LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM0@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc :

ALS Vvial : 19 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-BM030524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44642.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.257 25 29 35 rBV 40611 51136 1.51% 0.114%
2 3.540 74 77 87 rVB 11378 20290 0.60% 0.045%
3 3.657 93 97 121 rVB 396725 675202 19.96% 1.502%
4 3,957 145 148 152 rVB 14065 17927 ©.53% 0.040%
5 4.275 200 202 205 rBV4 3370 3457 0.10% ©0.008%
6 4.463 229 234 245 rVB 278184 391648 11.58% 0.871%
7 5.422 393 397 400 rBV6 2857 5283 0.16% 0.012%
8 6.246 534 537 541 rBV6 3535 5437 0.16% 0.012%
9 6.869 636 643 654 rBv 581830 942219 27.85% 2.096%
10 7.045 667 673 687 rBV 493976 789702 23.34% 1.757%
11 7.228 697 704 716 rVB 572481 906586 26.80% 2.017%
12 7.698 776 784 792 rBV 670082 1051239 31.08% 2.339%
13 7.757 792 794 798 rVB5 3527 4971 0.15% 0.011%
14 8.398 895 903 917 rBV 708282 1178218 34.83% 2.621%
15 8.857 972 981 995 rBV 542994 928798 27.46%  2.066%
16 9.016 1003 1008 1014 rVB9 8864 14560 0.43% 0.032%
17 9.234 1042 1045 1052 rVB5 6009 10814 ©0.32% 0.024%
18 9.445 1077 1081 1084 rBV5S 2444 3408 0.10% ©0.008%
19 9.569 1096 1102 1114 rBV 443225 744055 21.99% 1.655%
20 10.010 1173 1177 1181 rBV6 7364 11229 0.33% 0.025%

21 10.098 1185 1192 1212 rVV 638929 1136523 33.60%
22 10.475 1249 1256 1267 rBV 881028 1481258 43.79%
23 10.628 1274 1282 1299 rBV 632029 1209243 35.75%
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24 11.233 1381 1385 1387 rVB5 3398 4421  0.13% 010%
25 11.263 1387 1390 1391 rBV3 3325 3708 0.11% 008%
26 11.916 1496 1501 1506 rVB7 2826 5332 ©.16% 0.012%
27 12.086 1524 1530 1535 rBV7 8493 16732 ©.49% 0.037%
28 13.163 1708 1713 1718 rBV2 9961 16025 0.47% ©0.036%
29 13.239 1720 1726 1734 rVV 507558 779689 23.05%  1.735%
30 13.316 1736 1739 1743 rVB5 4640 7287 0.22% 0.016%

31 13.763 1808 1815 1825 rBV 1229239 1741257 51.47%
32 14.033 1853 1861 1869 rBV 1368188 2069429 61.17%
33 14.251 1894 1898 1902 rVB7 4712 7787  0.23%
34 14.339 1907 1913 1922 rBV 1223078 1842340 54.46%
35 14.557 1942 1950 1966 rBV 433088 862798 25.51%
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36 14.769 1982 1986 1996 rVB7 12435 24303 0.72%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM0@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc :

ALS Vvial : 19 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-BM030524.MA.M
Title : SVOA CALIBRATION
37 15.204 2057 2060 2064 rVB4 5448 6589 0.19% 0.015%
38 15.339 2077 2083 2094 rBV 1791981 2622050 77.51% 5.834%
39 15.468 2098 2105 2117 rBV 541587 765322 22.62% 1.703%
40 15.580 2120 2124 2128 rVB5 6141 10299 0.30% 0.023%
41 15.910 2174 2180 2184 rVB7 4693 7514 0.22% 0.017%
42 16.074 2204 2208 2210 rBv4 6928 9008 0.27% 0.020%
43 16.133 2214 2218 2224 rVB6 7917 15098 0.45% 0.034%
44 16.215 2228 2232 2237 rBV7 7244 12078 0.36% 0.027%
45 16.386 2255 2261 2265 rBvV9 6878 11735 ©0.35% 0.026%
46 16.510 2274 2282 2291 rBV2 56055 92201 2.73% 0.205%
47 16.780 2324 2328 2330 rBV5 3916 4814 0.14% 0.011%
48 16.874 2338 2344 2347 rBV7 9335 19696 ©0.58% 0.044%
49 16.927 2349 2353 2356 rVB5 7044 10209 0.30% 0.023%
50 17.021 2363 2369 2371 rBV7 3476 7788 0.23% 0.017%
51 17.098 2374 2382 2389 rVV 1519688 2127049 62.88% 4.732%
52 17.198 2392 2399 2409 rVV 1952068 2780138 82.18% 6.185%
53 17.280 2409 2413 2425 rVW6 42150 83306 2.46% 0.185%
54 17.398 2429 2433 2436 rBV6 3418 4884 0.14% 0.011%
55 17.609 2465 2469 2474 rBV3 13629 21866 0.65% 0.049%
56 17.745 2487 2492 2495 rBv4 10505 15047 0.44% 0.033%
57 17.786 2495 2499 2504 rVB7 9704 16517 ©0.49% 0.037%
58 17.874 2509 2514 2524 rBV 79590 126974 3.75% 0.282%
59 18.009 2531 2537 2553 rBV 704650 1089566 32.21% 2.424%
60 18.304 2583 2587 2593 rBV4 14546 21638 0.64% 0.048%
61 18.374 2593 2599 2607 rVVv4 12289 31520 0.93% 0.070%
62 18.439 2607 2610 2615 rVB4 20019 26416 0.78% 0.059%
63 18.562 2627 2631 2634 rBV6 6819 9765 0.29% 0.022%
64 18.686 2648 2652 2655 rBV5 12859 14313 0.42% 0.032%
65 18.809 2669 2673 2678 rBVS8 8451 15222 0.45% 0.034%
66 18.874 2682 2684 2688 rVV5 8941 9968 0.29% 0.022%
67 18.939 2692 2695 2696 rVV3 14937 13779 0.41% 0.031%
68 18.968 2696 2700 2703 rVB 51326 62964 1.86% 0.140%
69 19.062 2711 2716 2720 rBV4 26838 38379 1.13% 0.085%
70 19.104 2720 2723 2725 rBV3 13561 16216 0.48% 0.036%
71 19.151 2725 2731 2732 rVV3 86539 126607 3.74%  0.282%
72 19.174 2732 2735 2751 rVV2 275396 549721 16.25% 1.223%
73 19.298 2751 2756 2769 rWW 206759 326203 9.64% 0.726%
74 19.498 2784 2790 2798 rVV 2421978 3278642 96.92% 7.294%
75 19.562 2798 2801 2805 rVB2 31914 34242 1.01% 0.076%
76 20.062 2883 2886 2891 rVB2 53026 57525 1.70% 0.128%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\

Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42

Operator : MA/JU

Sample : P1759-04

Misc

ALS Vvial : 19 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-BM030524.MA.M
Title : SVOA CALIBRATION

77 20.380 2936 2940 2945 rBV 193951 268699 7.94% ©.598%
78 20.562 2967 2971 2975 rBV2 76775 91370 2.70% ©0.203%
79 21.027 3045 3050 3059 rBV 401157 625435 18.49% 1.391%
80 21.292 3090 3095 3104 rBvV2 1797506 2327705 68.81% 5.179%
81 21.468 3121 3125 3129 rBV 106605 131459 3.89% ©0.292%
82 21.909 3197 3200 3208 rVB4 78600 108237 3.20% 0.241%
83 22.374 3276 3279 3285 rBV2 98198 133316 3.94% 0.297%
84 22.503 3296 3301 3308 rVB 1424919 1912807 56.54% 4.256%
85 23.397 3446 3453 3461 rBV 1841816 3382840 100.00%  7.526%
86 23.539 3471 3477 3488 rVB 1346832 2508325 74.15% 5.581%

Sum of corrected areas: 44947372
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\

BM044642.D

: 15 Mar 2024 20:42
: MA/JU
: P1759-04

Sample Multiplier:

: SVOA CALIBRATION

: C:\Database\NIST20.L

1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .MA.M

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM044642.D\data.ms
2000000
1500000
1000000 10.475
7.698 8.398 10.098 2
68!;%7 28 8.857 0.628
500000 3.657 9 569
4.463
3-258 540 3.9574.27 5.422 6.246 757 0952:944 10.010
\\\‘\\\\\\\\\\\\‘\\\\‘\\\\ \\\\\\‘\\\\‘\\\\\\\\\\\\‘\\ \\\\‘\ \\\‘\\\ T
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 1000 10.50 11.00 11.50
Abundance TIC: BM044642.D\data.ms
19.498
2000000 17.198
15.339
17.098
1500000 14.033
13.763 | 14.339
1000000
18.009
15.468
500000 13.239 14.557
122886 1316316 %4.241L 4.76915.2dL\ 5805 eaBras Ssp1 6 casgad fi 2885560 Bt
Time—> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM044642.D\data.ms
23.397
2000000 21.292
22.503 23.539
1500000
1000000
21.027 923 w
500000 :
A/JL).1_46821.909
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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_M\Data\BM@31624\
Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Tetrachloroethylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.463 7.45 ng/ul 391648 1,4-Dichlorobenzene-d4 7.698

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 98
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 35
Abundance Scan 234 (4.463 min): BM044642.D\data.ms (-229) (-) m/z 165.80 100.00%
165.8
128.8
5000 93.9
46.9 \\\‘\\\\‘\\\\‘\\\\‘\\\\
“ ‘ ‘ 4.20 4.40 4.60 4.80
ol W D) 2089 2810 s 163,80 77.74%
m/z--> 50 100 150 200 250
Abundance #39853: Tetrachloroethylene
166.0
129.0
5000 94.0 T T T T T
47.0 4.20 4.40 4.60 4.80
m/z 128.80  75.03%
01%-9‘ \“\ “ ‘\‘ T \M T T T \“\ ‘ T ! T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #39852: Tetrachloroethylene
166.0
A AEEmaEEE
1290 4.20 4.40 4.60 4.80
5000 m/z 130.80  71.37%
94.0
47.0
ATE VR N T
miz--> 50 100 150 200 250
Abundance #39854: Tetrachloroethylene e ERRamEEE T
166.0 4.20 4.40 4.60 4.80
131.0 m/z 167.80  48.28%
5000
47.0 94.0
0 “wwl A SRS S —
mlz--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.239 8.46 ng/ul 779689  Acenaphthene-di10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
4 Metacetamol 151 C8HINO2 000621-42-1 52
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 50
Abundance Scan 1726 (13.239 min): BM044642.D\data.ms (-1720) (- | m/z 43.00 100.00%
43.0
109.0
5000 151.1
‘ ‘69‘0 | 13.00 13.50
Ottt i bl 7502069 /7 109,00 69.28%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 108.0
151.0
5000 ]
13.00 1350
69.0 m/z 151.0 41.087%
0 71\5\ P\ ‘\‘\ \"‘ }‘\‘1“\‘”‘ \“\“\ \H“ \‘\‘\H\ ‘ \ \Mp\ “\ T \‘ \“ TT 1 T ‘ T \‘\ T ‘1\\9\2\.‘0\ TTT ‘ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0 P
13.00 1350
5000 m/z 41.0 23.80%
69.0
bttt s L) 1930
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28949: Pyridine, 2-butyl-, 1-oxide — —
109.0 1300 1350
m/z 69.0 14.69%
5000 151.0
0 32.0 790‘ I J“
R I o R o e
miz--> 20 40 60 80 100 120 140 160 180 200 220 13.00 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.009 10.24 ng/ul 1089570  Phenanthrene-d10 17.098
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 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2537 18 009 min): BM044642.D\data.ms (-2531) (- | m/z 73.00 100.00%
5000
129.0
171.1 2134 18.00 |
256.1 .
Y — w‘h“‘ B S R “‘ 35" m/z 60.00 92.51%
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 —= ‘
129.0 18.00
213.0 m/z 43.00 86.65%
171.0 ‘
0' “M‘MH \““\ \‘ \‘\H TT \ T “\ LI T T T 7 ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok;acm
T \
18.00
5000 129.0 ITI/Z 55.00 70.10%
171.0 213.0 256.0
0\\\\“‘ m\h”w u‘\h\\ ‘ “‘ \““\H“\HH b
m/z--> 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid =T ‘
18.00
m/z 57.00 69.60%
29. 171.0
‘ 214.0
O H‘\‘ dm‘m\mw ‘\\“H““‘w”“”” T : ‘ -
m/z--> 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.174 5.17 ng/ul 549721  Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 98
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 96
4 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 94
5 Oleic Acid 282 C18H3402 000112-80-1 94
Abundance Scan 2735 (19.174 min): BM044642.D\data.ms (-2732) (- | m/z 55.00 100.00%
55.0
= —
“ 379 2069 264.1 355. 19.00 19.50
0 ”‘ Mabie gl S99y 69,00 72.40%
m/z--> 50 150 200 250 300 350
Abundance #176208: Oleic Acid
53.0
5000 e T
19.00 19.50
264.0 m/z 41.00 65.37%
| 37.0 180.0 222.0 |
me“‘ uu“”mn\h o u e M‘\“‘\H\“HH“
m/z--> 50 100 150 200 250 300 350
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
— —
19.00 19.50
5000 m/z 83.05 54.90%
264.0
| 3‘7 0 0.0 222.0 ‘
me“‘ un\hu\h S L A B
m/z--> 50 100 1 50 200 250 300 350
Abundance #176223: 9-Octadecenoic acid, (E)- P R
55.0 19.00 19.50
m/z 43.00 54.01%
5000
38.0 180.0 222.0
0 Y .
miz--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 5 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.298 2.80 ng/ul 326203  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# 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 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 87
Abundance Scan 2756 (19.298 min): BM044642.D\data.ms (-2751) (- | m/z 73.00 100.00%
73.0
5000 128.9 %N%MVNJ\J\wwwaww«
185.1 2411 —T ]
35 ‘ 284.1 19.00 19.50
0 dhdn bbb L 39T 43 00 93.21%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 280 284.0 = e
185.0 241.0 19.00 19.50
m/z 60.00 88.45%
0 H‘}““‘\”M ”\““\ \L e “ - \“\ \‘ “\ T \‘\ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
et P
19.00 19.50
5000 129.0 m/z 57.00 83.59%
3.0
1850 p4q o 2840
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid T —
73.0 19.00 19.50
m/z 55.00 75.89%
5000 129.0
29. 185.0 949 284.0
1 ) . L L |
0 Hm“”““_”“_H“_HW L St
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 6 12-Hydroxystearic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.380 2.31 ng/ul 268699  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 90
2 12-Hydroxystearic acid 300 C18H3603 000106-14-9 47
3 12-Hydroxystearic acid 300 C18H3603 000106-14-9 43
4 1-Dodecene 168 C12H24 000112-41-4 25
5 4-(3-Oxocyclohexyl)butyric acid,... 198 C11H1803 147895-12-3 18
Abundance Scan 2940 (20.380 min): BM044642.D\data.ms (-2936) (- = m/z 55.00 100.00%
55.0
197.1
5000
— —
H | 129.0 2000 2050
oL Lk ‘lwu”\““\* bl 2819 3549 429 Tios oc 55 o6
m/z--> 50 100 150 200 250 300 350 400
Abundance #199811: 12-Hydroxystearic acid
55.0
197.0
5000 — =
20.00 20.50
#1.0 m/z 97.68  50.49%
oL \L ‘I‘N\H“ ““m‘\“l‘\”\‘\ ‘w“u‘.“n“ [ N e ‘2‘6‘4;‘0‘ R e i
m/z--> 50 100 150 200 250 300 350 400
Abundance #199812: 12-Hydroxystearic acid
197.0
— ——
55.0 20.00 20.50
5000 m/z 43.00 43.73%
14.0
bl iil 20
D 1Y Y YO e
m/z--> 50 100 150 200 250 300 350 400
Abundance #199813: 12-Hydroxystearic acid — —
55.0 197.0 20.00 20.50
m/z 41.00 41.19%
5000
11.0
264.0
0! — e
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 7 Pentadecafluorooctanoic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.027 5.37 ng/ul 625435  Chrysene-di2 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Methoxyacetic acid, heptadecyl e... 328 C20H4003 1000282-99-1 91
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
Abundance Scan 3050 (21.027 min): BM044642.D\data.ms (-3045) (- | m/z 57.00 100.00%
57.0
%51 21,00 |
~ 207.0281,0 '
oHm_“uJ‘H‘«wHwhH_m‘HH_“““1‘5‘:9_Mwwww m/z 43.00  79.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 = :
21.00
m/z 55.00 65.91%
fS.O 252.0
0HJ‘\\\‘\‘H\A\“\‘L%[l\ﬂH\‘H‘H“\.H\‘HH‘\H.\‘HH‘HH‘HH‘\H\‘\?ﬂ?\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
L \
21.00
5000 m/z 83.00 58.28%
ffo 238.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #234668: Methoxyacetic acid, heptadecyl! ester =
57.0 21.00
m/z 71.00 55.24%
5000
283.0
50 210,
0 =
mlz--> 50 100 150200 250 300 350 400 450 500 550 600 650 21.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\

Library Search Compound Report

Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524 .MA.M
: SVOA CALIBRATION

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

Concentration Rank 1

Peak Number 8 Supraene

R.T. EstConc Area Relative to ISTD R.T.
22.503  15.25 ng/ul 1912810  Perylene-di12 23.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64
4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 64

Abundance Scan 3301 (22.503 min): BM044642.D\data.ms (-3296) (-
69.0

m/z 69.00 100.00%

5000

22.50
ol ki hih WH 2031 273.1 341.1 4103 48915491 ./, g1 @0 51.35%

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

Abundance #308259: Supraene
69.0

5000 LN

22.50

1370 m/z 41.00 23.37%
7.
0 bilis ], 203.0 273.0 341.0 410.0
‘\\11’\

\\‘\\\\‘1!\1[\1!\‘1\\\[\\1\‘\\\\‘f\\\‘\\\\‘\\\\‘\

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

Abundance #308258: Squalene
69.0
= ‘
22.50
5000 m/z 95.00 13.71%
137.0
ol HJHH 203.0 273.0 341.0 410.0
SEER

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #198763: (.+/-.)-Lavandulol, pentafluoropropionate =
69.0 22.50
m/z 68.00 11.35%

5000 137.0

Olmﬂ L e 3000

==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31624\
Data File : BM@44642.D

Acqg On : 15 Mar 2024 20:42
Operator : MA/JU

Sample : P1759-04

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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|
Tetrachloroethy... 4.463 7.5 ng/ul 391648 1 7.698 1051240 20.0
2,4,7,9-Tetrame... 13.239 8.5 ng/ul 779689 3 14.339 1842340 20.0
n-Hexadecanoic ... 18.009 10.2 ng/ul 1089570 4 17.098 2127050 20.0
Oleic Acid 19.174 5.2 ng/ul 549721 4 17.098 2127050 20.0
Octadecanoic acid  19.298 2.8 ng/ul 326203 5 21.292 2327710 20.0
12-Hydroxystear... 20.380 2.3 ng/ul 268699 5 21.292 2327710 20.0
Pentadecafluoro... 21.027 5.4 ng/ul 625435 5 21.292 2327710 20.0
Supraene 22.503 15.3 ng/ul 1912816 6 23.538 2508330 20.0
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