LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073123\
Data File : BGO58542.D

Acqg On : 31 Jul 2023 14:05
Operator : MA/JU

Sample : 03741-17

Misc :

ALS vial : 7 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58542.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.388 383 391 402 rBY 660670 1067084 45.34% 7.755%
2 6.986 656 663 678 rBv 643334 1119421 47.57% 8.135%
3 7.814 797 804 812 rBV 180276 304138 12.92% 2.210%
4 8.978 994 1002 1019 rBV 350902 667930 28.38% 4.854%
5 10.617 1273 1281 1295 rBV 245090 444795 18.90%  3.233%
6 13.079 1693 1700 1717 rBV 932923 1521826 64.67% 11.060%
7 13.355 1739 1747 1760 rBV 503557 846759 35.98% 6.154%
8 14.459 1928 1935 1946 rBV 407434 641472 27.26% 4.662%
9 15.952 2183 2189 2215 rBV 820233 1335072 56.73% 9.703%
10 17.209 2396 2403 2414 rBV 517645 810918 34.46% 5.893%
11 18.096 2549 2554 2565 rBV2 67809 149566 6.36% 087%
12 19.042 2712 2715 2720 rVB3 23226 26624 1.13% 193%
13 19.271 2748 2754 2758 rBV 25582 31833 1.35%

14 19.829 2842 2849 2860 rBV 1741154 2353376 100.00% 17.

WNO O
N
w
=
R

15 20.282 2911 2926 2937 rBV6 93363 459607 19.53% 340%
16 20.399 2942 2946 2948 rBV5 28427 44936 1.91% 0.327%
17 20.623 2981 2984 2987 rVB2 20514 24428 1.04% ©.178%
18 21.198 3070 3082 3090 rBV2 20099 99014 4.21% 0.720%
19 21.451 3118 3125 3136 rBV 502525 851784 36.19% 6.190%
20 24.518 3637 3647 3661 rBV 343221 959148 40.76% 6.971%

Sum of corrected areas: 13759731
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073123\
Data File : BG@58542.D

Acqg On : 31 Jul 2023 14:05
Operator : MA/JU

Sample : 03741-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058542.D\data.ms
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Abundance TIC: BG058542.D\data.ms
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Abundance TIC: BG058542.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073123\
Data File : BG@58542.D

Acqg On : 31 Jul 2023 14:05
Operator : MA/JU

Sample : 03741-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.355 26.40 ng 846759  Acenaphthene-di10 14.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Acetaminophen 151 C8HINO2 000103-90-2 49
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
5 2-Thiophenecarbonitrile 109 C5H3NS 001003-31-2 43
Abundance Scan 1747 (13.355 min): BG058542.D\data.ms (-1739) (- | m/z 42.95 100.00%
43.0
109.0
5000
151.1
‘ | 85‘-0 13.00 13.50
0 Hww‘,w‘“qJm“uAM,MMmwmw_ww‘ m/z 109.00  71.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
1300 1350
69.0 m/z 151.05 37.01%
‘ ‘\ 0
0 \\\‘\‘\‘\\"“\‘\“\‘H‘\“\\\H“\‘\‘\H\’\\m\‘\\\\‘\\1\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 j\
1300 1350
5000 151.0 m/z 41.00 20.13%
ol 320 790‘\ 1 ‘ L
R R e e e RERaN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0 1300 1350
m/z 85.00 13.66%
5000 151.0
430 go.0 ]\
A N
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073123\
Data File : BG@58542.D

Acqg On : 31 Jul 2023 14:05
Operator : MA/JU

Sample : 03741-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.096 3.69 ng 149566  Phenanthrene-di10 17.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 18
Abundance Scan 2554 (18.096 min): BG058542.D\data.ms (-2549) (- | m/z 72.95 100.00%
43.0 |73.0
5000
. - o ‘
‘ 18.00
0 bl m/z 60.60  93.16%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000 —h o
18.00
129.0 J150 256.0 m/z 43.00 87.06%
AL 157.0185.0 |
O \H‘HH“\HH\M\M\‘\M\\‘H“Hw\‘HH‘HH“H‘H‘\‘\H‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
SRl e ‘
43.0 18.00
5000 m/z 57.00 80.73%
129.0
1710 2140
101.0 ‘ ‘
0150(ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid T
73.0 18.00
43.0 m/z 41.00 71.01%
5000 129.0
185.0
H 228.0
0;ﬁﬂdHWMM“WhNk%_ﬂwMM‘_H‘_A‘_H‘_H‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00

8270-BGO72823.M Tue Aug 01 10:50:49 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073123\
Data File : BG@58542.D

Acqg On : 31 Jul 2023 14:05
Operator : MA/JU

Sample : 03741-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 3 N-(4-Methyl-3-nitrophenyl)b... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.282 10.79 ng 459607  Chrysene-di12 21.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(4-Methyl-3-nitrophenyl)bicycl... 274 C15H18N203 301317-78-2 60
2 cis-Thujopsene 204 C15H24 000470-40-6 49
3 Acetonitrile, 2-(4-methoxyphenoxy)- 163 C9HINO2 022446-12-4 46
4 Bicyclo[4.1.0]heptane-7-carboxam... 257 C16H19NO2 1000278-06-2 46

5 Benzhydrazide, 4-fluoro-N2-[3-(2... 272 C15H13FN202 1000264-56-6 43

Abundance Scan 2926 (20.282 min): BG058542.D\data.ms (-2911) (- m/z 123.85 100.00%
128.1

43.0
5000
o —
20.00 20.50
0 m/z 43.00 69.03%
miz--> 50 100 150 200 250 300 350 400
Abundance #165882: N-(4-Methyl-3-nitrophenyl)bicyclo[4.1.0]heptane
128.0
55.0
5000

— —
20.00 20.50
m/z 121.00 56.05%

b im0
Ot M“ ih‘h\““‘\ ‘H‘ ‘1“““““\ 1‘ o “] \“\7\.\0‘ T ‘x T \L\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #80143: cis-Thujopsene
128.0
Lt aly U
20.00 20.50
41.0
5000 204.0 m/z 55.00 45.97%
0! I e I IR B e MM
m/z--> 50 100 150 200 250 300 350 400
Abundance #39094: Acetonitrile, 2-(4-methoxyphenoxy)- P e
123.0 20.00 20.50

m/z 95.00 43.10%

5000
39.0
\M\ i\m\ ““H‘ Hm ‘H‘ | ‘ aMvl

m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073123\
Data File : BG@58542.D

Acqg On : 31 Jul 2023 14:05
Operator : MA/JU

Sample : 03741-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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-Dodecanesulfonyl chloride Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.198 2.32 ng 99014  Chrysene-di12 21.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanesulfonyl chloride 268 C12H25C102S 010147-40-7 87
2 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 76
3 1-Hexadecanol 242 C16H340 036653-82-4 70
4 3-Chloropropionic acid, heptadec... 346 C20H39C1l02 1000283-05-1 70
5 1-Heptacosanol 396 C27H560 002004-39-9 64

Abundance Scan 3082 (21.198 min): BG058542.D\data.ms (-3070) (- | m/z 43.00 100.00%

430 970
5000

ob— ‘“‘ L wz 97.0e  94.00%

1490 938 2481 355. ‘21foo‘ 21.50
mh“ }
miz--> 50 100 150 200 250 300 350
Abundance #157497: 1-Dodecanesulfonyl chloride
41.0
97.0
5000 LT L
21.00 21.50

m/z 57.00 78.00%

168.0
TR
O' ‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #257310: Bromoacetic acid, pentadecyl ester
430 g3

— —
21.00 21.50
5000 ITI/Z 55.00 77 .68%
182.0
0 H‘M} H‘ HH\ il m“\\‘ ‘\\“‘255‘9”‘””“ WWWJJN\\AN\AW\/
m/z--> 50 100 150 200 250 300 350
Abundance #126374: 1-Hexadecanol T —
43.0 21.00 21.50
83.0 m/z 69.00 72.16%
5000 MNMAWMMJJ/\W%WMMWAMW
SR
oHH‘HHm e e —— ——
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG073123\
Data File : BGO58542.D

Acqg On : 31 Jul 2023 14:05
Operator : MA/JU

Sample : 03741-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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... 13.355 26.4 ng 846759 3 14.459 641472 20.0
n-Hexadecanoic ... 18.096 3.7 ng 149566 4 17.209 810918 20.0
N-(4-Methyl-3-n... 20.282  16.8 ng 459607 5 21.445 851784 20.0
1-Dodecanesulfo... 21.198 2.3 ng 99014 5 21.445 851784 20.0
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