LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG059903.D

Acqg On : 27 Nov 2023 15:34
Operator : MA/JU

Sample : 05425-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@59903.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.802 403 411 421 rBV 594001 958887 36.78% 8.126%
2 7.436 679 689 695 rBV3 580967 1028262 39.44% 8.714%
3 8.305 831 837 843 rBV2 121203 211209 8.10% 1.790%
4 9.510 1031 1042 1049 rBV 390804 706305 27.09% 5.986%
5 11.155 1315 1322 1328 rVB 174962 289083 11.09%  2.450%

6 13.558 1724 1731 1739 rBV 1135721 1778694 68.23% 15.074%
7 13.763 1760 1766 1775 rBV2 250180 380453 14.59%  3.224%
8 14.939 1956 1966 1972 rVB 294535 444585 17.05%  3.768%
9 16.425 2212 2219 2226 rBV2 992948 1457065 55.89% 12.348%
10 17.688 2428 2434 2441 rVB2 350656 533653 20.47% 4.522%

11 18.282 2527 2535 2539 rBV5 16054 30830 1.18% ©0.261%
12 18.505 2568 2573 2582 rBV3 108960 166476 6.39% 1.411%
13 19.439 2729 2732 2735 rVB4 45739 46800 1.80% ©.397%
14 19.762 2783 2787 2792 rVB4 43314 57321 2.20% ©.486%
15 20.268 2867 2873 2878 rBV 2080756 2607062 100.00% 22.094%
16 21.543 3086 3090 3095 rBV5 67804 105399 4.04% 0.893%
17 22.007 3163 3169 3176 rVB2 258670 462226 17.73%  3.917%
18 22.112 3185 3187 3192 rVB6 23458 28664 1.10% 0.243%
19 22.771 3293 3299 3303 rBV9 18326 34942 1.34% 0.296%
20 25.567 3767 3775 3787 rVB 156942 472112 18.11% 4.001%

Sum of corrected areas: 11800028
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59903.D

Acqg On : 27 Nov 2023 15:34
Operator : MA/JU

Sample : 05425-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059903.D\data.ms
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5.802 7.436
500000 9.510
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059903.D\data.ms
2000000

20.268

1500000

13.558

1000000 16.425
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17.688
13.763 14.939 22.007
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Abundance TIC: BG059903.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59903.D

Acqg On : 27 Nov 2023 15:34
Operator : MA/JU

Sample : 05425-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.763 17.11 ng 380453  Acenaphthene-d10 14.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 78
2 Acetaminophen 151 C8H9NO2 000103-90-2 52
3 Metacetamol 151 C8HINO2 000621-42-1 50
4 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 45
5 N-(4-tert-Butoxyphenyl)acetamide 207 C12H17NO2 002109-73-1 40
Abundance Scan 1766 (13.763 min): BG059903.D\data.ms (-1760) (- | m/z 109.05 100.00%
109.1
43.1
5000
T ‘ j\\\ T ‘ T
‘ 65.1 286.3 13.50 14.00
0] Lhp oot 2863 3893436 ., 43.10 56.11%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
43.0
5000 e ——
13.50 14.00
m/z 151.05 55.07%
69.0
O A“““‘r‘““\‘H!‘“\‘”‘M\“\H\ 1T L L e B
miz--> 0 50 100 150 200 250 300 350 400
Abundance #28727: Acetaminophen
109.0
— —
13.50 14.00
5000 m/z 85.10 31.48%
43.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #28724: Metacetamol ol =
109.0 13.50 14.00
m/z 41.10 29.08%
5000
43.0
Y RSP S S — W e
m/z--> 0 50 100 150 200 250 300 350 400 13.50 14.00
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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\BG112723\

BGO59903.D
: 27 Nov 2023 15:34
: MA/JU
: 05425-02
: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: ASP BNA STANDARDS FOR 5 POINT 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 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.505 6.24 ng 166476  Phenanthrene-di10 17.688
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Dodecanoic acid 200 C12H2402 000143-07-7 35
5 Pentadecanoic acid 242 C15H3002 001002-84-2 35

Abundance Scan 2573 (18.505 min): BG059903.D\data.ms (-2568) (- | m/z 73.10 100.00%
7’2
213.1
5000 129.1
18.50
0 H“M w SLLAs722 4466 SSL L, ss.1e 76.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000
18.50
‘ 185.0 m/z 60.10 68.71%
O \J\M‘ “h‘h“‘ \\\‘\“\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92068: Tridecanoic acid
73.0
18.50
5000 m/z 213.10 65.17%
129.0
‘ 214.0
R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #46966: n-Decanoic acid
73.0 18.50
m/z 41.10 54.34%
129.0
5000
ol “em",‘v’m‘_mwHH,‘Hww_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59903.D

Acqg On : 27 Nov 2023 15:34
Operator : MA/JU

Sample : 05425-02

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: ASP BNA STANDARDS FOR 5 POINT 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 3 unknownl9.762 Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
19.762 2.15 ng 57321 Phenanthrene-d10 17.688
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-hexa-1,2-diene 158 C12H14 1000146-04-1 27
2 Cyclododecane, [(trimethylsilyl)... 256 C15H320Si 006221-91-6 27
3 Octadecanoic acid 284 C18H3602 000057-11-4 25

000103-23-1 22
056009-32-6 22

4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203

Abundance Scan 2787 (19.762 min): BG059903.D\data.ms (-2783) (- | m/z 43.10 100.00%
43.1
129.0

241.2
5000

355.0
429.6 495.8 19.50 20.00

_H“ m/z 55.00 97.58%
miz—> 0 50 100 150 200 250 300 350 400 450 500

o

Abundance #34713: 1-Phenyl-hexa-1,2-diene
129.0
5000 ﬂw‘ o — NANJ
19.50 20.00
m/z 129.00  75.17%
0‘\\\\‘\\‘\\“‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘

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

Abundance #143332: Cyclododecane, [(trimethylsilyl)oxy]-
129.0
19.50 20.00
5000 m/z 73.05 69.10%
410 241.0
o_‘\umwllk”xu‘u“n“wm-uwm e —

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

il

Abundance #179089: Octadecanoic acid —
73.0 19.50 20.00
m/z 41.10 58.87%
5000
H 185.0  284.0 M
ST .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BG@59903.D

Acqg On : 27 Nov 2023 15:34
Operator : MA/JU

Sample : 05425-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.543 4.56 ng 105399  Chrysene-di12 22.007
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 83
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 83
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 83
4 1-Tetracosene 336 C24H48 010192-32-2 80
5 Cyclooctacosane 392 C28H56 000297-24-5 80

Abundance Scan 3090 (21.543 min): BG059903.D\data.ms (-3086) (- | m/z 43.10 100.00%

43.1
5000
‘i 275.0 4345 5118 21,50
0 ,‘HH\“\“ ‘\\NH‘\‘\AMM\HW\\1\‘””‘”\‘\\\‘”u“‘u‘\““‘h A \‘Hm‘\‘\‘\”\“ m/z 55.10 95.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 il ‘
21.50
125.0 m/z 97.05 83.22%
] ‘ M‘,\ L1960 292.0 364.0
O‘\\\’\ff\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester

57.0
21.50
5000 m/z 83.10 77 .40%
125.0
o ML, 250 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 MMM/W\A
Abundance #280777: Trichloroacetic acid, pentadecyl ester \M\‘ AU I
43.0 21.50
m/z 69.10 71.40%
5000
1.0
ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112723\
Data File : BGO@59903.D

Acqg On : 27 Nov 2023 15:34
Operator : MA/JU

Sample : 05425-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
2,4,7,9-Tetrame... 13.763 17.1 ng 380453 3 14.933 444585 20.0
n-Hexadecanoic ... 18.505 6.2 ng 166476 4 17.688 533653 20.0
unknown19.762 19.762 2.1 ng 57321 4 17.688 533653 20.0
1-Hexacosene 21.543 4.6 ng 105399 5 22.007 462226 20.0
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