LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062522\
Data File : BGO54069.D

Acqg On : 25 Jun 2022 19:56
Operator : CG/JU

Sample : N3401-04

Misc :

ALS Vvial : 16 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-BG062022.M
Title : SVOA CALIBRATION

Signal : TIC: BGO54069.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.488 14 17 24 rVB5 5218 9451 0.88% 0.106%
2 3.799 64 70 72 rBV3 1224 1882 0.17% 0.021%
3 3.911 85 89 103 rBV 26239 51831 4.82% 0.584%
4 4.146 126 129 136 rvB2 2165 3054 0.28% 0.034%
5 5.162 298 302 307 rVB6 1618 2965 ©0.28% 0.033%
6 7.231 647 654 662 rBvV2 8560 16821 1.56% ©0.189%
7 7.389 675 681 688 rBV 68061 120193 11.17%  1.354%
8 7.448 688 691 699 rVB 5395 9949  0.92% 0.112%
9 7.607 712 718 726 rVB 25846 46643 4.34% 0.525%
10 8.071 790 797 804 rBvV2 73824 125750 11.69% 1.416%
11 8.130 804 807 813 rVB2 2676 3797 0.35% 0.043%
12 8.776 911 917 928 rBV2 33628 63391 5.89% 0.714%
13 9.228 987 994 1003 rBvV 95468 175529 16.32% 1.977%
14 9.669 1062 1069 1074 rBV2 4356 6472 0.60% 0.073%
15 9.957 1111 1118 1127 rBB 28003 51456 4.78% ©.579%
16 10.497 1202 1210 1219 rBV 48628 92354 8.59% 0407%

17 10.879 1267 1275 1286 rBV 116805 214632 19.95%
18 11.009 1288 1297 1310 rBV 102955 194383 18.07%
19 12.460 1539 1544 1548 rBV 2254 3636 0.34%
20 13.517 1721 1724 1728 rBV2 4007 5307 0.49%

OO NNR
=
00
O
R

21 14.093 1815 1822 1829 rBV 301998 462334 42.98%
22 14.387 1865 1872 1880 rBV 311823 519513 48.30%
23 14.698 1918 1925 1932 rVB 221335 362536 33.71%

[SRERE RV I |
(]
o]
w
R

24 14.892 1954 1958 1964 rBV3 2967 5585 ©.52% 063%
25 15.421 2043 2048 2053 rBV 2749 3866 ©0.36% 0447%
26 15.492 2053 2060 2063 rBV3 841 1647 0.15% 0.019%
27 15.685 2085 2093 2101 rBV 467369 733376 68.18%  8.259%
28 15.797 2106 2112 2120 rBV 33877 52772 4.91% 0.594%
29 15.926 2130 2134 2141 rVB2 4318 5905 ©.55% 0.066%
30 16.461 2223 2225 2231 rVB3 1635 2363 0.22% 0.027%
31 17.184 2344 2348 2353 rVB4 969 1668 0.16% 019%

32 17.436 2385 2391 2400 rBV 316692 492690 45.81%
33 17.536 2402 2408 2415 rBV2 532677 823156 76.53%

OO0 VU
N
N
[N
B

34 17.707 2433 2437 2439 rBV3 1205 1321  0.12% 015%
35 18.100 2499 2504 2509 rBV3 5019 7045  0.65% 079%
36 18.329 2539 2543 2556 rBV3 36511 71815 6.68%  0.809%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062522\
Data File : BGO54069.D

Acqg On : 25 Jun 2022 19:56
Operator : CG/JU

Sample : N3401-04

Misc :

ALS Vvial : 16 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-BG062022.M
Title : SVOA CALIBRATION
37 18.435 2559 2561 2565 rvvs 2380 3546 ©0.33% 0.040%
38 18.500 2569 2572 2575 rvwv4 1288 1587 ©.15% ©0.018%
39 18.611 2589 2591 2597 rW5 2136 3573 0.33% 0.040%
40 18.670 2597 2601 2604 rVB2 1784 2582 0.24% 0.029%
41 18.817 2620 2626 2627 rBv4 1538 2355  0.22% 0.027%
42 19.123 2675 2678 2682 rBvV3 1156 2010 0.19% 0.023%
43 19.175 2685 2687 2690 rVB3 1386 1469 0.14% 0.017%
44 19.387 2719 2723 2729 rVWVW2 8807 12476 1.16% 0.140%
45 19.458 2731 2735 2740 rVV2 7387 12630 1.17% 0.142%
46 19.499 2740 2742 2745 rVWV3 1714 2186 0.20% 0.025%
47 19.599 2755 2759 2765 rBV3 20141 33638 3.13% 0.379%
48 19.740 2780 2783 2787 rVB3 2815 3539 0.33% 0.040%
49 19.822 2790 2797 2807 rBV 734117 1075581 100.00% 12.112%
50 20.045 2833 2835 2838 rBV4 1325 1582 0.15% ©0.018%
51 20.204 2861 2862 2864 rBvV2 1932 1621 0.15% ©0.018%
52 20.315 2878 2881 2885 rBV5 5281 8047 0.75% 0.091%
53 20.345 2885 2886 2892 rvw4 3532 5379 0.50% 0.061%
54 20.409 2895 2897 2902 rVB5 1502 1863 0.17% 0.021%
55 20.662 2938 2940 2942 rBvV3 1636 1880 0.17% 0.021%
56 20.715 2947 2949 2952 rVB4 1639 1855 0.17% 0.021%
57 20.785 2958 2961 2964 rVB5 2177 2713 0.25% 0.031%
58 20.850 2964 2972 2976 rBV9 6549 13569 1.26% 0.153%
59 20.962 2987 2991 2996 rBV 3808 4856 0.45% 0.055%
60 21.349 3051 3057 3067 rBV 144165 245169 22.79% 2.761%
61 21.567 3092 3094 3095 rBV2 1484 1375 0.13% 0.015%
62 21.714 3112 3119 3127 rVV 341098 580051 53.93% 6.532%
63 21.784 3130 3131 3134 rVB3 1754 1380 0.13% 0.016%
64 21.814 3134 3136 3139 rBV4 1392 1486 0.14% 0.017%
65 21.908 3148 3152 3158 rVB3 9978 15768 1.47% 0.178%
66 22.342 3221 3226 3227 rBV3 1510 2540 0.24% 0.029%
67 22.407 3235 3237 3242 rVB5 1755 1653 0.15% ©0.019%
68 22.524 3251 3257 3266 rBV5 18203 45242  4.21% ©.509%
69 22.666 3279 3281 3283 rBV3 1838 1540 0.14% 0.017%
70 22.953 3328 3330 3332 rBV3 1671 1465 0.14% 0.016%
71 23.053 3343 3347 3348 rVW4 1412 1817 0.17% 0.020%
72 23.124 3358 3359 3362 rBV3 1890 1498 0.14% 0.017%
73 23.230 3369 3377 3383 rBV3 19766 40243 3.74% 0.453%
74 23.429 3406 3411 3418 rVB6 6888 12934 1.20% 0.146%
75 24.046 3509 3516 3523 rVB 28640 59085 5.49% 0.665%
76 24.240 3546 3549 3551 rBv4 2076 2917 0.27% 0.033%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062522\
Data File : BGO54069.D

Acqg On : 25 Jun 2022 19:56
Operator : CG/JU

Sample : N3401-04

Misc :

ALS Vvial : 16 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-BG062022.M
Title : SVOA CALIBRATION
77 24.745 3622 3635 3653 rBV2 361419 1069680 99.45% 12.046%
78 24.969 3661 3673 3690 rBV2 197212 644252 59.90%  7.255%
79 25.192 3709 3711 3714 rBV3 1904 1413 0.13% 0.016%
80 25.509 3763 3765 3769 rBv4 1514 2177 ©0.20% ©.025%
81 25.697 3795 3797 3800 rBV3 1535 1895 0.18% 0.021%
82 25.921 3833 3835 3836 rBV2 1589 1398 0.13% 0.016%
83 25.938 3836 3838 3842 rVB5 1612 1601 ©0.15% 0.018%
84 26.161 3867 3876 3887 rBV3 21976 66320 6.17% ©.747%
85 26.279 3890 3896 3906 rvVB9 6068 20300 1.89% 0.229%
86 26.473 3927 3929 3931 rBV2 1998 1552 0.14% 0.017%
87 26.579 3945 3947 3949 rBV3 1580 1880 0.17% 0.021%
88 26.955 4009 4011 4014 rBV3 1318 1432 0.13% 0.016%
89 27.125 4038 4040 4041 rBV2 2895 1434 0.13% 0.016%
990 27.172 4045 4048 4049 rBV3 3931 3863 0.36% 0.044%
91 27.331 4073 4075 4078 rVB4 1366 1382 0.13% 0.016%
92 27.542 4102 4111 4121 rVB6 13361 46576 4.33% 0.524%
93 28.212 4223 4225 4229 rVB5 1439 1808 0.17% 0.020%
94 28.453 4263 4266 4269 rVB4 1560 1941 0.18% 0.022%
95 29.134 4380 4382 4384 rBV3 1938 2127 ©0.20% 0.024%
96 29.205 4384 4394 4403 rVVi1o 7245 32488 3.02% 0.366%
97 29.851 4502 4504 4507 rVB3 1568 1514 0.14% 0.017%
98 31.191 4726 4732 4734 rBV6 3498 6496 0.60% 0.073%
99 31.825 4839 4840 4842 rBV2 2276 1425 0.13% 0.016%
100 32.260 4911 4914 4915 rVB3 1657 1351 0.13% 0.015%
Sum of corrected areas: 8880093
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062522\
Data File : BG@54069.D

Acqg On : 25 Jun 2022 19:56
Operator : CG/JU

Sample : N3401-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG054069.D\data.ms
700000

600000
500000
400000
300000

200000

10:87%bo

100000 2380 8071 9.228 .
911 8. 957
4883991146 5.162 7. 23&@4%07 8}\;30 9.669 || \ 12.460

Time--> 350 400 450 500 550 6.00 650 7.00 7,50 8.00 8.50 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054069.D\data.ms

700000

19.822

600000
17.536

500000 15.685

400000
21.714

387 17.436
300000 14.088

14.698

200000
21.349

100000

|

18.329 L
13517 4, 892 ,§ 926 16.461  17.184 V.7018.1(Imm1‘¥9

Time--> 13.50 14.00 14. 50 15. 00 15.50 1600 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
Abundance TIC: BG054069.D\data.ms
700000

600000
500000
400000 24.745
300000
4.969

200000

100000

24.046
mEBA3 229 " 24.240 5.195 FR@SIRS 2HATI0 BEUTBIP42  28.2R453 289205  20.851 31191 31.82532.260

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062522\
Data File : BG@54069.D

Acqg On : 25 Jun 2022 19:56
Operator : CG/JU

Sample : N3401-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.329 2.92 ng/ul 71815  Phenanthrene-d1e 17.436
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41
Abundance Scan 2543 (18.329 min): BG054069.D\data.ms (-2539) (- | m/z 73.00 100.00%
43.1 73.0
5000 129.0 213.1
171.1 o561 — Il o
‘ ‘ Jﬂ . ‘ ' 18.00 18 50
O el WEMLOC A L L L L L L mjz 43.10 95.95%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N RN
18.00 18.50
97.0 157018502130 560 | M/Z 60.10  88.72%
O \H‘HH“}‘HH!H \H‘H‘H\‘Hwh“‘\\”‘M\“\‘\\‘\H\‘HH‘\‘H\‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
— AT
18.00 18.50
5000 129.0 m/z 57.10 83.00%
199.0
101.0 157.0 242.0
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240260
Abundance #126203: Pentadecanoic acid
43.0 73.0 18.00 18.50
m/z 55.10 81.94%
5000 129.0
199.0 242.0
s L
0 Hw‘m‘i‘w Al ”"“Hw‘:“l‘Mw‘H“_“H_‘mwhwww
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062522\
Data File : BG@54069.D

Acqg On : 25 Jun 2022 19:56
Operator : CG/JU

Sample : N3401-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.349 8.45 ng/ul 245169  Chrysene-di2 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Tetracosene 336 (C24H48 010192-32-2 91
5 1-Tricosene 322 C23H46 018835-32-0 91

Abundance Scan 3057 (21 349 min): BG054069.D\data.ms (-3051) (-~ | m/z 57.05 100.00%

97.1
5000
200 2150
39.0 :
oA LLLLBR toz0  mes s e os e
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 = T
21.00 21.50
m/z 55.10  92.37%
39.0
O ]\-g\.dﬂ ‘\“ “‘ ‘\ ‘\‘ \‘ \‘H“ ‘H‘ \‘R‘\ “} ‘h T %8\2.\0‘ \22\4\.0\ ‘2\66\.0\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance
83.0
43.0
= e
21.00 21.50
5000 ITI/Z 83.10 90.44%
125.0
0 167.0 210.0 280.0
e e e e e
miz--> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester = o
43.0 21.00 21.50
83.0 m/z 69.10 78.87%
5000
| e
ol WAL LD, e A
m/z--> 0 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062522\
Data File : BG@54069.D

Acqg On : 25 Jun 2022 19:56
Operator : CG/JU

Sample : N3401-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.161 2.06 ng/ul 66320 Perylene-di2 24.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hentriacontane 437 C31H64 000630-04-6 90

Abundance Scan 3876 (26.161 min): BG054069.D\data.ms (-3867) (- | m/z 57.10 100.00%

57.1
5000
99.0

‘ VL 207.9 282.C 26.00 26.50
‘M‘HMHJ_MWWHLH‘WHH‘HH_‘HMHW‘HWH‘WHH‘HH_“ m/z 71.106  68.89%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176384: Eicosane
57.0
5000

o

26.00 26.50
99.0 m/z 43.10 63.29%
\’\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\H\‘\\\\‘\\\\’H\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— —
26.00 26.50
5000 m/z 85.05 45 .47%
27.0
990 1410 1830 2050  282C
O kel e ety
m/z--> 20 40 60 80 100120140160180200220240260280 WM
Abundance #176386: Eicosane ' SN S | o
57.0 26.00 26.50

m/z 41.10 20.07%

R T T N Il

m/z--> 20 40 60 80 100120140160180200220240260280 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062522\
Data File : BG@54069.D

Acqg On : 25 Jun 2022 19:56
Operator : CG/JU

Sample : N3401-04

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062022.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 ... 18.329 2.9 ng/ul 71815 4 17.436 492690 20.0
1-Heneicosanol 21.349 8.4 ng/ul 245169 5 21.714 580051 20.0
(DEL) Alkane: S... 26.161 2.1 ng/ul 66320 6 24.969 644252 20.0

SFAM-EPA-BG062022.M Wed Jun 29 13:44:34 2022 8



