LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29731.D

Acqg On : 13 Feb 2024 13:03
Operator : MA/JU

Sample : P1305-03

Misc :

ALS vial : 6 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@29731.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.323 36 40 49 rVB 89596 125323 2.83% 0.206%
2 3.611 86 89 93 rBvV 16938 24244 0.55% 0.040%
3  3.728 105 109 134 rBV 861985 1386642 31.27% 2.276%
4 4.058 161 165 171 rVB 26602 37914 0.85% 0.062%
5 5.446 397 401 404 rVB5 5922 8952 0.20% 0.015%
6 5.975 487 491 497 rVB7 4747 9626 0.22% 0.016%
7 6.864 637 642 647 rVW7 4482 11091 0.25% 0.018%
8 7.040 664 672 682 rBV 1322537 2161594 48.74% 3.548%
9 7.211 695 701 716 rVB 1082495 1743857 39.32% 2.862%
10 7.399 725 733 744 rBV 1329127 2116315 47.72% 3.473%
11  7.493 744 749 757 rVW2 22133 43062 0.97% 0.071%
12 7.869 805 813 819 rBV 1013392 1589279 35.84% 2.608%
13 7.934 819 824 833 rVB 68660 107243  2.42% 0.176%
14 8.281 877 883 884 rBV6 2603 4531 0.10% 0.007%
15 8.581 927 934 948 rBV 1462745 2348851 52.96% 3.855%
16 9.034 1003 1011 1022 rBV 1240963 2065159 46.57%  3.389%
17 9.205 1034 1040 1046 rVB7 8147 15360 ©0.35% 0.025%
18 9.428 1074 1078 1083 rBv2 11927 19970 0.45% 0.033%
19 9.757 1126 1134 1146 rBV 940283 1604569 36.18% 2.634%
20 10.187 1203 1207 1210 rBV6 5063 8095 0.18% 0.013%

21 10.287 1216 1224 1235 rBV 1457723 2415922 54.47%
22 10.669 1281 1289 1298 rBV 1341448 2241896 50.55%
23 10.816 1305 1314 1329 rBV 1400529 2487772 56.10%
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24 12.104 1529 1533 1538 rVB7 5074 8222 0.19% 013%
25 12.263 1554 1560 1569 rVB2 23170 42374  0.96% 070%
26 13.340 1739 1743 1749 rVWW4 13741 22522 0.51% 0.037%
27 13.416 1751 1756 1763 rW 93819 153483 3.46%  ©.252%
28 13.487 1763 1768 1777 rVB1o 7659 16547 ©.37% 0.027%
29 13.740 1805 1811 1821 rBV 195986 304698 6.87% 0.500%
30 13.934 1837 1844 1853 rBV 2113264 3066314 69.14% 5.033%
31 14.210 1880 1891 1903 rBV 2635338 3920458 88.40% 6.434%
32 14.422 1923 1927 1931 rVB5 6351 9388 0.21% 0.015%
33 14.516 1936 1943 1951 rBV 1697660 2554806 57.61% 4.193%
34 14.722 1970 1978 1995 rBV 823756 1328499 29.96%  2.180%
35 14.940 2010 2015 2021 rVBle 12353 22993 0.52% 0.038%
36 15.316 2076 2079 2083 rBV5 2998 5275 0.12% 0.009%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29731.D

Acqg On : 13 Feb 2024 13:03
Operator : MA/JU

Sample : P1305-03

Misc :

ALS vial : 6 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 15.381 2087 2090 2093 rVB5 5866 6928 0.16% 0.011%
38 15.510 2104 2112 2125 rBV 3163975 4434920 100.00% 7.279%
39 15.634 2126 2133 2149 rVV 826151 1137766 25.65% 1.867%
40 15.745 2149 2152 2159 rVB4 14116 20464 0.46% 0.034%
41 16.239 2233 2236 2241 rVB7 3555 5804 ©0.13% 0.010%
42 16.298 2241 2246 2249 rVB5 10373 14910 0.34% 0.024%
43 16.675 2307 2310 2314 rVB4 10024 12337 0.28% 0.020%
44 16.945 2353 2356 2358 rVB4 5190 4539 0.10% 0.007%
45 17.051 2369 2374 2376 rBV5 7642 13824 0.31% 0.023%
46 17.075 2376 2378 2385 rVB8 5664 7846 0.18% 0.013%
47 17.198 2394 2399 2404 rBvV8 3766 6546 0.15% 0.011%
48 17.269 2404 2411 2417 rBV 1816778 2600791 58.64% 4.269%
49 17.369 2421 2428 2438 rVV 2865509 4163541 93.88% 6.833%
50 17.469 2438 2445 2450 rVB1o 20094 46404 1.05% 0.076%
51 17.622 2468 2471 2474 rBV5 5066 6659 0.15% 0.011%
52 17.663 2474 2478 2483 rVB6 7851 10974 0.25% 0.018%
53 17.957 2524 2528 2534 rVB6 12244 17379 0.39% 0.029%
54 18.051 2541 2544 2550 rBV8 8161 10584 0.24% 0.017%
55 18.181 2560 2566 2576 rBV 415605 605207 13.65% 0.993%
56 18.475 2610 2616 2620 rBV8 8865 18466 0.42% 0.030%
57 18.616 2637 2640 2643 rVB4 10127 11445 0.26% 0.019%
58 18.851 2677 2680 2683 rBV4 9272 12176 0.27% 0.020%
59 19.039 2710 2712 2716 rBV5 4994 5033 0.11% 0.008%
60 19.116 2723 2725 2730 rBV6 6385 8837 0.20% 0.015%
61 19.216 2736 2742 2750 rBV3 42084 105310 2.37% 0.173%
62 19.310 2752 2758 2761 rVV3 32476 65008 1.47% 0.107%
63 19.345 2761 2764 2773 rVB6 33132 57315 1.29% 0.094%
64 19.463 2780 2784 2794 rBV 122632 179707 4.05%  0.295%
65 19.669 2813 2819 2827 rBV 2981842 4153323 93.65% 6.817%
66 20.204 2906 2910 2912 rBV5 14524 18952 0.43% 0.031%
67 20.239 2913 2916 2922 rVB4 28006 36562 0.82% 0.060%
68 20.739 2998 3001 3004 rVB 34063 35410 ©0.80% 0.058%
69 21.198 3075 3079 3089 rBV 476875 647480 14.60% 1.063%
70 21.469 3120 3125 3135 rBV 1589627 2109217 47.56% 3.462%
71 21.651 3153 3156 3160 rVB 55828 60637 1.37% 0.100%
72 22.116 3232 3235 3242 rVB3 53436 83371 1.88% 0.137%
73 23.686 3495 3502 3515 rBV2 1848813 3742599 84.39% 6.143%
74 23.839 3522 3528 3537 rVB 1070065 2182774 49.22%  3.582%
75 24.604 3654 3658 3670 rVB4 103476 235140 5.30% 0.386%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29731.D

Acqg On : 13 Feb 2024 13:03
Operator : MA/JU

Sample : P1305-03

Misc

ALS vial : 6 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
Sum of corrected areas: 60929031
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21424\

BN©29731.D
: 13 Feb 2024 13:03
: MA/JU
: P1305-03
: 6 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BN029731.D\data.ms

8.581 10.287
7.0407.399 10%5816

7.21

9.034

3.728 7.869 9.757

3323 611 4.058

3.50 4.00

5.446
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6.00

6.86

6.50

.2@5428 10.187

9.00 950 10.00 1050 11.00 11.50

493 '9348.281
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I
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Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BN029731.D\data.ms

15.510 19.669

17.369
14.210

13.934

17.269
14.516

15.634

4.722

18.181

1334887 L Li.zl 2 4.94(15533% 745 1562296.6.61 mm&sﬂ(@mﬁ@% Lw

§3.74(

Time-->

63
0 12122

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
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BN029731.D\data.ms

23.686

21.469

3.839

24.604

Time-->

21.00 21.50 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\BN@21424\
Data File : BN©29731.D

Acqg On : 13 Feb 2024 13:03
Operator : MA/JU

Sample : P1305-03

Misc

ALS vial : 6 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 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 1 2-Ethylhexyl mercaptoacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.740 2.39 ng/ul 304698 Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 87
2 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1010309-38-5 58
3 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 53
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 50
5 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 50

Abundance Scan 1811 (13.740 min): BN029731.D\data.ms (-1805) (- | m/z 57.10 100.00%
57.1
5000
Sy P
11‘2'1 450 13.50 14.00
oMb bify | 3450 2088 2810 .. 7110  76.86%
miz--> 50 100 150 200 250
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 Pt s
13.50 14.00
112.0 m/z 43.00  59.84%
2710 ‘ ‘
0 \‘\ U““ “\ ‘\“‘\“ \“ \h\ \11\1‘5‘.0\17\5\-0\ LA A B S
miz--> 50 100 150 200 250
Abundance #145531: Oxalic acid, 2-ethylhexyl isobutyl ester
57.0
P 7
13.50 14.00
5000 m/z 40.95 47 .15%
112.0
270‘ H ‘ 157.0
) M Y R ]
m/z-> 50 100 150 200 250
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester = =
57.0 13.50 14.00
m/z 55.00 33.81%
5000
2710 ‘ 112.0
N 1 O I e S
miz--> 50 100 150 200 250 13.50 14.00

SFAM-EPA-BN020724.MA.M Wed Feb 14 15:21:57 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29731.D

Acqg On : 13 Feb 2024 13:03
Operator : MA/JU

Sample : P1305-03

Misc

ALS vial : 6 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 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.181 4.65 ng/ul 605207  Phenanthrene-di10 17.269
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2566 (18.181 min): BN029731.D\data.ms (-2560) (- | m/z 73.00 100.00%
73

.0
43.0
5000
129.0

T e
M | 1711 o561 1800 1850
oL . W ‘H‘H h‘\ i w“\\h“\ JH‘\‘H l

; M‘w | Aoy ‘ — m/z 43.00  79.25%

m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

5000 256.0 T T T
129.0 18.00 18.50
m/z 60.00 74.68%
171.0
O — ““ m ‘H‘H H“ ‘HM‘“‘ Mh‘\“ M‘H} ‘\\ ‘ “ “ “‘m‘ - \‘ — “ ——
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
— o
18.00 18.50
5000 ITI/Z 40.95 62.37%
129.0
213.0
) ]
01‘4‘0 nt ‘H Il M“ ‘wH“‘H“‘M \M Ll gl ‘ “ “ “‘u\‘ T - ‘ “
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid A =
73.0 18.00 18.50
m/z 57.00 57.91%
43.0 129.0 256.0
5000
213.0
H 171.0
fo) \“ \‘M ‘u‘u“ W HH“‘H ‘m il “\L ‘ ‘\‘ “‘ \‘H‘ “ A1 “ — “
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@21424\
Data File : BN©29731.D

Acqg On : 13 Feb 2024 13:03
Operator : MA/JU

Sample : P1305-03

Misc

ALS vial : 6 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 3 (DEL) Alkane: Cyclic21.198 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.198 6.14 ng/ul 647480  Chrysene-d12 21.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3079 (21.198 min): BN029731.D\data.ms (-3075) (- | m/z 57.00 100.00%

57.0
5000 11
A

\‘ | 1) ,168.1 2211 3409 2100 2150
obMARLEL1 1681 2211 2801 3409 4200 ./, 43.00  94.82%

miz--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane
55.0
==

5000
1.0 21.00 21.50
m/z 83.00 91.85%

1
224.0
” 1’\7\.\0\"\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0
—

21.00 21.50
5000 11.0 m/z 55.60 84.18%

350.0

UL oro  2sa0
m/z--> 50 100 150 200 250 300 350 400
Abundance 2 Tri i

0 ‘\“\
#292190: Trichloroacetic acid, hexadecyl ester = =
43.0 21.00 21.50

m/z 69.00 82.57%
5000

REUTTRRRNECT I L

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o

SFAM-EPA-BN020724.MA.M Wed Feb 14 15:22:00 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29731.D

Acqg On : 13 Feb 2024 13:03
Operator : MA/JU

Sample : P1305-03

Misc

ALS vial : 6 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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.604 2.15 ng/ul 235140  Perylene-di2 23.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 1-Tetracosene 336 C24H48 010192-32-2 90
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 90

Abundance Scan 3658 (24.604 min): BN029731.D\data.ms (-3654) (- | m/z 57.00 100.00%

57.0
5000 207.0

5.1 R
266.9

r N U] 3550 429.04g91549. 24.50 25.00

‘d‘w”\“l i I 1 T h . ) m/z 55.00 90.81%

imam Ly
RBARS i n s R e e S e S R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0

5000

o

T
24.50 25.00
m/z 83.00 83.98%

125.0
ﬁ 238.0
O‘\\‘Lgl‘Wf‘\\‘il\“\\\‘l\‘“\“\\\‘}\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0

T
24.50 25.00

5000 m/z 43.00  83.34%

29.0
oL a0 _zss0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #173730: 9-Eicosene, (E)- —
57.0 24.50 25.00
m/z 97.00  75.99%

5000 J\\MM
1 LEE sq oo e

e e e e - 1

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_N\Data\BN@21424\
Data File : BN©29731.D

Acqg On : 13 Feb 2024 13:03
Operator : MA/JU

Sample : P1305-03

Misc

ALS vial : 6 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|
2-Ethylhexyl me... 13.740 2.4 ng/ul 304698 3 14.516 2554810 20.0
n-Hexadecanoic ... 18.181 4.7 ng/ul 605207 4 17.269 2600790 20.0
(DEL) Alkane: C... 21.198 6.1 ng/ul 647480 5 21.469 2109220 20.0
Heptadecyl hept... 24.604 2.1 ng/ul 235140 6 23.839 2182770 20.0
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