LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92023\
Data File : BM@41942.D

Acqg On : 20 Sep 2023 17:25
Operator : MA/JU

Sample : 04436-04

Misc :

ALS Vvial : 13  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-BM091823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41942.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.058 313 318 326 rVB 157949 216907 1.74% 0.334%
2 5.499 385 393 403 rBV 4046698 5772384 46.37% 8.887%
3 7.165 658 666 679 rBV 4081787 6523797 52.41% 10.044%
4 7.958 803 811 821 rBV 1087172 1739370 13.97% 2.678%
5 9.152 1002 1014 1026 rBV 2493080 4066894 32.67% 6.262%

6 10.775 1281 1290 1298 rBV 1506305 2479336 19.92%  3.817%
7 13.222 1699 1706 1713 rBV 5916388 8707398 69.95% 13.406%
8 14.604 1932 1941 1950 rBV 2295070 3374280 27.11% 5.195%
9 16.098 2188 2195 2209 rBV 5280173 7466746 59.98% 11.496%
10 17.357 2403 2409 2422 rBV 2858854 3997169 32.11% 6.154%

11 18.198 2547 2552 2562 rBV 270313 415159 3.33% 0.639%
12 19.968 2847 2853 2862 rBV 10203959 12448598 100.00% 19.166%
13 20.633 2962 2966 2973 rBV 130897 186558 1.50% ©.287%
14 21.192 3057 3061 3071 rBV 419930 649274  5.22% 1.000%
15 21.527 3113 3118 3124 rBV 2903984 3750768 30.13% 5.775%

16 23.945 3522 3529 3542 rVB 1570606 3155719 25.35% 4.859%

Sum of corrected areas: 64950357
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092023\
BM041942.D

: 20 Sep 2023 17:25

: MA/JU

. 04436-04

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91823.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92023\
Data File : BM@41942.D

Acqg On : 20 Sep 2023 17:25
Operator : MA/JU

Sample : 04436-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91823.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.058 2.49 ng 216907 1,4-Dichlorobenzene-d4 7.957

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25
5 Hexanamide 115 C6H13NO 000628-02-4 25
Abundance Scan 318 (5.058 min): BM041942.D\data.ms (-313) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92023\
Data File : BM@41942.D

Acqg On : 20 Sep 2023 17:25
Operator : MA/JU

Sample : 04436-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91823.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.198 2.08 ng 415159  Phenanthrene-d10 17.357
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 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 2552 (18.198 min): BM041942.D\data.ms (-2547) (- | m/z 73.10 100.00%
73.1

5000
129.1
f
50 10

213.2 1
:1;71.1 ‘ 256.3 18.00 18.50
|

0.3 b LT L 0 8550 o 4305 95.90%

mi/z--> 0 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

6M0

0

5000 129.0 T
18.00 18.50

m/z 60.10 82.67%

171.0 213.0 256.0

O\\\\M

\\\\‘\‘\\\“\\\\‘\\\\‘\
m/z--> 5 100 150 200 250 300 350
Abundance
73.0
— .
18.00 18.50
5000 129.0 ITI/Z 41.10 78.31%
29.0
199.0 242.0
0 b e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid P T
73.0 18.00 18.50
m/z 55.10 70.63%
5000 129.0
29. 185.0 549 2840
0 I I NS I S D
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM091823.M Thu Sep 21 ©5:47:10 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92023\
Data File : BM@41942.D

Acqg On : 20 Sep 2023 17:25
Operator : MA/JU

Sample : 04436-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91823.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 Bromoacetic acid, octadecyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.192 3.46 ng 649274  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 3061 (21.192 min): BM041942.D\data.ms (-3057) (- | m/z 55.10 100.00%
55.1

5000

1p5.1 LI
} ‘ 207.1 21.00 21.50
) bd

2811 355.1 1549, 3
ob ALy L 2811 35514151 489.1549. .. 4319  99.97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295270: Bromoacetic acid, octadecyl ester
43.0

5000 T
10 21.00 21.50
' m/z 57.10 98.17%

250.0
‘\\\‘\ ’J“l‘“|“‘|\"‘]-8‘1.0l\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

83.0

T
21.00 21.50

o

5000 m/z 83.10 90.47%
0 19. 154.0 238.0
T T T [T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T -
55.0 21.00 21.50

m/z 69.10  82.50%

5000
125.0
\h\ | \} | ‘\ I 196.0 266.0

O e e s S
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BM091823.M Thu Sep 21 ©5:47:11 2023 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92023\
Data File : BM@41942.D

Acqg On : 20 Sep 2023 17:25
Operator : MA/JU

Sample : 04436-04

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91823.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-... 5.058 2.5 ng 216907 1 7.957 1739370 20.0
n-Hexadecanoic ... 18.198 2.1 ng 415159 4 17.357 3997170 20.0
Bromoacetic aci... 21.192 3.5 ng 649274 5 21.527 3750770 20.0
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