LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45304.D

Acqg On : 17 Apr 2024 05:50
Operator : MA/JU

Sample : P2099-08

Misc :

ALS Vvial : 65 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@45304.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.181 12 16 20 rVvB2 10459 13806 0.87% 0.102%
2 3.587 82 85 91 rBvV 35859 60206 3.81% 0.445%
3 3.746 110 112 113 rVB2 2813 1720 0.11% 0.013%
4 3.863 130 132 136 rBV5 3662 3679 0.23% 0.027%
5 4.181 184 186 189 rBV4 1312 1957 0.12% 0.014%
6 4.328 209 211 214 rBV3 1957 1984 0.13% 0.015%
7 4.587 254 255 259 rVB2 2114 2211 0.14% 0.016%
8 4.828 292 296 299 rBVS 1743 2388 0.15% ©0.018%
9 4.946 312 316 318 rBV3 1296 1855 0.12% 0.014%
10 5.651 434 436 440 rBV5S 1551 1964 0.12% 0.015%
11 6.469 572 575 577 rBV4 1905 2182 0.14% 0.016%
12 6.493 577 579 582 rBv2 1588 1955 0.12% 0.014%
13 6.545 587 588 593 rVB5 1333 1622 0.10% 0.012%
14 6.769 620 626 635 rBv2 25252 52851 3.34% 0.391%
15 6.934 649 654 666 rBV 157090 254479 16.08% 1.882%
16 7.110 678 684 697 rBV 142402 251514 15.90% 1.860%
17 7.575 756 763 771 rBV 207178 337158 21.31%  2.494%
18 7.745 788 792 794 rBV5S 1297 1716 0.11% 0.013%
19 7.781 796 798 802 rVB4 1299 1584 0.10% 0.012%
20 8.292 875 885 901 rBV 92385 172436 10.90%  1.275%
21 8.739 953 961 972 rBV 177755 305233 19.29%  2.257%
22 9.092 1014 1021 1022 rBV4 1392 2318 0.15% 0.017%
23 9.451 1076 1082 1095 rBV 139305 246428 15.57% 1.823%
24  9.775 1132 1137 1139 rVB3 1494 2008 0.13% 0.015%
25 9.981 1165 1172 1195 rBV2 161454 341858 21.61% 2.528%
26 10.345 1226 1234 1245 rBV 260230 442944 27.99% 3.276%
27 10.510 1254 1262 1282 rBV3 125341 322113 20.36%  2.382%
28 11.975 1507 1511 1513 rBV3 2612 2784 0.18% 0.021%
29 11.992 1513 1514 1520 rVB4 1609 1942 0.12% 0.014%
30 13.022 1685 1689 1691 rBV3 1212 1855 0.12% 0.014%
31 13.122 1702 1706 1715 rBV3 12375 19127 1.21% 141%

32 13.657 1791 1797 1809 rVWVW 377721 568005 35.90%
33 13.916 1833 1841 1851 rBV 464395 683703 43.21%
34 14.121 1871 1876 1882 rBV4 3538 5765 ©.36%
35 14.227 1886 1894 1904 rBV 384769 557345 35.22%
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36 14.463 1924 1934 1941 rBV 452404 961063 60.74% 7.108%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45304.D

Acqg On : 17 Apr 2024 05:50
Operator : MA/JU

Sample : P2099-08

Misc :

ALS Vvial : 65 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION
37 14.527 1941 1945 1952 rVB9 5136 13872 0.88% 0.103%
38 14.621 1959 1961 1964 rVB4 2464 2487 0.16% ©0.018%
39 14.686 1968 1972 1977 rVB6 2227 3608 0.23% 0.027%
40 14.839 1994 1998 2000 rVB5 1448 1884 0.12% 0.014%
41 15.004 2022 2026 2029 rBV3 3848 5742 0.36% 0.042%
42 15.227 2058 2064 2074 rBV 588288 896821 56.68% 6.633%
43 15.380 2083 2090 2104 rBV 164247 263291 16.64% 1.947%
44 15.474 2104 2106 2109 rVB3 2337 2166 0.14% 0.016%
45 15.798 2156 2161 2164 rBv4 1310 1947 0.12% 0.014%
46 16.027 2197 2200 2202 rBvV3 1741 1885 0.12% 0.014%
47 16.415 2261 2266 2270 rBv4 4426 6555 0.41% 0.048%
48 16.762 2320 2325 2326 rBV5 1586 1874 0.12% 0.014%
49 16.780 2326 2328 2332 rVB4 2230 2681 0.17% 0.020%
50 16.839 2335 2338 2343 rVB5 2016 3227 0.20% 0.024%
51 16.927 2349 2353 2357 rVB2 5431 6147 ©0.39% 0.045%
52 16.986 2357 2363 2370 rBV 475264 653034 41.27% 4.830%
53 17.086 2374 2380 2391 rVV2 708265 1045378 66.07% 7.731%
54 17.180 2394 2396 2399 rVB4 2545 3028 0.19% 0.022%
55 17.227 2399 2404 2411 rVB4 2434 5564 ©0.35% 0.041%
56 17.298 2411 2416 2418 rBV6 2561 3980 0.25% 0.029%
57 17.392 2429 2432 2436 rBV5 5872 8898 0.56% 0.066%
58 17.504 2449 2451 2453 rBV2 1875 1766 0.11% 0.013%
59 17.680 2479 2481 2485 rVB4 3264 3332 0.21% 0.025%
60 17.774 2491 2497 2500 rBV6 4375 7165 0.45% 0.053%
61 17.898 2514 2518 2528 rBV 66125 103788 6.56% 0.768%
62 18.339 2589 2593 2596 rBV4 5637 6919 0.44% 0.051%
63 18.451 2609 2612 2613 rBV3 3310 2566 0.16% 0.019%
64 18.639 2641 2644 2646 rBv4 2392 1796 0.11% 0.013%
65 18.774 2663 2667 2674 rBV6 11253 21787 1.38% 0.161%
66 18.833 2674 2677 2679 rVV3 3377 4279 0.27% 0.032%
67 18.862 2679 2682 2685 rV4 6319 7203 0.46% 0.053%
68 18.886 2685 2686 2689 rVB3 2018 1793 0.11% 0.013%
69 18.956 2694 2698 2703 rBV3 7952 11133 0.70% 0.082%
70 19.003 2703 2706 2708 rBV3 2993 2345 0.15% 0.017%
71 19.033 2708 2711 2715 rBV2 6818 9087 0.57% 0.067%
72 19.074 2715 2718 2719 rVvv2 4196 4456 0.28% 0.033%
73 19.092 2719 2721 2725 rVB5 5381 6708 0.42% 0.050%
74 19.162 2730 2733 2734 rBV3 1563 2027 0.13% 0.015%
75 19.198 2734 2739 2747 rBV2 41598 64738 4.09% 0.479%

76 19.398 2767 2773 2782 rBV 880073 1260122 79.64%  9.320%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45304.D

Acqg On : 17 Apr 2024 05:50
Operator : MA/JU

Sample : P2099-08

Misc

ALS Vvial : 65 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION

77 19.468 2782 2785 2788 rVB5 3447 3790 0.24% 0.028%
78 19.568 2799 2802 2803 rBV3 1975 2025 0.13% 0.015%
79 19.698 2822 2824 2826 rBV3 2364 2744  0.17% ©0.020%
80 20.468 2953 2955 2957 rVB3 5594 4126 0.26% 0.031%
81 20.933 3030 3034 3039 rBV4 35004 53838 3.40% 0.398%
82 21.133 3066 3068 3071 rBV3 11721 11233 ©.71% 0.083%
83 21.203 3075 3080 3092 rBV 566803 799044 50.50% 5.910%
84 23.262 3423 3430 3437 rBV2 878436 1582264 100.00% 11.702%
85 23.397 3447 3453 3465 rVB 501824 971351 61.39% 7.184%

Sum of corrected areas: 13521246
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integra

: 17 Apr 2024 05:50
: MA/JU
. P2099-08

. 65

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
BM@45304.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M
: SVOA CALIBRATION

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

Abundance TIC: BM045304.D\data.ms
800000
600000
400000
10.345
7.575
8.739
200000 6%im 9.451 99 osm
8.292
3.58
o 181 b 5. 18308 5878716 5.651 76 7/4}1 JL 9.092 |\ 9.77
\\\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\ \\\\’\\\\‘\\ \\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 7.50 sm 850 9.00 %o 10.00 10.50 11.00 11.50
Abundance TIC: BM045304.D\data.ms
19.398
800000
17.086
600000 15.227
13.916 14.463 16.9816
400000 13.657 | 14.227
200000 15.380
o LIER 133422 41211 9on 18.4715. 7T9802716. 41 18.8 RS 2508 20.46¢
R e e e e e e e e
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM045304.D\data.ms
23.062
800000
21.203 2B8.397
600000
400000
200000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 2650 27.00 27.50 28.00 2850 29.00

SFAM-EPA-BM040524.MA.M Wed Apr 17 18:37:12 2024

Page: 4




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45304.D

Acqg On : 17 Apr 2024 05:50
Operator : MA/JU

Sample : P2099-08

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.463  34.49 ng/ul 961063  Acenaphthene-di1e 14.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 38
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
3 2,2,3,4-Tetramethylhex-5-en-3-o0l 156 C10H200 1010191-06-9 22
4 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 16
5 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16

Abundance Scan 1934 (14.463 min): BM045304.D\data.ms (-1924) (- | m/z 43.00 100.00%

43.0
5000 101.1
137.1
69.1

bk e
Ol vl H‘W‘HUuw“H‘W‘H‘_‘H‘H‘m‘u‘_‘u m/z 101.10  44.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000
14.50

m/z 57.10 41.97%

90 101
0 e "1250 1670 1960 227.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

43.0
1450
m/z 41.00 39.15%
5000 101.0
70.0
15.0 I ‘
o“u““wu“_“wu‘H“H‘_“w“u“u“u“_“w“u

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32955: 2,2,3,4-Tetramethylhex-5-en-3-ol

43.0 1450

m/z 97.10  35.72%

101.0
5000
0 1 \\“7%0 \‘\ 1410

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45304.D

Acqg On : 17 Apr 2024 05:50
Operator : MA/JU

Sample : P2099-08

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Tridecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.898 3.18 ng/ul 103788  Phenanthrene-di10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tridecanoic acid

2 n-Hexadecanoic acid

3 Tridecanoic acid
4 Tridecanoic acid
5 Pentadecanoic acid

214 C13H2602
256 C16H3202
214 C13H2602
214 C13H2602
242 C15H3002

000638-53-9 95
000057-10-3 86
000638-53-9 81
000638-53-9 80
001002-84-2 74

Abundance Scan 2518 (17.898 min): BM045304.D\data.ms (-2514) (- | m/z 73.00 100.00%
73.0
43.0
5000
129.0
— ——
101.0 157.0185_12131 256.1 17.50 18.00
0! m/z 60.00 88.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0 — R A
171.0 17.50 18.00
214.0 m/z 43.00  83.80%
‘\ HJ u‘w‘ il H“H ?H\ W | ‘ ‘
O\’HH‘HHHH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
17.50 18.00
5000 ITI/Z 54.95 75.49%
129.0 s1a0 2560
L g | 1s70mss0
YR N1 10 T Pl v RPN W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
430 73.0 17.50 18.00
' m/z 41.00 62.86%
5000
129.0
H ‘ 171.0 214.0
1 10
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45304.D

Acqg On : 17 Apr 2024 05:50
Operator : MA/JU

Sample : P2099-08

Misc

ALS Vvial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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|
unknown-01 14.463 34.5 ng/ul 961063 3 14.227 557345 20.0
Tridecanoic acid 17.898 3.2 ng/ul 103788 4 16.986 653034 20.0
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