LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45817.D

Acqg On : 04 Jun 2024 15:08

Operator : MA/JU

Sample : PB160913BL

Misc

ALS vial : 8 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_ M\Methods\SFAM-EPA-BM053124.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BM@45817.D\data.ms
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45817.D

Acqg On : 04 Jun 2024 15:08
Operator : MA/JU

Sample : PB160913BL

Misc

ALS vial : 8 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_ M\Methods\SFAM-EPA-BM053124.MA.M
Title : SVOA CALIBRATION
37 18.886 2699 2703 2710 rBV2 50753 72213 1.13% 0.092%
38 18.974 2715 2718 2721 rBV4 13067 15713 0.25% 0.020%
39 19.215 2755 2759 2760 rBV 41295 45439 0.71% 0.058%
40 19.251 2760 2765 2774 rVB 5027728 6364075 100.00% 8.113%
41 20.262 2934 2937 2941 rVB3 42334 41185 ©.65% ©0.053%
42 21.068 3068 3074 3086 rBV 2769241 3651157 57.37% 4.654%
43 21.256 3104 3106 3110 rVB2 38774 41998 0.66% 0.054%
44 21.774 3191 3194 3199 rVB 87948 106563 1.67% 0.136%
45 22.350 3288 3292 3298 rVB 209275 331934 5.22% 0.423%
46 23.015 3400 3405 3412 rVB 317609 511339 8.03% 0.652%
47 23.603 3497 3505 3518 rBV2 2472336 5237141 82.29% 6.676%
48 23.786 3528 3536 3552 rVB2 2147835 4571944 71.84% 5.828%
49 24.692 3683 3690 3702 rVB 419186 1014565 15.94% 1.293%
50 25.774 3867 3874 3887 rVB2 388697 1110721 17.45% 1.416%
51 27.068 4088 4094 4106 rVB2 232214 728196 11.44%  0.928%

Sum of corrected areas: 78445972
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45817.D

Acqg On : 04 Jun 2024 15:08
Operator : MA/JU

Sample : PB160913BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.MA.M

Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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4000000
3000000
2000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45817.D

Acqg On : 04 Jun 2024 15:08
Operator : MA/JU

Sample : PB160913BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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.
23.015 2.24 ng/ul 511339  Perylene-d12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3405 (23.015 min): BM045817.D\data.ms (-3400) (- | m/z 57.00 100.00%
57.0
5000 /\
23 00
7.0 207.0 281.0 355.0  474.9 B
0‘HH‘wHﬁfu‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_“ 43.00 79.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287977: Heptacosane
57.0
5000
23 OO
m/z 71.00 60.98%
0 ‘\\ 1127.0197.0267.0  380.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘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
T
23 00
5000 m/z 85.00 39.34%
ol [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane = ‘
57.0 23.00
41.00  30.20%
5000
o \ ‘ (127.0197.0267.0338.0
_‘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 23.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM060424\

Data File : BM@45817.D

Acqg On : 04 Jun 2024 15:08
Operator : MA/JU

Sample : PB160913BL

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124 .MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24.692 4.44 ng/ul 1014570  Perylene-di12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3690 (24.692 min): BM045817.D\data.ms (-3683) (- | m/z 57.00 100.00%
57.0
5000 /\
—
J 70 2450 25.00
ol AL f7 01020 2810357.0430.08030 n/; 360 71.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123959: Heptadecane
57.0
5000
2450 2500
m/z 71.00 56.58%
oL l1FEro 2400
‘\HT‘\H\‘\H\‘HH’HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287977: Heptacosane
57.0
—
2450 25.00
5000 m/z 85.00 38.97%
ol ||,1270197.0267.0  380.0
e R e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T
57.0 2450 25.00
m/z 55.00  25.32%
5000 hﬂd\W»wNVM/\%Wh#ANMVVM
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 2450 2500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45817.D

Acqg On : 04 Jun 2024 15:08
Operator : MA/JU

Sample : PB160913BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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.
25.774 4.86 ng/ul 1110720  Perylene-di12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3874 (25.774 min): BM045817.D\data.ms (-3867) (- | m/z 57.00 100.00%

57.0
5000

25 50 26 00
7.1 207.0
OHP‘%*,281035604298 m/z 43.00 73.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141058: Octadecane
57.0
5000

25 50 26 00

m/z 71.00 58.79%

7.0
‘\\J\\‘J\JIA\?\\1\4‘1\%\l\’\\\\5“4\\0\\‘\\\\‘\\\\‘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

o

25 50 26 00
5000 ITI z 85.00 40.85%
oo L 219702670337 00070 son05620 J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275543: Eicosane, 7-hexyl-
57.0 25 50 26. 00

m/z 55.00  26.81%

) Q/\\A
J f-f7 01?7 0 281 0

OIS B WS e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60424\
Data File : BM@45817.D

Acqg On : 04 Jun 2024 15:08
Operator : MA/JU

Sample : PB160913BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.068 3.19 ng/ul 728196  Perylene-di2 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Nonadecane 268 C19H40 000629-92-5 81

Abundance Scan 4094 (27.068 min): BM045817.D\data.ms (-4088) (- | m/z 57.00 100.00%

57.0
5000

13.0 27 00
209.0
0 H‘J"lﬁwa"‘H‘_‘“2‘(’799“?"4‘1’9‘f‘}??f‘fs‘ﬂ” 43.00  64.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000
27 00

m/z 71.00 53.54%

113.0
‘ H‘ ‘ | 69022502820
O\\‘\‘\‘\\\‘\‘\J\‘\A‘\“\\‘\‘!\\1‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
\
2700
5000 ITI/Z 85.00 39.60%
13.0
0 A‘ ”‘w” \}§9922502810337039304490506(
A e A e e T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275543: Eicosane, 7-hexyl-
57.0 2700

55.00  25.85%

h J\_AJL
113.0
182.0
roey 281.0337 ¢

(Y 0 e T L M—
miz—> 0 50 100 150 200 250 300 350 400 450 500 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM060424\
Data File : BM@45817.D

Acqg On : 04 Jun 2024 15:08
Operator : MA/JU

Sample : PB160913BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@53124.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... 23.015 2.2 ng/ul 511339 6 23.786 4571940 20.0
(DEL) Alkane: S... 24.692 4.4 ng/ul 1014570 6 23.786 4571940 20.0
(DEL) Alkane: S... 25.774 4.9 ng/ul 1110720 6 23.786 4571940 20.0
(DEL) Alkane: S... 27.068 3.2 ng/ul 728196 6 23.786 4571940 20.0
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