LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021224\
Data File : BP019674.D

Acqg On : 12 Feb 2024 21:33

Operator : MA/JU

Sample : P1435-01

Misc . FRENCH-020724

ALS Vvial : 20 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19674.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.417 221 226 238 rVB 1125266 1463898 36.33% 6.259%
2 5.022 323 329 340 rBV 921114 1357529 33.69% 5.804%
3 5.481 399 407 416 rBV 1178773 1738227 43.13% 7.432%
4 7.075 670 678 694 rBV 1278186 2036152 50.53% 8.706%
5 7.905 812 819 826 rBV 366664 583333 14.48% 2.494%

6 9.075 1009 1018 1027 rBV 984360 1650589 40.96% 7.057%
7 10.705 1285 1295 1304 rBV 401717 707425 17.55%  3.025%
8 13.163 1704 1713 1732 rBV 2211630 3437516 85.30% 14.697%
9 14.540 1938 1947 1958 rBV 509563 796809 19.77%  3.407%
10 16.028 2194 2200 2216 rBV 848969 1362583 33.81% 5.826%

11 17.292 2409 2415 2422 rBV 557038 818486 20.31%
12 18.192 2563 2568 2573 rBV 93390 137554  3.41%
13 19.428 2774 2778 2782 rBV4 47665 65160 1.62%
14 19.863 2846 2852 2860 rBV 3267106 4029870 100.00% 17.
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15 20.545 2961 2968 2981 rBV 544005 756026 18.76% 232%
16 21.110 3060 3064 3072 rBV 145927 188628 4.68% 0.806%
17 21.386 3106 3111 3117 rBV 752907 1028135 25.51% 4.396%

18 23.804 3516 3522 3530 rVB 603339 1230551 30.54% 5.261%

Sum of corrected areas: 23388471
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021224\
Data File : BP@19674.D

Acqg On : 12 Feb 2024 21:33

Operator : MA/JU

Sample : P1435-01

Misc . FRENCH-020724

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP019674.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021224\

Data File : BP@19674.D

Acqg On : 12 Feb 2024 21:33

Operator : MA/JU

Sample : P1435-01

Misc FRENCH-020724

ALS Vvial : 20 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.417 50.19 ng 1463900 1,4-Dichlorobenzene-d4 7.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86

Abundance Scan 226 (4.417 min): BP019674.D\data.ms (-221) (-)
83.0

m/z 82.95 100.00%

5000

SRS & GHRE—
H 4.00 4.20 4.40 4.60 4.80
Al

bl L 1931 268932713911 46115193 m/z 55.05  76.30%

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

Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 I N RN R
4.00 4.20 4.40 4.60 4.80
‘ m/z 98.05 32.98%
O‘\\‘\l\i"J\\‘\\“HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘\

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

Abundance #3566: 3-Hexen-2-one
83.0
R
4.00 4.20 4.40 4.60 4.80
5000 ITI/Z 43.00 27.87%
wh
0‘\‘\\‘HJ\uw‘uu‘\u\‘uu‘uu‘uH‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- S
83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 23.81%
5000
0_‘m“J‘”Mw‘uH_m‘uH‘HH‘HH“m‘uu‘mwmw RaEE RERREmREEESS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021224\
Data File : BP@19674.D

Acqg On : 12 Feb 2024 21:33

Operator : MA/JU

Sample : P1435-01

Misc FRENCH-020724

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.022 46.54 ng 1357530 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 329 (5.022 min): BP019674.D\data.ms (-323) (-) m/z 43.00 100.00%
43.0
5000
101.0

J 4.60 4.80 5.00 5.20 5.40
‘J

ol b 2091 2809 355.3413.4 487.25457 /7 58.95  67.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R
4.60 4.80 5.00 5.20 5.40

‘ 101.0 m/z 101.00 27 .69%

O‘\\”\H\"\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0

4.60 4.80 5.00 5.20 5.40

m/z 57.95 15.67%
5000 101.0

o

|
.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester [T T ‘A
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.05 9.91%

5000

” 126.0

Ot e R R A RRERTELN
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 | 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021224\
Data File : BP@19674.D

Acqg On : 12 Feb 2024 21:33

Operator : MA/JU

Sample : P1435-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

FRENCH-020724

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.192 3.36 ng 137554  Phenanthrene-di10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 55

Abundance Scan 2568 (18.192 min): BP019674.D\data.ms (-2563) (- m/z 73.00 100.00%
73.0
213.2
= —
Migeen
o Lald NHHW yl, 820 3570 4456 8382 ., 59 95  68.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 ooy o)
18.00 18.50
} 157.0 m/z 43.00 64.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
— —
18.00 18.50
5000 m/z 41.00 57.12%
‘ 185 0 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid — —
73.0 18.00 18.50
m/z 55.10 56.00%
5000
‘ 143.0 242.0
AT i v e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021224\
Data File : BP@19674.D

Acqg On : 12 Feb 2024 21:33

Operator : MA/JU

Sample : P1435-01

Misc FRENCH-020724

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.545 14.71 ng 756026  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Palmitoleamide 253 C16H31NO 106010-22-4 74
3 Nonanamide 157 C9H19NO 001120-07-6 47
4 Octanamide 143 C8H17NO 000629-01-6 47
5 Dodecanamide 199 C12H25NO 001120-16-7 47

Abundance Scan 2968 (20.545 min): BP019674.D\data.ms (-2961) (- m/z 59.00 100.00%
59.0

f%

5000
‘ éo 50 |
owk’, M“ m\“ﬂw b 0529603872 4440 5353 ;7195  ge.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T T

20.50
m/z 55.10  42.55%

‘\‘\d\‘\’V\J\m\m‘ll\“\‘h\‘\‘l%\8\4\‘()\\\\‘2\\8\1\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139496: Palmitoleamide
59.0

o

20.50
5000 m/z 41.10 34.01%
12
O it S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34432: Nonanamide =T ‘
59.0 20.50
m/z 43.10  25.27%
5000
| 128.0
Ob v T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021224\
Data File : BP@19674.D

Acqg On : 12 Feb 2024 21:33

Operator : MA/JU

Sample : P1435-01

Misc . FRENCH-020724

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.110 3.67 ng 188628 Chrysene-di2 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 3064 (21.110 min): BP019674.D\data.ms (-3060) (- m/z 57.00 100.00%
57.0
2000 JJJ
5.1 —r— e
‘ ‘ \ 206.1 283.1355.1  474.8 21.00 2150
o AR LS 2302800 A8 59— m/z 83.10  92.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 N ——
21.00 21.50
m/z 55.05 91.99%
J rﬁo 210.0
O\H ‘J\‘TJ'WH‘\%‘HH‘\‘L\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #248981: 1-Heneicosyl formate
57.0
—— —
21.00 21.50
5000 m/z 97.10 86.99%
5.0
0 J ‘ \J |, 196.0 ‘29f1.0
A A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T 7
57.0 21.00 21.50
m/z 43.10  82.52%
5000
50 252.0
ol L P77 360.0 648,
R A e e e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021224\
Data File : BP019674.D

Acqg On : 12 Feb 2024 21:33

Operator : MA/JU

Sample : P1435-01

Misc . FRENCH-020724

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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|
3-Penten-2-one,... 4.417 50.2 ng 1463900 1 7.905 583333 20.0
2-Pentanone, 4-... 5.022 46.5 ng 1357530 1 7.905 583333 20.0
n-Hexadecanoic ... 18.192 3.4 ng 137554 4 17.292 818486 20.0
9-Octadecenamid... 20.545 14.7 ng 756026 5 21.386 1028140 20.0
Cyclopentadecane 21.110 3.7 ng 188628 5 21.386 1028140 20.0
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