LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080824\
Data File : BG@62329.D

Acqg On : 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc :

ALS vial : 3  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@62329.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.418 19 22 32 rvB3 18002 31353 1.35% 0.136%
2 3.823 86 91 105 rBvV 228232 387915 16.66% 1.684%
3 4.164 147 149 152 rVB2 3101 3467 0.15% 0.015%
4 7.113 643 651 661 rBV 297101 508146 21.82% 2.206%
5 7.289 672 681 691 rBV 208495 352279 15.13% 1.529%

6 7.489 708 715 724 rBV 270050 452083 19.41%
7 7.959 788 795 806 rvB 229509 376064 16.15%
8 8.652 905 913 924 rBV 370676 623291 26.77%
9 9.110 982 991 0998 rBV 268735 476209 20.45%

9.827 1106 1113 1127 rVB 221404 388080 16.66%
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[
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R

11 10.367 1195 1205 1213 rBV 375504 674900 28.98%
12 10.749 1263 1270 1278 rBV 341457 596588 25.62%
13 10.878 1284 1292 1303 rBV 376691 667216 28.65%
14 12.335 1535 1540 1546 rBV4 5687 9603 0.41%
15 13.986 1814 1821 1830 rBV 735701 1040581 44.68%

PO NMNNMN
[
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~
xR

16 14.268 1862 1869 1877 rBV 845426 1315852 56.50%
17 14.573 1914 1921 1929 rBV 652205 1001864 43.02%
18 14.749 1944 1951 1963 rBV 319391 510966 21.94%

P NN POV
N
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©
R

19 15.566 2083 2090 2097 rBV 1099992 1668141 71.63% 242%
20 15.672 2102 2108 2119 rVV 228000 347311 14.91% 508%
21 15.748 2119 2121 2124 rVV2 2535 2637 0.11% 0.011%
22 15.801 2127 2130 2136 rVB3 4334 6469 0.28% 0.028%
23 16.347 2220 2223 2227 rVB2 2901 3542 0.15% 0.015%
24 17.317 2381 2388 2397 rBV 804098 1189058 51.06% 5.162%
25 17.411 2397 2404 2413 rBV2 1134395 1770229 76.02%  7.685%
26 19.261 2714 2719 2726 rBV2 14729 22699 0.97% 0.099%
27 19.331 2726 2731 2736 rW 12985 19371 0.83% 0.084%
28 19.643 2780 2784 2786 rBV3 3776 5331 0.23% 0.023%
29 19.696 2786 2793 2802 rVV 1487163 2145965 92.15% 9.316%
30 19.919 2828 2831 2833 rBV3 1782 2388 0.10% 0.010%
31 20.683 2957 2961 2963 rVwv2 6574 7129 0.31% 0.031%
32 20.747 2967 2972 2975 rBV7 3415 5364 ©.23% 0.023%
33 21.552 3102 3109 3122 rBV 860582 1374472 59.02% 5.967%
34 21.775 3144 3147 3153 rVVé6 5677 10266 ©0.44%  0.045%
35 22.374 3241 3249 3253 rBV5 23966 52359 2.25% ©.227%
36 23.044 3358 3363 3369 rVB2 31028 54761 2.35% 0.238%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080824\
Data File : BG@62329.D

Acqg On : 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc

ALS vial : 3  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 23.232 3393 3395 3400 rVB6 3802 3620 0.16% 0.016%
38 23.573 3450 3453 3456 rBvV4 2803 3896 0.17% 0.017%
39 23.825 3489 3496 3505 rvB2 49139 102525 4.40% 0.445%
40 24.436 3588 3600 3615 rBV2 859785 2328742 100.00% 10.110%
41 24.642 3624 3635 3645 rBV 557588 1508675 64.78% 6.550%
42 24.742 3645 3652 3662 rVB 72352 182148 7.82% 0.791%
43 25.388 3758 3762 3763 rBV4 2427 2983 0.13% 0.013%
44 25.829 3829 3837 3847 rBV2 70348 208221 8.94% 0.904%
45 27.139 4050 4060 4073 rVB2 66717 221959 9.53% 0.964%
46 28.725 4316 4330 4342 rBV3 46715 194053 8.33% 0.842%
47 29.112 4394 4396 4399 rBvV4 2188 2767 0.12% 0.012%
48 29.847 4519 4521 4525 rBV5S 3438 4714 0.20% 0.020%
49 30.628 4640 4654 4667 rBV6 35155 165880 7.12% 0.720%
Sum of corrected areas: 23034132
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080824\
Data File : BG@62329.D

Acqg On 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc

ALS vial : 3  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: BG062329.D\data.ms
1400000

1200000
1000000
800000
600000

400000 8.652 10.36{10.8/8

7.113
3.823 L5389 7,950 9110 4827

200000

418 4.164 12.335
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\\A\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062329.D\data.ms

1400000

19.696

1200000 15.566 17.411
1000000
14.268 17347 21.552
800000 13.986

14.573
600000

400000 4.749

15.672

200000

BEBL 16.347 1&2339@L9919 2887 ££71§,2%§Z4ww

0! e A e e A e T e T T

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: BG062329.D\data.ms

1400000

1200000

1000000
24.436

800000
600000 4.642
400000
200000
3885 7470 T 25-38825'/% T 281239112 29847 30628

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\BG080824\
Data File : BG@62329.D

Acqg On 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524 .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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.742  2.41 ng/ul 182148 Peryleme-diz 24.642
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 Coota2 000112-95-8 92

2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 86

Abundance Scan 3652 (24.742 min): BG062329.D\data.ms (-3645) (- | m/z 57.15 100.00%

57.1
5000
9.2

2450  25.00
413 2113
H ) Mu‘L T S W A SN m/z 43.20 59.18%

m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0

5000 e e
24.50 25.00

m/z 71.25 56.35%

F \141018302250 282.0
\\\‘ \\‘\\\T‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

24.50 25.00
5000 m/z 85.15 40.20%
L h‘ | H | 141 0183.0225.0 281.0 337.0 394.
e S e
m/z--> 50 100 150 200 250 300 350
Abundance #298428: Eicosane, 9-octyl-
43.0 24.50 25.00

m/z 55.15 21.35%

5000 5.0

270 2380281'0
| ‘ | (12701690 2399 | 55503650

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\BG080824\
Data File : BG@62329.D

Acqg On 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc

ALS vial : 3  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.
25.828 2.76 ng/ul 208221  Perylene-di2 24.642
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3837 (25.829 min): BG062329.D\data.ms (-3829) (- | m/z 57.15 100.00%

57.1
5000

9.2
25 50 26 00
141.2 207.1
“J‘HWW‘WNHMJp‘uN“‘“‘%§?§““‘§?§%“‘ m/z 43.10  66.13%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

5000
2550 2600

m/z 71.15 58.53%

\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0

2550 2600
5000 m/z 85.15 42.58%
9.0
J‘L‘“\Mﬂ 1 141.0183.0225.0267.0  338.0
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0 2550 2600

m/z 55.10  22.53%

5000
Ll H J141018302250 2810 337.0 3941 yupyeyut

m/z--> 50 100 150 200 250 300 350

2550 2600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080824\
Data File : BG@62329.D

Acqg On 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc

ALS vial : 3  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.
27.139 2.94 ng/ul 221959 Perylene-di2 24.642
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 4060 (27.139 min): BG062329.D\data.ms (-4050) (- | m/z 57.15 100.00%

57.1
5000

F? 2 27 00 27 50

221.1 355.1 o
_H‘_wh_‘H_‘HM‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H m/z 71.15 63.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane

57.0

5000
27 00 27 50

m/z 43.15 60.15%
|

|| ﬂ1121“3.9702670 367.0
‘HH‘HH‘HH‘HH H\\‘\\H‘\H\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0

27.00 27.50
5000 m/z 85.10 47 .14%
/] 1 || £27:0197.0267.0337.0407.0 491.0562.0
P b e S PR e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0 27 00 27 50
m/z 55.15 25.77%
5000
7.0
WAL 1970 2960 Ay e
T — aallal el [
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 : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG080824\

Data File : BG@62329.D

Acqg On 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
28.725 2.57 ng/ul 194053  Perylene-di2 24.642
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
3 Tritetracontane 605 C43H88 007098-21-7 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 4330 (28.725 min): BG062329.D\data.ms (-4316) (- | m/z 57.15 100.00%

57.1
5000

7.3 207.1 2831 28.50 29.00
‘HH“\‘H”\E‘H”H“\H‘\‘HHH‘HH‘\\?\5‘5\%\‘HH‘HH‘HH‘HH‘H m/Z 43.15 54.0800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
5000 T ]
28.50 29.00

‘ m/z 71.15 48.95%

I Jldlf.\lullg702670 3800
‘HH‘\H\‘H\T‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275543: Eicosane, 7-hexyl-
57.0

28.50 29.00
5000 m/z 85.20 42.06%

e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane

57.0 28.50 29.00

m/z 55.10  25.90%

5000
} l Fh ZAO‘ 197.0 267.0 337.0 463.0 533.0 604.!
I 1 1 T T L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080824\
Data File : BG@62329.D

Acqg On 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc

ALS vial : 3  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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
30.628 2.20 ng/ul 165880  Perylene-di2 24.642
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86

Abundance Scan 4654 (30.628 min): BG062329.D\data.ms (-4640) (- | m/z 57.15 100.00%
57.1

5000
T T
207.1 30.50 31.00
7.3 : :
‘\H‘\“\'\\”\j“l\f\l‘\‘\“‘\‘\‘\\I"LHH‘z\g\l\-‘:l\-\s\ﬁs\.\%\‘HH‘HH‘HH‘HH‘H\ m/Z 71.15 61.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane
57.0
5000
30.50 31.00

m/z 43.15 58.05%
7.0
M‘mw-o 309.0379.0

‘HH‘HHj\\H‘HH"\‘\‘H‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
e e
30.50 31.00
5000 ITI/Z 85.15 42 .86%
/] 1 | }27:0197.0 267.0337.0407.0 491.0562.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- SNV
57.0 30.50 31.00

m/z 55.10  23.15%

5000

| Hﬂl 17]9 197.0267.0 365.0 M{W

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080824\
Data File : BG@62329.D

Acqg On 8 Aug 2024 14:45
Operator : MA/JU

Sample : PB162451BL

Misc

ALS vial : 3  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 2.4 ng/ul 182148 6 24.642 1508680 20.0
(DEL) Alkane: S... 2.8 ng/ul 208221 6 24.642 1508680 20.0
(DEL) Alkane: S... 27.139 2.9 ng/ul 221959 6 24.642 1508680 20.0
(DEL) Alkane: S 2.6 ng/ul 194053 6 24.642 1508680 20.0
(DEL) Alkane: S 2.2 ng/ul 165880 6 24.642 1508680 20.0
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