LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080223\
Data File : BP016479.D

Acqg On : 02 Aug 2023 21:01
Operator : MA/JU

Sample : 03598-03

Misc :

ALS Vvial : 17 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_ P\Methods\8270E-BP072723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@16479.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.469 196 201 205 rBV 158517 216304 1.16% 0.186%
2 4.511 205 208 213 rVB 146865 189869 1.02% 0.163%
3 5.587 384 391 400 rBV 7077726 10331271 55.57% 8.896%
4 7.216 660 668 683 rBV 6813000 11040894 59.39% 9.507%
5 7.658 735 743 748 rBV 145888 219033 1.18% 0.189%
6 8.075 807 814 824 rVB 1995435 3107088 16.71% 2.675%
7 9.269 1007 1017 1027 rBV 4076391 6826391 36.72% 5.878%
8 10.904 1287 1295 1302 rBV 2589124 4427736 23.82% 3.813%
9 13.345 1699 1710 1717 rBV 10234081 15395165 82.81% 13.257%
10 13.581 1740 1750 1760 rBV 4407722 6687944 35.98% 5.759%
11 14.722 1935 1944 1953 rBV 4007889 5779197 31.09% 4.976%
12 16.216 2189 2198 2212 rBV 7945761 11487487 61.79% 9.892%
13 17.486 2408 2414 2420 rBV 4815182 6796339 36.56% 5.852%
14 17.598 2428 2433 2440 rBV4 147215 218193 1.17% ©0.188%
15 18.333 2552 2558 2570 rBV 1153205 1852439 9.96% 1.595%

16 19.245 2710 2713 2722 rVB 327365 376632 2.03% 0.324%
17 19.563 2763 2767 2778 rBV2 419387 674739 3.63% 0.581%
18 20.033 2841 2847 2852 rBV 14920914 18590189 100.00% 16.008%
19 21.245 3048 3053 3059 rBV 703108 1050558 5.65% ©.905%
20 21.580 3105 3110 3115 rBV 4485193 5777472 31.08% 4.975%

21 24.174 3544 3551 3566 rVB 2333023 5086442 27.36% 4.380%

Sum of corrected areas: 116131382
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080223\
Data File : BP016479.D

Acqg On : 02 Aug 2023 21:01
Operator : MA/JU

Sample : 03598-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP016479.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080223\
Data File : BP016479.D

Acqg On : 02 Aug 2023 21:01
Operator : MA/JU

Sample : 03598-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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.
13.581 23.14 ng 6687940  Acenaphthene-d10 14.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 64
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 45

Abundance Scan 1750 (13.581 min): BP016479.D\data.ms (-1740) (- m/z 42.95 100.00%
43.0
109.1

5000

1 \
13.50

69.1
0l ‘Juﬂ’wl‘&\\“‘lm_xH_m‘2‘*‘3‘1‘-9“355‘194‘1‘3‘-‘7‘1‘7‘1‘-%5?’?-?‘ m/z 109.10  79.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0

5000 — :
13.50

m/z 151.00  49.83%

‘ ’ ‘ 69.0
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e

109.0
\
13.50
5000 m/z 41.05 23.20%
43.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) — ‘
109.0
43.0 13.50 .
m/z 69.00 19.12%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080223\
Data File : BP@16479.D

Acqg On : 02 Aug 2023 21:01

Operator : MA/JU

Sample : 03598-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.333 5.45 ng 1852440  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 50

Abundance Scan 2558 (18.333 min): BP016479.D\data.ms (-2552) (- m/z 73.00 100.00%
73.0
5000
2132 — T
M 18.00 18.50
0l H‘Hw: M‘Hw"H‘2‘7‘1“4‘3“3;7‘6”‘4375‘%“"‘7‘4‘2“5“176“ m/z 60.00 81.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
e
430 256.0
5000 — —
129.0 18.00 18.50
m/z 43.10 79.84%
O‘\\\““ Jm““‘m“l}?ﬁ’.b’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
— —=
18.00 18.50
5000 m/z 41.05 66.44%
199.0
0].5.0 139.0
T R E e o A BARRN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid = —7
73.0 18.00 18.50
m/z 55.10 64.48%
5000
‘ ‘ P 2140
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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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_P\Data\BP080223\

. BP@16479.D

: 02 Aug 2023 21:01
: MA/JU

: 03598-03

17

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.563 2.34 ng 674739  Chrysene-di12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 2767 (19.563 min): BP016479.D\data.ms (-2763) (- m/z 73.00 100.00%
73.0
2000 lwﬁ
185.1 e |
‘ l 284. 19.50
0br W«M\‘“mmM"H"‘H‘“‘3‘5"5‘1‘“4‘2‘9‘?”‘5,1‘4? . m/z 43.05 96.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 -— |
185.0 19.50
‘} m/z 59.95 81.40%
O ||‘|h‘”‘\“\l\\l\l\”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
T \
19.50
5000 185.0 m/z 57.10 76.41%
]
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126203: Pentadecanoic acid ——
73.0 19.50
m/z 55.05 71.84%
5000
‘ 143.0 242.0
R0 N
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080223\
Data File : BP016479.D

Acqg On : 02 Aug 2023 21:01
Operator : MA/JU

Sample : 03598-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 4 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.245 3.64 ng 1050560  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 97
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3053 (21.245 min): BP016479.D\data.ms (-3048) (- m/z 57.10 100.00%
7.1

5
5000

125.1 o970

281.0
or ML [ 2820 ss50u28a7515328 s 05 ea o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0

5000 e —
21.00 21.50
125.0 m/z 55.05 91.91%
|11, 2980 2840
Oy e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
zﬂoo 2£50
5000 m/z 43.10 89.59%

0l9. 153.0 555 0280.0

T T T P e T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#299848: 1-Heptacosanol —
57.0 21.00 21.50
m/z 69.05 83.49%

5000
125.0
ob { 1\“\ 1950 2640 3780

‘\\\\"\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080223\
Data File : BP016479.D

Acqg On : 02 Aug 2023 21:01
Operator : MA/JU

Sample : 03598-03

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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... 13.581 23.1 ng 6687940 3 14.722 5779200 20.0
n-Hexadecanoic ... 18.333 5.5 ng 1852440 4 17.486 6796340 20.0
Octadecanoic acid 19.563 2.3 ng 674739 5 21.580 5777470 20.0
1-Heneicosyl fo... 21.245 3.6 ng 1050560 5 21.580 5777470 20.0
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