LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136153.D

Acqg On : 06 Nov 2023 14:26
Operator : CG\JU

Sample : 05234-01

Misc :

ALS vial : 6 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_ F\Methods\8270-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136153.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.051 500 504 508 rBV 27576 30595 1.50% 0.216%
2 5.445 566 571 574 rBV 1749318 1615359 79.34% 11.412%
3 6.451 736 742 745 rBV 1650539 1612595 79.20% 11.393%
4 6.645 772 775 782 rBV 49037 52110 2.56% ©0.368%
5 6.816 801 804 807 rBV 724695 546668 26.85% 3.862%

6 7.381 895 900 903 rBV 1225654 1064838 52.30% 7.523%
7 8.098 1018 1022 1025 rBV 917841 719610 35.34% 5.084%
8 9.180 1201 1206 1209 rBV 2274854 2035997 100.00% 14.384%
9 9.298 1222 1226 1230 rBV 871013 738654 36.28% 5.218%

9

10 .722 1295 1298 1301 rBv4 23015 26960 1.32% 0.190%
11  9.769 1303 1306 1308 rVB 35403 29416  1.44% 0.208%
12 9.857 1317 1321 1324 rVB 986757 801957 39.39% 5.666%
13 9.898 1324 1328 1331 rBV2 20267 28071 1.38% 0.198%
14 10.198 1376 1379 1381 rVB3 23989 21875 1.07% ©.155%
15 10.227 1381 1384 1388 rBV6 30392 45215 2.22% ©.319%
16 10.263 1388 1390 1393 rBV2 63548 59048 2.90% 417%
17 10.322 1397 1400 1406 rVV5 40215 62525 3.07% 442%

18 10.645 1451 1455 1458 rBV 1261115 1124037 55.21%
19 11.351 1571 1575 1578 rBV 776476 692325 34.00%
20 11.892 1664 1667 1672 rVB3 187386 227327 11.17%
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21 12.680 1799 1801 1809 rVB2 108231 116892 5.74%
22 12.951 1843 1847 1850 rBV 1633748 1414395 69.47%
23 14.004 2022 2026 2033 rVB 594241 524074 25.74%
24 14.498 2107 2110 2114 rBv4 21022 29355 1.44%
25 15.492 2274 2279 2286 rVB 417538 534984 26.28%
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Sum of corrected areas: 14154882
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\

BF136153.D
: 06 Nov 2023 14:26
: CG\JU
: 05234-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136153.D

Acqg On : 06 Nov 2023 14:26

Operator : CG\JU

Sample : 05234-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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.
9.298 18.42 ng 738654  Acenaphthene-di10 9.857
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 59
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
4 Acetaminophen 151 C8H9NO2 000103-90-2 59
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 59
Abundance Scan 1226 (9.298 min): BF136153.D\data.ms (-1222) (-) m/z 43.05 100.00%
T 109.1
5000 151.1
A RAREEEIE SR
‘ | 69‘ 0 ‘ 9.00 9.20 9.40 9.60
bbbl M b 1929 ns7 109.05  80.09%
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 UL L L B BB B
9.00 9.20 9.40 9.60
69.0 m/z 151.05 46.63%
O \]-\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 #28724: Metacetamol
109.0
R R R
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 20.92%
43.0
80.0
150 | I | |
O rr b et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) O ARARNEREE N
109.0 9.00 9.20 9.40 9.60
43.0
m/z 69.00 15.76%
5000
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136153.D

Acqg On : 06 Nov 2023 14:26
Operator : CG\JU

Sample : 05234-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 6.57 ng 227327  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1667 (11.892 min): BF136153.D\data.ms (-1664) (- m/z 72.95 100.00%
43.1 ,73.0
5000 129.1
’ 11. 50 12 00
(o] m/z 59.95 91.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — P
213.0 11.50 12.00
‘ 171.0 m/Z 43.10 86.93%
0 ‘ ‘\“‘ ‘w‘ ‘H!H“‘M‘ - ’ "
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0 P —r—
129.0 11.50 12.00
5000 284.0 m/z 57.18  75.60%
185.0 241.0
0t | ! ‘M‘U‘ Ay ‘H ‘ H “ g
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109284: Tetradecanoic acid — —
73.0 11.50 12.00
1290 m/z 41.10 69.50%
5000 43.0
185.0 228.0
o,,, N
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136153.D

Acqg On : 06 Nov 2023 14:26
Operator : CG\JU

Sample : 05234-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.680 4.46 ng 116892  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1801 (12.680 min): BF136153.D\data.ms (-1799) (- m/z 43.10 100.00%
43.1

5000

T
12.50 13.00
0" m/z 73.00 92.69%

m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0

5000 129.0 T IR
12.50 13.00
29.0 o
199.0 2420 m/z 55.05 84.50%
ok “ \“ L Hh“‘\ ;‘\\‘\‘u} “}@3‘-‘0{“ L — “\‘ R
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
— —
12.50 13.00
5000 129.0 m/z 57.10  82.65%
185.0
29. 228.0
0! L M‘H‘L M\“l “ ‘ \‘ \“ L \‘ — ‘\‘ —
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid T —
73.0 12.50 13.00
m/z 60.00 82.25%
5000
29.
129.0
‘ 171.0 214.0
oL “\‘ H“u‘u \\H‘u‘\h“ wh‘h “‘w‘ - ‘m‘ “ ‘\‘ | “\‘ I
m/z--> 50 100 150 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110623\
Data File : BF136153.D

Acqg On : 06 Nov 2023 14:26
Operator : CG\JU

Sample : 05234-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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... 9.298 18.4 ng 738654 3 9.857 801957 20.0
n-Hexadecanoic ... 11.892 6.6 ng 227327 4 11.351 692325 20.0
Pentadecanoic acid 12.680 4.5 ng 116892 5 14.004 524074 20.0
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