LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50104.D

Acqg On : 05 May 2025 18:18
Operator : RC/JU

Sample : Q1936-03

Misc :

ALS Vvial : 10 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-BM042825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@50104.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.869 314 320 328 rBV 285519 411982 4.15% 0.811%
2 5.340 394 400 421 rBV 2442580 3845674 38.76% 7.567%
3 6.934 659 671 692 rBV 2148549 4035881 40.68% 7.941%
4 7.746 802 809 823 rBV 942259 1548707 15.61% 3.047%
5 8.904 996 1006 1033 rBV 1336555 2589442 26.10% 5.095%

6 10.539 1274 1284 1297 rBV 1004099 1973889 19.89%  3.884%
7 13.010 1697 1704 1724 rBV 4216388 6599992 66.52% 12.986%
8 14.392 1932 1939 1955 rBV 1700364 2730733 27.52% 5.373%
9 15.757 2164 2171 2184 rBV 537231 861533 8.68% 1.695%
10 15.892 2187 2194 2214 rBV 3166052 5095563 51.36% 10.026%

11 17.145 2400 2407 2422 rBV2 1833040 3069039 30.93%
12 18.039 2553 2559 2568 rBV 563021 936203 9.44%
13 19.321 2773 2777 2788 rBV 182166 341131 3.44%
14 19.768 2847 2853 2867 rBV 8256690 9921614 100.00% 19.
15 21.051 3068 3071 3083 rVB2 275007 412721 4.16%
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16 21.386 3122 3128 3141 rBV 2064603 3263622 32.89% 6.421%
17 24.374 3629 3636 3649 rVB 1276124 3185936 32.11% 6.269%

Sum of corrected areas: 50823662
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50104.D

Acqg On : 05 May 2025 18:18
Operator : RC/JU

Sample : Q1936-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM050104.D\data.ms
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Abundance TIC: BM050104.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50104.D

Acqg On : 05 May 2025 18:18
Operator : RC/JU

Sample : Q1936-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 3
R.T. EstConc Area Relative to ISTD R.T.
4.869 5.32 ng 411982  1,4-Dichlorobenzene-d4 7.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 17
4 1,2-Butanediol 90 C4H1e02 000584-03-2 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 320 (4.869 min): BM050104.D\data.ms (-314) (-) m/z 43.00 100.00%

43.0
5000
101.0

4.60 4.80 5.00 5.20

o‘WWM‘WMHWwHlf“l“?wl‘?‘??ﬁ??‘?mW?ﬁ?f m/z 59.10  59.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T [T T T

4.60 4.80 5.00 5.20
m/z 101.00  23.69%

H 101.0
O”‘WWMW”‘Z%R””J””W”‘W”W””\””W”‘W”W””\””
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4529: 2,3-Butanedione, monooxime
43.0
4.60 4.80 5.00 5.20
5000 ITI z 58.00 15.07%
101.0
15.0
0*H*MWHM“H\H*W*HW*H‘M*HM*H\H*WH*w*H*MH*M*H\H*
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9187: 4-Hydroxy-3-hexanone AaEEER e
59.0 4.60 4.80 5.00 5.20

m/z 41.05 8.88%

h | “_/\LA
87.0 116.0

O e e e e e R e A e e R
m/z--> 20 40 60 80 100120140160 180200220240260 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@50525\
Data File : BM@50104.D

Acqg On : 05 May 2025 18:18
Operator : RC/JU

Sample : Q1936-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 1
R.T. EstConc Area Relative to ISTD R.T.
15.757 6.31 ng 861533  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 47
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 46
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43

Abundance Scan 2171 (15.757 min): BM050104.D\data.ms (-2164) ({ | m/z 105.00 100.00%

105.0
77.0 182.1
5000
1550  16.00
152.0 : :
0220 e e e 2828 myz 77.00 66.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — —
15.50 16.00
m/z 182.10  65.88%
I ‘ 152.0 |
O ’\\H‘HH‘\H”!‘“\H\‘HH‘HH‘\\1”\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56777: Azobenzene
71.0
—— —
182.0 15.50 16.00
5000 ITI/Z 50.95 23.25%
105.0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0 15.50 16.00
m/z 181.10 10.81%
77.0
5000
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
BM@50104.D

: 05 May 2025 18:18
: RC/JU
: Q1936-03

: 10 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

R.T. E
18.039 6.
Hit# of 5

1 n-Hexadec
2 Tridecano
3 Tetradeca
4 Pentadeca

3 n-Hexadecanoic acid

Concentration Rank 2

stConc Area Relative to ISTD R.T.
10 ng 936203  Phenanthrene-d1e 17.145
Tentative ID MW MolForm CASH# Qual
anoic acid 256 C16H3202 000057-10-3 99
ic acid 214 C13H2602 000638-53-9 91
noic acid 228 C14H2802 000544-63-8 90
noic acid 242 C15H3002 001002-84-2 87
oic acid 284 C18H3602 000057-11-4 87

5 Octadecan

Abundance Scan 2559 (18.039 min): BM050104.D\data.ms (-2553) (- | m/z 73.00 100.00%
73.0
5000
129.1
213.1 — :
‘ 1711 ‘ 256.1 18.00
0 “‘”mh ‘Mh:‘ Ll 80 ceee  82.62%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —r :
129.0 18.00
3.0 213.0 m/z 43.05 76.15%
‘ 171.0 ‘
oL P R
miz--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
o |
18.00
5000 ITI/Z 57.10 63.47%
29.
‘ 171.0 214.0
ojﬂ’
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —— ‘
73.0 18.00
m/z 55.10 61.68%
5000 129.0
185.0
29. 228.0
o bt b 4
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50104.D

Acqg On : 05 May 2025 18:18

Operator : RC/JU

Sample : Q1936-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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.
19.321 2.09 ng 341131  Chrysene-d12 21.386
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 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2777 (19 321 min): BM050104.D\data.ms (-2773) (- | m/z 73.00 100.00%
— ——
19.00 19.50
0! m/z 43.05 88.83%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 — —
1850 241.0 19.00 19.50
m/z 60.00 81.21%
0 “ﬂ NHMMMM “‘L\M‘\‘J\J‘M\\‘\,\\\\‘
miz-> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
= —
19.00 19.50
5000 129.0 m/z 57.10 73.34%
‘ 199.0 2420
ok ‘ JHML$M ‘\‘\‘ ‘ “ S
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.05 73.03%
5000
129.0
. 185.0 228.0
0 . ““ HH‘ h” ‘M‘\‘H‘\ “ \‘m‘\ “\‘ \‘ — \‘ L R B e e ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50104.D

Acqg On : 05 May 2025 18:18
Operator : RC/JU

Sample : Q1936-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.051 2.53 ng 412721  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 Cyclotetradecane 196 C14H28 000295-17-0 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 3071 (21.051 min): BM050104.D\data.ms (-3068) (- | m/z 57.10 100.00%
57.1

-

5000
111.1
207.0 éfod
282.1 .
0 | ! ‘w | “‘ @u‘hw‘; o— “‘ et AL 4180 478 43,10 87.72%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane
55.0
5000 e
110 21.00
} m/z 83.10 84.01%
224.0
O‘\\“\L ‘1‘\\\““f‘\“‘\“}]‘_ls\?.\qj‘\\l\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71730: Cyclotetradecane
55.0
T T
21.00
5000 ITI/Z 55.10 80.38%
111.0
‘ ‘ H ‘ 196.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275003: Dichloroacetic acid, heptadecyl ester P
57.0 21.00
m/z 69.10 77.92%

-

5000 1.0
|

0 ﬂ’ i ‘ 1‘ \h I“\ \\l168'0 23d80 295.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM0@50104.D

Acqg On : 05 May 2025 18:18
Operator : RC/JU

Sample : Q1936-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42825.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-... 4.869 5.3 ng 411982 1 7.745 1548710 20.0
Benzophenone 15.757 6.3 ng 861533 3 14.392 2730730 20.0
n-Hexadecanoic ... 18.039 6.1 ng 936203 4 17.145 3069040 20.0
Octadecanoic acid 19.321 2.1 ng 341131 5 21.386 3263620 20.0
Cyclohexadecane 21.051 2.5 ng 412721 5 21.386 3263620 20.0
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