LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29809.D

Acqg On : 15 Feb 2024 16:05
Operator : MA/JU

Sample : PB158893BL

Misc :

ALS Vvial : 89 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@2980@9.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.317 36 39 47 rVB 47212 65517 2.22% ©.175%
2 3.728 106 109 128 rBV 499927 807225 27.35% 2.153%
3 4.052 160 164 168 rBv2 11082 15458 0.52% 0.041%
4 5.875 470 474 476 rVB3 2724 3082 0.10% ©0.008%
5 6.093 508 511 514 rBV5 1755 2960 ©0.10% ©0.008%
6 7.034 665 671 683 rBV 659619 1049178 35.55% 2.798%
7 7.211 694 701 715 rBV 519231 815884 27.64%  2.176%
8 7.393 724 732 744 rBV 668373 1074525 36.40% 2.866%
9 7.734 788 790 794 rVB5 2448 3022 0.10% 0.008%
106 7.863 805 812 822 rBV 631498 1021022 34.59% 2.723%
11 8.081 848 849 854 rVB5S 2669 2955 ©0.10% ©0.008%
12 8.581 926 934 948 rBV 756360 1268130 42.96% 3.382%
13 9.034 1002 1011 1023 rBvV 607791 1020575 34.58% 2.722%
14  9.752 1125 1133 1141 rBV 497022 815052 27.61% 2.174%
15 10.287 1217 1224 1238 rBV 736621 1235996 41.88%  3.296%
16 10.663 1279 1288 1296 rBV 840787 1407513 47.69% 3.754%
17 10.810 1304 1313 1332 rBV 721775 1289895 43.70%  3.440%
18 11.099 1358 1362 1367 rBV7 1666 2989 0.10% ©0.008%
19 12.263 1553 1560 1565 rBV2 11918 21495 0.73% 0.057%
20 13.416 1745 1756 1760 rBV3 16325 28684 0.97% 0.076%
21 13.487 1766 1768 1772 rVB5 3139 3237 0.11% 009%

22 13.934 1835 1844 1855 rBV 1232433 1680543 56.94%
23 14.204 1883 1890 1900 rBV 1386692 2023794 68.57%
24 14.510 1934 1942 1954 rBV 1154445 1659541 56.23%
25 14.722 1971 1978 1995 rBV 460535 799552 27.09%
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26 15.316 2074 2079 2081 rVB4 2511 3144 0.11%
27 15.504 2104 2111 2126 rBV 1647471 2411592 81.70%
28 15.634 2126 2133 2143 rBV = 412927 609949 20.66%
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29 15.745 2149 2152 2156 rVB5 8103 11539 0.39% 031%
30 16.286 2241 2244 2250 rVB5 4336 6226 0.21% 017%
31 17.051 2370 2374 2378 rVB5 2935 5199 0.18% 014%

32 17.263 2403 2410 2420 rBV 1427877 1932718 65.48%
33 17.363 2420 2427 2438 rBV 1838804 2629399 89.08%
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34 17.563 2458 2461 2465 rBV6 2514 4128 0.14% 011%
35 18.169 2562 2564 2568 rVB5 4398 5472 0.19% 015%
36 18.422 2602 2607 2609 rBV5 2340 3915 ©.13% 0.010%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29809.D

Acqg On : 15 Feb 2024 16:05
Operator : MA/JU

Sample : PB158893BL

Misc :

ALS Vvial : 89 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION
37 18.769 2662 2666 2674 rBV8 1631 3536 ©0.12% 0.009%
38 19.069 2713 2717 2719 rBV5 2806 3810 0.13% 0.010%
39 19.228 2739 2744 2749 rBV5 23052 31723 1.07% 0.085%
40 19.298 2751 2756 2760 rBV 19559 28219 0.96% 0.075%
41 19.386 2766 2771 2772 rBv4 2592 3717 0.13% 0.010%
42 19.463 2779 2784 2787 rBV6 7024 12226 0.41% 0.033%
43 19.563 2799 2801 2805 rVV5 2720 3492 0.12% 0.009%
44 19.663 2812 2818 2828 rBV 2193680 2951605 100.00% 7.872%
45 19.963 2867 2869 2873 rBV5 4105 5029 0.17% 0.013%
46 21.463 3119 3124 3136 rBV2 1551113 2067954 70.06% 5.515%
47 22.604 3315 3318 3324 rVB2 101221 131565 4.46% 0.351%
48 23.157 3408 3412 3419 rVB 137766 225775 7.65% 0.602%
49 23.680 3494 3501 3510 rBV 1527717 2942923 99.71% 7.848%
50 23.786 3513 3519 3521 rVW 196502 351549 11.91% 0.938%

51 23.833 3521 3527 3539 rVB 1042212 2183372 73.97% 5.823%
52 24.504 3636 3641 3649 rVB 183149 379373 12.85% .012%
53 25.351 3779 3785 3796 rVB2 182606 430091 14.57% 1.147%

[aY

Sum of corrected areas: 37497064
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29809.D

Acqg On : 15 Feb 2024 16:05
Operator : MA/JU

Sample : PB158893BL

Misc

ALS vial : 89 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN029809.D\data.ms
2000000
1500000
1000000
8.581 10.663
. 10.287 10.810
3.728 7'0%1.393 e 5034
500000 ' ' 9.r52
0 3.317 4.052 5.876093 7.7348.081 Jl11.09
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN029809.D\data.ms
19.663
2000000
17.363
15.504
1500000 14.204 17.263
13.934
14.510
1000000
500000 14.722 15.634
12.263 1331487 L 15.31$L .745 16.286 17.0511 £7.563 18.168.4228.769 1RBFBBEH319.963
e e o e e e R AL e e e B
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN029809.D\data.ms
2000000
21.463 23.680
1500000
23.833
1000000
500000 24.50. 25.351
22.604 23157 4504 '
0\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21424\
Data File : BN@29809.D

Acqg On : 15 Feb 2024 16:05

Operator : MA/JU

Sample : PB158893BL

Misc

ALS vial : 89 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.M
: SVOA CALIBRATION

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

R.T. EstConc Area Relative to ISTD R.T.
23.157 2.07 ng/ul 225775  Perylene-di2 23.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 92

2 Heneicosane 296 C21H44 000629-94-7 92
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3412 (23.157 min): BN029809.D\data.ms (-3408) (-~ | m/z 57.05 100.00%

57.0
5000

T
‘ “ ] M 69.0225.1281.0 343.1  431.0 488. 2390 23.50
I . H\\mu_‘H‘HH_wa_m_m‘ m/z 71.00  80.40%
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 T T
23.00 23.50

m/z 43.00 67.46%

| 15 18302390 206.0
\\\f‘\\\\‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0

T
23.00 23.50

5000 m/z 85.05 57.79%
3.0
LT 2902250 2960
iy A A B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane P T
57.0 23.00 23.50

m/z 55.00  25.00%

) MW/L\M
\ ‘ “ ] J’ L ‘159-0 225.0 295.0 367.0

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29809.D

Acqg On : 15 Feb 2024 16:05
Operator : MA/JU

Sample : PB158893BL

Misc

ALS vial : 89 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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.
24.504 3.48 ng/ul 379373  Perylene-d12 23.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 3641 (24.504 min): BN029809.D\data.ms (-3636) (-~ | m/z 57.05 100.00%
57.0
5000
2450 |
207.0 281. :
M‘J‘H‘[ j‘f“uh Lo Lor) P00 30204021 4892 L1 s 77.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 e :

24.50
m/z 43.00 62.44%

| Jh | 169.0225,0282.0

\‘ i L4y |
\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #287976: Heptacosane
57.0
T
24.50
5000 ITI/Z 85.05 53.95%
113.0
i | /17 0180022500810 3800
R R B R A R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane =
57.0 24.50
m/z 55.00 22.26%
5000

\‘ ﬁ“;6902250281033703940

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN©21424\

BN©29809.D

: 15 Feb 2024 16:05
: MA/JU
: PB158893BL

: 89  Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.M
: SVOA CALIBRATION

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 3 Octacosane, 1-iodo- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
25.351 3.94 ng/ul 430091 Perylene-di12 23.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3785 (25.351 min): BN029809.D\data.ms (-3779) (- | m/z 57.00 100.00%

57.0
5000
13.1 25‘06 ‘25‘50‘
183.1 : : :
0 “ h‘m‘ ]“ by ffe, 2811 3901 4311489 ./, 71.00 78.80%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #340844: Octacosane, 1-iodo-
57.0
5000 == ;

25.00 25.50
m/z 43.05 61.93%

N } | \1 || [1PP0,225.0 281.0 337, 3930

m/z--> 50 100 150 200 250 300 350 400 450

¥

Abundance #307033: Octacosane, 2-methyl-
57.0
25.00 25.50
5000 ITI/Z 85.10 57.73%
| } u}‘ ‘\ ]1‘ \‘ A \1\69 0 225 0281.0 365 0
i R A N e e e R N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane = T
57.0 25.00 25.50
m/z 55.00 24.84%
- J\/\//\W
113.0
Lm0 0 s s
A A e e T e T T — —
m/z--> 50 100 150 200 250 300 350 400 450 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29809.D

Acqg On : 15 Feb 2024 16:05
Operator : MA/JU

Sample : PB158893BL

Misc

ALS Vvial : 89 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@20724.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... 23.157 2.1 ng/ul 225775 6 23.833 2183370 20.0
(DEL) Alkane: S... 24.504 3.5 ng/ul 379373 6 23.833 2183370 20.0
Octacosane, 1-i... 25.351 3.9 ng/ul 430091 6 23.833 2183370 20.0
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