LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57381.D

Acqg On : 10 May 2023 23:04
Operator : CG/JU

Sample : 02591-13

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_ G\Methods\SFAM-EPA-BG042823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO57381.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.648 15 19 22 rBV2 1129 1713 ©.55% 0.052%
2 3.819 47 48 51 rBv2 538 448 0.14% 0.014%
3 4.030 82 84 87 rBV2 382 448 0.14% 0.014%
4  4.065 88 90 95 rVvB2 344 448 0.14% 0.014%
5 4.124 98 100 101 rBV 448 396 0.13% 0.012%
6 4.336 131 136 140 rVVv2 909 1324 0.43% 0.040%
7 4.371 140 142 144 rVB 565 387 0.13% 0.012%
8 4.441 151 154 157 rVB3 893 1097 ©.35% 0.033%
9 4.482 159 161 162 rBV 472 393 0.13% 0.012%
106 4.535 167 170 171 rBV 613 568 ©0.18% 0.017%
11  4.717 198 201 203 rBV 542 486 0.16% 0.015%
12 4,905 232 233 238 rVB2 623 614 0.20% 0.019%
13 4.970 241 244 246 rBB 431 384 0.12% 0.012%
14 5.234 287 289 292 rBB2 540 560 0.18% 0.017%
15 5.281 295 297 300 rBv2 440 478 0.15% 0.014%
16 5.381 312 314 316 rBV 724 702 0.23% 0.021%
17 5.399 316 317 320 rVB 779 590 0.19% ©0.018%
18 7.508 670 676 686 rBB 31520 54070 17.47% 1.630%
19 7.666 698 703 711 rBB 24711 41632 13.45% 1.255%
20 7.890 735 741 749 rBB 31209 52349 16.92% 1.578%
21 8.365 814 822 828 rBB 55419 89640 28.97% 2.703%
22 9.064 935 941 950 rBV 38100 66500 21.49% 2.005%
23 9.205 961 965 967 rBB 717 954 0.31% 0.029%
24  9.540 1015 1022 1029 rBV 32452 56263 18.18% 1.696%
25 9.893 1080 1082 1084 rBB 545 409 0.13% 0.012%
26 9.998 1094 1100 1102 rBB 261 408 0.13% 0.012%
27 10.275 1140 1147 1155 rBB 27062 48631 15.71% 1.466%
28 10.604 1200 1203 1206 rBV 229 385 0.12% 0.012%
29 10.821 1233 1240 1252 rBV 42602 75631 24.44% 2.280%
30 11.203 1298 1305 1313 rBV 75997 137144 44.32% 4.135%
31 11.332 1321 1327 1335 rBV 20347 34505 11.15% 1.040%
32 11.949 1429 1432 1436 rBB 273 445 0.14% 0.013%
33 12.759 1567 1570 1572 rVB 668 443 0.14% 0.013%
34 12.806 1576 1578 1581 rBV 288 404 0.13% 0.012%
35 13.834 1749 1753 1756 rBvV2 2068 2831 0.91% 0.085%

36 14.363 1837 1843 1849 rBV 90320 131046 42.35% 3.951%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57381.D

Acqg On : 10 May 2023 23:04
Operator : CG/JU

Sample : 02591-13

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_ G\Methods\SFAM-EPA-BG042823.MA.M
Title : SVOA CALIBRATION
37 14.675 1889 1896 1903 rBV 107049 161993 52.35%  4.884%
38 14.974 1940 1947 1960 rBV 139721 223667 72.27% 6.744%
39 15.174 1977 1981 1991 rBvV3 11964 23550 7.61% 0.710%
40 15.961 2109 2115 2127 rVB 144044 212853 68.78% 6.418%
41 16.084 2131 2136 2146 rBvV2 15947 27081 8.75% 0.816%
42 16.313 2169 2175 2180 rVB 15469 21952 7.09% 0.662%
43 16.642 2228 2231 2237 rVB 844 840 0.27% 0.025%
44 16.701 2237 2241 2243 rVB 324 382 0.12% 0.012%
45 17.206 2325 2327 2329 rVB 565 407 0.13% 0.012%
46 17.283 2337 2340 2341 rBV 529 573 0.19% 0.017%
47 17.471 2370 2372 2373 rVB 782 452 0.15% 0.014%
48 17.547 2384 2385 2387 rBvV2 522 406 0.13% 0.012%
49 17.670 2403 2406 2407 rBv2 601 472 0.15% 0.014%
50 17.717 2407 2414 2420 rVV 198753 288891 93.35% 8.710%
51 17.811 2424 2430 2437 rVB 151864 228849 73.95% 6.900%
52 17.900 2443 2445 2447 rVB 558 408 0.13% 0.012%
53 17.923 2447 2449 2452 rBV 448 477 0.15% 0.014%
54 17.958 2452 2455 2457 rVB 930 823 0.27% 0.025%
55 18.076 2473 2475 2478 rVB2 944 864 0.28% 0.026%
56 18.105 2478 2480 2482 rBV 493 399 0.13% 0.012%
57 18.146 2486 2487 2490 rVB 827 478 0.15% 0.014%
58 18.334 2518 2519 2521 rVB 676 399 0.13% 0.012%
59 18.422 2532 2534 2535 rVB2 643 402 0.13% 0.012%
60 18.458 2535 2540 2541 rBV2 583 926 ©.30% 0.028%
61 18.493 2544 2546 2548 rVV2 624 632 0.20% 0.019%
62 18.522 2548 2551 2554 rVvV 748 1029 0.33% 0.031%
63 18.563 2554 2558 2570 rVVe6 3353 11308 3.65% 0.341%
64 18.640 2570 2571 2574 rVV2 2012 1374 0.44% 0.041%
65 18.693 2577 2580 2583 rVV3 1238 1737 0.56% 0.052%
66 18.740 2586 2588 2591 rVVv2 436 433 0.14% 0.013%
67 18.834 2602 2604 2608 rVB 771 766 0.25% 0.023%
68 18.869 2608 2610 2611 rBV 699 548 ©0.18% 0.017%
69 18.951 2622 2624 2626 rBV2 584 630 0.20% 0.019%
70 19.004 2631 2633 2637 rBvV2 943 1112 0.36% 0.034%
71 19.092 2645 2648 2649 rBV2 779 730 0.24% 0.022%
72 19.104 2649 2650 2652 rBV2 810 617 0.20% 0.019%
73 19.239 2669 2673 2675 rVB2 813 1098 ©0.35% 0.033%
74 19.257 2675 2676 2678 rBV 670 534 0.17% 0.016%
75 19.280 2678 2680 2683 rBV 556 676 0.22% 0.020%
76 19.339 2688 2690 2691 rVWV 761 499 0.16% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57381.D

Acqg On : 10 May 2023 23:04
Operator : CG/JU

Sample : 02591-13

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_ G\Methods\SFAM-EPA-BG042823.MA.M
Title : SVOA CALIBRATION
77 19.356 2691 2693 2694 rVB 909 504 0.16% 0.015%
78 19.374 2694 2696 2697 rBV 834 565 0.18% 0.017%
79 19.392 2697 2699 2700 rBV 581 390 0.13% 0.012%
80 19.403 2700 2701 2704 rVB2 1204 633 0.20% 0.019%
81 19.445 2704 2708 2710 rBV3 1508 1946 0.63% 0.059%
82 19.503 2714 2718 2721 rBV3 835 1355 0.44% 0.041%
83 19.527 2721 2722 2724 rBV 889 613 0.20% 0.018%
84 19.650 2739 2743 2747 rBV4 2093 3033 0.98% 0.091%
85 19.721 2751 2755 2756 rBV3 1827 2183 0.71% 0.066%
86 19.774 2762 2764 2765 rVB 1010 451 0.15% 0.014%
87 19.826 2772 2773 2775 rBV2 1029 786 0.25% 0.024%
88 19.950 2792 2794 2795 rVB2 1344 803 0.26% 0.024%
89 19.973 2795 2798 2801 rBV3 1386 1735 0.56% 0.052%
90 20.014 2803 2805 2809 rBv4 1991 2430 0.79% 0.073%
91 20.079 2810 2816 2823 rVB 197224 283989 91.77%  8.562%
92 20.549 2892 2896 2899 rBV3 5169 6453 2.09% 0.195%
93 21.054 2978 2982 2985 rBv4 6605 8273 2.67% 0.249%
94 21.583 3068 3072 3078 rBV5 14418 31088 10.05% 0.937%
95 22.023 3141 3147 3156 rBV 180950 309467 100.00%  9.330%
96 22.805 3277 3280 3286 rVB5 7451 12014 3.88% 0.362%
97 23.933 3468 3472 3481 rVB6 18161 37231 12.03% 1.123%
98 24.420 3551 3555 3562 rVB 13144 28460 9.20% ©0.858%
99 25.284 3694 3702 3717 rVB2 89815 257409 83.18% 7.761%
100 25.530 3735 3744 3755 rVB 100862 298938 96.60% 9.013%

Sum of corrected areas: 3316742
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BGO57381.D

Acqg On : 10 May 2023 23:04
Operator : CG/JU

Sample : 02591-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
u ancs TIC: BG057381.D\data.ms
150000
100000
11.203
8.365
50000 10.821
9.064 '
7.5087,890 9.540
10.275
PR 332
ok R MHBB .205 939{98 10 60 R
'j_uﬁ%:ar:ﬁgﬁgﬁ‘r‘\ '\TT?TW‘\\\\‘\\\\‘\\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\\‘\\
Time--> 400 450 500 550 6.00 650 700 7.50 800 850 9.00 950 10. 00 lO 50 11. 00 11.50 12.00 12.50 13.00
Abundance TIC: BG057381.D\data.ms
200000 17.717 20.p79 22.023
17.811
150000 14.974 15.961
14.675
100000 14.363
50000
I 21.583 ‘
5.174 - e ) B 20.549 21.054 22.80
13.834 ﬁnvﬂ SIS 8 T, i Lan e ) e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abunzdance TIC: BG057381.D\data.ms

150000

100000

50000
23.933
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BGO57381.D

Acqg On : 10 May 2023 23:04
Operator : CG/JU

Sample : 02591-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 Carbonic acid, octadecyl pr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.583 2.01 ng/ul 31088 Chrysene-di12 22.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 80
4 Hexadecyl nonyl ether 368 C25H520 1000406-37-7 80
5 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 68
Abundance Scan 3072 (21.583 min): BG057381.D\data.ms (-3068) (- | m/z 57.15 100.00%
57.1
5000
7.2
177.2 21.50
‘ L] | 281.1 ;
o e m/z 43.15 78.09%
miz--> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 ﬁmmﬂﬁwmm ' 1
21.50
‘ 7.0 m/z 71.15  74.91%
O T “\ ‘\“ “‘ H!‘ !M‘\ [ \‘H \%\3\9.‘0\ 1\-8\2.\0’ \22\4\.0\ ‘ L \2\97‘.(\) L
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0 MWLM
01 e TN (Y
21.50
5000 m/z 55.15 54.26%
7.0
ol L 240 a0 a0 am
miz--> 50 100 150 200 250 300 V\WAMM
Abundance #284590: Sulfurous acid, octadecyl 2-propyl ester e - ‘
43.0 21.50
m/z 85.05 45.83%
85.0
5000
25.0
o L7 a0 0
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BGO57381.D

Acqg On : 10 May 2023 23:04
Operator : CG/JU

Sample : 02591-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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 Pentadecanal- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
23.933  2.49 ng/ul 37231 perylene-d12 25.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentadecanal- 226 C15H300 062765-11-9 53
2 Pentadecanal- 226 C15H300 002765-11-9 49

3 Docosyl pentafluoropropionate
4 Trichloroacetic acid, undec-2-en...
5 2- Chloropropionic acid, hexadec...

472 C25H45F502
314 C13H21C1302
332 C19H37C102

1000351-80-9 46
1000299-26-1 43
086711-81-1 43

Abundance Scan 3472 (23.933 min): BG057381.D\data.ms (-3468) (- | m/z 57.15 100.00%
57.1
5000
111.2
302.3 355.1
111 T
oLl m/z 43.10  79.25%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #107139: Pentadecanal-
82.0
5000 T T T \A\
= 24.00
m/z 96.18  72.90%
O \‘\‘“‘““\‘\“‘\“‘““]\1‘3\3.“()\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107137: Pentadecanal-
N il Wil
24.00
5000 ITI/Z 82.10 72.53%
29.
“‘ 182.0
oL A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #332270: Docosyl pentafluoropropionate ‘AN P J
57.0 24.00
m/z 55.15 61.65%
5000
11.0
ol Ll 3670 200 3080 asa a1
m/z--> 50 100 150 200 250 300 350 400 450 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051023\
Data File : BG®57381.D

Acqg On : 10 May 2023 23:04
Operator : CG/JU

Sample : 02591-13

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG042823.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|
Carbonic acid, ... 21.583 2.0 ng/ul 31088 5 22.023 309467 20.0
Pentadecanal- 23.933 2.5 ng/ul 37231 6 25.530 298938 20.0
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