LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc :

ALS Vvial : 87 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-BG093021.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50401.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.641 23 26 34 rVB2 10660 18047 2.12% 0.156%
2 4.070 94 99 107 rBvV 52104 94048 11.07% 0.811%
3 4.170 113 116 125 rVB 14852 25851 3.04% 0.223%
4 4,305 134 139 145 rVB 12832 22994  2.71% 0.198%
5 4.405 153 156 163 rVB6 4320 8847 1.04% 0.076%
6 4.699 202 206 209 rBV3 6475 8908 1.05% 0.077%
7 4.740 209 213 217 rVV3 4803 7244 0.85% 0.062%
8 4.969 249 252 257 rVB6 3206 4545 0.53% 0.039%
9 5.116 276 277 282 rBV3 1272 1520 0.18% 0.013%
16 5.339 311 315 320 rVB5S 6930 13626 1.60% 0.117%
11 5.421 326 329 338 rVB6 3425 7150 0.84% 0.062%
12 5.545 346 350 351 rBv2 1473 1943 0.23% 0.017%
13 5.985 421 425 428 rBV5 1175 1872 0.22% 0.016%
14 6.244 467 469 476 rVB5 2047 2791 0.33% 0.024%
15 7.231 635 637 638 rBv2 2400 1843 0.22% 0.016%
16 7.407 659 667 677 rBV 155476 288060 33.90%  2.482%
17 7.584 690 697 708 rVB 116077 204893 24.11% 1.766%
18 7.795 726 733 741 rBV 148978 264772 31.16%  2.282%
19 7.871 743 746 752 rVB3 2530 4074 0.48% 0.035%
20 8.065 773 779 780 rBV3 1544 2200 0.26% 0.019%
21 8.271 803 814 827 rVB 233705 420706 49.51% 3.626%
22 8.377 830 832 838 rVvB4 1754 2919 0.34% 0.025%
23 8.494 846 852 856 rBv4 6855 11831 1.39% 0.102%
24 8.723 886 891 893 rBv4 3343 5372 0.63% 0.046%
25 8.806 900 905 912 rBV2 5245 9611 1.13% ©0.083%
26 8.958 923 931 939 rBV2 140934 259115 30.49% 2.233%
27 9.099 949 955 961 rBV3 8642 16175 1.90% 0.139%
28 9.440 1006 1013 1018 rBV 151252 280736 33.04% 2.419%
29 9.487 1018 1021 1028 rVB 35816 55035 6.48% 0.474%
30 9.587 1035 1038 1043 rVB3 2225 3426 0.40% 0.030%
31 9.822 1074 1078 1080 rBvV2 2494 3460 0.41% 0.030%
32 10.16S9 1128 1137 1146 rVB 118092 221885 26.11% 1.912%
33 10.280 1152 1156 1163 rBV6 2752 6054 0.71% 0.052%
34 10.357 1165 1169 1173 rVvV5 1476 2366 0.28% 0.020%
35 10.703 1220 1228 1236 rVB 189845 334327 39.34% 2.881%

36 10.844 1245 1252 1261 rBV2 26660 49069 5.77%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc :

ALS Vvial : 87 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-BG093021.M
Title : SVOA CALIBRATION
37 11.097 1285 1295 1305 rBV 322278 590535 69.50% 5.089%
38 11.226 1310 1317 1326 rBV 130399 250451 29.47%  2.158%
39 11.514 1362 1366 1369 rVB3 1540 1736 0.20% 0.015%
40 11.626 1377 1385 1387 rVB5 2491 4962 0.58% 0.043%
41 11.843 1416 1422 1424 rBV5S 1780 3032 0.36% 0.026%
42 12.548 1539 1542 1545 rVB2 1929 1969 0.23% 0.017%
43 12.660 1558 1561 1567 rVB4 3170 4809 0.57% 0.041%
44 13.253 1658 1662 1666 rBv2 2432 4074 0.48% 0.035%
45 13.494 1698 1703 1708 rBV5 2582 4243 0.50% 0.937%
46 13.688 1733 1736 1737 rBV2 2434 2453 0.29% 0.021%
47 13.765 1746 1749 1752 rBvV4 2526 2241 0.26% 0.019%
48 13.800 1752 1755 1761 rVB3 2495 3698 0.44% 0.032%
49 14.052 1796 1798 1802 rBvV3 1267 2029 0.24% 0.017%
50 14.111 1805 1808 1811 rVB3 1011 1643 0.19% 0.014%
51 14.282 1830 1837 1843 rBV 317684 467215 54.98% 4.026%
52 14.511 1871 1876 1880 rBV5 2834 4283 0.50% 0.037%
53 14.587 1881 1889 1898 rVB 358596 574999 67.67% 4.955%
54 14.681 1901 1905 1909 rBV3 11918 16031 1.89% 0.138%
55 14.728 1909 1913 1921 rVB 31151 43781 5.15% ©0.377%
56 14.887 1932 1940 1947 rBV 483134 768283 90.41% 6.621%
57 15.051 1961 1968 1977 rBV 110883 181321 21.34% 1.563%
58 15.216 1990 1996 2001 rBV5 7173 12043 1.42% 0.104%
59 15.269 2001 2005 2007 rBvV3 2551 4024 0.47% 0.035%
60 15.369 2016 2022 2025 rBV3 1924 3715 0.44% 0.032%
61 15.439 2030 2034 2037 rBV3 1999 3131  0.37% 0.927%
62 15.521 2045 2048 2049 rBV2 1521 1484 0.17% 0.013%
63 15.656 2065 2071 2074 rBV4 2185 3962 0.47% 0.034%
64 15.709 2076 2080 2085 rVB4 2829 4258 0.50% 0.037%
65 15.792 2090 2094 2096 rBV3 1573 2030 0.24% 0.017%
66 15.874 2101 2108 2116 rBV 432101 689148 81.10% 5.939%
67 15.980 2121 2126 2133 rBV2 44617 69364 8.16% ©.598%
68 16.068 2136 2141 2143 rBV4 2251 2182 0.26% 0.019%
69 16.115 2143 2149 2154 rBVS5S 5514 10534 1.24% 0.091%
70 16.450 2203 2206 2210 rBv4 2873 3141 0.37% 0.027%
71 16.561 2221 2225 2233 rVB6 5619 10876 1.28% 0.094%
72 16.702 2245 2249 2255 rBV5 7342 12884 1.52% 0.111%
73 16.749 2255 2257 2261 rVB4 3388 3997 0.47% 0.034%
74 16.796 2261 2265 2268 rBV5 2475 4110 0.48% 0.035%
75 16.855 2273 2275 2279 rVB3 2004 2219 0.26% 0.019%
76 16.902 2281 2283 2284 rBV 1883 1513 0.18% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc :

ALS Vvial : 87 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-BG093021.M

Title : SVOA CALIBRATION

77 17.002 2293 2300 2301 rBV5S 4214 7165 ©0.84% 0.062%
78 17.102 2313 2317 2322 rVV6 8691 10275 1.21% ©0.089%
79 17.161 2323 2327 2331 rVB4 4711 5319 0.63% 0.046%
80 17.231 2335 2339 2340 rBV3 2495 2337 0.28% 0.020%
81 17.260 2340 2344 2348 rBV4 5435 6990 ©0.82% 0.060%
82 17.325 2352 2355 2357 rBV4 2959 3792 0.45% 0.033%
83 17.360 2357 2361 2366 rVB3 11802 16907 1.99% 0.146%
84 17.490 2378 2383 2391 rBV3 45502 71046 8.36% 0.612%
85 17.560 2391 2395 2399 rVV3 26814 36352 4.28% 0.313%
86 17.631 2401 2407 2414 rW 524466 847570 99.74% 7.304%
87 17.731 2418 2424 2432 rVB2 432599 666196 78.40% 5.741%
88 18.089 2483 2485 2486 rBV2 3476 3520 0.41% 0.030%
89 18.206 2502 2505 2507 rBV4 4786 6489 0.76% 0.056%
90 18.271 2513 2516 2520 rVB2 13606 17684 2.08% 0.152%
91 18.377 2528 2534 2539 rBV2 42824 72074 8.48% 0.621%
92 18.436 2540 2544 2549 rVvv2 46317 66373 7.81% 0.572%
93 18.488 2549 2553 2563 rVWW 142014 208809 24.57%  1.800%
94 18.788 2600 2604 2609 rBv4 32538 48317 5.69% 0.416%
95 19.752 2765 2768 2775 rBV5 31501 46030 5.42% 0.397%
96 20.004 2806 2811 2820 rVB 515280 761801 89.65% 6.565%
97 21.538 3068 3072 3082 rBvV2 148331 228024 26.83% 1.965%
98 21.937 3134 3140 3153 rVB 444385 803227 94.53% 6.922%
99 24.370 3549 3554 3559 rBV 182144 371921 43.77% 3.205%
100 24.434 3560 3565 3578 rVB 351408 849748 100.00%  7.323%

Sum of corrected areas: 11603684
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc :

ALS Vvial : 87 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050401.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc :

ALS Vvial : 87 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.488 4.93 ng/ul 208809  Phenanthrene-die 17.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Dodecanoic acid 200 C12H2402 000143-07-7 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2553 (18.488 min): BG050401.D\data.ms (-2549) (- m/z 73.00 100.00%

43.0 ,73.0
5000
128.9 213.1
1
O brrrprerl AL m/z 60.00 92.45%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 IR
129.0 18.50
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Ol\?\.e\‘l\ HH\H\M{‘\‘HH\\Hh[“\\”‘”h“\H\‘\\‘HH‘H‘H‘\‘H‘H‘H\\‘\‘\H‘HH“HH‘\
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——
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1710 5149
o400 I LA
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc :

ALS Vvial : 87 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.538 5.68 ng/ul 228024  Chrysene-d12 21.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3072 (21.538 min): BG050401.D\data.ms (-3068) (- m/z 57.10 100.00%
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ST s amno
\\\‘\!fTHTM\!\‘\H\’\\H‘H\\‘\\H‘H\\‘\H\‘\\H‘\H\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273799: 1-Hexacosene
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RN
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5000 ITI/Z 69.00 63.53%
364.0
R W?w.mo
H"H“‘H"H‘_H‘,‘H_‘H_‘H‘HH‘H‘WH‘W‘HW‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester — I
57.0 21.50
m/z 83.00 62.13%
5000
5.0 196.0
0 J‘ WL, o | 281.0 369.0 592,
o e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc :

ALS Vvial : 87 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Dodecane, 1-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.370 8.75 ng/ul 371921  Perylene-di2 25.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3554 (24.370 min): BG050401.D\data.ms (-3549) (- m/z 57.00 100.00%
57.0

— —
‘ ' 131 00 ouro 24.00 24.50
ol A d LI 1691 247020603401 4060 .. 43.00  70.00%
mlz--> 50 100 150 200 250 300 350 400
Abundance #193303: Dodecane, 1-iodo-
57.0
5000 — ——
24.00 24.50
m/z 71.00 69.86%
155.0
ol Ll o®™? 20 260
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
— —
24.00 24.50
5000 m/z 85.05  48.41%
oLl ‘L | 11130 160.0 2250 281.0 337.0 394.0
A T e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane s —
57.0 24.00 24.50
m/z 55.00 23.17%
13.0
oL LT 090 2os0 w0 )
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc :

ALS Vvial : 87 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Cyclic24.434 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.434 20.00 ng/ul 849748 Perylene-di2 25.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 94

Abundance Scan 3565 (24.434 min): BG050401.D\data.ms (-3560) (-  m/z 57.00 100.00%

51.0
5000 111.0
2450
530 :
ol LRAL ‘H 190.1298.2281.0 3311 3882 ./, g3.00  99.68%
m/z--> 50 100 150 200 250 300 350
Abundance #244233: Cyclotetracosane
83.0
4110
5000 336.0 L
24.50
25.0 m/z 55.00 99.03%
U eroz00 20 )
O\\“\\‘ \M\\“\‘M\‘\‘“\m\ \“\“‘“ ‘m‘\‘ i‘\‘\‘\\“\\\‘\‘\\\\ 1
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
——
24.50
e m/z 43.05  95.87%
25.0
oL L LALLL LA 16702100 _ 2800 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene —
57.0 24.50
m/z 69.00 91.71%
) I JL
o) s $01960238.0 2020 3640 -
m/z--> 50 100 150 200 250 300 350 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50401.D

Acqg On : 2 Oct 2021 23:07
Operator : CG/JU

Sample : M3877-02

Misc

ALS Vvial : 87 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.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 ... 18.488 4.9 ng/ul 208809 4 17.631 847570 20.0
(DEL) Alkane: S... 21.538 5.7 ng/ul 228024 5 21.937 803227 20.0
Dodecane, 1-iodo- 24.370 8.8 ng/ul 371921 6 25.363 849748 20.0
(DEL) Alkane: C... 24.434 20.0 ng/ul 849748 6 25.363 849748 20.0
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