LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92324\
Data File : BM@47604.D

Acqg On : 23 Sep 2024 15:04
Operator : RC/JU

Sample : P4135-01

Misc :

ALS vial : 5 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-BM092024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47604.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.945 311 316 323 rBV 341873 474540  3.33% 0.643%
2 5.410 388 395 411 rBV 5975763 8539194 59.84% 11.573%
3 6.998 657 665 676 rBV 5984834 8931800 62.59% 12.105%
4 7.834 800 807 815 rBV 1201305 1923935 13.48% 2.607%
5 8.986 995 1003 1012 rBV 3345021 5291078 37.08% 7.171%

6 10.627 1273 1282 1292 rBV 1438278 2457762 17.22% 3.331%
7 13.092 1694 1701 1710 rBV 7504268 10463453 73.32% 14.181%
8 14.468 1928 1935 1942 rBV 1824295 2708521 18.98%
9

3.671%
15.821 2158 2165 2173 rBV 494675 657799 4.61% 0.891%
10 15.945 2179 2186 2199 rBV 5211830 7191278 50.39% 9.746%

11 17.204 2393 2400 2407 rBV 2095240 2913768 20.42% 3
12 18.103 2547 2553 2562 rBV 662743 1029603 7.22%  1.395%
13 19.374 2764 2769 2776 rBV 221647 336445 2.36% ©
14 19.815 2839 2844 2852 rBV 11747860 14270015 100.00% 19.339%
15 21.109 3060 3064 3073 rBV3 286152 465737 3.26% ©0.631%

16 21.427 3112 3118 3127 rBV 2074740 3034598 21.27% 4.113%
17 24.450 3623 3632 3648 rVB 1228721 3097898 21.71%  4.198%

Sum of corrected areas: 73787424
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92324\
Data File : BM@47604.D

Acqg On : 23 Sep 2024 15:04
Operator : RC/JU

Sample : P4135-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM092024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047604.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92324\
Data File : BM@47604.D

Acqg On : 23 Sep 2024 15:04
Operator : RC/JU

Sample : P4135-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM092024.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 t-Butyl nitrite Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.945 4.93 ng 474540  1,4-Dichlorobenzene-d4 7.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 t-Butyl nitrite 103 C4HO9NO2 000540-80-7 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 316 (4.945 min): BM047604.D\data.ms (-311) (-) m/z 43.05 100.00%
43.0
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R e RARE ey
101.1 4.60 4.80 5.00 5.20
| 731 \ 209.0
O vyt ST m/z 59.10 47.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5107: t-Butyl nitrite
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5000 L L NI B L
57.0 4.60 4.80 5.00 5.20
: 88.0 m/z 101.10 16.50%
O”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
o RREAREAT
4.60 4.80 5.00 5.20
5000 m/z 58.05 15.88%
101.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312 Acetic acid, 1,1-dimethylethyl ester R e B RN
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.30%
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150‘ ‘
0H“‘“‘M““m‘u‘um,uH‘mWm,uu‘m‘wu“m A N Eamanw
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92324\
Data File : BM@47604.D

Acqg On : 23 Sep 2024 15:04
Operator : RC/JU

Sample : P4135-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM092024.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.821 4.86 ng 657799  Acenaphthene-die 14.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Pentafluoroethyl phenyl ketone 224 CO9H5F50 000394-52-5 47
4 .beta.-Benzilmonoxime 225 C14H11NO2 014090-77-8 47
5 Oxazol-5(4H)-one, 4-[5-(2,5-dich... 383 C20H11C12NO3  329795-32-6 47
Abundance Scan 2165 (15.821 min): BM047604.D\data.ms (-2158) (- | m/z 105.00 100.00%
105.0
77.1
5000 182.1
1550 16,00
152.1 : :
0l 320 e e 28R myz 77,10 72.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — A
15.50 16.00
m/z 182.10  44.38%
0 2?.0 | 152.0
‘HH“HH‘H\”\‘\H\‘HH‘HH‘H}‘\‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56777: Azobenzene
71.0
— ——
182.0 15.50 16.00
5000 m/z 51.10 25.24%
105.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104906: Pentafluoroethyl phenyl ketone — =
105.0 15.50 16.00
77.0 m/z 50.00 7.40%
5000
0390 | 14501770  224.0
R A R i L A > e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92324\
Data File : BM@47604.D

Acqg On : 23 Sep 2024 15:04
Operator : RC/JU

Sample : P4135-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM092024.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.104 7.07 ng 1029600  Phenanthrene-d10 17.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Octadecanoic acid 284 C18H3602 000057-11-4 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2553 (18.103 min): BM047604.D\data.ms (-2547) (- | m/z 73.10 100.00%
3.1

5000
129.0
— =
H 171.1 2132 056.1 18.00 18.50
ol38 I i S B L. LS5 m/z 43.10 81.63%
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
5000 256.0 T T
129.0 18.00 18.50
3.0 213.0 ITI/Z 60.10 80.45%
‘ 171.0
O ‘\ “h“‘ M‘\H} \“ ‘ ‘\ \‘ \‘\M‘ \‘\ ‘\ T “\ L ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
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e e
18.00 18.50

5000 129.0 m/z 41.05 67.38%

29.
199.0 242.0
0 B
50

—

m/z--> 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid = o
73.0 18.00 18.50
m/z 57.10 67.20%
5000
29.
129.0
‘ 171.0 2140
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92324\
Data File : BM@47604.D

Acqg On : 23 Sep 2024 15:04
Operator : RC/JU

Sample : P4135-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM092024.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.374 2.22 ng 336445 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64
5 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 20

Abundance Scan 2769 (19.374 min): BM047604.D\data.ms (-2764) (+ | m/z 73.05 100.00%
73.0

-

5000
129.1
— ——
18‘5-1 24‘1-2 284.3 19.00 19.50
— bl b LT B4 s 43010 85.48%
miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid

3

43.0
5000 129.0 - B
3.0 19.00 19.50
185.0 284.0 m/z 60.05 74.67%
‘ 0 240 ‘ . -67%
0’ L ‘1‘”“\““\ ‘\“ T L \L by “ T ‘\ \“ “\ T \‘\ T T
50

mi/z--> 100 150 200 250 300
Abundance #126202: Pentadecanoic acid

3.0
— N
19.00 19.50
5000 m/z 55.10 69.37%
50 1290 242.0
ol
o! J“u‘h“ B S RS “ B e
50

ﬁ

-

miz--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid — ——
60.0 19.00 19.50

m/z 57.05 67.88%
5000 129.0
‘ 171.0 213.0 256.0

- u“h“‘ ;‘H‘w\ \“‘w Hw‘ ““ = S
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92324\
Data File : BM@47604.D

Acqg On : 23 Sep 2024 15:04
Operator : RC/JU

Sample : P4135-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM092024.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.109 3.07 ng 465737  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 3064 (21.109 min): BM047604.D\data.ms (-3060) (- | m/z 57.10 100.00%
57.1
5000
111
. 5
2080 2810 ‘ 21.00 21.50
- M‘mw“‘gwl“ A 35514000 g316  92.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 e, e
11.0 21.00 21.50
m/z 43.05 87.64%
0 “\ “;5‘3\(\)]\-9\6’\0\\\‘\2\8\0\()‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
— —
1110 21.00 21.50
5000 ' m/z 55.10 86.87%
ol bhlLLL111°30195.0237.028003220 378.0
il A T e S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol e —
55.0 21.00 21.50
97.0 .
m/z 69.10 78.86%
oL UL sez0zn0m060 LN
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92324\
Data File : BM@47604.D

Acqg On : 23 Sep 2024 15:04
Operator : RC/JU

Sample : P4135-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@92024.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|
t-Butyl nitrite 4.945 4.9 ng 474540 1 7.839 1923940 20.0
Benzophenone 15.821 4.9 ng 657799 3 14.468 2708520 20.0
n-Hexadecanoic ... 18.104 7.1 ng 1029600 4 17.203 2913770 20.0
Octadecanoic acid 19.374 2.2 ng 336445 5 21.427 3034600 20.0
3-Eicosene, (E)- 21.109 3.1 ng 465737 5 21.427 3034600 20.0

8270-BM092024 .M Tue Sep 24 11:34:25 2024 Pag 8



