 2646 rVB6 15851 19962 0.25% 0.022%
63 18.716 2654 2657 2661 rVB5 19466 19114 0.24% 0.021%
64 19.357 2761 2766 2772 rBV3 61064 115511 1.43% 0.128%
65 19.422 2773 2777 2780 rBV 98426 142170 1.75% 0.157%
66 19.569 2797 2802 2821 rBV 1487807 2306564 28.46% 2.548%
67 19.786 2833 2839 2845 rBV 5221215 7116240 87.80% 7.861%
68 20.116 2891 2895 2899 rBV 229967 259205 3.20% 0.286%
69 20.322 2927 2930 2934 rVB2 78691 81643 1.01% 0.090%
70 20.704 2992 2995 3001 rVB2 131892 149632 1.85% 0.165%
71 20.816 3011 3014 3017 rBV2 117131 127698 1.58% 0.141%
72 21.086 3057 3060 3063 rBvV2 108996 126322 1.56% 0.140%
73 21.280 3089 3093 3103 rBV 1008312 1340426 16.54% 1.481%
74 21.580 3139 3144 3155 rVB 3825254 4830229 59.59% 5.336%
75 21.727 3166 3169 3175 rVB 180499 207977 2.57% 0.230%

76 22.198 3246 3249 3256 rVB3 170635 249385 3.08% 0.275%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acqg On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vvial : 13  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_ N\Methods\SFAM-EPA-BN121522.M
Title : SVOA CALIBRATION

77 22.704 3332 3335 3340 rVB 256389 339161 4.18% 0.375%
78 23.269 3427 3431 3436 rVB 279686 417855 5.16% 0.462%
79 23.874 3526 3534 3550 rVB2 3698729 8105247 100.00%  8.954%
80 24.033 3554 3561 3573 rVB2 2554128 5065081 62.49% 5.595%
81 24.657 3662 3667 3674 rVB 320799 640516 7.90% 0.708%

82 25.521 3810 3814 3822 rVB2 296536 671422 8.28% 0.742%

Sum of corrected areas: 90524164
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 15 Dec 2022 20:29
: CG/JU
: N5983-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
BN©23224.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN023224.D\data.ms
5000000
4000000
3000000
2000000
- 8.711 10.440t0182857
1000000 - 71584228 8005 9.169 9.899
10.152
0\55§ﬁ§64 40127 6.97 9.0 9.587 10.319.59 11.610
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN023224.D\data.ms
19.786
5000000
17.498
4000000
15.093 15.640
3000000 14.346 17.398
14.063 | 1, 651
2000000
16.798 18.292 19559
4.840 L :
1000000 1p-137
16.004
20.116,
&mmmmu%&mmmm;ggﬁjg ’ .8 m@@51mm-§@@@1m@619
R e e A e e e e e e
Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN023224.D\data.ms
5000000
21.580 23.874
4000000
3000000 44.033
2000000
21.280
1000000
17 22108 22704 23.269 24.657 25.521
PO@BREG.08
O\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 Octanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.152 5.33 ng/ul 555829  Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Octanoic acid 144 C8H1602 000124-07-2 90
3 Octanoic acid 144 C8H1602 000124-07-2 90
4 Octanoic acid 144 C8H1602 000124-07-2 90
5 Hexanoic acid 116 C6H1202 000142-62-1 52
Abundance Scan 1201 (10.152 min): BN023224.D\data.ms (-1189) (- m/z 60.00 100.00%
60.0
5000 /L
101.0 — A
. | H ‘ 970 10.00 10.50
obrr 38O ML L JB2re 2070 s 7360 76.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24056: Octanoic acid
60.0
5000 —— J s
10.00 10.50
101.0 %
200 ‘ m/z 41.00 44.96
O \\\‘\H\ \‘i‘\‘\ \“U“\‘\‘\‘\ “‘\H‘\\\H‘\\\‘\%\2\9\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24060: Octanoic acid
60.0
= “
10.00 10.50
5000 m/z 43.05 41.93%
101.0
290) |||
ol Ml h ol L vas0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24058: Octanoic acid e S
60.0 10.00 10.50
m/z 54.95 35.57%
5000 27.0
‘ 85.0
115.0
ool 2250 aaa0 NN
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 n-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.940 2.56 ng/ul 392107  Acenaphthene-di0 14.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 93
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1675 (12.940 min): BN023224.D\data.ms (-1667) (- m/z 72.95 100.00%
73.0
41.0
5000 129.0
—
\H | JU,H M \ 172.1 207.0 281.( 13.00
0 brrrprrr el Ml i e e L S SN B9 M/ 60.00 99.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46966: n-Decanoic acid
73.0
129.0
5000 T
43.0 13.00
m/z 41.00 57.29%
[ MM‘\\“ | 172.0
O H\‘HH‘\HH\ \‘} \’H\\H“HH‘H‘H‘HH‘H}\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46965: n-Decanoic acid
60.0
—
13.00
5000 129.0 m/z 43.05 50.85%
29.0
7.0
RO —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46961: n-Decanoic acid —
60.0 13.00
m/z 54.95 46.68%
5000
129.0
29.0
172.0
m/z--> 20 40 60 80 100120140160180200220240260280 13.00

SFAM-EPA-BN121522.M Fri Dec 16 14:00:20 2022 Page: 6



Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN©23224.D

Acq On : 15 Dec 2022 20:29

Operator : CG/JU

Sample : N5983-07

Misc

ALS vial : 13

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M

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 Dodecanoic acid Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
15.092  41.51 ng/ul 6359290  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Dodecanoic acid 200 C12H2402 000143-07-7 93
3 Dodecanoic acid 200 C12H2402 000143-07-7 93
4 Dodecanoic acid 200 C12H2402 000143-07-7 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 91

Abundance Scan 2041 (15.093 min): BN023224.D\data.ms (-2031) (- | m/z 72.95 100.00%
43.0
5000
129.1
T
71.1 15.00
200.1
0 Wu‘i‘;‘w!m 2810 m/z 60.00 84.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75719: Dodecanoic acid
73.0
129.0
43.0 200.0
5000 e :
15.00
71.0 m/z 43.00 60.00%
O TT \‘ \‘\ T \“‘\‘\ \H!H \W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75713: Dodecanoic acid
73.0
43.0 — :
15.00
5000 m/z 41.00 59.19%
129.0
200.0
‘ 71.0
O‘H_%“MJMW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75717: Dodecanoic acid —
73.0 15.00
m/z 54.95 52.01%
43.0
5000
129.0 200.0
71.0
O\NMMM%wﬂl —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.004 5.85 ng/ul 895943  Acenaphthene-di0 14.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2196 (16.004 min): BN023224.D\data.ms (-2191) (- m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0 L :
16.00
152.0
bl L 2268 S 2070 sz 76,95 68.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — - ‘
16.00
51.0 m/z 182.00  51.49%
o 2o | 12701920 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
R \
77.0 16.00
5000 182.0 m/z 50.95 25.78%
51.0
0 27\.0 " ull ‘ 127'0 15?.0 H
R L Rl Rama s S
m/z--> 20 40 60 80 100 120 140 160 180 200 jL
Abundance #56927: Benzophenone P |
105.0 16.00
m/z 49.95 8.42%
77.0 182.0
5000
51.0
O et e b RO TRD AL
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 5 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.798 10.94 ng/ul 2142610  Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 96
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91
Abundance Scan 2331 (16.798 min): BN023224.D\data.ms (-2325) (| m/z 72.95 100.00%
73.0
5000 129.1 k
185.1 — —
228.2 16.50 17.00
IS : “h\“ ol ‘ 2830 3850 n/z 59.95  80.18%
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid
73.0
1850 /1 ° 43.00 17.71 712
29. 228.0 m/z . .71%
0 T “h““ 1““‘\“1 \‘ T ‘\‘\‘ o “ T \“\ L L e e
miz--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
— =
16.50 17.00
5000 m/z 41.00 65.01%
129.0
29 185.0 228.0
0 . “‘ w‘u‘u M‘HM“‘ u‘“‘“ {ML‘H} “ i \‘ m‘\ “\‘ \‘ e ‘\‘ I T
m/z--> 50 100 150 200 250 300 350
Abundance #109282: Tetradecanoic acid — =
i73.0 16.50 17.00
m/z 55.00 57.02%
50001 29, 129.0 228.0
185.0
ol L‘ Hd‘u‘u M‘\\“H\‘ ‘\m‘\‘ ;M‘\‘u; “ : o \‘H — L — — —
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 6 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.292 10.85 ng/ul 2125370  Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2585 (18 292 min): BN023224.D\data.ms (-2579) (- m/z 73.00 100.00%
5000
129.1 k
213.2 — —
‘ 171, 1 ‘ 256.1 18.00 18.50
0 A L L T3 s 65 83.88%
mfz--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add
5000 129.0 IR RN
18.00 18.50
171.0 213.0 256.0 m/z 60.00 81.72%
O\\\‘ M\h”\ﬂ‘\h}“"\“w‘\“’\“““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
— —
18.00 18.50
5000 ITI/Z 41.00 67.33%
129.0
213.0
171.0 ‘
0! u‘ﬂ‘\m \\ ‘ “‘u\ ‘\H"‘HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid — e
73.0 18.00 18.50
m/z 57.10 64.25%
129.0 256.0
5000 213.0
17
omL , — —_
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_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 7 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.569 9.55 ng/ul 2306560  Chrysene-d12 21.580
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 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2802 (19.569 min): BN023224.D\data.ms (-2797) (- m/z 73.00 100.00%

73.0
5000 129.0

} 1851 241.2 D — T
HMM

ob—4, Ll s L L “““2‘3@"1”‘3‘?‘59“4?9' m/z 43.00  91.59%

m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0 284.0

50007 28.0 =1 T
185.0 19.50

m/z 60.00 80.02%

oL ‘\“‘\ MU‘\. al ‘\‘\‘ J L “ ol - “‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0

19.50
5000 129.0 m/z 57.05 74.29%
‘ 185.0 284.0
0 H&\‘ \l 23*0
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid = ‘
73.0 19.50

m/z 55.00 68.61%

5000 129.0
‘ ‘ 185 0 284.0
,21 AJMMM L | ‘ ‘

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.280 5.55 ng/ul 1340430  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 3093 (21.280 min): BN023224.D\data.ms (-3089) (- m/z 57.00 100.00%
57.0
— =
L hr’l 2070 21.00 21.50
ol bbby, S200 28303550 429.9  — m/z 43.e5 89.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 — e
21.00 21.50
m/z 55.00 74.28%
5 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
== =
21.00 21.50
5000 m/z 83.10 71.84%
hs 0 238.0
0 ‘JLMm‘m,mwMMHH,‘m_HwHH,mww”ww
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester R e e
57.0 21.00 21.50
m/z 69.00 68.39%
5000
5.0 252.0
ol L 220 3690 648,
H‘wH‘w‘Hw‘H‘_H‘_‘H“‘H_‘H‘HH,H‘WH‘W‘HW‘H‘_ e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.657 2.53 ng/ul 640516  Perylene-di12 24.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3667 (24.657 min): BN023224.D\data.ms (-3662) (- m/z 57.05 100.00%
57.0

-

5000
b AL 270 2210 5560 4290 5029 sy Gries 7.2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320591: Hentriacontane
57.0
5000 = =
24.50 25.00
m/z 43.05 63.67%
127
ol LAFTO a070 3090 57904370
‘\\\\’\!\\‘\\\1‘\\\\‘\\\1‘\\\\‘1\\\[\\1\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287976: Heptacosane
57.0
— —
24.50 25.00
5000 ITI/Z 85.05 54.36%
127.0
o LLE S am0 o0 a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- e =
57.0 24.50 25.00
m/z 55.00 24.45%
5000 W¢MMMVWMVJ/\/\KJVMVNMM
2390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acq On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.521 2.65 ng/ul 671422  Perylene-di12 24.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3814 (25.521 min): BN023224.D\data.ms (-3810) (- m/z 57.05 100.00%
57.0

.

5000
[
JJ 71 207.0 25,50
ol s 28403570 4608 5491 m/z 71.10  73.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
5000 =1 i
25.50
m/z 43.10 57.87%
‘\\H’\H\‘HH‘\\H‘H\\‘\H\‘H\\‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
T \
25.50
5000 m/z 85.10 53.40%

oL Lkl 019702670387 04070 49105620

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0 25.50
m/z 55.00 21.57%
5000

ol Jﬂllzu,,lgmzem 367.0
prr e P A e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.50

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121522\
Data File : BN@23224.D

Acqg On : 15 Dec 2022 20:29
Operator : CG/JU

Sample : N5983-07

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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|
Octanoic acid 10.152 5.3 ng/ul 555829 2 10.822 2085800 20.0
n-Decanoic acid 12.940 2.6 ng/ul 392107 3 14.651 3063900 20.0
Dodecanoic acid 15.092 41.5 ng/ul 6359290 3 14.651 3063900 20.0
Benzophenone 16.004 5.8 ng/ul 895943 3 14.651 3063900 20.0
Tetradecanoic acid 16.798 10.9 ng/ul 2142610 4 17.398 3918280 20.0
n-Hexadecanoic ... 18.292 10.9 ng/ul 2125370 4 17.398 3918280 20.0
Octadecanoic acid  19.569 9.6 ng/ul 2306560 5 21.580 4830230 20.0
(DEL) Alkane: S... 21.280 5.5 ng/ul 1340430 5 21.580 4830230 20.0
(DEL) Alkane: S... 24.657 2.5 ng/ul 640516 6 24.033 5065080 20.0
(DEL) Alkane: S... 25.521 2.6 ng/ul 671422 6 24.033 5065080 20.0
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