LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

Data File : BP@13136.D

Acqg On : 19 Dec 2022 20:38

Operator : CG/JU

Sample : N6006-14

Misc :

ALS Vvial : 15 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_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION
Signal : TIC: BPO13136.D\data.ms
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acqg On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc :

ALS Vvial : 15 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_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION
37 12.634 1601 1606 1614 rVB 8825 22393 0.17% 0.014%
38 13.128 1685 1690 1693 rBV3 16880 21528 ©0.16% 0.013%
39 13.410 1734 1738 1744 rVB 91259 125569 0.93% 0.078%
40 13.487 1746 1751 1754 rBV7 13499 27746 0.21% 0.017%
41 13.557 1759 1763 1772 rVB9 19581 51055 ©0.38% 0.032%
42 13.916 1818 1824 1830 rBvVi1eo 24242 43726 0.33% 0.027%
43 14.004 1832 1839 1848 rBV 5638119 7667847 57.08% 4.744%
44 14.069 1848 1850 1854 rVB4 26173 26981 0.20% 0.017%
45 14.116 1854 1858 1864 rVB6 34596 58554 0.44% 0.036%
46 14.187 1864 1870 1874 rVB 25016 36724 0.27% 0.023%
47 14.240 1874 1879 1881 rBV5 16958 27582 0.21% 0.017%
48 14.293 1881 1888 1896 rBV 6259841 9285561 69.12% 5.745%
49 14.440 1907 1913 1916 rBVS8 13321 28260 0.21% 0.017%
50 14.481 1916 1920 1925 rVB 75252 107772 0.80% 0.067%
51 14.598 1929 1940 1947 rBV 4569525 6785957 50.51% 4.199%
52 14.657 1947 1950 1964 rVB 38083 91652 0.68% 0.057%
53 14.787 1966 1972 1989 rBV 1453681 2411456 17.95% 1.492%
54 14.951 1996 2000 2003 rVB3 30166 41145 0.31% ©0.025%
55 15.010 2005 2010 2020 rVB9 48094 112049 0.83% 0.069%
56 15.387 2068 2074 2077 rBV5 17890 35621 0.27% 0.022%
57 15.440 2079 2083 2087 rVB2 25176 35331 0.26% ©0.022%
58 15.504 2090 2094 2101 rVB6 34012 52890 ©0.39% 0.033%
59 15.592 2102 2109 2116 rBV 8308709 11921897 88.75% 7.376%
60 15.704 2122 2128 2145 rBV 2265235 3204608 23.86% 1.983%
61 15.828 2145 2149 2155 rVB2 42085 71274 0.53% 0.044%
62 15.957 2165 2171 2180 rBV 2817752 3855972 28.70% 2.386%
63 16.163 2202 2206 2210 rVB7 30738 42929 0.32% 0.027%
64 16.304 2226 2230 2237 rVB8 25259 57041 0.42% 0.035%
65 16.481 2257 2260 2263 rVW3 23025 34015 0.25% 0.021%
66 16.522 2263 2267 2275 rVB2 65722 104248 0.78% 0.064%
67 16.739 2300 2304 2307 rBV5 23139 31196 ©.23% 0.019%
68 16.887 2325 2329 2337 rVB4 32135 44244  0.33% 0.027%
69 17.139 2368 2372 2375 rBvV3 16445 25762 0.19% 0.016%
70 17.234 2384 2388 2391 rBV4 42004 57611 0.43% 0.036%
71 17.298 2396 2399 2402 rBV5 25643 31349 0.23% 0.019%
72 17.351 2402 2408 2414 rVV 5608767 7995325 59.52% 4.947%
73 17.392 2414 2415 2419 rVWV 103215 106246 0.79% 0.066%
74 17.451 2419 2425 2435 rVV2 8082670 11730613 87.32% 7.258%
75 17.534 2437 2439 2448 rVB6 62650 117065 0.87% 0.072%
76 17.634 2453 2456 2460 rVV4 21306 27493 0.20% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acqg On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc :

ALS Vvial : 15 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_ P\Methods\SFAM-EPA-BP120722.M

Title : SVOA CALIBRATION

77 17.728 2469 2472 2475 rVWW4 19087 21112 ©0.16% 0.013%
78 17.839 2488 2491 2495 rBV5 21445 30934 0.23% 0.019%
79 18.010 2517 2520 2524 rBv4 34185 44838 0.33% 0.028%
80 18.110 2532 2537 2542 rBV2 62447 92594 0.69% 0.057%
81 18.163 2542 2546 2551 rBV2 118555 170657 1.27% 0.106%
82 18.228 2551 2557 2566 rBV 1770332 2569783 19.13% 1.590%
83 18.504 2601 2604 2609 rBV4 48535 82484 0.61% 0.051%
84 18.557 2610 2613 2619 rVvV7 38810 53448 0.40% ©0.033%
85 18.634 2622 2626 2631 rBV2 168562 211610 1.58% 0.131%
86 18.704 2635 2638 2641 rVWV3 48720 60429 0.45% 0.037%
87 19.110 2702 2707 2714 rBV6 110685 237763 1.77% 0.147%
88 19.263 2729 2733 2738 rVB2 133129 183197 1.36% 0.113%
89 19.345 2738 2747 2761 rBV3 1710013 3855631 28.70% 2.386%
90 19.457 2761 2766 2779 rVB 609122 1061538 7.90% 0.657%
91 19.686 2799 2805 2817 rVB 9953198 13433645 100.00%  8.312%
92 19.833 2826 2830 2835 rVB 421714 462023 3.44% 0.286%
93 20.192 2884 2891 2894 rBv4 251373 615756 4.58% 0.381%
94 21.127 3046 3050 3056 rBV 1941283 2874146 21.40% 1.778%
95 21.439 3098 3103 3108 rBV 4878599 6379981 47.49%  3.947%
96 23.133 3387 3391 3397 rBV 1165083 1936778 14.42% 1.198%
97 23.757 3491 3497 3512 rVB2 4289016 9223964 68.66% 5.707%
98 23.921 3518 3525 3540 rVB2 2741664 5899417 43.92%  3.650%
99 24.545 3625 3631 3639 rVB 1234405 2668307 19.86% 1.651%
100 26.457 3950 3956 3972 rVB 987282 3010391 22.41% 1.863%

Sum of corrected areas: 161626171
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Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

: BPO13136.D

: 19 Dec 2022 20:38
: CG/JU

: N6006-14

: 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP013136.D\data.ms
1le+07
8000000
6000000
4000000
10.38710.769
717_:2&1481 7.958 8.663 9.122 9.846
2000000 905
3. 5.040
B340 % {8mmo 4475 0 6.628 696808899 B787 (hrarB528 RN 11,200 SER7A
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 800 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP013136.D\data.ms
1le+07 19.686
15.592 17.451
8000000
14.293
6000000 14.004 17.3%1
14.598
4000000
15.957
15.704
2000000 4,787
0 120P20R3D 634 13.118 318371 3 BHBEEHE .8286 1B BEHEIR OB 1T RY LB L
R T e T T e e e T e e P T T T T T T
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP013136.D\data.ms
1le+07
8000000
21.439
6000000 23.757
4000000 3.921
21.127 3133 24.545 26,457
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_P\Data\BP121922\
Data File : BP@13136.D

Acq On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.040 3.74 ng/ul 605906 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 46
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
Abundance Scan 315 (5.040 min): BP013136.D\data.ms (-308) (-) m/z 43.00 100.00%

43.0
5000

1010 L R R R R R
4.80 5.00 5.20 5.40
Ot 2069 295.1356.9415.0 5239 n/z 59.85  55.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B LN L
4.80 5.00 5.20 5.40
101.0 m/z 101.00 18.30%
O‘\\”\H\‘ \\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5057: Propane, 1-ethoxy-2-methyl-
59.0
T e
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- P R

43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.40%

5000
101.0

S S
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acq On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.957 11.36 ng/ul 3855970  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 93
5 Azobenzene 182 C12H1ON2 000103-33-3 64
Abundance Scan 2171 (15.957 min): BP013136.D\data.ms (-2165) (- m/z 105.00 100.00%
105.0
182.1
5000
——
39 16.00
OproaPed b L 2490 3411 42904900548, /7 77,00 64.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T T
16.00
m/z 182.10 57.65%
27.0
O \\‘\‘\‘\\”\\‘\\\\‘h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
—
182.0 16.00
5000 ' m/z 51.00 26.12%
(L S D M S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 K
Abundance #56922: Benzophenone Iy
105.0 16.00
m/z 181.05 9.39%
5000 182.0
0 27.0‘ 1 L
i B R aa B R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acq On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.228 6.43 ng/ul 2569780  Phenanthrene-d10 17.351
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
Abundance Scan 2557 (18.228 min): BP013136.D\data.ms (-2551) (- m/z 73.00 100.00%
73.0
5000 h
213.2 — S—
“l ’ \ 18.00 18.50
ob MILEEH L |, 2810 3561 425.4489.0548: 0 4316 89.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00 18.50
“ 213.0 m/z 60.00 86.10%
O‘\\\ ‘H \l\hlh\“}\l L!!\‘\\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0 - .
18.00 18.50
5000 m/z 57.10 69.46%
129.0
bl e |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid = ‘
43.0 18.00 18.50
m/z 55.05 69.31%
5000 256.0
129.0
IR TTOOREE T S i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acq On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 6-Octadecenoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.345 9.64 ng/ul 3855630  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 93
2 cis-Vaccenic acid 282 (C18H3402 000506-17-2 91
3 Palmitoleic acid 254 C16H3002 000373-49-9 87
4 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 87
5 Oleic Acid 282 (C18H3402 000112-80-1 83

Abundance Scan 2747 (19.345 min): BP013136.D\data.ms (-2738) (- m/z 55.05 100.00%
55.0

=

5000
202 1
h 264.1 19.00 19.50
ol ik ﬂ* H"uu's b :‘;u e oo 0416.1475.8 548! /7 41,10 69.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176211: 6-Octadecenoic acid
55.0
5000 264.0 = —

19.00 19.50
m/z 69.05 66.79%

0 ’H |J| i MPI ﬂ L ||

[T ’\H\ NN N N R R R R R RN RN

U.IA

m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0
— —
19.00 19.50
5000 ITI/Z 83.05 52.30%
H ’ 264.0
o IR 020 0>
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid e 1
55.0 19.00 19.50
m/z 43.05 49.38%
5000
e o
omU,m*M uu“‘"&g‘ N = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acq On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

¢ Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
. SVOA CALIBRATION

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

Octadecanoic acid

Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
19.457 3.33 ng/ul 1061540  Chrysene-d12 21.439
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 2766 (19.457 min): BP013136.D\data.ms (-2761) (- m/z 43.10 100.00%
5000 129.0 MVMA#NJ\\A\w%ANNw\M
241.2 —
H! ] o
0k ML Lt | ‘HW‘?"5‘?1“4‘1‘?7“47“?9‘?“9 m/z 73.00  95.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ——
19.50
’ 284.0 m/z 60.00 79.81%
O”Hh““ll“ll“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
——
19.50
5000 284.0 m/z 57.05 78.76%
185.0
oll, ‘Mh\ Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T
73.0 19.50
m/z 55.10 71.98%
5000
‘ ‘ 185.0  284.0
SO — i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acq On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 (DEL) Alkane: Cyclic21.128 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.128 9.01 ng/ul 2874150  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 96
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 3050 (21.127 min): BP013136.D\data.ms (-3046) (- m/z 57.10 100.00%
57.1
= —
1 1 h 298.1 21.00 21.50
ol by 220 3410 4131 4889548 /7 43.10  88.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71732: Cyclotetradecane
55.0
5000 = —
21.00 21.50
m/z 55.10  80.64%
O\\‘\ H\\\l\J‘Fl\W‘\\1\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
e —
21.00 21.50
5000 m/z 83.05 73.31%
125.0
0 \‘MM \M h 820 292.0 364.0
A A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol = e
97.0 21.00 21.50
m/z 69.10 66.19%
5000
0 29' ‘ \ | FPI\ b .24 0 292.0 \36f1 0
R A e e e e e e = —
m/z--> 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_P\Data\BP121922\
Data File : BP@13136.D

Acq On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
23.133 6.57 ng/ul 1936786  perylene-di2 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 Coarse 000646-31-1 97

2 Heneicosane 296 C21H44 000629-94-7 97
3 Eicosane 282 C20H42 000112-95-8 96
4 Eicosane 282 C20H42 000112-95-8 94
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93

Abundance Scan 3391 (23.133 min): BP013136.D\data.ms (-3387) (- m/z 57.10 100.00%
57.1

5000

—_ —_—
||1271 10102521 341 23.00 23.50
O P TP ADED 2062 301139914612 5370 /72 71.16  65.68%

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

Abundance #246482: Tetracosane
57.0
5000 = —
23.00 23.50
m/z 43.10 62.81%
7.0
1l .\Fﬁ | 197:0 267,0 3380
O‘\\\\‘H\\‘IHr‘\H‘\‘\\\‘1‘\\f\‘1\H‘HH‘H\\‘H\\‘\H\‘\

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

Abundance #194587: Heneicosane
57.0
— —
23.00 23.50
5000 m/z 85.10 48.11%
7.0
oL L PT0 as0 2060
R e R AN L e o

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

Abundance #176386: Eicosane T =
57.0 23.00 23.50
m/z 55.10  23.71%
5000
NI RCT T S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

Data File : BP@13136.D

Acq On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
. SVOA CALIBRATION

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 4

R.T EstConc Area Relative to ISTD R.T.
24.545 9.05 ng/ul 2668310  Perylene-di12 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
3 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 93
4 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3631 (24.545 min): BP013136.D\data.ms (-3625) (- m/z 57.10 100.00%
57.1
5000 J\A\
T [
| PR72 1072 2811 2450
0_m_m},w“%“mu‘h‘wHcf““‘395‘14_“"3’?'&”“‘5’?6"‘2‘ m/z 71.16 67.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — :
24.50
m/z 43.10 60.71%
o LLLLFTS 2100 30903674
‘\\\‘\\\\’\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #158610: Octadecane, 2-methyl-
43.0
\ \
24.50
5000 ITI/Z 85.10 48.69%
}\30 225.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl- = ‘
57.0 24.50
m/z 55.05 22.94%
5000
295.0
0\,“&539,_014350 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acq On 1
Operator : C
Sample : N
Misc

ALS vial : 1

Quant Method :

Quant Title

TIC Library

9 Dec 2022 20:38
G/JU
6006-14

5 Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
26.457 10.21 ng/ul 3010390  Perylene-d12 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Nonadecane 268 C19H40 000629-92-5 94
3 Eicosane 282 (C20H42 000112-95-8 93
4 Tetracosane 338 (C24H50 000646-31-1 93
5 Heptacosane 380 C27H56 000593-49-7 93

Abundance Scan 3956 (26.457 min): BP013136.D\data.ms (-3950) (- m/z 57.10 100.00%
57.1
26.50
127.1  207.0 :
282.0
Om‘m"H““N‘f“u““m""""m"3‘4‘1"‘1‘49?"4‘““‘59‘3";7“‘ m/z 71.10  70.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 T
26.50
m/z 43.10 64.51%
T2 3570 2670 3380
O\\\\‘\\\‘\“\\‘\%‘1\‘\f‘\“F\\\‘\\f\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
——
26.50
5000 m/z 85.10 51.92%
o710 1om0 2880
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane —
57.0 26.50
m/z 55.10 27.08%
- LJ\,AK
ol 0 o0 a0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13136.D

Acqg On : 19 Dec 2022 20:38
Operator : CG/JU

Sample : N6006-14

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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|
2-Pentanone, 4-... 5.040 3.7 ng/ul 605906 1 7.958 3236530 20.0
Benzophenone 15.957 11.4 ng/ul 3855970 3 14.598 6785960 20.0
n-Hexadecanoic ... 18.228 6.4 ng/ul 2569780 4 17.351 7995330 20.0
6-Octadecenoic ... 19.345 9.6 ng/ul 3855630 4 17.351 7995330 20.0
Octadecanoic acid  19.457 3.3 ng/ul 1061540 5 21.439 6379980 20.0
(DEL) Alkane: C... 21.128 9.0 ng/ul 2874150 5 21.439 6379980 20.0
(DEL) Alkane: S... 23.133 6.6 ng/ul 1936780 6 23.922 5899420 20.0
(DEL) Alkane: S... 24.545 9.1 ng/ul 2668310 6 23.922 5899420 20.0
(DEL) Alkane: S... 26.457 10.2 ng/ul 3010390 6 23.922 5899420 20.0
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