LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@22124\
Data File : BN©29890@.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@2989@.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.317 35 39 49 rVB 66364 86669 1.29% 0.130%
2 3.728 106 109 125 rBV 315986 557021 8.30% 0.834%
3 4.052 160 164 170 rVB2 21000 32779 0.49% 0.049%
4 4,275 198 202 211 rVB3 22264 32168 0.48% 0.048%
5 4.681 268 271 275 rBvV3 9509 12854 0.19% 0.019%
6 5.522 410 414 420 rVB2 10334 14652 0.22% 0.022%
7 7.028 663 670 681 rBV 285836 463417 6.91% 0.694%
8 7.205 693 700 716 rBV 1073108 1679338 25.03% 2.513%
9 7.387 724 731 741 rBV 1045571 1633251 24.34% 2.444%
10 7.475 743 746 749 rVB5 5883 7289 0.11% 0.011%
11 7.858 801 811 819 rBV 825905 1304980 19.45% 1.953%
12 7.928 819 823 830 rVvB7 6970 14828 0.22% 0.022%
13 8.569 924 932 947 rBV 773692 1267241 18.89% 1.896%
14  9.028 1002 1010 1025 rBV 1257351 2062123 30.73% 3.086%
15 9.416 1072 1076 1085 rVB2 15015 22800 0.34% 0.034%

16 9.746 1124 1132 1149 rBV 964048 1595961 23.79%
17 10.275 1215 1222 1241 rBV 1345008 2318146 34.55%
18 10.469 1251 1255 1264 rVB7 6798 13709  0.20%

NNOWN
[
N
e
I

19 10.657 1279 1287 1299 rVB 1076361 1804447 26.89% 700%
20 10.804 1304 1312 1335 rBV 1049207 1964429 29.28% 940%
21 12.251 1551 1558 1563 rBV2 25261 43917 0.65% 0.066%
22 12.457 1588 1593 1598 rBV8 3408 6804 0.10% 0.010%
23 13.328 1738 1741 1748 rVB5 6715 9850 0.15% 0.015%
24 13.404 1748 1754 1761 rVB3 20305 32956 ©.49% 0.049%
25 13.928 1835 1843 1859 rBV 2534735 3495055 52.09% 5.230%
26 14.198 1881 1889 1900 rBV 2768977 4216119 62.84% 6.310%
27 14.334 1908 1912 1919 rVB6 6532 12876 ©.19% ©0.019%
28 14.504 1934 1941 1950 rBV 1421826 2121250 31.62%  3.175%
29 14.587 1951 1955 1958 rVV5 8251 14510 0.22% 0.022%
30 14.716 1968 1977 1992 rBV 128727 304388 4.54%  0.456%
31 14.922 2007 2012 2017 rVB9 9578 19195 0.29% 0.029%
32 15.051 2032 2034 2039 rVB5 4839 7585 0.11% 0.011%
33 15.310 2073 2078 2082 rBV2 14149 20322 0.30% 0.030%
34 15.363 2084 2087 2093 rVB5 6626 9902 0.15% 0.015%
35 15.498 2103 2110 2125 rBV 3553307 5204971 77.58% 7.789%

36 15.622 2125 2131 2145 rVV 1097570 1582568 23.59%  2.368%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@22124\
Data File : BN©29890@.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION
37 15.740 2147 2151 2155 rVB5 15853 26151 ©0.39% 0.039%
38 16.228 2230 2234 2238 rVvvs 5633 8132 0.12% 0.012%
39 16.287 2240 2244 2249 rVB5 13638 18979 0.28% 0.028%
40 16.663 2304 2308 2313 rBV6 15156 21663 0.32% 0.032%
41 16.934 2349 2354 2358 rVB8 5391 8568 ©0.13% 0.013%
42 17.028 2365 2370 2374 rBV7 7293 14554 0.22% 0.022%
43 17.069 2374 2377 2382 rVV5 5468 9500 0.14% 0.014%
44 17.251 2401 2408 2417 rBV 1706550 2508246 37.38% 3.754%
45 17.357 2419 2426 2436 rBV2 3908752 5670714 84.52% 8.486%
46 17.657 2474 2477 2480 rBV5 6695 8093 0.12% 0.012%
47 17.939 2519 2525 2531 rBVie 15981 24838 ©.37% 0.037%
48 18.039 2537 2542 2548 rBvV8 10403 21340 0.32% 0.032%
49 18.169 2558 2564 2574 rBV 327192 474388 7.07% 0.710%
50 18.492 2615 2619 2623 rBV6 13349 20589 0.31% 0.031%
51 18.539 2623 2627 2633 rVB 11740 20618 0.31% 0.031%
52 18.604 2633 2638 2641 rBvV3 26568 33801 0.50% 0.051%
53 18.645 2642 2645 2649 rVB6 11496 15737 0.23% 0.024%
54 18.833 2675 2677 2682 rVB5 7444 9209 0.14% 0.014%
55 18.916 2688 2691 2697 rBvV8 4134 9537 0.14% 0.014%
56 19.039 2709 2712 2720 rVB1o 9023 17872 0.27% 0.027%
57 19.216 2737 2742 2749 rBV3 49899 80392 1.20% 0.120%
58 19.286 2750 2754 2759 rVWW2 46705 72006 1.07% 0.108%
59 19.333 2759 2762 2765 rVWv4 20818 27816 0.41% 0.042%
60 19.363 2765 2767 2773 rVB5 14004 16597 ©0.25% 0.025%
61 19.451 2777 2782 2792 rBV 110734 156965 2.34% 0.235%
62 19.604 2804 2808 2811 rBV 27796 36694 0.55% 0.055%
63 19.657 2811 2817 2825 rVV 4776246 6589485 98.21% 9.861%
64 19.886 2854 2856 2864 rVB9 8006 13196 0.20% 0.020%
65 20.192 2906 2908 2909 rBV2 8596 7533  0.11% 0.011%
66 20.663 2985 2988 2994 rBV5 26424 36113 ©.54% 0.054%
67 21.192 3074 3078 3087 rBV 329259 478637 7.13% 0.716%
68 21.457 3117 3123 3136 rBV 2075234 2717335 40.50% 4.067%
69 21.639 3151 3154 3158 rVB2 52920 59720 0.89% 0.089%
70 22.098 3228 3232 3240 rBV 86503 137166 2.04%  0.205%
71 22.592 3312 3316 3322 rVB 205627 281901 4.20% 0.422%
72 22.669 3325 3329 3335 rBV 214456 306863 4.57% 0.459%
73 23.145 3405 3410 3416 rBV 288017 449416 6.70% 0©.673%
74 23.669 3491 3499 3510 rBV2 3191552 6709492 100.00% 10.041%
75 23.769 3511 3516 3519 rVV 395780 711858 10.61% 1.065%

76 23.821 3519 3525 3537 rVB 1394597 2858693 42.61% 4.278%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@22124\
Data File : BN©29890@.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

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_N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

77 24.486 3632 3638 3647 rVB 362620 748065 11.15% 1.119%
78 25.327 3774 3781 3790 rBV 331740 786473 11.72% 1.177%
79 26.315 3943 3949 3960 rVB2 224299 606143 9.03% 0.907%

Sum of corrected areas: 66821458
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Feb 2024 15:04
: MA/JU
. P1455-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
BN©29890.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN029890.D\data.ms
4000000
3000000
2000000
7.20887 9.745 1055804
1000000 7.858 8.569
3.728 7.02
0 3317 |\ 4082275 4.681 5.522 |\ 71475 71928 9.416 0.46
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN029890.D\data.ms
19.657
4000000 17.357
15.498
3000000 14,198
13.928
2000000 17081
14.504
15.622
1000000
18.169
oL 12.29157 133204 384 740 156228716.66 17.632.988/9 09.888.192
e e e B T T e e e e e e
Time-> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 1650 17.00 1750 18.00 18,50 19.00 19.50 2000
Abundance TIC: BN029890.D\data.ms
4000000
23.669
3000000
21.457
2000000
23.821
1000000
21.192 225689 23.145 24.486 25327 26.315
1.639 22.098
663 -~
OA\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 2650 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\BN©22124\
Data File : BN©29890.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.169 3.78 ng/ul 474388  Phenanthrene-d10 17.257
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2564 (18.169 min): BN029890.D\data.ms (-2558) (- | m/z 72.95 100.00%
73

.0
43.0
5000
129.1

—
‘ M ‘ 1711 2182 18.00 18.50
Mﬁuwmhﬁum:w‘k‘ﬂ“‘\ w‘u — m/z 60.00  83.26%

ok ‘LJH¢

m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LA L A-
129.0 18.00 18.50

m/z 43.00 80.11%

213.0
‘ ‘ 171.0
0 \‘\‘ H‘H‘ H“\ . \““\ \‘ \‘\M‘ Py “\ |
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0

R
e e 2500 / 1igoee é§526°
m/z . . ]
5000 213.0
171.0
0 “J‘hMJWMJH “leL‘L‘k‘wwh‘\‘h “M
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid e =
43.0 73.0 256.0 18.00 18.50

m/z 55.00 62.54%

5000
129.0
213.0
‘ 171.0 ‘
ok ‘JmHhhM\ Lt gl ‘ ‘ ‘u\ - ‘

e ™
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
Data File : BN©29890.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.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 2 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.192 3.52 ng/ul 478637  Chrysene-d12 21.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91

077899-03-7 91
000506-51-4 91

4 1-Heneicosyl formate 340 C22H4402
5 n-Tetracosanol-1 354 C24H500

Abundance Scan 3078 (21.192 min): BN029890.D\data.ms (-3074) (- | m/z 57.00 100.00%

57.0
5000
111.1
e

N 16902229 2820 21.00 21.50
o AL L0 0222.0 282.0 3418 4151 4891 /7 43,00 97.58%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.
7.0

5000
21.00 21.50
m/z 83.05 88.86%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
P

21.00 21.50
m/z 55.00 88.64%
5000 111.0 /
o MdllliLasso 28000
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1 = ]
83.0 21.00 21.50

m/z 69.00  83.95%

) Jﬂ\
139.0
0 h Il | l Il ‘ L 238 0 .

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
BN©29890.D

: 21 Feb 2024 15:04
: MA/JU
. P1455-09

. 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.592 2.07 ng/ul 281901 Chrysene-di12 21.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3316 (22.592 min): BN029890.D\data.ms (-3312) (-
57.1

m/z 57.10 100.00%

%

5000
3.1 22.50
207.0
ow_mh bt i00:0323:8 3869 4760535, /s 71,00 74.73%
/2> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
5000 ), ‘
22.50
m/z 43.00 71.52%
. \‘ 120160.0225.0 205.0 367.0
\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

%

Abundance #246481: Tetracosane
57.0
\ \
22.50
5000 ITI/Z 85.05 51.43%
113.0
oL Ll LITT 7 169.0225.0281.0338.0
e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane T
57.0 22.50
m/z 55.00 25.06%
5000 &Wwwkmwvw/\ﬂm““ww“WW
ob ‘ (113-0169.0225.0281.0337.0394.0
H"_"w“‘w“u“u“u“‘u“_“W“u“‘H“H“ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
Data File : BN©29890.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hexanedioic acid, bis[2-(2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.669 2.15 ng/ul 306863  Perylene-d12 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 87
2 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 42
3 1-Decanamine 157 C10H23N 002016-57-1 25
4 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 25
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 22
Abundance Scan 3329 (22.669 min): BN029890.D\data.ms (-3325) (- | m/z 57.05 100.00%
57.0
5000
155.0
e P
281.0 22.50 23.00
— l IH ’ “ ki l . M\‘ b 2020 4159 4881 45 09 41.76%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #319633: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl]
57.0
5000 — ——
22.50 23.00
155.0 2170 m/z 101.60  35.54%
L L o
O‘\\‘\l\“\l\‘\”\’\“\”uf‘mf\\‘\\\\‘l\fj\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #319632: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl]
57.0
T ‘ T T ‘ T !
173.0 22.50 23.00
5000 ITI/Z 41.00 33.26%
T 261.0
0 434.0
0l ‘\ A LiL b m\““ N
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #34010: 1-Decanamine 7 —
30.0 22.50 23.00
m/z 55.95 32.66%
I PTUCL o A —— e
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©22124\
BN©29890.D
: 21 Feb 2024 15:04

Operator : MA/JU

Sample
Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

. P1455-09

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.145 3.14 ng/ul 449416  Perylene-di12 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eicosane 282 C20H42 000112-95-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3410 (23.145 min): BN029890.D\data.ms (-3405) (- | m/z 57.05 100.00%
57.0
5000 AM/\JA\A
2300 2350
169.1 . .
ot “ ]] [130072253282.1 3410 4159 4770 /0 71 65  75.94%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane
57.0
5000 e —
23.00 23.50
m/z 43.00 66.35%
oLt i 1301600  268.0
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
= —
23.00 23.50
5000 m/z 85.05 52.54%
o | ‘ | [ 1130169.0 225.0 282.0
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane R ==
57.0 23.00 23.50
m/z 55.00  23.20%
h Amwﬂmwvww/\%”\mMMMWw
ol 1130 160.0 225.0 281.0 337.0 394.0
‘H"H“‘H‘,H‘“H“_“‘_“w“‘w“u“‘u“ —— —
m/z--> 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_N\Data\BN©22124\

Data File : BN©29890.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.769 4.98 ng/ul 711858 Perylene-di2 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 87

Abundance Scan 3516 (23.769 min): BN029890.D\data.ms (-3511) (- | m/z 57.10 100.00%

57.1
5000

7.1 2070 2350 24.00
0l "J‘HﬁwH‘,m“‘2‘*‘33‘9”W““‘%5”9_”‘5“‘?‘%“”‘ m/z 71.10  75.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 T
2350 2400

m/z 43.05 65.02%

oL U830 2950
‘H\[HH‘HTTHH’\\H‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane

57.0

2350 2400
5000 m/z 85.10 53.91%

U.I_;

J (}27-0197.0 267.0337.0407.0 491.0562.0

Ol b 3212 267.0337.0407.0 49105620
miz—> 0 50 100150 200 250 300 350 400 450 500 550 600

Abundance #320326: Docosane, 1-iodo- —— =
57.0 23.50 24.00

m/z 55.00  23.89%

5000 Jv
AT ae70 3090

o‘HH_m_HwHH,HH_m_HwHH‘HHw‘_m_wm
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.50 24.00
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Data Path :
Data File :
Acqg On

Operator : MA/JU

Sample
Misc
ALS vial : 10

Quant Method
Quant Title

TIC Library

. P1455-09

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©22124\
BN©29890.D
: 21 Feb 2024 15:04

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.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 2

R.T. EstConc Area Relative to ISTD R.T.
24.486 5.23 ng/ul 748065  Perylene-di2 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3638 (24.486 min): BN029890.D\data.ms (-3632) (- | m/z 57.10 100.00%

57.1
5000

LLpErE a2 gas '
o Lb U LET, 2102 2840 3560 5841 L. g1 0 81.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000
2450

43.00  64.86%
ll ‘

‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #345481: Dotriacontane, 1-iodo-
57.0

2450
5000 m/z 85.05 57.25%

L } ” h L 197.0 2670 3370 4490

\\\M
i L L B B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl- =
57.0 24.50

55.00 24.16%

L \ | ‘ | ‘lg .0 267.0

L L i aaa
miz—> 0 50 100 150 200 250 300 350 400 450 500 24.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
Data File : BN©29890.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.327 5.50 ng/ul 786473  Perylene-di2 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3781 (25.327 min): BN029890.D\data.ms (-3774) (- | m/z 57.00 100.00%
57.0

g

5000
25.00 25%6
207.0 : .
0 w‘u h I N ‘U e 2oL, 3580 429.9 4900y /s 7110 76.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 = —
25.00 25.50
m/z 43.00 62.41%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
= =
25.00 25.50
5000 m/z 85.10 55.82%

ol \‘,\“14'1.6902250 2950 367.0
BEEE TR ot

o

mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl- T
57.0 25.00 25.50
m/z 55.00  23.64%
5000

113.0 239.0
0 LT 69.0 23299940 3520
kbbb o 29403520

m/z--> 0 50 100 150 200 250 300 350 400 450 25.00 25.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©22124\
Data File : BN©29890.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.315 4.24 ng/ul 606143  Perylene-di2 23.821
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3949 (26.315 min): BN029890.D\data.ms (-3943) (- | m/z 57.05 100.00%
57.0

5

5000
1 26.00 26.50
207.0 281.0 \ : :
0 .‘WIA..3411431()489 m/z 71.10 75.58%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275543: Eicosane, 7-hexyl-
57.0
5000 = e

26.00 26.50
m/z 43.00 67.12%

113.0
182.
O TTT ‘\l‘\\\‘J‘\‘J\J\%‘\\81\?!\\\I\2\8F]_\.(‘)\3\3\7\.‘0\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
— T
26.00 26.50
5000 m/z 85.05 56.98%
0 ‘.‘ ‘H H \1 I 1116902250 295.0 367.0
A RREES A T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane 7 T
57.0 26.00 26.50
m/z 55.00 23.85%
5000

0 l‘ M‘Jl 169.0 225.0 296.0
““_“‘_““H‘“‘H‘“H““H“‘H““w““

m/z--> 0 50 100 150 200 250 300 350 400 450 26.00 26.50

5
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@22124\
Data File : BN©2989@.D

Acqg On : 21 Feb 2024 15:04
Operator : MA/JU

Sample : P1455-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@20724.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.169 3.8 ng/ul 474388 4 17.257 2508250 20.0
Trichloroacetic... 21.192 3.5 ng/ul 478637 5 21.457 2717340 20.0
(DEL) Alkane: S... 22.592 2.1 ng/ul 281901 5 21.457 2717340 20.0
Hexanedioic aci... 22.669 2.1 ng/ul 306863 6 23.821 2858690 20.0
(DEL) Alkane: S... 23.145 3.1 ng/ul 449416 6 23.821 2858690 20.0
(DEL) Alkane: S.. 23.769 5.0 ng/ul 711858 6 23.821 2858690 20.0
(DEL) Alkane: S.. 24.486 5.2 ng/ul 748065 6 23.821 2858690 20.0
(DEL) Alkane: S.. 25.327 5.5 ng/ul 786473 6 23.821 2858690 20.0
(DEL) Alkane: S.. 26.315 4.2 ng/ul 606143 6 23.821 2858690 20.0
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