LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136190.D

Acqg On : 24 Nov 2023 20:48
Operator : CG\JU

Sample : 05468-09

Misc :

ALS Vvial : 12 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-BF110723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136190.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.045 497 503 511 rBV 597045 740906 14.86% 2.492%
2 5.445 565 571 574 rBvV 4278170 3947332 79.17% 13.276%
3  6.439 734 740 743 rBV 3758719 3993565 80.10% 13.432%
4 6.804 799 802 806 rBV 934535 735297 14.75%  2.473%
5 7.369 892 898 901 rBV 2613110 2478772 49.72% 8.337%

.081 1015 1019 1023 rBV 1213670 1022569 20.51%
.163 1198 1203 1206 rBV 6105561 4985685 100.00% 1
.839 1313 1318 1321 rBV 1577512 1198882 24.05%
10.633 1448 1453 1456 rBV 3411994 2918117 58.53%
10 11.327 1567 1571 1575 rBV 1439190 1162261 23.31%
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11 11.869 1659 1663 1673 rBvV2 295042 290317 5.82%
12 12.657 1794 1797 1806 rBV3 55309 59566 1.19% 0.200%
13 12.927 1839 1843 1846 rBV 4910599 4211316 84.47% 14.164%
14 13.415 1919 1926 1933 rBV 483519 485213 9.73%
15 13.845 1995 1999 2010 rBV 74740 157356 3.16% ©.529%
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16 13.980 2018 2022 2027 rVB 809384 700431 14.05%  2.356%
17 15.462 2268 2274 2279 rBV 518608 644876 12.93%  2.169%

Sum of corrected areas: 29732461
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136190.D

Acqg On : 24 Nov 2023 20:48
Operator : CG\JU

Sample : 05468-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136190.D\data.ms
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Abundance TIC: BF136190.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136190.D

Acqg On : 24 Nov 2023 20:48
Operator : CG\JU

Sample : 05468-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.045 20.15 ng 740906 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 503 (5.045 min): BF136190.D\data.ms (-497) (-) m/z 43.00 100.00%
3.0
5000
R ERREEa R
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Obrrrrrrlle i@ 2068 /7 59,18 52.32%
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136190.D

Acqg On : 24 Nov 2023 20:48

Operator : CG\JU

Sample : 05468-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Concentration Rank 3

Peak Number 2 n-Hexadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
11.868 5.00 ng 290317  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Octadecanoic acid 284 C18H3602 000057-11-4 70

Abundance Scan 1663 (11.869 min): BF136190.D\data.ms (-1659) (- m/z 73.00 100.00%
213.2 . F——
71.1 ‘ 256.1 11.50 12.00
0! Ly mjﬂ Pl b 700 38 2 ee.ee  99.54%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — P
129.0 11.50 12.00
33.0 213.0 m/z 43.10 92.78%
171.0 ‘
0’ HM\‘N \“ T “\ \“ \‘\H“ T “\ T ‘\ LI B
miz-> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
- sy
11.50 12.00
5000 129.0 m/z 55.05 83.36%
185.0
29. 228.0
“ m\hH\ \N‘\ mi ‘ | \‘ L ‘\
ol L
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid - Bl
73.0 11.50 12.00
m/z 57.10 79.22%
5000 129.0
29.
199.0 2420
m/z--> 50 100 150 200 250 300 11.50 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Da
Data File : BF136190.D

Acqg On : 24 Nov 2023 20:48
Operator : CG\JU

Sample : 05468-09

Misc

ALS vial : 12  Sample Multiplier: 1

Library Search Compound Report

ta\BF112423\

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number 3 9-Octadecenamide, (Z)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.416 13.85 ng 485213  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenamide, (Z)-

2 Tetradecanamide

3 Heptanamide, 4-ethyl-5-methyl-

4 Octanamide

5 2-Hydroxy-2-methylundec-5-en-3-one

281 C18H35NO
227 C14H29NO
171 C1eH21NO
143 C8H17NO
198 C12H2202

000301-02-0 99
000638-58-4 72
054789-40-1 72
000629-01-6 53
1000191-46-2 47

Abundance Scan 1926 (13.415 min): BF136190.D\data.ms (-1919) (- m/z 59.10 100.00%
59.1
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o
98.0 .
ol U“‘”H HM i3 1841 2202 2641 m/z 72.10  62.37%
miz--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
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200 050 m/z 55.05 42.59%
oL L“ U ‘\HH“\L“\J\‘M‘ ‘HMM \;\\}‘2\1%9 ’\‘ ‘18‘4"0‘ , ‘2‘38‘? . 2‘8“1‘(
miz--> 50 100 150 200 250
Abundance #108043: Tetradecanamide
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59.0 13.50
m/z 43.05 27 .56%
5000
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20
ol Ll Lo
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136190.D

Acqg On : 24 Nov 2023 20:48
Operator : CG\JU

Sample : 05468-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 TIsobutyl tetracosyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.845 4.49 ng 157356  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 91
2 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
3 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
Abundance Scan 1999 (13.845 min): BF136190.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0
5000
— —
‘ #9.1 2021 13.50 14.00
0 HJ“JMw#wmu\HwH‘WJH_‘HMH‘_HW‘HWHH‘HHM‘H‘ m/z 43.05 87.06%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #308232: Isobutyl tetracosyl ether
57.0
5000 P s
13.50 14.00
‘J m/z 71.05 65.36%
ol 1310 22503350
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m/z--> 0 50 100150200250300350400450500550600650
Abundance #290944: Oxalic acid, isobutyl heptadecyl ester

57.0
‘ ! ,
13.50 14.00
5000 ITI/Z 55.05 59.89%
| wﬂ{ 283.0
e U —
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate = ==
57.0 13.50 14.00
m/z 97.05 51.32%
5000
‘ A‘ 9.0
Oty 281.0355.0420.0 5820 678! ] Al
m/z--> 0 50 100150200250300350400450500550600650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136190.D

Acqg On : 24 Nov 2023 20:48
Operator : CG\JU

Sample : 05468-09

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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-Pentanone, 4-... 5.045 20.1 ng 740906 1 6.804 735297 20.0
n-Hexadecanoic ... 11.868 5.0 ng 290317 4 11.327 1162260 20.0
9-Octadecenamid... 13.416 13.9 ng 485213 5 13.980 700431 20.0
Isobutyl tetrac... 13.845 4.5 ng 157356 5 13.980 700431 20.0
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