LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62242.D

Acqg On : 5 Aug 2024 17:57
Operator : MA/JU

Sample : PB162313BL

Misc :

ALS vial : 5 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-BG080524.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BG@62242.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.428 19 24 31 rvB3 15200 23897 1.11% 0.115%
2 3.828 88 92 108 rBvV 208633 351460 16.35% 1.688%
3 4.175 146 151 153 rVB3 3393 3786 0.18% 0.018%
4 7.118 644 652 661 rBV 268740 453959 21.12% 2.180%
5 7.294 674 682 691 rBV 201979 331944 15.45%  1.594%

6 7.494 710 716 724 rBV = 243256 398485 18.54%
7 7.964 790 796 804 rBV 218478 372457 17.33%
8 8.657 906 914 923 rBV 333593 559502 26.04%
9 9.115 984 992 1003 rBV 244747 417280 19.42%

9.837 1105 1115 1123 rBV 176332 294907 13.72%

P NNR R
o)
1%
o
R

11 10.372 1198 1206 1216 rBV 330308 566962 26.38%
12 10.760 1262 1272 1281 rBV 335903 583539 27.15%
13 10.883 1286 1293 1306 rVB 343935 627711 29.21%
14 12.340 1537 1541 1547 rBV 4906 7495 0.35%
15 13.997 1816 1823 1831 rVB 648459 925809 43.08%

AOWwWNNDN
[
=
D
B

16 14.278 1863 1871 1879 rBV 702065 1103566 51.35%
17 14.584 1916 1923 1931 rBV 567995 879143 40.91%
18 14.754 1945 1952 1963 rBV 267465 424034 19.73%

O NN P WU
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w
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R

19 15.577 2085 2092 2101 rBV 1027472 1533387 71.35% 363%
20 15.677 2104 2109 2118 rBV 136013 205741  9.57% 988%
21 15.818 2130 2133 2138 rVB 3074 4345 0.20% 0.021%
22 16.358 2221 2225 2230 rVB2 2933 3798 0.18% 0.018%
23 17.321 2383 2389 2397 rBV 750205 1159509 53.96% 5.567%
24 17.421 2399 2406 2414 rBV2 1108932 1667363 77.59%  8.006%
25 19.272 2716 2721 2725 rBV3 15259 20512 ©.95% ©0.098%
26 19.342 2727 2733 2737 rBV 13415 17827 ©.83% 0.086%
27 19.659 2783 2787 2788 rBV3 3683 3140 0.15% 0.015%
28 19.706 2788 2795 2803 rVV 1358949 1949754 90.73%  9.362%
29 20.165 2871 2873 2876 rBV3 1713 2320 0.11% 0.011%
30 20.599 2946 2947 2950 rBV2 1930 2161 0.10% 0.010%
31 20.699 2962 2964 2968 rVB4 5395 5473 0.25% 0.026%
32 21.416 3084 3086 3089 rVB4 2656 2234 0.10% 0.011%
33 21.486 3096 3098 3102 rVB4 2920 3764 ©.18% 0.018%
34 21.569 3105 3112 3127 rVB 820079 1302311 60.60% 6.253%
35 21.698 3131 3134 3137 rVB5 3124 3631 0.17% 0.017%
36 21.815 3150 3154 3157 rVB5 4173 6710 0.31% 0.032%

SFAM-EPA-BGO80524.MA.M Tue Aug 06 18:04:05 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62242.D

Acqg On : 5 Aug 2024 17:57
Operator : MA/JU

Sample : PB162313BL

Misc :

ALS vial : 5 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-BG080524.MA.M
Title : SVOA CALIBRATION

37 22.039 3190 3192 3196 rBV4 1884 2175 0.10% 0.010%
38 22.409 3250 3255 3259 rBvV3 9254 15146 0.70% 0.073%
39 23.090 3365 3371 3378 rVB2 27169 51920 2.42% 0.249%
40 23.337 3409 3413 3420 rVB6 7544 14508 0.68% 0.070%
41 23.877 3498 3505 3514 rBV 43566 86668 4.03% 0.416%

42 24.453 3590 3603 3624 rBv2 797874 2148991 100.00% 10.318%

43 24.664 3628 3639 3653 rWW 532345 1418601 66.01% 6.811%
44 24.811 3656 3664 3672 rVB 60379 148871 6.93% 0.715%
45 25.716 3811 3818 3819 rBv4 4423 7961 0.37% 0.038%
46 25.922 3843 3853 3863 rBV3 58680 176063 8.19% 0.845%
47 26.403 3933 3935 3939 rVB4 2716 2678 0.12% 0.013%
48 27.249 4068 4079 4093 rBV3 55449 198184 9.22% 0.952%
49 28.453 4282 4284 4287 rVB3 2653 2162 0.10% 0.010%
50 28.853 4337 4352 4366 rBv4 38488 175734 8.18% 0.844%
51 29.229 4414 4416 4419 rBvV3 2252 3041 0.14% 0.015%
52 30.028 4550 4552 4556 rBV5 1993 2176 0.10% 0.010%
53 30.715 4667 4669 4670 rBvV2 4805 4430 0.21% 0.021%
54 30.780 4670 4680 4698 rVB4 30378 147542 6.87% 0.708%
Sum of corrected areas: 20826767
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62242.D

Acqg On : 5 Aug 2024 17:57
Operator : MA/JU

Sample : PB162313BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062242.D\data.ms
1200000
1000000

800000

600000

400000 8.657 10.3723.06183
7.1186 494 7964 9.115

3.828 :
200000 "2 9.837
&128 [\\4.175 A 12.340

L [ N [ L e e e A O B
I | I T T I I I | | I I I T T T T T T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062242.D\data.ms

o

19.y06
1200000
17.421

15.577
1000000

21.569

800000 17.321
14.278
13.997

600000 14.584

400000
4.754

200000

[

5,677
818 16.358 1992349 659 20.165285699 2214 #P5392.409

0 b e e e R R e e T e T R e T e T T T

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG062242.D\data.ms

1200000

1000000

800000 24.453

600000 4.664
400000

200000

811 25.922 27.249
23.080337 23.877 25716 26.403 A 28.458%8%30.220  30.008 A0

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG@80524\
Data File : BG@62242.D

Acqg On : 5 Aug 2024 17:57
Operator : MA/JU

Sample : PB162313BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.811 2.10 ng/ul 148871 Perylene-d12 24.664
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 3664 (24.811 min): BG062242.D\data.ms (-3656) (- | m/z 57.15 100.00%
57.1
5000 /\\
24 50 25. 00
0“wu‘muhmﬂucﬂ‘hu‘u“““‘%ggg“““““ m/z 43.10 71.36%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000
24 50 25 00
9.0 m/z 71.15 64.87%
ol |11 114101830095 0267.0300.0 3650
\\\‘\\\\‘\\\Y‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
24 50 25 00
5000 m/z 85.15 49.84%
ol h‘ | H | 141 0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0 24 50 25 00
m/z 55.10 25.26%
5000
oL ‘L‘ 1 M | 141:0183.0225.0267.0309.0 367.0
e e
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62242.D

Acqg On : 5 Aug 2024 17:57
Operator : MA/JU

Sample : PB162313BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.922 2.48 ng/ul 176063  Perylene-di2 24.664
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3853 (25.922 min): BG062242.D\data.ms (-3843) (- | m/z 57.15 100.00%
57.1

5000
26.00
7.2 :
o MU 220 o sas es.eny
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176386: Eicosane
57.0
5000 T
26.00
‘ m/z 43.15 59.01%
O‘\\}’\\‘J\l\J\?‘%Z\"?\:‘\ng\.c\)\\‘2\\8%“0\\\\‘\\\\‘\H\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
R
26.00
5000 ITI/Z 85.15 41.27%
7.0
o T Casr00ere des0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane 4 —4 ¢/7Vym‘
57.0 26.00

m/z 55.15  23.65%

5000

1 | }27:0197.0 267.0337.0407.0 491.0562.0

Ol L1270 267.0337.0407.0_491.0562.0
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62242.D

Acqg On : 5 Aug 2024 17:57
Operator : MA/JU

Sample : PB162313BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.249 2.79 ng/ul 198184  Perylene-di12 24.664
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 4079 (27.249 min): BG062242.D\data.ms (-4068) (-~ | m/z 57.15 100.00%
57.1
5000 /\\
27 OO 27. 50
7.2
‘ 210.1 354.9
o‘HH_wﬁilﬁmH,HH‘2‘?%‘9”wHH‘HHw‘_m_wm m/z 71.15 61.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000
27 OO 27 50
m/z 43.15 60.38%
o \‘ || 1270197.0267.0 3670
‘HH‘HH‘HH‘HH’HH‘HH‘W\H‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
27 00 27 50
5000 m/z 85.10 46.74%
ol L || 127.0197.0 281.0 394.0
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane As ‘
57.0 27. 00 27 50
m/z 55.15  25.94%
5000
o /] 1 || £27:0197.0267.0337.0407.0 491.0562.0
e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.00 27.50
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Data Path :

Data File

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080524\

: BGO62242.D
5 Aug 2024 17:57
: MA/JU
: PB162313BL
Sample Multiplier: 1

: 5

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524 .MA.M
: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
28.853 2.48 ng/ul 175734  Perylene-di12 24.664
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 4352 (28.853 min): BG062242.D\data.ms (-4337) (- | m/z 57.15 100.00%
57.1
5000 N//\\MMMW
Ll a2 awa wee om0
0 “‘J‘J‘““MM“M\“qu““‘u‘uq““‘u““ m/z 71.15 66.65%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000
2850 2900
m/z 43.10 65.06%
olid ‘\\ “\\ H | 141:0183.0225.0267.0309.0 365.0
\\\\‘\ \\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
28.50 29.00
5000 m/z 85.15 55.11%
olsg L) [T om0 200
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- g
57.0 2850 2900
m/z 55.15 27.29%
5000 h/p\\
239.0
oLl wL ! %f‘%‘?%f%%?‘ “Pl210m30 My
m/z--> 50 100 150 200 250 300 350 2850 2900

SFAM-EPA-BGO80524.MA.M Tue Aug 06 18:04:12 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62242.D

Acqg On : 5 Aug 2024 17:57
Operator : MA/JU

Sample : PB162313BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
30.780 2.08 ng/ul 147542  Perylene-di2 24.664
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane 282 C20H42 000112-95-8 83
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 4680 (30.780 min): BG062242.D\data.ms (-4670) (- | m/z 57.15 100.00%
57.1
- /\/\
1 H 1553 2081 2821  gee 3050 31.00
0L b b P ST TR 385y 71015 59.76%
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 . M f\A‘ M‘ !
3050 3100
m/z 43.15 52.64%
oL LLLLY) 11018502050 2620
\\\‘\\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
—— P
30.50 31.00
5000 m/z 85.15 47.01%
| | ‘ \}4 183.0 2250 282.0
) BEE r le hE
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane MAAWM#WWM‘ paph L
57.0 30.50 31.00
m/z 55.15 23.40%
5000
9.0
olsg || |44y a0es0 2000 gt gy
m/z--> 50 100 150 200 250 300 350 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080524\
Data File : BG@62242.D

Acqg On : 5 Aug 2024 17:57
Operator : MA/JU

Sample : PB162313BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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|
(DEL) Alkane: S 2.1 ng/ul 148871 6 24.664 1418600 20.0
(DEL) Alkane: S... 2.5 ng/ul 176063 6 24.664 1418600 20.0
(DEL) Alkane: S... 27.249 2.8 ng/ul 198184 6 24.664 1418600 20.0
(DEL) Alkane: S 2.5 ng/ul 175734 6 24.664 1418600 20.0
(DEL) Alkane: S 2.1 ng/ul 147542 6 24.664 1418600 20.0
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