LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42591.D

Acqg On : 04 Nov 2023 14:53
Operator : MA/JU

Sample : 05234-01

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 M\Methods\8270-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42591.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 378 384 396 rBV 631536 935391 34.98% 6.956%
2 7.075 654 661 678 rBvV 590654 983476 36.78% 7.313%
3 7.910 797 803 812 rBV 181332 286701 10.72% 2.132%
4 9.110 1000 1007 1023 rBV 372864 622208 23.27% 4.627%
5 10.728 1272 1282 1296 rBV 211418 368912 13.80% 2.743%

6 13.186 1693 1700 1712 rBV 870157 1281203 47.91%
7 13.410 1731 1738 1747 rBV 309088 475962 17.80%
8 14.563 1928 1934 1940 rBV 338697 490625 18.35%
9 15.298 2055 2059 2064 rBV2 29543 39648 1.48%
10 15.398 2070 2076 2080 rBV6 16715 32520 1.22%
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11 16.057 2183 2188 2197 rBV 890085 1280183 47.88%
12 17.315 2397 2402 2408 rBV 473816 657910 24.60%
13 18.168 2543 2547 2553 rBV 520728 701720 26.24%
14 19.303 2737 2740 2742 rBV2 96053 105558 3.95%
15 19.445 2760 2764 2777 rBV 355672 534328 19.98%
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16 19.933 2842 2847 2852 rBV 2279291 2673962 100.00% 19.885%

17 21.156 3053 3055 3065 rVB 155794 245779 9.19% 1.828%
18 21.497 3109 3113 3120 rVB 693960 848737 31.74% 6.312%
19 23.915 3518 3524 3532 rVB 446981 882589 33.01% 6.563%

Sum of corrected areas: 13447412
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42591.D

Acqg On : 04 Nov 2023 14:53
Operator : MA/JU

Sample : 05234-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042591.D\data.ms
2500000

2000000
1500000
1000000

500000 9.110
7.910 10.728

o

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Abundance TIC: BM042591.D\data.ms
2500000 19.933

2000000
1500000

16.057
1000000 13.186

500000 13.410 14.563

T e e L e e
Time-> 12.00 1250 13.00 1350 1400 1450 1500 1550 1600 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM042591.D\data.ms
2500000

2000000

1500000

21.497
1000000 23.915

21.156

500000 f\
bt

o

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42591.D

Acqg On : 04 Nov 2023 14:53
Operator : MA/JU

Sample : 05234-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.410 19.40 ng 475962  Acenaphthene-d10 14.563
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 47
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 38
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 38
Abundance Scan 1738 (13.410 min): BM042591.D\data.ms (-1731) (- | m/z 43.05 100.00%
109.1
5000
151.2
———
69‘-0 | 13.50
0 Mw“,wh‘\ Bl b m/z 109.10  58.42%
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
1350
69.0 m/z 151.20  35.76%
0 \1\5\.9\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \\M\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
13.50
5000 151.0 m/z 41.05 28.01%
ob 20 . 190 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0 1350
m/z 69.05 13.47%
5000 151.0
430 go.0
A N
m/z--> 20 40 60 80 100 120 140 160 180 200 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42591.D

Acqg On : 04 Nov 2023 14:53
Operator : MA/JU

Sample : 05234-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.168 21.33 ng 701720  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2547 (18.168 min): BM042591.D\data.ms (-2543) (- | m/z 43.10 100.00%
43.1
5000 /\L
31 1291 213.2 —— ——
171.1 ‘ 256.3 18.00 18.50
0 b L L L 2T s 73010 96.31%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
83.0 213.0 m/z 41.10  89.10%
171.0 ‘
0 17 5 A
miz--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 129.0 m/z 60.05 84.25%
29. 171.0
PO
ol M L T
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid —— —7
73.0 18.00 18.50
m/z 55.10 77.91%
5000 129.0 /i‘/
29. 185.0 o410 284.0
0! v b J“m_m “‘,‘H‘u_” — —
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42591.D

Acqg On : 04 Nov 2023 14:53
Operator : MA/JU

Sample : 05234-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Linoelaidic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.304 3.21 ng 105558  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linoelaidic acid 280 C18H3202 000506-21-8 97
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 95
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 93
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 93
5 1,9-Tetradecadiene 194 C14H26 112929-06-3 90
Abundance Scan 2740 (19.303 min): BM042591.D\data.ms (-2737) (- | m/z 67.10 100.00%
67.1
5000
09.1 o Taen
149.1 280.3 ‘ 19.00 19.50
0 wWWwwwwwu¢%§4u??§?“ NMV“34}] m/z 81.10 71.28%
miz--> 50 100 150 200 250 300
Abundance #173566: Linoelaidic acid
67.0
5000 — ——
19.00 19.50
b, 09.0 m/z 55.10  66.88%
h 280.0
0 ‘H \Hh\m‘\ o Ty -:ngsow LB =T T T
miz-> 50 100 150 200 250 300
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
1.0
— ——
19.00 19.50
5000 m/z 41.10 63.47%
09.0
h 0 280.0
0 W H“mhu;m‘1?69”‘_‘1‘,””
m/iz--> 50 100 150 200 250 300
Abundance #173580: (9E,11E)-Octadecadienoic acid — —
67.0 19.00 19.50
m/z 95.10 53.34%
5000
09.0
bg. “ 00 280.0
0 1500 10502370 R
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42591.D

Acqg On : 04 Nov 2023 14:53
Operator : MA/JU

Sample : 05234-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.445 12.59 ng 534328 Chrysene-d12 21.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 2764 (19.445 min): BM042591.D\data.ms (-2760) (- | m/z 43.10 100.00%
43.1
5000 »MVANMAJA;J\m»vﬂwmeWf
31 1291
185.2 241.3 ——
Whhidi Ly 2
ol M \““ Ml b b L 8272 s 73010 83.57%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 T
129.0 1950
m/z 41.10 78.59%
29.0 185.0 47 o 284.0
0\‘\‘ \HM‘M‘“\‘““““\“““““‘“““‘
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
——
19.50
m/z 55.10 76.89%
5000 284.0 /
3.0 1290
il 1850 2410
ol \‘\M H‘H M\u \‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““?"7‘2"
m/z--> 50 lOO 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 60.05 76.01%
5000 129.0
H 171.0 213.0 256.0
0! “H“‘\‘H‘h“\ ‘H‘\‘h‘\ ‘\“‘ “ “‘ | “‘\‘ , “\‘ R R =
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42591.D

Acqg On : 04 Nov 2023 14:53
Operator : MA/JU

Sample : 05234-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 5 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.156 5.79 ng 245779  Chrysene-di12 21.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 90
3 1-Hexadecanol 242 C16H340 036653-82-4 83
4 Behenic alcohol 326 C22H460 000661-19-8 70
5 1-Heneicosanol 312 C21H440 015594-90-8 68
Abundance Scan 3055 (21.156 min): BM042591.D\data.ms (-3053) (- | m/z 55.10 100.00%
85.1
5000
111.2
— —
209.1 21.00 21.50
281.1 415.0 ' '
0 Hw,m:“NHJMM‘wlmwi‘m_?’f‘?‘qu_f‘?% m/z 69.10 96.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene
55.0
5000 — ——
1.0 21.00 21.50
m/z 43.10 93.48%
O ‘!’TJWSOSO
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #201914: 1-Hexadecene, 16-bromo-
55.0
— —
21.00 21.50
5000 m/z 83.10 88.87%
111.0
304.0
o\,“M“]H A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126369: 1-Hexadecanol T —
55.0 21.00 21.50
m/z 97.10 81.62%
5000
111.0
o LU aseo o
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110423\
Data File : BM@42591.D

Acqg On : 04 Nov 2023 14:53
Operator : MA/JU

Sample : 05234-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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... 13.410 19.4 ng 475962 3 14.563 490625 20.0
n-Hexadecanoic ... 18.168 21.3 ng 701720 4 17.315 657910 20.0
Linoelaidic acid 19.304 3.2 ng 105558 4 17.315 657910 20.0
Octadecanoic acid  19.445 12.6 ng 534328 5 21.497 848737 20.0
1-Docosene 21.156 5.8 ng 245779 5 21.497 848737 20.0
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