LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc :

ALS Vvial : 16 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-BF082025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF143577.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.263 3 12 23 rW 750171 1240259 33.15% 4.839%
2 2.381 26 32 40 rvVv 27815 45956 1.23% 0.179%
3 2.475 42 48 60 rVB 64136 104674 2.80% 0.408%
4 5.169 492 506 523 rBV 186768 353143  9.44% 1.378%
5 5.569 568 574 596 rBV 2043130 2837101 75.83% 11.070%

6 6.563 736 743 748 rBV 2075446 2959221 79.10% 11.547%
7 6.922 799 804 812 rBV 480548 590724 15.79%  2.305%
8 7.487 893 900 910 rBV 1413441 2029050 54.23% 7.917%
9 8.204 1017 1022 1027 rBV 620954 780981 20.87% 3.047%

9.281 1198 1205 1210 rBV 2856957 3741306 100.00% 14.598%

11 9.963 1313 1321 1330 rBV 772843 986650 26.37%
12 10.369 1384 1390 1398 rBV 70021 93629 2.50%
13 10.675 1437 1442 1449 rBV 383585 478969 12.80%
14 10.757 1449 1456 1471 rBV 1829381 2540540 67.91%
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15 11.451 1568 1574 1581 rBV 769956 980184 26.20% 825%
16 11.975 1657 1663 1679 rBv2 179332 320844 8.58% 1.252%
17 12.692 1778 1785 1792 rBV3 34924 61820 1.65% 0.241%
18 12.757 1792 1796 1807 rVV2 22192 43973 1.18% 0.172%
19 12.845 1807 1811 1816 rVB 70693 90323 2.41% 0.352%
20 13.033 1837 1843 1849 rBV 2521610 3331241 89.04% 12.998%
21 13.257 1876 1881 1890 rVB 37341 53473 1.43% 0.209%
22 13.551 1927 1931 1935 rBV 45540 57551 1.54% 0.225%
23 13.598 1935 1939 1948 rVB 49088 76403 2.04% 0.298%
24 13.927 1990 1995 2012 rBV 137497 292526 7.82% 1.141%
25 14.092 2018 2023 2034 rVB 421773 550848 14.72% 2.149%
26 14.245 2044 2049 2061 rBV 51313 76402 2.04% 0.298%
27 14.557 2096 2102 2120 rBV3 61919 230794 6.17% 0.901%
28 14.863 2150 2154 2159 rBV 30568 40133 1.07% 0.157%
29 15.210 2208 2213 2218 rBV 38395 55598 1.49% 0.217%
30 15.592 2272 2278 2292 rBV 333500 546059 14.60% 2.131%
31 16.051 2351 2356 2362 rVB 23428 37684 1.01% 0.147%
Sum of corrected areas: 25628059
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF143577.D\data.ms

2500000

5.569 6.563
2000000

1500000 7.487

1000000
.263

500000 6.922
5.169 /\

475

0\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\ [ [l

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF143577.D\data.ms
9.281

13.033
2500000

2000000 10.757

1500000

1000000
9.963 11.451
8.204

500000 10.675

L 10.369 /\L 1975 123‘93;@ 13.257
0 ' A o —A

—— — — T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF143577.D\data.ms

2500000
2000000
1500000
1000000

500000 14.092 15.592

135508 > %7 114,245 14.557 14,863 15210 || 16.051

0\ T T T T 7 7\“\ — 1 T T T T T \A L B B B ‘A\ T 1 7 L - L — L — L —
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.263 41.99 ng 1240260 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 12 (2.263 min): BF143577.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
“ 91 | ‘ 2.302.402.502.602.70
e gt b e e e | m/z 43,05 44..59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T
43.0 2.302.402.502.602.70
‘ 87.0 m/z 55.10  31.88%
\‘H\\“HH“f\f\‘\f\fg‘\o\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 PR
2.302.402.502.602.70
5000 41.0 550 m/z 87.10  25.97%
27.0
o L 1120 1200
R R L R e o e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- “_‘H‘H‘W‘H‘“‘H‘H‘
73.0 2.302.402.502.602.70
m/z 41.05 14.58%
5000 43.0
58.0
29.0 87‘-0
[
T e e e e e R o RRARaEaazaE
mlz--> 20 30 40 50 60 70 80 90 100 110 120 130 2.302.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.475 3.54 ng 104674  1,4-Dichlorobenzene-d4 6.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 74
2 Ethanol, 2,2'-oxybis-, diacetate 190 C8H1405 000628-68-2 42
3 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 38
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 36
5 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 28
Abundance  Scan 48 (2.475 min): BF143577.D\data.ms (-42) (-) m/z 43.05 100.00%
43.0
87.1
5000
A e
‘ 240 260 2.80
\\\\‘\\\\H‘}‘\\\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 87.19 79.6200
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4853: 1,3-Dioxolane, 2,2-dimethyl-
43.0
87.0
5000 LN e
240 260 2.80
m/z 42.10 28.67%
15.0

Abundance #65182: Ethanol, 2,2'-oxybis-, diacetate

(I ﬂn I |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
43.0 87.0

240 260 2.80

5000 m/z 72.10 15.16%
640 | M70 4470 172.0
SNBSS SN L S L LY £
miz-—-> 20 40 60 80 100 120 140 160 180
Abundance #2069: Oxazolidin-2-one A
87.0 240 260 2.80
280 m/z 41.60 12.74%
~ 59.0
5000
R
miz-—-> 20 40 60 80 100 120 140 160 180 240 260 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.169 11.96 ng 353143 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 506 (5.169 min): BF143577.D\data.ms (-492) (-) m/z 43.10 100.00%
43.1
59.1
5000
01 T ebank T
\‘\ \‘ 83.0 . . - . Y
-ttt e m/z 59.10 58.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L N B LA LR R B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.57%
3?0 N ‘ 83.0 |
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e AMRmaES S
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.17%
29.
87.0
150 Lt | sao
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e AEERANEEESSEERL
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.66%
5000
410 101.0
27.0 '
S 2 M Y NI O e N R Y S N—
mlz--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.675 9.71 ng 478969  Acenaphthene-d10 9.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 58
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1442 (10.675 min): BF143577.D\data.ms (-1437) (- m/z 105.05 100.00%
105.1
771
182.1
5000
51.1
— —
10.50 11.00
152.1
el 1260 L myz 77.10 69.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — =
10.50 11.00
510 m/z 182.10  56.06%
270 | A 1260 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
77.0
— —
182.0 10.50 11.00
5000 m/z 51.10  32.35%
51.0 105.0
270 | 128.0 15%0
L L e e R EEE ST
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester — e
105.0 10.50 11.00
m/z 50.00 10.21%
77.0
5000
51.0
152.0
0 e e A s
mlz--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.975 6.55 ng 320844  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 1663 (11.975 min): BF143577.D\data.ms (-1657) (- m/z 43.05 100.00%

43.0 731
5000
129.1

“‘ 1571185121?2 256.1 12.00
[0y
S

! m/z 73.10 92.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT

12.00
m/z 60.00 89.66%

H 157.01g50213.0  256.0
\H‘HH“}‘HH!H\HM\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
430 |30
T
12.00
5000 129.0 m/z 55.05 79.16%
171.0
214.0
sl B
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00

m/z 41.05 78.11%

5000 129.0
199.0
s e
15.00 W]yl 0l o M \H \m il \ N

m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 6 Hexadecanoic acid, 1,1-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.845 3.28 ng 90323  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 96
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 87
4 (n-Butylthio)acetonitrile 129 C6H11INS 071037-08-6 47
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30
Abundance Scan 1811 (12.845 min): BF143577.D\data.ms (-1807) (- m/z 56.05 100.00%
56.0
5000
129.1 257.1 ~— AL A
o7 T 71 2132 | ‘ aip: 1250 13.00
g b Tl 2R /7 57.85 59.08%
m/z--> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 — —
12.50 13.00
m/z 41.05 45.14%
97.0 12 90 257.0
“‘ ! ‘\ h HMM u‘H\ H\\ \‘u\h‘\‘ : . ‘18‘\5‘0‘ T ‘r ‘\“ — ‘:‘31“2"(
m/z--> 100 150 200 250 300
Abundance #214941:Hexadecanmcacm,bUWIeaer
56.0
— ——
12.50 13.00
5000 m/z 43.05 44.21%
129.0 257.0
97.0
‘\“ h ‘M“ Wi 18502190 | 312
m/z--> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester — T
56.0 12.50 13.00
m/z 55.05 35.36%
5000
257.0
LU ‘ﬁ“"ﬂf?‘) 1710 280 | | siag
e st A P ——
miz--> 50 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 7 Butyl myristate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.551 2.09 ng 57551  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl myristate 284 C18H3602 000110-36-1 72
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 49
3 Octadecanoic acid 284 C18H3602 000057-11-4 42
4 1,2-Dimethyl-4-nitro-1H-imidazol... 300 C11H24N402Si2 1010471-87-3 38
5 cis-2-Methyl-7-octadecene 266 C19H38 035354-39-3 35

Abundance Scan 1931 (13.551 min): BF143577.D\data.ms (-1927) (- m/z 56.10 100.00%

56.1
5000 ]k
129.1 285.3 A

30 185.2 2412 ‘ 13.50
AT PPN Pt Y m/z 57.85 67.20%
miz--> 50 100 150 200 250 300
Abundance #179088: Butyl myristate
56.0
5000 229.0 13.50 |

m/z 43.10 50.41%

‘ ‘ 129 0 185 0 284.0
LI ‘\‘ ‘ ‘ H O\H“\ T \‘ T \ T ‘ H \‘ ‘ T \‘\ ‘ L
miz-—-> 50 100 150 200 250 300
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester
56.0
T

T
13.50

5000 m/z 41.05 43.82%
285.0
129.0
185.0 241 ‘
b 3°wm_‘mw°W,H3‘4?-“
m/z--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid 7 ‘
43.0 13.50
m/z 55.00 34.00%
5000 129.0
3.0
284.0
185.0 2410 ‘
m/z--> 50 100 1 50 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 8 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.598 2.77 ng 76403  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 1939 (13.598 min): BF143577.D\data.ms (-1935) (- 57.05 100.00%
57.0
9.1
1350 1400
TTT ‘\““\““ lh‘\‘h“ \“‘\1\41‘1-“"\ T ???\0\ ™ \2\8\1\0‘ LA L B 43 65 69 520
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000
1350 1400

m/z 71.05  58.20%
| L L \\ | 141:0183.0225.0267.0309.0 367.0

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
A ‘
13.50 14.00
5000 m/z 85.10 42.47%
| L L F . 141.0183.0225.0267.0 323.0 380
ey R R e A e e
m/z--> 50 100 150 200 250 300 350 A\
Abundance #194590: Heneicosane rpeafart —
57.0 13.50 14.00
m/z 41.05 27.52%
5000
9.0
15q \L “ \“\ \h\ ‘\L u‘ 1 | ‘\01\83 ?225 0‘ 296‘ 0 ’
A e e S e — :
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 9 1-Dodecanol, 2-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.927 10.62 ng 292526  Chrysene-di2 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
Abundance Scan 1995 (13.927 min): BF143577.D\data.ms (-1990) (- m/z 57.05 100.00%
57.0
- m
oo
1411 .
i “‘ L L4 s 1832 281 n/z 43.05  81.62%
m/z--> 50 100 150 200 250 300
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 T
9.0 14.00
m/z 55.05 55.19%
139.0
gy L h!‘ Wy i7" 1820 2240 2800
m/z--> 50 100 150 200 250 300
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
—
14.00
5000 m/z 71.05 52.64%
‘\“\ \“\ I \‘ ‘\\“ ‘h d}‘.?‘ 182‘0 — 25‘\2‘0‘ —
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester : T
57.0 14.00
m/z 41.05 39.27%
5000
L w\ |t om0 s A
mlz--> 50 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23

Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Tetracosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.245 2.77 ng 76402  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2049 (14.245 min): BF143577.D\data.ms (-2044) (- m/z 57.05 100.00%
57.0
1400  14.50
13.2 . .
183.1
\\\‘\‘\‘\\\”‘\\“\\“‘\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/z 43.19 68.9900
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0
5000 T T 1
14.00 14.50
m/z 71.05 59.34%
[P 2169.0225.0281.0538.0
\\\\‘\\\\‘!\\1‘\\\\‘!\\1‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane
57.0
7 —
14.00 14.50
5000 m/z 85.10 45 .40%
113.0
J\ ‘JJMI\ﬂ§9022502810337039304490506(
et e b e e T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl- = .
57.0 14.00 14.50
m/z 41.10 25.87%
“H‘H“_‘H“H“H‘w“u‘u“w‘u“u‘_“w“ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 11 Carbonic acid, octadecyl pr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.557 8.38 ng 230794  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
4 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 91
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
Abundance Scan 2102 (14.557 min): BF143577.D\data.ms (-2096) (- m/z 57.10 100.00%
57.1
o JLM
11.1 14’50 |
‘ 14.50
- } J““W ‘?5 L ??9 L 39( m/z 43.10  71.57%
m/z--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 — ‘
14.50
m/z 71.05 54.02%
110
1y “\‘ 11,1530 2240 2070
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
T 7 \
14.50
5000 m/z 55.05 45.93%
LU oo a0
m/z--> 50 100 150 200 250 300 350
Abundance #161355: 1-Decanol, 2-octyl- T
57.0 14.50
m/z 85.05 37.84%
5000
110
170t \h Wiraal R E— N
mlz--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23

Operator : RC/JU

Sample : Q2915-01

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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 12 Eicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.210 2.04 ng 55598 Perylene-d12 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2213 (15.210 min): BF143577.D\data.ms (-2208) (- m/z 57.05 100.00%

57.0
5000

i
9.1 15.00 15.50

0183.1 267.0
“NMMJJ‘WMMWJ‘MM§% S A m/z 43.05 61.19%

m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0

5000 —— —
15.00 15.50

m/z 71.05 55.40%

F \141918302250 282.0
\\\‘\\\‘\\\I‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

— —
15.00 15.50

5000 m/z 85.05 43.29%
iy H J141018302250 281.0 337.0 394.
A ALy 0eae0 2810 3370 394
m/z--> 50 100 150 200 250 300 350 /\W
Abundance #307033: Octacosane, 2-methyl- T
57.0 15.00 15.50

m/z 55.05 24.09%

- m
[

) ﬁ H | 4101830225026703090 365.0

‘ ‘ —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082225\
Data File : BF143577.D

Acqg On : 22 Aug 2025 17:23
Operator : RC/JU

Sample : Q2915-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082025.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|
Butane, 2-metho... 2.263 42.0 ng 1240260 1 6.922 590724 20.0
1,3-Dioxolane, ... 2.475 3.5 ng 104674 1 6.922 590724 20.0
2-Pentanone, 4-... 5.169 12.0 ng 353143 1 6.922 590724 20.0
Benzophenone 10.675 9.7 ng 478969 3 9.963 986650 20.0
n-Hexadecanoic ... 11.975 6.5 ng 320844 4 11.451 980184 20.0
Hexadecanoic ac... 12.845 3.3 ng 90323 5 14.092 550848 20.0
Butyl myristate 13.551 2.1 ng 57551 5 14.092 550848 20.0
Hexacosane 13.598 2.8 ng 76403 5 14.092 550848 20.0
1-Dodecanol, 2-... 13.927 10.6 ng 292526 5 14.092 550848 20.0
Tetracosane 14.245 2.8 ng 76402 5 14.092 550848 20.0
Carbonic acid, ... 14.557 8.4 ng 230794 5 14.092 550848 20.0
Eicosane 15.210 2.0 ng 55598 6 15.592 546059 20.0
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