LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113021\
Data File : BG@51275.D

Acqg On : 30 Nov 2021 11:31
Operator : CG/JU

Sample : PB141054BL

Misc :

ALS vial : 4 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-BG112321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51275.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.529 4 7 12 rVB2 6424 8689 1.17% 0.113%
2 3.858 61 63 65 rBv2 683 761 0.10% 0.010%
3 3.964 76 81 91 rBV 75242 137705 18.54% 1.792%
4 4,299 136 138 142 rBV3 1332 1718 0.23% 0.022%
5 4.845 227 231 233 rVvB2 799 1152 0.16% 0.015%
6 5.527 343 347 351 rBv4 478 909 0.12% 0.012%
7 5.873 404 406 410 rVB2 787 757 0.10% ©0.010%
8 5.926 413 415 419 rBv2 736 809 0.11% 0.011%
9 6.743 552 554 557 rBv2 670 774 0.10% 0.010%
106 6.872 575 576 580 rBV3 721 824 0.11% 0.011%
11 7.354 650 658 668 rBv 90574 165033 22.22% 2.148%
12 7.507 677 684 691 rBvV 75715 128929 17.36% 1.678%
13 7.724 715 721 730 rVB 92124 157541 21.21% 2.051%
14 8.194 794 801 808 rVB 83156 140024 18.85% 1.823%
15 8.353 825 828 834 rVB2 560 886 ©0.12% 0.012%
16 8.441 840 843 845 rBV2 652 772 0.10% 0.010%
17 8.9065 915 922 936 rBV 108299 206248 27.77%  2.685%
18 9.369 993 1001 1011 rBV 92317 172819 23.27%  2.249%
19 9.446 1011 1014 1018 rVV2 512 752 0.10% 0.010%
20 10.098 1119 1125 1134 rVB 77095 144491 19.45% 1.881%

21 10.650 1213 1219 1232 rBV 99053 187211 25.21%
22 11.020 1275 1282 1293 rVB 119739 217964 29.35%
23 11.161 1298 1306 1318 rBV 107802 216122 29.10%
24 12.607 1549 1552 1559 rBV3 1364 2602 0.35%
25 14.223 1820 1827 1834 rBV 238433 365871 49.26%
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26 14.522 1872 1878 1888 rBV 261179 417396 56.20%
27 14.828 1923 1930 1940 rBvV2 203563 328595 44.24%
28 15.051 1963 1968 1984 rBV 59077 131755 17.74%
29 15.168 1986 1988 1992 rVB2 1054 1239 0.17%
30 15.310 2010 2012 2017 rVB2 631 788 0.11%
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31 15.815 2092 2098 2111 rBV 336990 527660 71.04%
32 15.950 2116 2121 2138 rBV 86892 131915 17.76%
33 17.366 2358 2362 2364 rBV2 608 835 0.11%
34 17.577 2391 2398 2406 rBV 286845 434960 58.56%
35 17.677 2408 2415 2424 rVV 389330 611719 82.36%
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36 17.971 2462 2465 2468 rBvV2 571 760 0.10% 0.010%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113021\
Data File : BG@51275.D

Acqg On : 30 Nov 2021 11:31
Operator : CG/JU

Sample : PB141054BL

Misc :

ALS vial : 4 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-BG112321.M
Title : SVOA CALIBRATION
37 18.800 2604 2606 2611 rvB2 634 830 0.11% 0.011%
38 19.522 2723 2729 2733 rVB4 5110 7388 0.99% 0.096%
39 19.593 2736 2741 2745 rBV 4527 7395 1.00% 0.096%
40 19.693 2753 2758 2762 rVV6 634 1248 0.17% 0.016%
41 19.957 2796 2803 2812 rBV 509259 742734 100.00%  9.668%
42 20.169 2838 2839 2841 rBv2 920 759 0.10% 0.010%
43 20.339 2865 2868 2869 rBvV2 1393 895 0.12% 0.012%
44 20.386 2875 2876 2879 rVB3 1041 744 0.10% 0.010%
45 20.439 2882 2885 2888 rVB4 1314 1392 0.19% 0.018%
46 20.498 2893 2895 2898 rBV3 931 954 0.13% 0.012%
47 20.615 2914 2915 2917 rBV2 1793 1322 0.18% 0.017%
48 20.733 2927 2935 2936 rBV6 3793 7117 0.96% 0.093%
49 20.756 2936 2939 2941 rBvV3 2838 3588 0.48% 0.047%
50 20.926 2966 2968 2972 rBV3 1451 1708 0.23% 0.022%
51 21.026 2983 2985 2987 rBvV3 1179 1023 0.14% 0.013%
52 21.308 3031 3033 3035 rBv2 1678 1574 0.21% 0.020%
53 21.561 3074 3076 3077 rBvV2 2557 2574 0.35% 0.034%
54 21.878 3123 3130 3142 rVB 283008 491364 66.16% 6.396%
55 22.025 3150 3155 3161 rVvB8 5688 9212 1.24% 0.120%
56 22.372 3212 3214 3217 rBV4 2627 2858 0.38% 0.037%
57 22.654 3257 3262 3267 rBV3 10134 15410 2.07% 0.201%
58 22.718 3271 3273 3274 rBV2 1598 897 0.12% 0.012%
59 23.377 3380 3385 3391 rVB4 14074 23727 3.19% 0.309%
60 23.465 3399 3400 3402 rBV2 2499 2043 0.28% 0.027%
61 23.559 3414 3416 3418 rBV3 2220 1801 ©.24% 0.023%
62 24.164 3517 3519 3520 rBV2 1667 910 0.12% 0.012%
63 24.223 3522 3529 3536 rVB4 17926 40726 5.48% ©0.530%
64 24.610 3591 3595 3597 rBV5S 2332 2650 0.36% 0.034%
65 24.810 3628 3629 3632 rBV2 2720 2660 ©0.36% 0.035%
66 25.039 3657 3668 3680 rVB2 223925 681027 91.69%  8.864%
67 25.274 3691 3708 3720 rVB3 155412 521790 70.25% 6.792%
68 25.568 3756 3758 3759 rBV2 1677 1114 0.15% 0.015%
69 26.308 3881 3884 3886 rBv4 2336 2602 0.35% 0.034%
70 26.402 3891 3900 3911 rVB4 21223 70335 9.47% 0.916%
71 26.802 3966 3968 3969 rVB2 1743 764 0.10% 0.010%
72 27.454 4077 4079 4081 rVB3 2015 1185 0.16% 0.015%
73 27.601 4102 4104 4108 rBV5 2039 3015 0.41% 0.039%
74 27.718 4122 4124 4126 rBV3 1917 1647 0.22% 0.021%
75 27.824 4135 4142 4152 rVB4 20442 71353  9.61% 0.929%
76 28.147 4196 4197 4200 rBV3 1546 1460 0.20% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113021\
Data File : BG@51275.D

Acqg On : 30 Nov 2021 11:31
Operator : CG/JU

Sample : PB141054BL

Misc

ALS vial : 4 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-BG112321.M
Title : SVOA CALIBRATION

77 29.258 4385 4386 4390 rBvV4 2136 2366 0.32% 0.031%
78 29.369 4403 4405 4408 rBV4 2175 1739 0.23% 0.023%
79 29.546 4427 4435 4451 rVB6 17523 74328 10.01% 0.967%
80 30.039 4517 4519 4522 rVB4 1949 1582 0.21% 0.021%
81 31.015 4683 4685 4687 rBV3 2017 1887 ©.25% 0.025%
82 31.632 4784 4790 4792 rBV6 7417 14329 1.93% 0.187%
83 32.178 4881 4883 4887 rBv4 2639 3625 0.49% 0.047%

Sum of corrected areas: 7682636
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113021\
Data File : BG@51275.D

Acqg On : 30 Nov 2021 11:31
Operator : CG/JU

Sample : PB141054BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051275.D\data.ms

500000

400000

300000

200000

1
8.905 192061
10.650
100000  3.9p4 7-354424 8.194 9-369 10,008
052%.8 4.209 4.845 552756302 6.B452 Lasaal 1446 12.607
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051275.D\data.ms

500000 19.957

400000 17.677

15.815
300000 17.577 21.878
14.522
14.223
200000 14.828
100000 15.950
5.051
0 1 0 1136&\;7971 18.800 19%§3§gioznhu>“ww
T T T e B e e e i R A R S R

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
Abundance TIC: BG051275.D\data.ms

500000

400000

300000

200000

100000

26.402 27.824
26.30826.802  2724B801R8.147 229588*° 30.039 31.015 31832 35975

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113021\
Data File : BG@51275.D

Acqg On : 30 Nov 2021 11:31
Operator : CG/JU

Sample : PB141054BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.402 2.70 ng/ul 70335  Perylene-di12 25.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 87
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Hexatriacontane 507 C36H74 000630-06-8 83

Abundance Scan 3900 (26.402 min): BG051275.D\data.ms (-3891) (- m/z 57.00 100.00%
57.0

-

5000
‘ 207.0 26.00 26.50
7.1 : 355.1 . :
o‘HH‘J“J‘W‘uwm,l‘Hﬁ??"l‘”wmH‘HHw‘_m_wm m/z 71.85 73.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246483: Tetracosane
57.0
5000
26.00 26.50
m/z 43.05 60.70%
27.0
O‘\\l‘\‘\‘\JV\J\E\J\1\4“\%%7;9\\‘\\\\‘\3\3\?‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
- —
26.00 26.50
5000 ITI/Z 85.10 53.62%
okl [ 1 || }27:0197.0 267.0337.0407.0 491.0562.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl- AhM T | VT
57.0 26.00 26.50
m/z 55.00 29.15%
- AMMW/\WWWW
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113021\
Data File : BG@51275.D

Acqg On : 30 Nov 2021 11:31
Operator : CG/JU

Sample : PB141054BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
27.824 2.73 ng/ul 71353  Perylene-di12 25.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 86
2 Eicosane, 1-iodo- 408 C20H411 1000406-31-8 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
5 Pentacosane 352 (C25H52 000629-99-2 80

Abundance Scan 4142 (27.824 min): BG051275.D\data.ms (-4135) (- m/z 57.10 100.00%
57.1

9. 5 —
‘ ‘ 141.1 207.0 267.1 27.50 28.00
om“‘“ | W L T w/z 43.05  70.87%
m/z--> 50 100 150 200 250 300 350
Abundance #126398: Tridecanol, 2-ethyl-2-methyl-
57.0
5000 o ——
27.50 28.00
m/z 71.10 69.53%
‘ h ‘ 141.0 211.0
O\\‘\“““\ ‘H‘\“\\\\\\“\‘\“\\\’\\\\’\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
27.50 28.00
5000 ITI/Z 85.10 56.42%
9.0
155.0 2810
ol L |11 0 10702000 2810
m/z--> 50 100 150 2000 250 300 350
Abundance #275537: Hexacosane i g Ao
57.0 27.50 28.00
m/z 41.00 19.79%
5000
iy e e e TS [ ——
m/z--> 50 100 150 200 250 300 350 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113021\
Data File : BG@51275.D

Acqg On : 30 Nov 2021 11:31
Operator : CG/JU

Sample : PB141054BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1
R.T. EstConc Area Relative to ISTD R.T.
29.546 2.85 ng/ul 74328  Perylene-di12 25.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Eicosane 282 C20H42 000112-95-8 70
3 Eicosane 282 C20H42 000112-95-8 70
4 Heneicosane 296 C21H44 000629-94-7 62
5 Pentacosane 352 C25H52 000629-99-2 62

Abundance Scan 4435 (29.546 min): BG051275.D\data.ms (-4427) (- m/z 57.05 100.00%
57.0

-

5000
\ \
‘ ‘ 141.0 177.0207.0 267.0 29.50
0\,””“1”!““ m/z 71.00  79.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176385: Eicosane
57.0
5000
29.50
m/z 43.00 65.53%
27,0 ‘ 99.0
282.
O\’\‘H\“\H!“\‘\‘H\‘\‘H‘\HH“\\‘”\‘\‘!1\4?’“]\.\(\)‘\‘\\‘J\-ﬁ?\e‘\\%%?\9’\\\\‘\\\\8“\\c\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
L
29.50
5000 ITI/Z 85.10 59.68%
99.0
WH‘w‘Hw‘H‘_H‘_‘H_‘H‘H‘WH‘W‘HW‘H‘_H‘V‘H_‘H‘H‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176384: Eicosane Mt — A1l ﬂ
57.0 29.50
m/z 55.00 20.16%
5000
99.0
0249 h‘ LA h‘ |40 1830 2250 282
WH‘w‘Hw‘H‘_H‘_‘H_‘H‘H‘WH‘W‘HW‘H‘_H‘M‘HM‘H‘H‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113021\
Data File : BG@51275.D

Acqg On : 30 Nov 2021 11:31
Operator : CG/JU

Sample : PB141054BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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|
(DEL) Alkane: S... 26.402 2.7 ng/ul 70335 6 25.274 521790 20.0
Tridecanol, 2-e... 27.824 2.7 ng/ul 71353 6 25.274 521790 20.0
(DEL) Alkane: S... 29.546 2.9 ng/ul 74328 6 25.274 521790 20.0
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